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PROTEI N AND METHODS OF USE THEREOF FIELD OF THE INVENTION . 5 This
invention relates to the three-dinmensional structure of human gl ycogen
synt hase ki naseo:24§9SK3), to crystals of a construct of GCSN3yuso29set hods
for' formng crystals of the GSK3 construct, to nethods for determ ning the
crystal structure of the GSK3 construct:l-and to methods for using the
t hree-di nensional structure of GSK3 to identify possible therapeutic
conpounds for the treatnent of 10 various di sease conditions nedi ated by
GSK3 activity. BACKGROUND OF THE | NVENTI ON d ycogen synt hase ki nase 3
(GSK3) is a serine/threoni ne kinase for which two isoforns, a and p, have
been identified. Wodgett, Trends Biochem Sci., 16:177-81 (1991). Both
GSK3 isoforms are constitutively active in resting. cells. 15 GSK3 was
originally identified as a kinase that inhibits glycogen synthase by direct
phosphoryl ati on. Upon insulin activation,” GSK3 is inactivated, thereby
allowing the activation of glycogen synthase and possi bly ot her
i nsul i n-dependent events, such as glucose transport. Subsequently, it has
been shown that GSK3 activity is also inactivated by other growmh factors
that, like insulin, signal through receptor tyrosine 20 ki nases (RTKs).
Exanpl es of such signaling nolecules include 1G-—-1 and EGF. 18 MAR 2005 WO
02/ 24893 PCT/USO /29549 -2 Saito et al., Biochem J., 303:27-31 (1994);
Welsh et al., Biochem J. 294:625-29 (1993); and Cross et al., Biochem
J., 303:21-26 (1994). Agents that inhibit GSK3 activity are useful in the
treatment of disorders that are nediated by GSK3 activity. In addition,
i nhi bition of GSK3 m m . tivat i, f h factor signaling
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of a GSK3 constidhek of GSK3 to identify possible therapeutic compounds for the treatment of

10 various disease conditions mediated by GSK3 activity.
BACKGROUND OF THE INVENTION

Glycogen synthase kinase 3 (GSK3) is a serine/threonine kinase for which

two isoforms, o and B, have been identified. ‘Woodgctt, Trends Biochem. Sci.,

16:177-81 (1991). Both GSK3 isoforms are constitutively active in resting cells.

15  GSK3 was criginally identified as a kinase that inhibits glycogen synthase by direct

phosphorylation. Upon insulin activation, GSK3 is inactivated, thereby allowing the

activation of glycogen synthase and possibly other insulin-dependent events, such as

glucose  transport. Subsequently, it has been shown that GSK3 activity is also

inactivated by other growth factors that, like insulin, signal through receptor tyrosine

20  kinases (RTKs). Examples of such signaling molecules include IGF-1 and EGF.




15 that contains the protein's catalytic domain to identify possible
therapeutic conpounds and to optimize the structure of |ead ther &peMARiZgps
conmpounds. SUMVARY OF THE | NVENTION I n accordance with the present

i nvention, thgglhkges di mensional structure of a construct n.
gl ycogen synt hase kinase. 3 (GSK3) is provided. 20 In one aspgfer(f:t[g?%ﬁg

i nvention provides crystals of a construc of- human gl ycogen synthase
ki nase 3-0 (GSK3-(3) containing the protein's catalytic kinase domain. In
anot her aspect of the invention, a method for crystallizing the protein
construct to provide a GSK3 crystal sufficient for structure determ nation
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crystal lizing ‘-‘PEJ@OWI@P@?W PHREe i tiructurr0ftopd dherafewin pompontds. st ruct ure of
the protein construct, and meSUMIMARGTORTHEINYEBITYONEE- di mensi onal
siructure for Lhe wianbidiedhiel. SC.ARINLIS, hOSLSPRHLIS SPTOURIS LT, (e
are provided. construct of human glycogen synthase kinase 3 (GSK3) is provided. :
20 In one aspect, the invention provides crystals of a construct of human
glycogen synthase kinase 3-B (GSK3-B) containing the protein's catalytic kinase
domain.
In another aspect of the invention, a method for crystallizing the protein
construct to provide a GSK3 crystal sufficient for structure determination is
25  provided. |
In a further aspect, the three-dimensional structure of the GSK3 construct is
provided. ‘
In yet another aspect, a method is provided for using the GSK3 construct's
three-dimensional structure for the identification of possible therapeutic compounds
30 inthe treatment of various disease conditions mediated by GSK3 activity.
BRIEF DESCRIPTION OF THE DRAWINGS
The foregoing aspects and many of the attendant advantages of this invention
will become more readily appreciated by reference to the following detailed
description, when taken in conjunction with the accompanying drawings, wherein:
35 FIGURE 1 is an illustration of the structure of the GSK3-B construct:




The GSK3-0 Protein Construct: Expression Purification, and Crystallization
In one aspect; the invention provides a conposition that includes a GBKS7005
construct that contains the protein's catalytic kinase domain. The
construct incwad¥ssdiat | east .residues 37-384 of human GSKBCRUSH@*$4dcks t he
36 amino acids at the 20 protein's C—terfgi_nus. The conposition is a
crystalline formsufficient for structuré determnation by diffraction
studies by X-ray. It will be appreciated that GSK3 protein constructs other
than the construct .described herein, for exanple, active mutants or

vari ants thereof, can provide three- dinensional structural '"information
useful in identifyifGURISSisindillidiatepeih Grddue o peUGRIS-B reobfitact ka@dlenent  of
various di seasg condl tions nediated by GSK3 activity. Construct Sequence.
The construct sequence SEQID NO._ 1, is provided below. The asterisk
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various cr %5 t alplolte%nas:[ b(%crmqgt;[sh 2 c!)rrr}gtlm on' 9 cfrj(r)sgallme form sufficient for structure
determination by diffraction studies by X-ray.

It will be appreciated that GSK3 protein- constructs other than the construct
described herein, for example, active mutants or variants thereof, can provide three-

. dimensional structural information useful in identifying possible Atherapeutic )
25  compounds in the treatment of various disease conditions mediated by GSK3
activity. -

Construct Sequence. The construct sequence, SEQ ID NO: 1, is provided
below. The asterisk indicates the first residue that is seen in thé crystal structure. The
following construct and additional useful constructs and their preparation are

30  described in co-pending U.S. Patent Application Serial No. 60/221,242, filed July 27,
2000, the disclosure of which is incorporated herein by reference in its entirety and

for all purposes.
N-terminus: MEYMPMEGGGGSK
*YTTVVATPGQGPDRPQEVSYTDTKVIGNGSFGVVYQAKLCDSGELV
35  AIKKVLQDKRFKNRELQIMRKLDHCNIVRLRYFFYSSGEKKDEVYLNLVLDY




exanple, mcrocrystallization nethods can be utilized to obtain
three-di nensional structural information useful in identifying pdgsmiR 205
t herapeutic conmpounds in the treatnent of various disease conditions

medi at ed by Gylgnaehivity. 20 The GSK3-6 Protein Construct ﬁljffblggt]}i%sg
anot her aspect of the invention, the three-dinensional structure o %h

GSK3 protein construct is provi ded. Ami no-4aci d sequence data and atom c
coordi nates derived from X-ray diffraction data were used to determine the
construct's three-di nensional structure. The construct's atom c coordi nates
were 25 cal cul ated from anel ectron density map produced fromthe
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P222(1) 2.2

the GSK3 construct by, for example, the hanging drop technique. A representative
method for forming suitable crystals of the GSK3 construct suitable for structure
15 determination is described in Example 2.

It will be appreciated that various crystallization methods including,. for
example, microcrystallization methods can be utilized to obtain three-dimensional
structural information useful in identifying possible therapeutic compounds in the
treatment of various disease conditions mediated by GSK3 activity.

20 _ The GSK3-B Protein Construct Structure

In another aspect of the invention, the three-dimensional structure of the
GSK3 protein construct is provided. Amino acid sequence data and atomic
-coordinates derived from X-ray diffraction data were used to determine the
‘construct's thrée-dimensional structure. The construct's e;fc;mic coordinates wcre.

" 25  calculated from an electron density map produced from the combination of X-ray
diffraction and phase da: ..

With the GSK3 construct available in crystalline form suitable for structural
determination, the crystal structure can be obtained by a variety of techniques. In a
representative method, diffraction patterns were obtained using an X-ray image plate

30 device. Phase data was then obtained by a combination of molecular replacement
and cross-crystal averaging techniques. Electron density maps were then constructed
and the structure solved and molecule built. The resulting structure was refined and
the structure validated. The ultimate result was an atomic model of the GSK3
construct. A representative method for obtaining the GSK3 crystal structure is

35  described in Example 3.




10.4 13.7 2.26A - 2.20A 3.3 26.2 30.8 The three-dinensional structure

of the GSK3-(3 construct provided as a tabulation of atom c coordinates is
given in Table 2. In the table, "OH2" and "GOL" 10 refer to structural8 MAR 2005
wat er and gl yegr®higa®l ecul es, and "TER' refers to the termpursssniizese

pepti de chain. Table 2.' GSK3-13 Construct Atom c Coordi nates. ATOM 1 CB

VAL A 37 80.033 15 ATOM 2 CGL VAL A 37 8T.501 ATOM 3 C& VAL A 37 79. 466
ATOM 4 C VAL A 37 80.398 ATOM5 0 VAL A 37 79.972 ATOM 6 N VAL A 37

78.411 20 ATOM 7 CA VAL A 37 79.846 ATOM 8 N THR A 38 81.331 ATOM 9 CA

THR A 38 81.900 ATOM 10 CB THR A 38 81.970 ATOM 11 OGL THR A 38 83. 312 25

ATOM 12 C& THR A 38 .87. - 1. 00

50.57 25.233 - 19, 5@;@%%%@8&%& gty GO, s fact B st bia e80T 0

1.00 50.20 24me®ds.16. 767 1.00 51.05 22.987 -19.067 1.00 49.79 23.399 -

-19. 056 1.00 50. 62 T2 stilfics ¥3: 46llkctadthedbryQRAlog2bhR62ata 1fic QGAmbrid 48. 04

20.789 - 15, 65214, 09 48. 38 20.328 -15. 604 1. 00 49. 77 19, 848 -16.525 1.00
S1BE01

47.77 22.918 4 1.00 47.01 1 8 MAR 2005 WD 02/ 24893
) 5 Table 1. Data and Model Statistics for Structure Solution.

, Native 2.24
Space Group P222(1)
Highest Resolution (A) .22
Rinerge (%0) 10.4
Vo (total) | o137
Final Shell 226A-220A
Vo (Final Shell) 33
R-factor (%) 26.2
free-R factor (%) 30.8

The three-dimensional structure of the GSK3-f construct provided as a
tabulation of atomic coordinates is given in Table 2. In the table, "OH2" and "GOL"
10 refer to structural water and glycerol molecules, and "TER" refers to the terminus of
a peptide chain.
Table 2. GSK3-B Construct Atomic Coordinates.’

ATOM 1 CB VAL A 37 ° B0.033 24.831 -19.608B 1.0 50.57
15 arom 2 CGl VAL & 37 81.501 25.233 -13.582 1.00 50.37
ATOM 3 CG2 VAL A 37 79.466 24.947 -21.017 1.00 51.61
ATOM 4 C VAL A 37 80.398 23.336 -17.638 1.00 50.20

ATOM 5 VAL A 37 79.972 24.095 -16.767 1.00 51.05
ATOM 6 N VAL A 37 78.411 22.987 -19.067 1.00 49.79

20  ATOM 7 CA VAL A 37 . 79.846 23.399 ~-19.056 1.00 50.62
ATOM - 8 N THR A 38 81.331 22.418 -17.401 1.00 49.02

© ATOM 9 CA THR A 38 81.%00 22.262 -16.068 1.00 48.04
ATOM 10 CB THR A 38 81.970 20.78% -15.652 1.00 48.38
ATOM 11 OGL THR A 38 83.312 20.329 ~15.604 1.00 49.77

25 atoM 12 CG2 THR A 38 B1.167 19.848 -16.525 1.00 47.77
ATOM 13 C THR A 38 83.262 22.918 -15.914 1.00 47.01



PCTI USO 1/ 29549 -6 ATOML40 THR A3884. 14322. 760-16. 7551. 00 48. 09 ATOML5N THR
A3983. 43623. 626- 14. 8061. 00 45. 08 ATOMIGCA THR A3984.70124. 275- 14. 5081, 00/
42.86 ATOML7CB THR A3984.53825. 790- 14. 2671. 00 43. 86 S5ATOMI8OGL THR oo
A3984. 62326. $3 951. 00 44. 44 ATOMIOCE THR A3983. 25826 8211,
43.65 ATOWROC TH%ZBA9§985. 395. 23. 571- 13. 3381. 00 40. 74 ATOVQIB%%:’E
A3984. 75923. 220- 12. 3341. 00 40. 93 ATOVR2NGVAL A4086. 69423. 349- 13. 4851. 00
38. 40 10ATOMR3CA VAL A4087.48322.679-12. 4641. 00 35.30 ATOMR4CB VAL

A4088. 18021. 427-13. 0271. 00 34. 48 ATOVR5CGL VAL A4089. 07720. 788-11. 9831. 00
34. 49 ATOWRG6CGE2 VAL A4087.14220.429-13.5161. 00 34. 61 ATOWR7C VAL

A4088. 51323. 636-11. 8731. 00 34. 74 15ATOMR80 VAL AAC89. 32924.220-12. 6011. 00
33.31 ATOWRON AMTE8. 25458 806210, 54%1 16 33,758 AFRBOCKOVME A1

. 89. 36224. 707A0018381.150 1B80. BR ATAYB1CB AA43IA4288:2689253®99: 9022335 00 31. 41

ATOVB2CGL VAL 2Add87. 84028, 684 40.:3941. 0g, 28, 06, 20AT( - ‘
VAL. A4187. 63225 422 8. 1361, %%R %9.389 ATd%Bégl% ng_zlﬁﬁlggfﬁ%%g_ﬂggﬁ;gﬁ 7231. 00
29. 47 ATOMBS0 VAL Adt’. &6 785F0d. 881- 8. 344300224 2807 LATCIVBENOALSR - 86

A4291. 16724. 638 8. 2191. @1 B A3 3ATOVB763A6 A A2 A4201-196824. 092-44..1491. 00

A1291 56124, 6315 8951 00 20 65 Alcva00 ALK AABOT” 98405 050786581 00

28. 27 ATOVMINATRR A4%80.%789PR 49624, 98185 08P 303991 ATOMEBBCAL - PHRO. 74

A4390. 33724. 848x8. 7621. 00 3%ir4 3IOATOMHSECEsSTHR: 448882945425, . 8324?3H2{;9551- 00
36. 00 ATOWM4 JHR A43 2-2. 7 00.43.97 AT :

A4387. 98524 (23%04 51%% %g 3‘77”&4'? A?‘ I}—ﬁ Aﬁ§§6g4d§2"g¥n7‘4 % ¥o8%. 00 33. 11
ATOW70 THR AABYD. 08322.6R91Y% 538%. 00 383 53 IBNFPORMAR- 164 1.00 35.30

PRO A4490. 82627rb572- 243781. €0 82456 18 d¢dARR09PH,. 4D 02/ 24893 H.GRP1/ 29549

ATOM 25 CGl VAL A 40 89.077 20.78B8 -11.983 1.00 34.49
ATOM 26 CG2 VAL A 40 87.142 20.429 ~13.516 1.00 34.6)
-ATOM 27 ¢ VAL A 40 88.513 23.636 -11.873 1.00 34.74
15  arom .28 O VAL A 40 89.329% 24.220 -12.601 1.60 33.31
ATOM 29 N VAL A 41 88.454 23.806 -10.543 1.00 33.2¢
"ATOM 30 CA VAL A 41 . 89.362 24.707 -9.838 1.00 30.39
ATOM 31 ¢B VAL A 41 88.589 25.899 -5.223 1.00 31.41
ATOM 32 CGlL VAL A 41 87.840 26.681 -10.294 1.00 28.05
20  atom 33 CG2 VAL.A 41 87.632 25.422 -8.136 1.00 29.89
ATOM 34 C VAL A 41 90.122 23.990 -8.723 1.00 é9.47
ATOM 35 VAL A 41 . 89.751 22.891 -8.311 1.00 28.80
ATOM 36 ALA A 42 ,91l151_;24;s3a- -8.219 1.00 28.13
ATOM 37 CA BALA A 42 91.960 24.092 -7.119 1.00 29.60
25 ATOM 38 CB ALA A 42 93.450 24.229 -7.400 1.00 28.11
ATOM 39 ALA A 42 91.581 24.837 -5.835 1.00 29.66
ATOM 40 ALA A 42 91.963 25.9%0 ~5.648 1,00 28.27
ATOM 41 N THR A 43 90.789 24.196 -4.981 1.00 30.99
ATOM 42 CA THR A 43 90.337 24.849 -3.762 1.00 34.40
30  AaTtom 43 CB THR A 43 88.911 25.332 -3.955 1.00 36.00
ATOM 44 OGlL THR A 43 88.371 25.782 -2.727 1.00 43.97
ATOM 45 CG2 THR A 43 87.985 24.275 -4.510 1.00 37.41
ATOM 46 THR A 43 90.408 23.974 -2.506 1.00 33.11
ATOM 47 THR A 43 90.083 22.791 -2.538 1.00 33.54
35 ATOM 48 N PRO'A 44 90.826 24.572 -1.375 1.00 32.56
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A4683. 80124. 0838°%351 580 Bu. 8 ATAEYB6C @l\P%MG%%??)%Sz%P@ba& ?302?150‘0 49. 85
ATOVE70 GLN A4G83M 53123. 920 7ps@481 .400 50. 300 AROMEBN Gs¥1  1.00 33.35

AAT88. 99223. 0426,4651..90 50. 37, ATQYBICA LY, A4789.(19222.0667,41191,,00 51. 27
ATOMZOC GLY A4791. 00521. 9037 4131.00 51. 26 ATOW10 GLY

AA791. 731228007T@811. G8 51. ORROATOWI2N PHO- MFs0t-BoM 2007996 1087 8206 51. 25
25ATOV73CD PRO224890. GR419. 5296a 52@1. 00 &52323 ATOM/ 4CGAsPRO1.00 31.50

ATOW6CG PRO AMBEL 72918 Bo6B 1857 00 57 A% ATOWYG PRG?. 100 3870 5 28

A4893. 70320; 964597851 .560 B0. 43 BOATOW S PR A3 648262 331%° 320°2. 00 51. 68
ATOWION ASP A49934 31222. 1415:13051.460 48.803ATOMBOLA ABB76  1.00 41.20

A4993. 091237554, J65L. Sﬁgo 48. %§8,b5;gvslceé AR 995, 38133, 2594, 5951, 00 48.73

ATOVB2CG A 4. 465 1700 49.64 35
A4996. 43424, 26?\2@7221 500 %51.96 A8 RAR 209(353%?\0 Y21 4893 PTTAUBOEF 29549

ATOM 60 CA .GLN A 45§ 87.570 24.8B68 5.729 1.00 48.58

ATOM 61 CB GLN A 46 §6.280 25.586 6£.143 1.00 50.56

ATOM 62 CG GLN B 46 85.157 24.461 6.612 1.00 53.97

15 artom 63 CD GLN A 45§ 84.699 24.926 8.044 1.00 54.45
ATOM 64 OEL GLN A 46 85.143 25.874 8.699 1.00 54.99
ATOM 85 NE2 GLN A 46 83.801 24.083 8.535 1.00 54.65

ATOM - 66 C GLN R 46 86.035 23.908 6.822 1.00 49.85

~ ATOM 67 O GLN A 46 87.531 23.929 7.948 1.00 50.43
20 AaTom 68 N GLY A 47 88.992 23.042 6.465 1.00 50.37
ATOM 69 CA GLY A 47 89.492 22.066 7.410 1.00 51.27
ATOM 70 C GLY A 47 $1.005 21.903 7.413 1.00 51.26
ATOM 71 O GLY A 47 91.?31 22:809  7.831 1.00 51.04
ATOM 72 N PRO A 4B 91.504 20.724 6.987 1.00 51.25

25 arom 73 CD PRO A 48 90.694 19.579 6.520 1.00 52.23
ATOM 74 CA PRO A 4B 92.939 20.413 6.984 1.00 51.17
ATOM 75 CB PFRO A 48 92.949 18.883 -6.954 1.00 51,98

ATOM 76 CG PRO A 48 91.722 18.526 6.185 1.00 S52.45

ATOM 77 € PRO A 48 93.703 20.964 5.785 1.00 50.33

30  ATOM 78 O PRO A 48 94.648 20.331 5.310 1.00 51.68
ATOM 79 N ASP A 49 93.312 22.141 5.305 1.00 48.80

ATOM B0 CA ASP A 49 $3.991 22.755 4.165 1.00 48.33
'ATOM Bl CB ASP A 49 95.381 23.25% 4.595 1.00 48.73
ATOM 82 CG ASP A 49 95.853 24.465 3.805 1.00 49.64

35  Aarom 83 OD1 ASP A 49 96.434 24,267 2.722 1.00 51.08




-8 ATOMB4AOD2 ASP A4995. 64925. 6064. 2721. 00 49. 48 ATOVB5C ASP
A4994. 06921. 7612. 9841. 00 46. 42 ATOVB60 ASP A4993.07121.1192. 6671. 00 147 w&Bsnss
ATOVB7N ARGA5095. 24521. 636. 2.3531.00 43. 75. 5ATovsggAgA2R§9 0 41 78
A5093. 45820. 7 .00 40.37 ATOMBICB ARG A5095. 508109. ) 41,
ATOVPOCG ARG iv?oﬁég.lﬁ%%ms. 6212. 0581. 00 44.71 ATOVD1CD ARG Fetigsi .
A5093. 97017. 2611. 3981. 00 47.92 ATOW2NE ARG A 093. 23016. 3372. 2651. 00 51. 36
10ATOVD3CZ ARG A5091. 91816. 4362. 5191. 00 52. 40 ATOVR4NHL ARG

A5091. 18117. 3771. 9231. 00 53. 58 ATOWSNH2 ARG A5091. 34315. 5893. 3681. 00 52. 49
ATOVD6C ARG A5094. 43720. 9380. 0921. 00 36. 07 ATONES?1 958521 ©ra 0. 8481 00
A5093. 37420. 32 541.00 34.88 15ATOMPSN PRO A5194. .823-0. .

33.81 ATC]VBQCD% A5f86.??§2”232’. B0820. 89P7P: BAF 3%-595 ATOVIDOGAIPHRO- 48

A5193. 87922, 1287 9758500 3225212 ATOMLO1GB. RRO A519¢. 68628. 1168 258441. 00

31. 98 ATOMLO2CgRRO A339%, 67823, 694- 1. 8791,00 32 20 03C P
A5193. 56920. sggf 2.7971. 00 30}.%%9A A'gr%vnmﬁgp??% A%léi%sg%%g?‘gﬁd%%l. 00
32. 41 ATOVLOSN*EN A5392 32756, 76823, 2278 5 3AL-636 ATOVED6 GAPGHN. 75-
A5291. 882195 648rak 038%8 0a31arE0a ATOMLO7 GB. {AsNARR 941 ggmaq 6580%53%' 00
30. 92 25ATOMLO GLN,A5289. 9.164- 2. .0

A5289. 13218.49%. 556%90(%;%371&%%}A &dvnloé%l\ngg%SS.]0?5%@18&-4:{:—56611. 00
38.16 ATOML11INEPMGLN AB28&§. gF418. 637- 0. 2611760018352113 APEML12® @N1 )
A5291. 10820. 158z 25131 0@p3art5 3@deovu193097@Ll\ivA5@192.TﬁaSQé.126!%33-.922211- 00
29. 33 ATOML14N,G,U A5391.09919.367- 6. 3121. .

A5390. 38?&/? 74‘8%’. 518%206§g3%¥$1§ A%DOVMG%'%%US%S\%%O. 823%% g?"i"- 8le¥41. 00
31. 87 ATOMY7CEY U ABBOLZ6BER 638- 9. 72¥19160 B34 15 IHATOMLISCH2 AN -
A5392. 67518. 738rak0. 4404. 0@: 3BsGO 90 8 MARL2GQ5 MD: D2/ 24893PETYdISE 4529549 - 9-

ATOM 95 NH2 ARG A 50 91.343 15.589 3.368B 1.00 52.49

ATOM 96 C ARG A 50 94.437 20.938 0.092 1.00 36.07

ATOM 97 O ARG A 50 93.374 20.329 0.054 1.00 34.88

15 AartoM 98 N PROA 51 94.760 21.823 -0.848 1.00 33.81
ATOM 99 CD PROA 51 96.002 22.606 -0.891 1.00 34.21

ATOM 100 CA PRO A 51 93.879 22.123 -1.975 1.00 32.21

ATOM 101 CB PRO A 51 94.686 23.116 =-2.814 1.00 31.98

ATOM 102 ©G PRO A 51 95.678 23.697 -1.870 1.00 32.93

20 AToM 103 C PROA 51 93.569 20.878 -2.797 1.D0 30.79
ATOM 104 © PROA 51 94.436 20.049 -3.040 1.00 32.41
“ATOM 105 N GLN A 52 92.327 20.768 -3.227 1.00 31.01
ATOM 106 CA GLN R 52 91.882 19.649 -4.038 1.00 31.10

ATOM 107 CB GLN &4 52 91.036 18.656 -3.228 1.00 30.92

25 ATOM - 108 CG GLN A 52 89.656 19.164 -2.825 1.00 34.68
ATOM 109 Ch GL¥ A 52 89.132 18.495 -1.556 1.00 37.20

ATOM 110 OEL GLN A 52 88.074 17.858 -1.561 1.00 38.16

. ATOM 111 NE2 GLN A 52 89.874 18.637 -0.461 1.00 37.13
ATOM 112 ¢ GLN A 52 91.108 20.158 =-5.251 1.00 30.15

30  aToM 113 0 GLN A 52 90.525 21,245 -5.221 1.00 29.33
ATOM 114 N GLU A 53 91.089 15.367 -6.312 1.00 30.79
ATOM 115 CA GLU A 53 90.383 19.740 -7.518 1.00 30.71
ATOM 116 CB GLU A 53 30.837 18.877 -8.694 1.00 31.87

ATOM 117 6 GLU-A 53 91.680 19.628 -3.717 1.00 33.95

35 ~aToM 118 ¢D GLU A 53 92.675 1B.733 -10.440 1.00 35.69




ATOML190E1 GLU A5393.82819. 181-10. 6611. 00 35. 06 ATOML200E2 GLU 2005
A5392. 30417. 584- 10. 7811. 00 35. 68 ATOML21C GLU A5388. 88019. 615- 7. 2911 SolAR
29.25 ATOML220 GLU A5388. 40018. 567. - 6. 8461. 00 30. 67 S5ATOML23N VAL

A5488. 14820. 683-0728¥81. 00 28. 00 ATOML24CA VAL A5486. 69520. $39aE0RB088%. 00
27.10 ATOML25CB VAL A5486.28121. 745-6. 2921. 00 26.17 ATOMI26CGL VAL

A5484. 77121. 910- 6. 2531. 00 23.81 ATOML27 VAL A5486. 80521. 294- 4. 9371. 00
22.59 10ATOML28C VAL A5486.00121.113-8.7051.00. 27.97 ATOML290 VAL

A5486. 36422. 089- 9. 3591. 00 28.40 ATOML30N SER A5585. 00920. 324- 9. 0821. 00
27.75 ATOML31CA SERA5584. 28120. 564-10. 3171. 00 29. 06 ATOML32CB SER
A5584.32119. 3145 0l. 2324. Q9 %ZUSAZ JPATOME 33 %6R13&55§555f19l8008§9 -0k1. 3481. 00
29. 80 ATOML34C SER A5582.84520. 965- 10. 06371. 00 28,17

SERA5582. 12520”2384 - 9. 1§%2PE60‘=L%8’* 85 ATOVE36I: TYR- 5@3‘68123 2’1%1422 %75%5 1. 7101. 00
28. 14 ‘ATOML37CATrdFYR A568%. 05322 558- 10. 602B0009261561-20ATOMIBSE8 2FYR

A5680. 96923. 72Q-9. 6051,0Q 27,30, AFOML39¢E [FYR AS681. 82324 944 90 9941. 00

25. 16 AATC]V[L40CD1 TYR A5683. 13225. 026-9. 4431. 00 25.56 ATOML41CEL TYR

A5683. 90526° 15AT% 682230 24215 AroML428P2 +FYROASH68T -80B26: 123806, 6121. 00
23. 48 25ATOMLAZER? TYR: AGRSAA0 73274 149- £6.6359 2002 3-5IIATOMMAEATACTYR

5789 ATOMLA6C\ IR ABKB0 B630b otk 11. 938100 41/ 93 AIAAIOTHR | o

A5681. 354. 23. 278M 2. 8781 58D V8D.M 75 BOATOM 48N PR R577925432300587-812. 1071. 00
33. 31 ATOML49CArcMRR A2778652@23 496- 13. 356&1350(21359443—%?%50@822%@
AS778. 412 4, 2% 0 7 ATOMLS] A7 9 85 19. 5831. 00
37.54 A O\/i% C%&JMTHR 2%7% 3%3%‘ %44 13. %]l. 9‘? 54 3§ﬁTé\;@53C THR
A5777.31024. 218743, 0871. 00 I8-61 1' 6 MARS 2005 W@zm‘%é@% PCF 508/ 295- 19
-10 ATOM 130 ¥ SER A 55 §5.009 20.324 -9.082 1.00 27.75
ATOM 131 CA SER A 55 84.281 20.564 -10.317 1.00 29.06
ATOM 132 CB SER A S5 §4.321 19.317 -11.212 1.00 27.82
15 AToM 133 OG SER A S5 | 85.643 18.850 -11.348 1.00 29.80
ATOM 134 C SER A 55 B2.845 20.965 -10.063 1.00 28.17
- ATOM 135 0 SER A 55 82.125 20.291 -9.322 1.00 28.82
ATOM 136 N TYRA 56 B2.434 22.052 -10.710 1.00 28.14
ATOM 137 CA TYR A 56 81.073 22.558 -10.607 1.00 29.61
20  aTom 13§ CB TYR A 56 80.969 23.720 -9.605 1.00 27.30
ATOM 139 CG TYR A 56 81.822 24.941 -9.904 1.00 25.16
ATOM 140 CDL TYR A 56 83.132 25.026 =-9.443 1.00 25.56
ATOM 141 CEL TYR A 56. §3.905 26.154 ~-9.682 1.00 26.15
ATOM 142 CD2 TYR A .56 81.308 26.021 -10.612 1.00 23.48
25  ATOM 143 CE2 TYR A 56 82.073 27.149 -10.85%9 1.00 23.57
ATOM 144 CZ TYR A 56 £3.370 27.210 -10.391 1.00 24.23
ATOM 145 OH TYR A .56 B4.140 . 28.328 -10.636 1.00 27.89
ATOM 146 € TYRA 56 B0O.562 22.994 -11.972 1.00 31.23
ATOM 147 0 TYR A 56 81.354 23.278 -12.878 1.00 30.17
30 ATOM 148 N THR A S7 79.243 23,057 -12.107 1.00 33.31
ATOM 149 CA 'THR A 57 78.620 23.476 -13.356 1.00 35.43
ATOM 150 CB THR A 57 78.412 22.276 -14.296 1.00 35.27
ATOM 151 OGl THR A §7 77.984 22.698 -15.583 1.00 37.54
ATOM 152 CG2 THR A 57 77.433 21.244 -13.785 1.00 33.54
35 ATOM 153 C THR A 57 ©77.310 24.215 -13,087 1.00 36.61




ATOML540 THR A5776. 93624. 426- 11. 9291. 00 36. 38 ATOML55N ASP

AS5876.
36. 49

A5873.

42. 29

A5875.

34. 21

A5976.

36. 95

A5978.

38.01

AG075.

36. 62

A6072.

38. 40

AG068.

36. 32

A6174.

33. 46

A6174.
AG176.

33.94

61924. 603- 14. 1631. 00 36.33 ATOML56CA ASP A5875.34725. 315- 14. OBAL 30705
ATOML57C8 ASP A5874.29724. 467-13. 3321. 00 39. 46 SATOML58CG ASP

79423. 286734d571. 00 41. 91 ATOM 159001 ASP A5873. 02522, 46113 6071. 00
ATOML60OD? ASP A5874. 16623. 182- 15. 3521. 00 44. 17 ATOMESTESRERSH

51326. 673-13.3911. 00 35. 84 ATOML62010ASP A5874. 64327. 125-12. 6551. 00
10. ATOML63N TRR A5976. 63927. 312-13. 6651. 00 35. 88 ATOML64CA THR

96528. 615-13. 1141. 00 37.28 ATOML65CB THR A5978. 40328. 955-13. 4761. 00
ATOML660GL THR A5979. 25727. 884-.13. 1101. 00 37. 20 ATOML67CE THR

93030. 221-12.8311. 00 38. 01 15ATOML68C THR A5976. 00929. 703- 13. 5961. 00
ATOML690™PHIR A53Y5°64F88 2738 14. 76719350 239428 ~NTCRA 7ONOL Y& 38

61330. 59¥eo82. 6Fskl. 90 33e 94 FATOML7 7EL61loYS 4AGES7 41 794311 6R83d.350001. 00

ATOML72 YS 73, 25931, 196- 13. ,00,3 ATOML73CG LYS
51731. 0(1;?-0%1. 89%?1'.&00§§§ 4?£TOVI1%§C% g’é %6507&428@4431 %088-£¢. 9751. 00
ATOML75CEClYS ABO7ER 18883 075- 11. 64RPT0R4396 041 AFEMLYBNZ31. Y8

90930, 44drof0. 992:1. 8O 4dr 86 ATOVL7FE. 1YS AGHA-78932. 812 411.49571. 00

%gg%g%glléf HSO%% §%§ 35 ATOML o 108&@% A%%?gl%?%%;g@”lf%%l 00

ATOML81CBWAL AP17%P082B6. 5198- 12. 368F50@3318 2441 SATOML82DCGI4 WAL
89237. 74@eod 1. 5031. 0 24s 88 IVATOMES3ICE2 2¥AL73 -13.391

48836. 473512. 9 0 2 ATOML84C VAL A6173. 53635, 386-10. 7421. 00
AT 850%V 11 A 17%17‘2 4%%3% 3@1 11. ggﬁ 3067 31°9 2 A5 v BER 14-E1

AG273. 69235 5849 415 o) 3046 APOMLE7TA SBRE 2A6222-1533485. 686-8.5481. 00

30. 06 35ATOMLOAGR | LEEAGRY 2:@2334424- 7764Q3. 09 3. 30 18 MAR, 205 VO
02/ 24893 PCTI LgQ, / 29pA9 CBllTHR A 5% 78.403 28.955 -13.476 1.00 36.95
ATOM 166 OGl THR A 59 79.257 27.884 -13.110 1.00 37.20
ATOM 167 CG2 THR A 59 78.930 30.221 ~12.831 1.00 38.01

15  ATOM 168 € THR A 5% 76.009 29.703 -13.596 1.00 38.01
ATOM 169 o THR A 59 75.641 29.736 -14.767 1.00 39.28
ATOM 170 N LYS A &0 75.613 30,597 -12.674 1.00 37.94
ATOM 171 CA LYS A 60 74.704 31.698 -13.000 1.00 36.62
ATOM 172 CB LYS A 60 73.259 31.19%6 -13.139 1.00 37.83

20 ~ ATOM 173 'CG LYS A 60 72.517 31.015 -11.822 1.00 38.44

ATOM 174 CD LYS A &0 71.034 31.300 -11.975 1.00 38.40
ATOM 175 CE LYS A 60 70.199 30.076 ~11.645 1.00 39.94
_ATOM 176 NZ LYS A 60 68.909 30.441 -10.992 1.00 41.86

ATOM 177 C LYS A 60 74.789 32.812 -11.957 1.00 36.32
25 atom 178 O LYS A 60 74.913 32.543 -10.768 1.00 36.41

ATOM 179, N VAL A 61 74.735 34.060 -12.421 1.00 34.99

ATOM 180 cA VAL A 6l 74.815 35.226 ~-11.555 1.00 33.46
ATOM 181 CB VAL A 61 75.084 36.508 —12.355 1.00 34.41
ATOM 182 C©Gl VAL A &1 74.892 37.749 -11.503 1.00 34.88
30 arom 183 CG2 VAL A 61 ©76.488  36.473 -12.970 1.00 33.02
ATOM 184 C VAL A 61 73.536 35.386 -10.742 1.00 33.94

ATOM 185 O VAL A 61 72,431 35.331 -11.295 1.00 31.92

ATOM 186 § ILE A 62 73.692 35.554 -95.413 1.00 30.70

ATOM 187 ca ILE A 62 72.534 35.686 -8.518 1.00 30.06

35 AroM 188 CB ILE A 62 72.322 34.424 -7.649% 1.00 31.30



ATOML89CE | LE A6271.97233.218-8.5111. 0029. 51 ATOMLO0CGL | LE

A6273. 55434. 141- 6. 7771. 0029. 23 ATOML91CD1 | LE 18 MAR 2005
A6273. 26833. 219- 5. 6101. 0031. 27 ATOML92C | LE A6272. 61536. 903. - 7. 6021. 0028. 13
SATOMLI930 | LEWAG274952937. 255. - 6. 9661. 0029. 85 ATOMLO4N GLYPCT/US01/29549

A6373. 77337. 546- 7. 5391. 0026. 58 ATOVIlQSCAlle A6373. 90938. 715- 6. 6961. 0026. 14
ATOMLO6C GLY AB375.21739. 436- 6. 8991. 0027 ATOMLO970 GLY

AG376. 09238. 967- 7. 6271. 0029. 41 10ATOMI98N ASN

AGA475. 364. 40. 578- 6. 2491. 0027. 39 ATOMI99CA ASN ‘

AGA476.58941. 353- 6. 3621. 0028. 10 ATOMROOCB ASN AG476. 72441. 953-7. 7791. 0028. 83
Noara B1o4s 308 L e VRO A a0 2@t Ao 2951

AG4AT5. 82943. 68HTY 2201% 0651 738 BaT 0403;%3% gﬂ?‘é165§472”45‘1 98 %061, 0026. 72
ATOVRO50 ASN -ASEHS. 72642 CEBILE 2522 . 00. 27-282 ATQAWR0GN- QoY 1.00 31.27

AB577. 75943. 177zds. 3063, 0025..86 ATEVR07CA, GiY A85:63. 975dh. 266043951, 0024, 32
20ATOVR08C (LY A6579. 26744, 955- 4. 7151, 0024, 77 ATQVP00 g_

A6579. 871447 664TH. 74713 0822 168 PaTER 10N’ SER’ A 79> 71428536498 8381 . 0023. 92
ATOVR11CA .. SERIOM6680906846 BBY 3 460691, 00733937.546 ~7.539 1 00 26.58
ATOMR12CBSERA6GR], 12747 28533 %@2& 00287919 8738 o666 1.00 26.14
25ATOMR130GSERAG681. 46847. 312- 1. 7921. 0033. 78 ATOWR

A6682. 17445. 653TH 00615 0621 578 %T@\/Q150§EF31A6§§343§933689(§501 A°3%01%0023. 12
ATOVR16NPRE AGEBM 9484%. 419-8y 57643 0021782 9ATGNRIE7 CAPHER7 1.00 29.41

A6783. 01943, 42§To§4 4591, 0Q21.,95 30ATOVR18CBRRE 45,578 -6.243 1.00 27.39

A6782. 63542. 390- 2. 3971, 0019. 80 ATOVR19CGPRE A6781.37141, 638-2. 7271. 0021. 25
ATOVR20CD1 PREAM780.129/85_RL. 3885 9971, 0091815 AT ZPCEY? PHR0 2810

A6781. 37540. 618 67240 0081 28% AMATOVR22CHES. TRHE 41.953 -7.779 1.00 28.83

A6779.01441. 28?‘1‘&] 41%& OQZéS A%ﬂ' I@S&TO\QZ:%QE'%GPEE 040 -B.063 1.00
A6780. 21739. 940- 3. 90921, 0010: 41 1 8 MAR 2005 V0 02/ 24893 PCT! 9801/29549 -12

74.

15 artoM 203 ND2 ASN A 64 75.829 43.68% -9.220 1.00 31.39
ATOM 204 C ASN A 64 76.656 42.451 -5.300 1.00 26.72
ATOM 205 O ASN A 64 75.726 42,639 -4.527 1.00 27.02
ATOM 206 N GLY A 65 77.75% 43.177 -5.306° 1.00 25.86
ATOM 207 CA GLY A 65 77.975 44.267 -4.395 1.00 24.32

20 ATOM- 208 C GLY A 65 79.267 44.955 -4.715 1.00 24.77
ATOM 209 O GLY A 65 79.871 44.661 ~5.747 1.00 22.63
ATOM 210 N SER A 66 79.714 45.861 -3.838 1.00 23.92
ATOM 211 . CA .SER A 66 80.968 46.573 -4.069 1.00 23.93
ATOM 212 CB- SER A 66 - 81.127 47.755 -3.102 1.00 28.01

"25  ATOM 213 OG SER A 66 8.L.468 47.312 -1.792 -1.00 33.78
ATOM 214 C SER A 66 " 82.174 45.651 -4.006 1.00 21.75
ATOM 215 0 SER A 66 83.293 46.050 -4.340 1.00 23.12
ATOM 216 N PHE A 67 81.948 44.419 -3.576 1.00 21.22
ATOM 217 CA PHE A 67 B3.019 43.426 -3.459% 1.00 21.95

30  AaromM 218 CB PHE A 67 82.635 42.390 -2.3%7 1.00 19.80
ATOM 219 CG PHE A 67 81.371 41.638 -2.727 1.00 21.25
ATOM 220 CDl1 PHE 2 67 80.178 41.958 -2.107 1.00 21.15
ATOM 221 CD2 PHE A 67 81.375 40.618 =-3.677 1.00 21.87
ATOM 222 CEl PHE A 67 79.014 41.285 -2.418 1.00 18.94

35 AToM 223 CE2 PHE A 67 80.217 39.9%40 -3.9%2 1.00 19.41




ATOVR24CZ PHE A6779. 03640. 274-3. 3611. 00 21.96 ATOWR25C PRE
AG783. 24142. 684- 4. 7881. 00 21.21 ATOMR260 PRE A6784.35642. 288- 5. 18 PR 3¢5
21.27 ATOVR27N GLY A6882. 15442. 459. -5. 5041. 00 21.10 SATOMR28CA GLY

AB882. 21841. WaPer4s441. 00 19. 70 ATOMR29C GLY A6880. 88241. 158#sckAbsks 00
17. 87 ATOWR300 GLY A6879. 89941.874-7.1591. 00 21.48 ATOWR31N VAL

A6980. 84139. 876-7. 4101. 00 19. 22 ATOMR326R-VAL A6979.59039. 262- 7..8451. 00
18. 99 10ATOWR33CB VAL AG6979. 68639. 054- 9. 3851. 00 20. 73 ATOWR34CGlL VAL
A6978. 46438. 338-9. 9381. 00 19. 08 ATOMR35CE VAL A6979. 90440. 398- 10. 0581. 00
20. 67 ATOWR36C VAL A6979.37137. 914-7.2141.00 16.65 ATOVR370 VAL

A6980. 30137. 263~6. 8611. 0Q, 17..6 AT 8N VA 78. 14437. 241. 00
17. 29 ATCNBSQ%%ﬁgALQ%%O7 .8%?%%.%22-6.5%8@&b0hﬁ§7g7'%% ioéé26Ai A7076. 944
. 36. 225-5. 328278 19291 ATCNEAACETI VAL 88706, 82784, 88984, 72094 2002116. 63 :
ATOMR42CG2 VAmmAvorhz¢6&37.aéﬂn463171.Qg_i&.a& ggﬁrqma4aclv&L2127
A7077.28635. 2 21,82 ATOVR440 VAL A7076.32Q35. 551- 8, 2551. 00
22.52 ATGVQ45%]¥°|°€ 2/2 7(7)‘987‘]515 g égl@ ”?5 % - AreRpasck ﬂrRl

A7177. 40733. 03028, 65228, 0B 23:¥0R Aﬂrovzme@BzraYFalA?a_s?s ©0382 148819, 2461, 00

29. 97 25ATcw243ﬁG TﬁagA%iYQn&&&338358 %0. £66914:00s533-pG 1 ATAVEAEDL; TYR
A7178.71133.511-11. 74 1.00{§§.§8 ggqgé TYR A7179. 32634, 312- 12. 6931. 00
36. 15 ATOWR51 TYRR7180. 49634 £033- 1 1.90%%54. 86 'ATONRED BE*BTYR

A7181. 04534, 8A%M 1. 2B11.N00 @P. 45630ATOVREBCZ IBYR A748@14923d% 3382212, 3721. 00

37. 44 ATOVSARKTYR ATL&R 1236. €71 13,8131 08 35, 50; ATOVESHC, 1133
A7176. 746 E%% §% 29.85 ATOMR560 TYR A7177.21031. 348-6.9421. 00
, ,

29.76 AT 57 38515 26%- 8. 67915860 20000 BATOVBEECAC AN
A7275. 12130.03%. 1541, G0 FBL38 §98 MARS20Q5 3ACB0R/ 24898 PCW WSOW 29549 - 13

ATOM 235 G2 VAL A 69 79.904 40.398 -10.058 1.00 20.67

ATOM 236 C VAL A 69 79.371 37.914 -7.214 1.00 16.65

ATOM 237 O VAL A 69 80.301 37.263 -6.86L 1.00 17.62

15 AroM 238 N VAL A 70 78.144 37.477 -7.124 1.00 17.29
ATOM 239 CA VAL A 70 77.877 36.162 -6.558 1.00 19.B87

ATOM 240 CB VAL A 70 76. 944 .36.225 -5.328 1.00 19.21

ATOM 241 CGL VAL A 70 76.827 34.839 -4.701 1.00 16.63

ATOM 242 CG2 VAL A 70 77.469 37.240 -4.317, 1.00 18.33

20 aTom 243 € VAL A- 170 77.2B6 35.217 -7.591 1.00 21.82
ATOM 24¢ O VAL A 70 76.320 35.551 -8.255 1.00 22.52
ATOM 245 N TYRA 71 77.875 34.032 -7.705 1.00 25.04
ATOM 246 CA TYR A 71 77.407 33.030 -8.657 1.00 28.92

ATOM 247 CB TYRA 71 78.603 32.453 -9.446 1.00 29.97

25  ATOoM 248 CG TYR A 71 79.251 33.358 -10.46%9 1.00 33.56
ATOM 249 CP1 TYR A 71 78.711 33.511 -11.742 1.00 35.58
ATOM 250 CE1 TYR A 71 79.326 34.312 -12.693 1.00 36.15
ATOM 251 CD2 TYR A 71 80.426 34.033 -10.173 1.00 34.8s%
ATOM 252 CE2 TYR A 71 81.045 34.843 -11.111 1.00 37.15

30 ~AaroM 253 cZz TYRA 71 80.492 34.978 -12.372 1.00 37.44
ATOM 254 OH TYR A 71 81.117 35.771 -13.313 1.00 39.50
ATOM 255 ¢ TYRA 71 76.746 31.838 -7.974 1.00 29.85
ATOM 256 0 TYRA 71 . 77.210 31.348 -6.942 1.00 29.76
ATOM 257 N GLNA 72 75.736 31.29%94 -B.627 1.00 30.90

'35 ATOM 258 CA GLN A 72 75.121 30.075 -8.154 1.00 31.38




ATOWR59CB GLN A7273. 61630. 050-8. 3791. 00 33. 05 ATOM 260CG GLN 18 MAR 2005
A7272.91528. 963-7.5721. 00 34.55 ATOW61CD GLN A7271.72128. 374-8. 2851. 00
36. 84 ATOM62CE1 (LN A7271.83727.379-9.0011. 00 37. 72 5ATOVM63NE2 G_N
A7270. 55828. 48&-¢320921. 00 39. 46 ATOWR64C GLN A7275. 79228. 9BOTRSGBPI4900
32. 33 ATOMR650 GLN A7276. 24929. 163-10. 0681. 00 33. 82 ATOW66N ALA

A7375. 89627. 783- 8. 3321. 00 31.53 ATOMR67CA3ALA A7376.55126. 678- 8. 998. 1. 00
31. 65 10ATOWM68CB ALA A7378.06126. 826-8. 9141. 00 31. 06 ATOWRG69C ALA
A7376. 12725. 346-8. 4261. 00 32.36 ATOMR700 ALA A7375.38625.272-7.4471. 00
31. 34 ATOMR71N LYS A7476.61824. 295-9. 0481. 00 33. 73 ATOMR72CA LYS

AT476. 32422. 95 62 53 15ATOMR L AT5. 17722.372; 3-4431. 00
Be 00 Arp At e A B I8 o o, 0di T 80 31 s At i Ty
A7473. 61020. A53T® 84250 0FC4FLER AT?OMZ?G@E I0¥S 2R7474. 0368710, 41%9- 3$.38691. 00
43. 32 ATOVMR77NErduYS AE474064LR% 042- 12. 07810Q 84847 7-820e5T OMRHBE: 18YS

B A AroNPBONATE ATEY T SBhA Mol ) 6adt Bd 20 B8 ecfTariiiin 2 O
A7579. 131205622TqM 653253 00E3BELER ATOVRS 28 SEQ 287879, B3890, BPP- 8%-3571. 00
599, 20120 6o B s L EG Arebo den 5 386 e 2761, 00
31. 32 ATOMR86CTED Af%% %4%&8 A-’sr 8. 37%:%63 gé’A’z"é %‘Po%%?g:%E%‘%z '
A7577. 62618. 84BI81 21FESON 3BLBR IDATOVRESBNEYS AR 798658181 61923958741, 00
i%Ggg QE%BE%T%IS()Q%e?%ABm;A 58%_ 9. 928155@3 2%36743 A'SI'MSQSQYSssOlZl -
42.33 ATOWB82C*8 % Afé%Q CEJZ%% %4@5 9. osﬁ%cfg ?ﬁ% 35A ’8’% %lwl/é

A7678. 68215. 392T® 21E30C 4186 178 MAR20G8 \RO- PP/ 2489%5 PETIOUSHPEL29549 - 14

ATOM 270 0 ALAA 73 75.386 25.272 -7.447 1.00 31.34
ATOM 271 N LYS A 74 76.618 24.295 -9.048 1.00 33.73
ATOM 272 CA LYSAa 74 76.324 22.356 -8.622 1.00 35.30
15 AartoM 273 CcB LYS A 74 75.177 22.372 -9.443 1.00 36.50
ATOM 274 CG LYS A T4 74.794 20.960 -9.037 1.00 37.82
ATOM 275 CD LYS A 74 73.610 20.453 -9.843 1.00 40.81
BTOM 276 CE LYS A 74 74.036 19.415 -10.869 1.00 43.32
ATOM 277 NWZ LYS A 74 74.647 20.042 -12.078 1.00 46.77
20  AToM 278 ¢ LYS A T4 77.559 22.098 -B8.760 1.00 36.85
ATOM 279 0 LYS A T4 78.124 21.3975 -9.855 1.00 37.48
ATOM 280 N LEU A 75 77.973 21.496 -7.648 1.00 37.35
ATOM 281 CA LEUA 75 - .  79.131 20.822 -7.855 1.00 37.20 - o
ATOM 282 CB LEU A 75 79.586 20.322 -6.227 1.00 34.69
25  AaTOM 283 ¢G LEU A 75 79.445 21.467 -5.222 1.00 34.55
ATOM 284 CDI LEU A 75  79.241 20.922 -3.816 1.00 32.89
ATOM 285 CD2 LEU A 75 80.659. 22.386 -5.276 1.00 31.32
ATOM 286 C LEUA 75 78.747 19.333 -8.370 1.00 39.29
ATOM 287 ¢ LEUA 75 77.626 18.845 ~8.213 1.00 38.83
30 aroM 288 N CYS A 76 79.658 18.802 ~9.174 1.00 41.06
ATOM 289 CA CYS A 76 79.385 17.581 -9.928B 1.00 43.45
ATOM 290 CB CYS A 76 80.363 17.462 -11.,094 1.00 42.71
ATOM 291 sSG CYS A 76 80.578 19.008 -12.012 1.00 42.33
ATOM 292 C CYSA 76 79.442 16.345 -9.035 1.00 45.25
35 AroM 293 0 CYSA 76 78.682 15.392 -9.218 1.00 46.06




ATOW 94N ASP A7760.34816.377-8.0721. 00 47.16 ATOW95CA ASP 18 MAR 2005
A7780. 54915. 284-7. 1281. 00 49. 51 ATOMR96CB ASP A7781.63815. 664-6.1111. 00
52. 47 ATOWR97CG ASP A7781.67217.160.-5.8001. 00 54. 95 5ATOVMR98CODL ASP
A7780. 86917. 69 0828641. 00 56. 19 ATOM299OD2 ASP A7782. 49917. é{ggﬂﬁ%l. 00
54.51 ATOMBOOC ASP A7779.27214. 864-6.3921. 00 49.21 ATOVBO1

A7778.89313. 693-6. 4151. 00 49. 89 ATOMBO2N-I$ER A7878. 64615. 813- 5. 6991. 00
48.59 10ATOVMBO3CA SER A7877.44915. 536- 4. 8991. 00 47. 33 ATOMB04CB SER
A7877. 65016. 084- 3. 4821. 00 47.77 ATOVBO50G SER A7878. 03717. 452-3.5151. 00
46.19 ATOVBO6C SER A7876.17016. 125-5. 4811. 00 47. 16 ATOMBO70 SER

A7875. 07415. 833 4. 99%_;’. 0Q 47.02 15ATOMBOSN GLY A7976. 30516. 973-6. 4961. 00
46.01 ATOVBOOCAT™ LY A7873 14517 596- 7. 0841380 43358 ZMroB10c0GRY- 16
A7974. 57818. 688T®. 19235 0FA4AS684A ATOVB11BoG4Y AZOTR 542193 2716644951, 00
42.66 ATOVB12N A8Q75.-26518..955, 5. 08Q1. . 20 3

A. 8074. 84519. 96%2. 1%% 6% }%;87% %3140%%% 113850% 66@1%%6@?%&1. 00
41. 92 ATOMB15CE Y U ABO755328E8* 632- 1. 99215760 44192 ATERB1ECD &1 OS5
A8076. 091183 588, 68435 0001 Asé A ATOVB17 @1z 66 U7ABD7 7-29748126856€.:3101. 00
48.55 25ATOMB18QRE2 A 18, 8960.,3721. . 38. AT. C

A8074. 94521. 37%%4. 65?52% 0%9%353%8@%208%&% %goe?%’. 7956%%30%5?‘%‘%. 00
40. 04 ATOVB21N'I®®U A89%4°05358 5381 4, 2371-008 3883 ATORBR2CA0 EY 21
A8174.01023: 632r0&. 70341 00 36528 3OATOVB28GR3LEY. §8172%.96624.¢b27s 457281. 00

36. 89 ATOMVB24 EU 71. 7 .803-5.9 0 .37.28 ATOMB25CD1 LEU
A8171. 71222 3%%0%’. 205\%10% 33"’%%‘ A?%\/BZ6?3%%54gEU§A%1.%7O%%3%§4§§?95%,5§771. 00
38. 16 ATOVER7CIMU A39¥4CBAGSR A 57- 3. 81214400 1345385 I5ATOVB2AB04LBY -
A8174. 72024. 504ecR. 58544 008 365R% 18 MAR 20050 \W0s03/1248938CTL UgQl{ 29549 - 15-

ATOMB29N VAL %&5 635’350§6%E1%'A437461' 00 %0335 17.4%2 -3.515 1.00 46.19

ATOM 306 C SERA 78 76.170 16.125 -5.481 1.00 47.16

ATOM 307 ©0 S$ERA 78 75.074 15.833 -4.894 1.00 47.02

15 aTom 308 N GLY A 79 76.305 16.973 -6.496 1.00 46.01

ATOM 308 CA GLY A 79 75.140 17.599 ~7.084 1.00 43.58

ATOM 310 ¢ GLY A 79 74.578 1B.689 -6.191 1.00 42.64

ATOM 311 0 GLY A 79 73.542 19.271 -6.495 1.00 42.66

ATOM 312 N GLU A 80 75.265 18.855 -5.080 1.00 41.77

20  aTom 313 CA GLU A 80 74.B45 1%.969 -4.117 1.00 40.71

ATOM 314 CB GLUA 80 75.661 19.856 -2.829 1.00 41.92

ATOM 315 €CG GLU A 80 75.323 1B.632 -1.892 1.00 44.42

- ATOM 316 CD GLO A BO 76.091 18.588 -0.684 1.00 47.47

ATOM 317 OEl GLU A 80 .  77.297 18.258 —dl;io- 1:00 48.55

25  AaTOM 318 QE2 GLU A 840 75.488 18.896 0.372 1.00 49.38

ATOM 319 ¢ GLUA 80 74.945 21.378 -4.695 1.00 39.89

ATOM ° 320 O 'GLU A 80 75.796 21.65% -5.541 1.00 40.04

ATOM 321 N LEUA 81 74.055 22.253 -4.237 1.00 38.33

_ ATOM 322 CA LEU A 81 74.010 23.632 -4.701 1.00 36.18B

30  aToMm 323 CB LEU A 81 72.566 24.127 -4.728 1.00 36.89
ATOM 324 CG LEU A B1 71.763 23.803 -5.984 1.00 37.28

ATOM 325 CD1 LEU A 81 71.712 22.303 -6.209 1.00 38.67

ATOM 326 CD2 LEU A 81 70.36G 24.37% -5.877 1.00 38.16

ATOM 327 C LEU A 81 74.840 24.542 -3.812 1,00 34.75

35 aroM 328 0 LEU A 81 74.720 24.506 -2.585 1.00 36.23




ATOVB30CA VAL A8276.51426.287-3.6941. 00 28. 31 ATOVB31CB VAL 18 MAR 2005
A8278. 00125. 855- 3. 6671. 00 29. 78 ATOVB32CGL VAL A8278.21124.602--2.8251. 00
29. 34 5ATOMB33CE VAL A8278.55425.671-5.0811. 00 30.69 ATOVB34C VAL

A8276. 45027. 6% 1222001. 00 27. 28 ATOVB350 VAL A8275. 92527. SALTRUNOEIN0
25. 63 ATOMB36N ALA A8377.03028. 607- 3. 557é 00 22.81 ATOVB37CA ALA
A8377.12729. 975-3. 9761. 00 20. 75 10ATOVB3HBEB ALA A8376. 30430. 895- 3. 0901. 00
19. 91 ATOMB39C ALA A8378.59430. 325- 3. 9531. 00 20. 33 ATOVB400 ALA

A8379. 32029. . 867-3. 0681. 00 20. 70 ATOVB41N | LE A8479. 04031. 088- 4. 9441. 00
19.79 ATOMB42CA | LE A8480. 44131.476-5.0661. 00 19. 64 15ATOVB43CB | LE
A8481. 10130. 8536y 3313bs00y 19%:52x ATOVBA4GE24AsL B5A§482. pqggllo@a3§ 1%191 00
16. 65 ATOMB45CGL | LE A8480. 75829. 358- 6. 4231. 00 16.97 ATOMB46CD1

A8481. 79528. 502T% 134%°00-21V4%3* AYOMVBA7CE 1 1 248D 53855 992005.269331. 00
22.12 20ATOVB4@0od LEAB480:8056334 624- 6. 03810000 22868 ATEOMB4ANIYS 78

A8581. 11133. 56254y 01755,00::22:27 5 ATOVB50GA LYS ABSES1. 22435. QO&,% 24[41 00
24.97 ATOMBR1CB LYS AS581 56435 333-2. 3831. 0025. 35  ATCMB52 &%

A8581. 82236280379 1158300535293 2BATOVBIECBIL VS - AB580 - 8%3?.%60 124671. 00
27.75 ATOVBS54CETGYS AB580: 832372 65680. 0278, G0 28.4% ATOWYBS5 0d YS 28

A8581. 04839. osgg 036315590 29. @é ATVB56C, gY§5A8§8g9221853§0@9% d 391400 27.05
ATOVB570 LYS A8581. 86836. 659-5. 4181. 00 30.22 30ATOVB5SN LY

AB683. 44535, 243T¥ 9013P600" 2 AR 1A ATOVB59CGA 139s Ks6¥4. 20585, 1% 824351, 00
28.29 ATOVB60CRTOWS AB683:2063235 770- 7. 29411200 27588 ATOMB6106 bYSs

A8684. 896364868, 266,00, 6, ATOVB62 S A8 01. 00
30. 66 35AT89/86§&%’ nga]’ 86 §59%§5%6Ig(\)/§ 1(?9 6%3%1 3860@%11 7%9% ?/A[Zg Z%ogg
02/ 24893 PCT/ USEPY 295¥9 -C16 AFABBANZ LYS R3685-32836°-200 119 856%F. 00 33. 13

ATOM 340 O ALA A B3 79.320 29.867 -3.068 1.00 20.70

ATOM = 341 N . ILE A B4 79.040 31.088 -4.944 1.00 19.79

ATOM 342 CA ILE A B4 80.441 31.476 ~5.066 1.00 19.64

15 AaToM 333 CB ILE A B84 81.101 30.853 -6.331 1.00 19.52
ATOM 344 CG2 ILE A 84 82.608 31.066 -6.319 1.00 16.65

ATOM 345 CGL ILE A B4 80.758 29.358 -6.423 1.00 16.97

ATOM 346 CDl ILE A B4 81.795 2B.503 -7.134 1.00 21.03

ATOM 347 ¢ ILE R B84 80.538 32.992 -5.093 1.00 22.12

20 arom 348 0 ILE A 84 80.055 33.621 -6.031 1.00 22.68
ATOM 349 N LYS A 85 . B1.111 33.562 -4.017 1.00 22.75

ATOM 350 CA LYS A 85 81.224 35.008 -3.844 1.00 24.97°
ATOM 351 CB LYS A 8BS 81.564 35.333 -2.383 1.00 25.35

ATOM 352 CG LYS A BS 81.822 36.803 =-2.115 1.00 25.03

25  nTom 353 €D LYS A 85 B0.620 37.460 -1.467 1.00 27.75
ATOM 354 CE LYS A 85 BO.832 37.658 0.027 1.00 28.19
ATOM 355 NZ LYS A 85 81.048 39.089 0.363 1.00 29.61
ATOM 356 C LYSA 85 82.218 35.695 =-4.791 1.00 27.05

" ATOM 357 0 LYS A 85 B1.868B 36.659 -5.418 1.00 30.22

30  aroM 358 N LYS A 86 83.445 35.243 -4.901 1.00 27.41
ATOM 359 CA LYS A 86 84.405 35.914 -5.825 1.00 28.29
ATOM 360 CB LYS A 8§ 83.963 35.770 -7.294 1.00 27.88
ATOM 361 CG LYS A 86 84.896 36.486 -8.266 1.00 29.66
ATOM 362 ¢b LYS A 86 84.710 35.997 -9.700 1.00 30.66

35 aroM 363 CE LYS A 86 85.545 36.801 -10.683 1.00 31.77




ATOMB65SC LYS A8684.58337. 403 -5.5281. 00 25.91 ATOME660 LYS A8683 7?@%§%2@§A
-5.8271.00 25.06' ATOMB67N VAL A8785. 71037.753 .-4.9601. .67 5A
VAL A8765.97539. 138 -4.6431. 00 28. 24 ATOVB69CB VAL A8785 79633 421

-3.1241. 00 29WiPn2AT@MB70CGL VAL A8784. 60538. 644 -2.5741. 00 ?&/@%} AFQBTLOG2
VAL A8787.06039. 068 - 2.3471.00 29.13 ATOVB72C VAL A8787. 36839 b30 :
-3.0851. 00 29.97 10ATOVB730 VAL A8788.314H8. 771-4.9311.00 29.26 ATOVB74N
LEU A8887. 48440. 724 -5.6271. 00 33.85 ATOMB75CA LEO A8888. 76441. 230
-6.0771. 00 37.36 ATOM 376CB LEU A8888.55942. 551 - 6-8201. 00 36.76 ATOMB77CG
LEU A8889. 82143. 234 -7.3361. 00 37.85 15ATOVB78CDL LEU A8890. 51242. 365
-8.3711. 00 37 TOMR9 U, AB889. 49 60 91: 00 37.34 ATOMB8OC
LEU A8889. 6644%%4{\7% 8% %‘g %0. go ATci%Bg?fo %%609183290%82145? P13

-3.9941. 00 40. 8§CATOMEI2N GLINSABOSE. 717483606 3% 478415 (Q843..7a 2Z0NTOVBS3CA
GLN A8991. 63640688 -Bis6581. m A6.589 ATQMBBACE; bl AB9%L792939. 2%146

-3.1811. 00 45. TOMBS5 738.863 -1. 8091, 00 46 90 , GLN'A

ATOVBS6CD GLN 2‘39’@1 57039NC85 7? 1.00 6/ %2, %T&ke?bé‘f 0 ginp0 26.67

A8990. 60440°507T%. 25¢%. (& 4"7“44@ BEATOVERSNE2 @IN1 4809268284009 28.20. 4841, 00

47.16 ATOVB89CA®M\I ABS92.c3494L. 8337- 3. 98317430 47,93 ATGHBIQ0,N |,
AB993. 48941. 18] ,55. 0821. OVBIIN ASP A9093. 47442, 061 -2 9961. 00
49. 68 ATOVB92 ASP %ég%gjiﬁi 7@% 3. ]f’f 3500°% 114 3 36ATONBYR @R 2P
A9094. 75143, 9887 1631, (G2 ALOD ATOVBIACD SASPEIAGGD5 D274 1986 29211071, 00
50. 48 ATOVBOSORIOMASP 349097. 08144. 464 - 2.57558%. 0 54 575 ATOVBIGODZ ASP

53,33 35ATORBORL AP Adods. 98441, 304 -1 9551 O i s

02/ 24893PCT/ USEIP® 954834 N  LEU A 484 40.724 -5.627 1.00 33.85
ATOM 375 CA LEU A 88 88.764 41.230 -6.077 1.00 37.36
RTOM 376 CB LEU A 88 88.559 42.551 -6.820 1.00 36.76
ATOM 377 ¢G LEU A 88 89.821 43.234 -7.336 1.00 37.85

15 ATOM 378 CD1 LEU X 88 90.512 42.365 -8.371 1.00 37.97
ATOM 379 CD2 LEU A - 88 89.430 44.606 -7.899 1:00 37.34
ATOM 380 C LEU A 88 89.664 41.417 -4.863 1.00 40.30
ATOM 381 O LEU & 88 89.382 42.246 =-3.994 “1.00 40.89
ATOM 382 N GLN A 89 90.717 40.606 -4.784 1.00 43.74

20 AaTOM 383 CA GLN A 89 91.636 40.538 -3.653 1.00 46.09
ATOM 384 CB GLN A 89 91.929 39.211 -3.181 1.00 45.309
ATOM 385 CG GLN A 89 91.367 38.8B63 ~-1.809 1.00 46.90
ATOM 386 CD GLN A 89 91.570 39.957 . -0.778 1.00 46.72
ATOM 387 OEl GLN A 89 90.604 40,507 -0.250 1.00 47.40

25 ATOM 388 NEZ GLN A 89 92.828 40.277 -D.484 1.00 47.16
ATOM 389 C GLN A 89 92,943 41.333 -3.983 1.00 47.93
ATOM 390 O " GLN A 89 93.489 41.181 -5.082 1.00 49.02
ATOM 391 N ASP A 90 93.474 42.061 -2.996 1.00 49.68
ATOM 392 CA ASP A 90 94.747 42.759 -3.116 1.00 51.13

30 aTom 393 CB AsP A 930 94.751 43.999 -2.193 1.00 51.29
ATOM 394 CG ASP A 90 95.927 44.936 -2.407 1.00 50.48
ATOM 395 0Dl ASP A 90 97.031 44.464 <-2.756 1.00 S0.57
ATOM 396 0OD2 ASP A 90 95.743 46.157 -2.211 1.00 50.42
ATOM . 397 C ASP A 90 $5.878 41.807 -2.718 1.00 53.33

35 ATomM 398 0 AsP A 90 95.963 41,394 -1.555 1.00 53.28




-17- ATOMB99N LYS A9196. 72941. 446- 3. 6911. 0054. 33 ATOVAOOCA LYS 18 MAR 2005
A9197. 85040. 525- 3. 4431. 0055. 74 ATOWM01CB LYS A9198. 91040. 577- 4. 5651. 0056. 05
ATOMH02CG LYS A9198. 67741. 643_-5. 6281. 0056. 67 $ATOWMO3CD LYS

A9199. 98942, 1&bh @B2a®11. 0056. 82 ATOM 404CE LYS PCT/US01/29549

A9199. 97543. 703- 6. 2661. 0056. 25 ATOWMO5NZ LYS

A91101. 27744, 307- 5. 8491. 0055. 53 ATOVKOBC 1YS A9198. 51940. 811- 2. 0971. 0056. 53
ATOWHO0. 70 LYS A9198. 69941. 971-1. 7131. 0056. 0. 4 10ATOVHOSN ARG

A9298. 87039. 734- 1. 3891. 0057. 95 ATOWMO09CA ARG A9299. 50939. 812- 0. 0701. 0059. 85
ATOMA10CB ARG A92101. 03139.971-0. 1941. 0061. 28 ATOWM11CG ARG

A92101. 76539. 884dw 14934%. QP63 41, AFOVA12G]R ABG 41.446 -3.691 1.00 54.33

A92101. 17038. 8092. 0661. 0064. 33 15ATOWMI13NE A

A92101. 53437. 4333 6361°0 085, 78 ‘AT&%MMCZ”A?—?‘@ A 102, 17148, 54% 540, 0066. 33
ATOVA15NHL ARGA%021024046836. 18058, 6811. 00853100 TR 16MIB5 ARG 56.05

A92102. 50435. 3594y 8864k, Q066,03 ATOM17GARG AS298, 92@4598 936f, %874 0059. 66
20ATOVM180 ARG A9299. 50542, 0150. 9331. 0060. 23 ATOW1

A9397. 76140°653F%591496058 0% ArORM20CA 9ff-*]R%*’9A9‘*§94i’8305364%‘5‘5893:2"02%1920057 37
ATOVA21CB PHE A9396. 3074 E649s144341. 0058. 54 AMPOWD2GG2PREL.00 56.25

A9396. 81844. 05Q1,6301,/3058. 76,525AFOVE23GR1,RRE, , 53

AO398. 12844, 27650241 0050, 99 ATOW24005 PRE A0305. 98045, 1411 4361 0059. 95
ATOVU25CE1 PRE2R&%98. ¥6045. 5562 2981. 006816 APORM26TESI P PRE-©

A9396. 45446. 42 Ato6301400060. 6&sATOWE27CZ BREINIBIFTT62461631200251040060. 34
30ATOVH28C |BHE ,49396. 10540. 8303, 1411. 0055. 64 ATOM290, B

A9395. 00641, 23742941 0057. 05 ATOVA3ON LYS A94U5. 52830, 7032 8591 0052. 25
ATOWM31CA LYS R824 79832958 5201, 0049 357P ATRMAEL CE 0¥ 1-00 59.85

A9495. 29138. 77 7409451110049, SHc3ISATOMA330G. (NS #0406, 704638, 3485 .60241. 0050. 64

18 MAR 2005 V\DAqg[[l 2484%% PQ/&%OA’L/ %9539 101.765 39.884 1.149 -1.00 63.11

ATOM 412 CD ARG A 92 101.170 38.809 2.066 1.00 64.33
15 aTomM 413 NE ARG A 92 101.534 37.450 1.636 1.00 65.78
ATOM 414 CZ ARG A 92 162.171 36.543 ° 2.403 1.00 66.33
ATOM 415 NHL ARG A 92 102.468 36.805 3.681 1.00 65.70
ATOM 416 NH2 ARG A 92  102.504 35.359 1.886 1.00 66.03
ATOM 417 C ARG A 92 98.920 40.936 0.787 1.00 59.66
20  ATOM 418 O RRG A 92 99.505 42.015 0.933 1.00 60.23
ATOM 419 N PHE A 93 97.761 40.655 1.359 1.00 59.03
ATOM 420 CA PHE A 93 97.053 41.589 2.223 1.00 57.37
ATOM 421 CB PHE A 93 - 96.307 42.649 1.414 1.00 58.54
ATOM 422 CG PHE A 93 96.B18 44.050 1.630 1.00 5%.76
25 ATOM 423 CDL PHE A~ 93 98.128 44.276 2.024 1.00 59.99
ATOM 424 CD2 PHE A 93 95.989 45.141 1.436 1.00 59.95
ATOM 425 CE1 PHE A 93 98.600 45.559 2.219 1.00 60.16
ATOM 426 CE2 PHE A 93 96.454 46.427 1.630 1.00 60.63
ATOM 427 CZ PHE A 93 97.762 46.637 2.021 1.00 60.34
30 nartoM 428 C PHE A 93 96.105 40.830 3.141 1.00 55.64
ATOM 429 O PHE A 93 95.906 41.237 4.29%94 1.00 57.05
ATOM 430 N LYS A 94 95.528 39.703 2.65% 1.00 52.2%
ATOM 431 CA LYS A 94 94.726 38.799 3.520 1.00 48.57
ATOM 432 CB LYS A 94 95.291 38.777 4.945 1.00 49.85
35  mTOM 433 CG LYS A 5.024 1.00 50.64

94 96.746 38.343.




-18 ATOMA34CD LYS A9496. 93237. 1265. 9011. 00 52. 78 ATOWM35CE LYS 68 %ﬁﬂﬁ@“
A9497. 47635. 9495. 0951. 00 53. 32 ATOMA36NZ LYS A9498. 24635. 0075. 9501. 00 "55.

ATOM437C 125 A9493.22539. 1653. 6551. 00 44. 61 SATOM4380 LYS
A9492. 89240. 1%bh238%bi. 00 45. 08 ATOWM39N ASN A9592. 34938. 38Klgc11,g§';17293940. 22
ATOM 440CA ASN A9590. 95138. 6743. 1841. 00 36. 27 ATOW41CB AS .
A9590. 20937. 7842. 2061. 00 32. 62 ATOWM42CG-BSN A9588. 76838. 1901. 9981. 00. 32. 71
10. ATOVM430DL ASN A9587.87037. 7312. 7091. 00 32. 10 ATOMA44ND2 ASN

A9588. 53139. 0511. 0111. 00 33.84 ATOWM45C ASN A9590. 38038. 5594. 6001. 00 33. 71
ATOM4460 ASN A9590. 54037.5185. 2371. 00 32.21 ATOWM47N ARG

A9689. 73139. 61 %ngm. 00 31.07 15ATOVH48CA ARG A9689. 14639. 6346. 4081. 00
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ATOVU52NE ARG AS688. 08543;,7043. £2Q1. 00 28. 92. 2 5 ARG .
A9688. 421. 44. 9708. 882%?0§Z28$§9§A 54 19%R§£gW88'%%2%P%%9?%671. 00
33. 01 ATOMA5SNRBMARG4AY687. F984%. 9308, 77331280 31149 . AT@VES5BCHARG. 61
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ATOW61CG GLU ABYs3. 4633 F2 2140 299, 00 29 86 AWORIG2CD 16U 1AM 36.27

0782. 85937. 724811401 400 2%, ;m30Amv1463@|512c@6u?egglA@F@a@ggeéa@&al@ol. 00
19. 24 ATOWV464 GLU,A9783. . 5142.2

A9786. 4253 2%%”5284?91%0%?%0?%%%@# G%LLJ?BA§%°85.’8%%5.14%01€?27119 1. 00
24. 32 ATO\/E%?NAWPEU ASEB7ORE9SE 9393 773 81. 90 2U.-9Z 3IZATOMIGSTA 3R B

A9887. 95934. 558mM710 444 08020546 198 MARsZ0OS Q.6 24893PCT/ 44594/ 29549 - 19-

ATOM 445 C ASN A 95 90.380 38.553 4.600 1.00 33.71
ATOM 446 O ASN A 95 90.540 37.518 5.237 1.00 32.21
ATOM 447 N ARG A 96 89.731 3%.618 5.08C 1.00 31.07
15  atom 448 CA ARG A 96 89.146 39.634 6.408 1.00 28.30
ATOM 449 CB ARG A 96 83.612 41.034- 6.729 1.00 28.81
ATOM 450 CG ARG A 96 88.371 41.285 8.216 1.00 27.99
ATOM 451 CD ARG A 96 B9.015 42.582 8.681 1.00 28.70
ATOM 452 NE ARG A 96 88.085 43.704 8.620 1.00 28.92
20 ATOM 453 CZ ARG A 96 88.421 . 44.970 B.892 1.00 29.89
ATOM 454 NH1 ARG A 96 . 89.652 45.280 9.267 1.00 33.01
ATOM 4155 WH2 ARG A 96 B7.521 45.930 8.775 1.00 31.42
ATOM 456 C ARG A 96 88.031 38.615 6.512 1.00 28.03
ATOM 457 O ARG A 98 ."87.986 37.816 7.459 1.00 28.68
25  aToM 458 N GLU A 97 87.124 38.644 5.534 1.00 25.77
ATOM 453 CA GLU A 97 85.994 37.730 5.507 1.00 22.33
ATOM 460 CB GLU A 97 85.089 38.035 4.313 1.00 24.09
ATOM 461 CG GLU A 97 83.803 37.214 4.227 1.00 21.86
ATOM 462 CD GLU A" 97  B2.859 37.724 3.140 1.00 21.24
30 Arom 463 OEl GLU &2 97 Bl.665 37.342 3.150 1.00 19.24
ATOM 464 OE2 GLU A 97 83.314 38.514 2.284 1.00 21.50
ATOM 465 C GLU A 97 86.425 36.271 5.528 -1.00 21.90
ATOM 466 O GLU 3 97 B5.815 35.451 6.219 1.00 24.32
ATOM 467 N LEU A 98 B7.469 35.939 4.773 1.00 20.92
35  aroM 468 CA LEU A 4.710 1.00 20.486

98 87.959 34.559




ATOWM6E69CB LEO A 9889. 00234. 3743. 6101. 00 17. 45 ATOWA70CG LEO A MAR. 2005
9889. 62932. 9873. 5521. 00 15.40 ATOMA71CD1 LEO A 9888. 569. 31. 9363. 2518&]. 6%

14. 25 ATOWM72C02 LEO A 9890. 74932. 9412. 5211. 00 20. 54 5ATOMA73C LEO A

9B88. 53234. 0W6.0043843. 00 20. 25 ATOMA740 LEO A 9888. 31132. 923€6TARBI900 17. 48
ATOWM75N GLN A 9989. 28034. 9376. 7191. 00 21. 83 ATOMA76CA GLN A

9989. 89034. 5847. 9961. 00 25. 86 ATOMA77CB GPN A 9990. 95735. 6028. 4151. 00 28. 40
10ATOW78CG GLN A 99' 92. 05135. 8307. 3691..00 34. 01 ATOMA79CO GLN A

9992. 96034. 6197. 1381. 00 38. 37 ATOMB800EL GLN A 9994401934. 4877. 7631. 00

40. 68 ATOWMBINEZ2 GLN A 9992. 56233. 7386. 2191. 00 39. 28 ATOW82C GLN A

9988. 82634. 3629..Q791. 77.15A A 9988. 5 1.00
26. 29 ATOM484N%F‘% A“%goz?fg. %ég%g%@m ggl 00 24?73‘2 il%%ﬁsg &gf‘fﬁ%

10086. 63435. 018T0472£780 82135 MTEWMS6CESI IR A2 885, 76836 129995 9941, 00
18. 73 ATOVAS7CR2od LE oA1 100842837 358 94310855801, 010947, 70 220ATAMIB8GEL | LE A

10086. 35237. 44610, 60710 ATOVABIGRL, JL 00 938,,7381Q. 4781. 00
18. 68 ATovngocgi‘L‘B“E %608:8} %6”3 %?/g 6%17 E”ABA %?8%5 % %@JS%

10085. 4483330231¢! 596‘130(}" 26FEF 1A ATOVMO21R8 - -”r\?ET %ﬂ% i@lasﬁ 88333 ‘5323‘8 23831. 00
25.86 25ATOVHO3EA MD 4Ad 121845346388 368759301, 00, 25 276 ATOMAOACE MET A

10184. 47132. 4676, 426100 95 3. 3.5 01. 00
27.98 ATC]VH%Sé ]”? f‘azal ‘%‘%d@s%%c%%goés%%lﬁs i%@né?%éi\/%ﬁl‘
10181. 01334. 091\1@»9771!.?@0 B35 @8 BOATOMAOSE T X -1¥4857-20631 . ©28. 82431 00
25. 14 ATOVAO90 aMET A (30184. 72930. 6628. 6581500 3%55(925 ATOMS0QN ARG 48

27 16 ATOVRB2CE ARG A”10555 8750 8037 BB6L00/27 85 SAATOUETRLL ARG A

10289. 10129. 7126051700 “31.5/8 A 8°MAR 2385940 V2P 48973 L PCTA USOPY 239‘549 20

ATOM 480 OEl GLN A 99 94.019 34.487 7.763 1.00 40.68
ATOM 481 NE2 GLN A 99 92.562 33.738 6.219 1.00 39.28
ATOM 482 C GLN A 99  88.826 34.362 9.079% 1.00 23.77
ATOM 483 0 GLN A 99 88.952 '33.458 9.892 1.00 26.29
ATOM 484 N ILE A 100 87.753 35.154 9.036 1.00 24.72
ATOM 485 CA ILE A 100 86.634 35.019 9.972 1.00 22.35
ATOM 486 €3 ILE A 100 85.700 36.249 9.914 1.00 18.73
ATOM 487 CG2 ILE A 100 B4.337 35.943  10.530 1.00 17.79
ATOM 488 CGl ILE A 100 86.352 37.446 10.607 1.00 17.16
ATOM 489 cODL ILE A 100 - B85.569 38.738 10.478 1.00 18B.68
ATOM 490 C  ILE A 100 85.820 33.758 9.676 1.00 25.52
ATOM 491 © TILE A 100 B5.448 23.023 10.596 1.00 26.11
ATOM 432 N MET A 101 85.533 -33.523 8.383 1.00 25.86
RTOM . 493 CA MET A 101 84.746 32.368  7.930 1.00 25.27
ATOM 434 CB MET A 101 B4.471 32.467 6.426 1.00 29.17
ATOM 495 CG MET A 101 §3.524 33.583  6.040 1.00 27.98
ATOM 496 SD MET A 101 81.810 33.114 6.260 1.00 36.43
ATOM 497 CE MET A 101 81.013 34.091  4.977 1.00 35.05
ATOM 498 ¢ MET A 101 85.404 31.024 8.243 1.00 25.14
ATOM 493 O MET A 101 84.729 30.062 8.618 1.00 25.95
BTOM 500 N ARG A 102 86.713 30.954 8.080 1.00 25.37
ATOM 501 CA BRG A 102 87.454 29.725 8.346 1.00 27.16
ATOM 502 CB ARG A 102 88.897 29.893 7.89%6 1.00 27.85

A 102 §9.101 29.711 6.405 1.00 31.76

ATCOM 503 CG ARG




ATOVB04, CD ARG A 10290. 34428. 8856. 1231. 00 30. 40 ATOMBOSNE ARG A
10291. 47429. 7235. 7621. 00 32. 24 ATOVBO6CZ ARG A 10292. 68229. 2515, %R 2615
31.50 ATOMBO7NHL ARG A 10292. 92427. 9465. 5611. 00 33.59 SATOMBOSNHZ ARG A
10293. 65330. 08&H2£283. 00 33. 23 ATOVBOIC ARG A 10287. 41829. 3219:8434,90
27.31 ATOVB100 ARG A 10287. 67528. 16710. 1721. 00 27.37 ATOVB1IN LYS A

10387. 10830. 26710. 7351. 00 27. 43 ATOM612CA20-YS A 10387.05729. 98212. 1711. 00
28.05 10ATOM613CB LYS A 10387.52931. 19312. 9781. 00 28. 46 ATOMG14CG LYS A
10388. 95731. 61812. 6901. 00 28. 79 ATOMB15CD LYS A 10389.20133. 05513. 1231. 00
33.11 ATOVB16CE LYS A 10388. 67433. 31814. 5271. 00 34. 14 ATOMB17NZ LYS A
10389. 06834. 66 0161..00.35 09 TOM618C.LYS. A 10385. 65629. 60812. 6471. 00
26. 90 ATC]VElQOg%% A %0638?. 5 26.]7%(%513. 7%1#?‘002@??%0 ATERB20RP 2RSS N

10484. 64529, 882TaM 83 5P50(NE24AKF0A APANG21 G - EED 79.702835 278029..6022222091. 00
24.18 ATOVG22CRrdsEO Acb04R2. 32230.065011. $519da 08.24; 185 2QATGVER3EG J-EO A

10482. 70332. 11 8721.0Q.24 11 24CD1_ LEO A 10481. 62533, 05211, 3471. 00
21. 41 ATovszsog EO "18‘4{‘3 . 5@%%@41%%3%%41.6709?%:0?)'5,&1’0\]/5%63L?§OA
10482. 804287 20313 83&P80NH2GARG0A APONVG27(R3. BD A30.0883. 9.1927 166816, 7891. 00

26. 85 25ATOVE2@MASP s831Q581aR47 252 6481270fl. £0323. 78 sATOVB29GA ASP A
A 10582. 36125. 21512. 8221. 00

10581. 35326. 33 5331.00 22. 44 ATOMG30CB ASP
23.57 ATC]VESlCé%(%gP ?‘Ro&hl.“r‘*e?o&s‘.];ézolz.géz?’f ot -2%7 650 -ATONVB3Y0BT - HsP A
10580. 61623. 69971 19FL100¥ 2841382 J0ATOVGIZOD® ABR24Y 10.735 1.00 27.43

10582. 48722. 84%dck 91%k20Q:a28;663 AFOVB34G1ASH A519580,5123726.,19513. 4261. 00
23. 03 ATOMB350 ﬁf A JlI 580. 18025. $9014. 4971. 00 24. 10 ATOVB36N HI S A
10679. 03026° 779172 987100523213 APONVE37CA- Hi% B -id6772 78828 9%383167121. 00
22.25 35ATOVE3BTE H S1A TO674:S5¥028. 13284, 3391310612317.5918 IMAR22005 WO

02/ 24893 PCT/ Ot 29549 -03l rvs a 103 89.201 33.055 13.123 1.00 33.11
ATOM 516 CE LYS A 103 88.674 33.318 14.527 1.060 34.14
ATOM 517 NZ LYS A 103 83.068 34.665 15.016 1.00 35.09
ATOM . 518 C LYS A 103 B5.656 29.608 12.647 1.00 26.90
ATOM 519 O LYS A 103 85.500 29.105 13.761 1.00 27.60
ATOM ~ S20 N LEU A 104 84.645 29.882 11.832 1.00 24.89
ATOM 521 CA LEU A 104 83.270 29.602 12.209 1.00 24.18
ATOM 522 CB LEU A 104 82.322 30.650 11.619 1.00 24.18
ATOM 523 CG LEU A 104 82.703 32.114 11.872 1.00 24.11
ATOM 524 CDI LEU A 104 B1.625 33.052 11.347 1.00 21.41
ATOM 525 CD2 LEU A 104 82.958 32.354 13.359 1.00 23.00
ATOM 526 C LEU A 104 82.804 28.201 11.838 1.00 26.40
ATOM 527 O LEU A 104 83.179 27.653 10.789 1.00 26.85
ATOM 528 N ASP A 105 81.947 27.648 12.705 1.00 23.78
ATOM 529 CA ASP A 105 81.353 26.331 12.533 1.00 22.44
ATOM 530 CB ASP A 103 82.361 25.215 12.822 1.00 23.57

CATOM 5§31 CG ASP A 105 81.780 23.820 12.627 1.00 23.62 -
ATOM 532 OD1 ASP A 105 80.616 23.699 12.193 1.00 28.28

_ ATOM 533 0D2 ASP A 105 82.487 22.847 12.911 1.00 28.66
ATOM 534 C  ASP A 105  80.127 26.195 13.426 1.00 23.03
ATOM 535 O ASE A 105 80.180 25.590 14.497 1.00 24.10
ATOM 536 N  HIS A 106 79.030 26.779 12.981 1.00 23.13
ATOM 537 CA HIS A 106 77.786 26.763 13.712 1.00 22.25
ATOM 538 CB HIS A 106 77.570 28,132 14.339 1.00 23.75




ATOWB39CG H' S A 10676. 51328. 15915. 3911. 00 24. 95 ATOW40CD2 H S A 8

10676. 59027. 97616. 7341. 00 25.19 ATOVb41INDL H S A 10675.19428.4341%.f¥§fﬂ@0
25.11 ATOMb42CE1 HI' S A 10674.50028. 42716. 2451. 00 27. 00 SATOVb43NE2 HI S A
10675. 32628. 18017248881. 00 23. 85 ATOVb44C H S A 10676. 61326 PATH$N/28941. 00
24. 48 ATOWVb450 HI S A 10676.61326.75711.Ck§1 00 25.58 ATOWb46N CYS A

10775. 61725. 72913. 3671. 00 24. 64 ATOVb47 CYS A 10774. 42525. 30012. 6441. 00
25. 69 10ATOMb48CB CYS A 10773.61224.29313. 4781. 00 28. 55 ATOWb49SG CYS A
10772.82124.99214. 9571. 00 36. 02 ATOW50C CYS A 10773.53826.45112. 1811. 00
24.85 ATOW510 CYS A 10772. 64826. 24511. 3551. 00 24. 42 ATOVb52N ASN A

21 14 A O N A0 e e e e R Jeasy A o P
10871. 26828. 515X 1681% 06°2319 & °rsovs56ég %is%q 92’%03‘%1 ovgg)%c%i 3581 00
25. 29 ATOVB57NDRMASNSAL 1687 GI9 A1286 073135 4P41 2004322 0L EOATOVEEBEL ASN A
18,60 ATOBBON IV E ATy s de o020, Gt 06 20 1 s Toa 2 T,
A109. 75
78530. 26710° 184500 56° 48E %Af&/b%é?é |LE%£13%6972*? 154130 ggvsg%ggo 20. 32
25ATOVB630G2 | ABMA 10978C01631.42060. 0528.00 8.4 APOME6ACED 34.E8 A

Lo B ki 2081 08 19104 MENDO2TRle b Bedvsi09ie k39 00SrEe. 8941, 00
5 AT 670. |
10976. 42728. 368835340020 °¥3 éATOVE6ER! 'i}g fi%fjf 7@ %4633 °§o%‘7[5$331 00

21.78 ATOVB69CATMMAL A4110X¥6.C366G2907076. 412B50@5230066L 2ATAMGY FCB2VAER A
11076. 16839 6925,227 34003299 ATEMDT105 AL oA 650755, 37531, 6099481 00

22.85 ATOWB72CC2 VAL A 11075, 89129, 9183.
11077. 77329. 1488101290519 %% % &7 R 26855%\’/\0 829/9§?18]§g }rgésdz‘?g@gﬁg '-Azz

ATOM 550 ¢ CYS A 107 73.538 .451 12.181 1.00 2
ATOM 551 Q CYS A 107 72.648 26.245 11.355 1.00 24.42
ATOM 552 N ASN A 108 73.773 27.658 12.705 1.00 23.50
15 atoM 553 CA ASN A 108 72.974 28.824 12.316 1.00 21.14
ATOM 554 CB ASN A 108 72.246 29.457 13.506 1.00 23.02
"ATOM 555 CG ASN A 108 71.268 28.512 14.168 1.00 23.4%
ATOM 556 OD1 ASN A 108 71.408 28.178 15.358 1.00 25.29
ATOM 557 WD2 ASN A 108 70.274 28.073 13.414 1.00 22.20
20  aroMm 558 C  ASN A 108 73.807 29.861 11.571 1.00 18.73
ATOM 559 O ASN A 108 73.453 31.030 11.521 1.00 18.69
ATOM 560 N ILE A 109 74.898 29.410 10.971 1.00 20.13
ATOM 561 CAR ILE A 109 75.785 - 30.267 10.184 1.00 20.40
ATOM 562 CR TILE A 109 -77.101 30.556 10.918 1.00 20.32
25 ATOM 563 CG2 ILE A 109 78.010 31.422 10.052 1.00 18.74
ATOM 564 CGl ILE A 109 76.842 31.217 12.291 1.00 19.54
ATOM 565 Cbl ILE A 109 78.073 31.857 12.894 1.00 15.97
ATOM 566 € ILE A 109 76.119 29.566 8.858 1.00 21.15
ATOM . S67 O ILE A 109 76,427 28.366 8.853 1.00 20.11
30 arom 568 N VAL A 110 76.056 30.305 7.733 1.00 21.78
ATOM 569 CA VAL A 110 76.366 29.707 6.412 1.00 21.66
ATOM 570 CB VAL A 110 76.168 30.692 5.227 1.00-22.90
ATOM 571 CG1 VAL A 110 77.375 31.600 5.048 1.00 22.85
ATOM 572 CG2 VAL A 110 75.891 29.918  3.949 .1.00 26.40
35 AToM $73 C VAL A 110 77.773 29.149 6.401 1.00 18.25
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053. 27.5644. 7971. 00 23.84 ATOMB850 ARG A 11179.55327.7073.6771. 00
ATOVB86N LEO A 11281.36627. 6465. 0441. 00 22.96 ATOV687CA LEO A
37027. 91&40931157% @2. 62, 1 SATOVDBBIE, EQ £ 1] 283 142528, P48 2 781. 00
ATONtssgcg5 31284 70729.0533. 717100 25 70 ATONVBS0 LEO A
37029. 7783M151°00 ©3. 4% ATdkbo1c07 - 1HO X -189855-P8926 - 89144 36951 00
ATOVE92CAEGO A-STB202 O8226.15823. 5681100 23202 20ATOVRISD 20 EO A
85426. 0144620715400 TOV694N A 4 .Q752.4671. 00
ATOVBQ5CA A@RG }&:’ 7?13%% %3?4%41 97(%5%’ 5009523 00 %%@536%2% A
8642423730°8131°7'§0 2. 3§ ATAE97CEARSE 2414880, %2694 14902993841, 00
25ATOVG930H ARG7A 1EB78Rc04728. 054 17.96FA1. f04@8. 46k o ATOVBEONE, ARG A

56622. 834302711590 78. 1.724Q. 6831. 00
ATOVBOINHI ARG Aglfg,%sﬁ%@}%zsg%f@%é&o&%s 7%1'%0%%’ %M%ARG A
83121. 6216939212830 %5 ARF BGATOMBOFE: XRG A - 14838428424 B402.29431. 00
ATOVBO40 ARG A 55238611 02628.19881. 57813900 265368 ATEMBODNGTYR A

TR RTAR A1 A8 B5088 804 1 37D 08 T8 o7 e AT NBOBCEEvR A
64423. 8287 394FL00° 152RFOR ALB VAR BOOTS. \RD- B8% 24893 CH/9581/839599 - 23-

ATOVB09CD1 TYRA#om14&4537o723A3365-111 6461.7600s588. 297707 3.677 1.00 24.32

ATOM 586 N LEOD A 112 81.366 27.646 5.044 1.00 22.96
ATOM 587 CA LEU A 112 82.370 27.918 4.031 1.00 22.62

15  aTom 588 CB LEU A 112 83.455 28.848 4.578 1.00 20.55
ATOM 589 CG LEU A 112 84.707 25.053 3.717 1.00 22.70

ATOM S90 CDL LEU A 112 84,370 29.778 2.415 1.00 23.13.

ATOM 591 CD2 LEU A 112 85.769 29.814 4.495 1.00 21.66

ATOM 592 C LEU A-112  82.962 26.582 3.569 1.00 23.22

20 ATOM 593 © LEU A 112 83.854 26.014 4.207 1.00 22.92
ATOM 554 N ARG A 113 82.416 26.075 2.487 1.00 22.08
ATOM - 595 CA ARG A 113 B2.833 24.794 1.902 1.00 20.00

ATOM S96 CB ARG A 113 ' 81.864 24.373  0.813 1.00 22.28
 ATOM 597 CG ARG A 113 80.425 24,419 1.254 1.00 22.76

25 aTOM 598 CD ARG A 113 79.947 23.054 1.678 1.00 28.44
ATOM 593 NE ARG A 113 78.566 22.834 1.271 1.00 32.49
ATOM 600 CZ ARG A 113 78.119 21.724 0.683 1.00 33.10
ATOM 601 NH1 ARG A 113 78.949 20.723 0.386. 1.00 33.75
ATOM 602  NH2 ARG A 113 ° 76.831 21.621 0.392 1.00 35.17

30 aToM 603 C ARG A 113 84.231 24.840 1.343 1.00 16.86
ATOM 604 © ARG A 113 85.025 23.938 1.578 1.00 15.68
ATOM 605 N TYR B 114 84.527 25.889 0.5%0 1.00 19.17
ATOM 606 CA TYR A 114 85.845 26.044 -0.014 1.00 16.95
ATOM 607 CB TYR A 114 85.930 25.304 --1.371 1.00 1B.87

A 114 85.644._23.829 -1.394 1.00 15.79

35 AToM 60B CG TYR
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ATOM 627 O PHE A 115 89.624 27.837 -2.078 1.00 1B.98

20  AaToM 628 N PHE A 116 88.930 29.656 -3.157 1.00 23.37
ATOM 629 CA PHE A 116 . B9.909 29.462 -4.232 1.00 22.44
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ATOM 631 CG PHE A 116 88.290 28.662 -6.050 1.00 22.32

_ ATOM 632 CDl PRE A 116 88.483 29.271 -7.290 1.00 22.41
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ATOM 634 CEl PHE A 116 87.412 29.547 -8.124 1.00 22.74
ATOM 635 CE2 PHE A 116 85.929 28.609 -6.485 1.00 24.32
ATOM 636 CZ PHE A 116 86.131 29.216 -7.726 1.00 21.99
ATOM 637 C PHE A 116 90.167 30.739 -4.993 1.00 23.865

30 aroM 6§38 © PHE A 116 89.309 31.614 -5.067 1.00 23.70
ATOM 639 N TYR A 117 91.360 30.850 -5.543 1.00 27.46
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35 nroM 643 CD1 TYR A 117 93.589 31.754 -3.526 1.00 30.87
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13635, 443-17. 1641. 00 63. 92 ATOMB67N GLU A 12190.72937. 605-16. 7501. 00
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84536. 23840, 8§24 . §0 SFR F2lWrove74E ‘GEU A 12192 -60039: o318, 1021. 00
ATOVB750a1@MU A642184. 527401216- 1891204, OG. 68 410 ATOVB7HBN:4 S A

27535 944148 1341. 009, 16, ATOVST4CANLYS A, d2 234 , 9539, 705-118. 3301. 00
35ATOMB78CB LYS A 122.94.41040. 220-19.8111.00 71.49 10 005 WO

02/ 24893PCT1USHIM20548¢ - 5§ SAFAVBYO CG EYSSA £220% 1033% 106Ww297 4731, 00

ATOVBB0 DML YSEPs 12294Eb A78% 506- BL.838514080747310/83:ATOMI842 Gle LYS A

83638. 28pr0g3.- 0244 - Q0 62288118 92.023 35.278 -9.849 1.00 42.03
ATOM 657 M SER A 119 92.198 34.195 -11.810 1.00 46.22

15  aToM 658 CA SER A 119 92.852 35.316 -12.4%2 1.00 50.06
ATOM 659 CB SER A 119 94.035 34.802 -13.326 1.00 50.24
ATOM 660 OG SER A 119 94.416 33.499 -12.924 1.00 59.d6

ATOM 661 C SER A 119 91.910 36.117 -13.385 1.00 52.37

ATOM 662 O SER A 119 91.903 37.347 ~13.341 1.00 52.91

20 aToMm 663 N GLY A 120 91.130 35.395 -14.173 1.00 55.27
ATOM 664 CA GLY A 120 90.150 35.997 -15.063 1.00 60.24
ATOM 665 C GLY A 120 90.723 36.319 -16.427 1.00 63.01
ATOM 666 .0 GLY A 120 91.136 35.443 -17.164 1.00 63.92
ATOM 667 N GLU A 121 90.729 37.605 -16.750 1.00 64.87

25 aroM 668 CA GLU A 121 91.181 38.035 -18.059 1.00 66.91
ATOM 669 CB GLU A 121 - 980.002 38.239% -19.003 1.00 67.13
ATOM 670 CG GLU A 121 .89.872 37.163 -20.053 1.00 67.59
ATOM 671 €D GLO A 121 88.551 36.456 -19.879 1.00 67.97
ATOM 672 OEl GLU A 121 88.199 36.107 -18.728 1.00 68.36

30 aroM 673 ©OE2 GLU A 121 §7.845 36.238 -20.894 1.00 67.22
ATOM 674 C GLU A 121 '92.000 39.293 -18.102 1.00 68.05
ATOM 675 0 GLU A 121 91.527 40.416 -18.130 1.00 68.41
ATOM 676 N LYS A 122 93.275 38.947 -18.134 1.00 69.16
ATOM 677 CA LYS A 122 94.495 39.765 -18.380 1.00 70.02
ATOM 678 LYS A 122 94.410 40.220 -19.811 1.00 71.49
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71.62 ATOVBS5 N LYS A 12395. 46840. 829- 16. 4011. 00 68. 95 ATOMGS86 CA LYS A
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12394. 30845. 768- 18. 5891. 00 70. 66 ATOVMBIINZ LYS A 12394. 40647. 255-18. 6591. 00
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12693. 63639. 543k 39%00@55%1& ATOW 12 s€/0ALS A b2 603 582 288027468, 7001. 00
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02/ 24893 PCT/ U /29?55 -N%eq‘% %iC(Bl 3’}4AL‘1°§ 1%6%% %6%%9 88%0%98%1 00

48. 96 ATOW 15CEPMV/AL 6A2 156941972373 693- 853881 .00° 49703 NTOMAP 6T VAL A

12692. 139385282rof 8642300 44.¥i2n 123 96.243 40.376 -14.078 1.00 66.52
ATOM 694 N ASP A 124 96.979 42.356 -13.419 _1.00 64.99

ATOM 695 CA ASP A 124 97.386 41.763 -12.097 1.00 63.08

ATOM 696 CB ASP A 124 98.581 42.557 -11.470 1.00 64.72

ATOM 697 CG ASP A 124 99.508 41.719 -10.574 1.00 66.64

20  ATOM 698 ODL ASP A 124 99.007 40.778 -9.918 1.00 §7.31
ATOM 699 0D2 ASP A 124 100.713 42.008 -10.527 1.00 67.88
ATOM 700 C  ASP A 124 96.195 41.642 -11.147 1.00 60.58
ATOM: 701 O ASP A 124 96.279 41.843 -9.928 1.00 60.32
ATOM 702 N GLU A 125 95.069 41.253 -11.806 1.00 57.75

25  mroM 703 CA GLU A 125 93,726 41.062 -11.257 1.00 54.51
ATOM 704 CB GLU A 125 92.680 41.433 -12.338 1.00 54.64
ATOM 705 CG GLU A 125 92.520 40.487 -13.535 1.00 55.43
ATOM 706 CD GLU R 125 ° 91.258 40.811 -14.361 1.00 57.22
ATOM 707 OE1 GLU A 125 90.365 41.499 -13.828 1.00 57.0%

30 aToM 708 OE2 GLU A 125 91.178 40.368 -15.531 1.00 56.74
ATOM 709 C GLU A 125 93.483 39,673 -10.725 1.00 52.58
ATOM 710 © GLU A 125 93.181 38.746 -11.478 1.00 51.91
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35 ATOM 713 CB VAL A 126 94.660 37.861 =~7.847 1.00 48.52
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ATOM 726 CZ TYR A 127 88.374 40.043 -11.133 1.00 42.%4
ATOM 727 OH TYR A 127 B3.194 41.047 ~12.060 1.00 43.28

15 arom - 728 c  rTYR A 127 90.062 35.982 -6.260 1.00 34.06
ATOM 729 O TYR A 127 90.468 34.856 -6.543 1.00 33.11

ATOM 730. ¥  LEU A 128 B9.502 36.285 -5.089 1.00 31.02

" ATOM 731 CA LEU A 128 85.322 35.2%4 -4.033 1.00 25.83
ATOM 732 CB LEU A 128 89.494 35.929 -2.643 1.00 23.26

20 aToM 733 CG LEU A 128 ° 8B.909 35.i28 -1.464 1.00 22.22
ATOM 734 CDl LEU A 128 89.607 33.777 -1.32¢4 1.00 16.00
ATOM 735 CD2 LEU A 128 ~ 89.012 35.928 -0.174 1.00 22.36
ATOM 736 C° LEU A 128 87.915 34.761 -4.187 1.00 21.88
aToM 737 O LEU A 128 86.983 35.529 -4.414 1.00 23.70

25 aTOM 738 N ASN A 129 87.755 33.464 -4.112 1.00 20.48
ATOM 733 CA ASN A 129 86.444 32.869 -4.290 1.00 20.40
ATOM 740 CB ASN A 129 86.435 31.956 -5.530 1.00 19.61
ATOM 741 CG ASN A 129 86.750 32.706  -6.826 1.00 18.83

- ATOM 742 ODl ASN A 129 - 87.882 33.11§ -7.070 1.00 18.44

30 ATOM 743 ND2 ASN A 129 85.738 32.8B90 -7.649 1.00 18.28
ATOM 744 C ASN A 129 86.016 32.089 -3.050 1.00 20.47
ATOM 745 © ASN A 129 86.687 31.155 -2.633 1.00 21.80
ATOM 746 N LEU A 130 - 84.889 32.481 -2.487 1.00 20.29
ATOM 747 CA LEU A 130 84.336 31.832 -1.316 1.00 20.70

35 AaTom 748 CB LEU A 130 83.798 32.884 -0.336 1i.00 19.1%6
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13470. 16629. 5264, 6781.00 25 61 ATOMS86 OH TYR A 13460, ,18130, 236 5. 3191.00
31.37 ATOWS7 @I®YR A3471.'950213607- 0.845%2. G-2%. 773

ATOM 761 N LEU A 132 80.328 28.932 -0.514 1.00 22.83
ATOM 762 CA LEU A 132 79.389 .28.805 0.58L 1.00 24.00
15 ATOM 783 CB LEU A 132 78.898 30.211 0.947 1.00 21.47
ATOM 764 CG LEU A 132 79.998 31.233  1.282 1.00 24.67
ATOM 765 CDl LEU A 132 79.629 32.628 0.781 1.00 22.71
ATOM = 766 CD2 LEU A 132 80.285 31.245 2.784 1.00 20.84
ATOM 767 C LEU A 132 78.189 27.940 0.221 1.00 26.60
20 AroM 768 © LEU A 132 77.920 27.667 -0.956 1.00 26.94
ATOM 769 N  ASP A 133 77.448 27.535 1.247 1.00 26.48
ATOM 770 CA ASE A 133 76.252 26.732 1.056 1.00 27.70
ATOM 771 CB ASP A 133 75.722 26.229 2.401 1.00 30.25
ATOM 772 CG ASP A 133 76.219 24.847 2.745 1.00 32.32
25 aToM 773 ODL ASP A 133 76.667 24.644 3.892 1.00 35.29
ATOM 774 OD2 ASP A 133 76.163 23.962 1.868 1.00 36.61
ATOM 775 C AS? A 133 75.1%7 27.592 0.393 1.00 26.66
ATOM 776 Q ASP A 133 75.159 28.798 0.618 1.00 27.07
ATOM 777 N TYR A 134 74.350 26.980 ~0.431 1.0C 26.84
30 AroM 778 CA TYR A 134 73.311 27.734 -1.127 1.00 25.55
ATOM 779 CB TYR A 134 73.220 27.337 -2.614 1.00 24.53
ATOM 780 CG TYR A 134 72.150 28.097 =-3.358 1.00 22.49
ATOM 781 CDL TYR A 134 72.355 29.410 -3.749 1.00 24.18
ATOM 782 CE1 TYR A 134 71.368 30.126 -4.404 1.00 26.88
35 AToM 783 CD2 TYR A 134 70.931 27.515 -3.640 1.00 23.64




SATOMZ88 0 TYR A 13471.43626.517-0. 2861. 00 26. 19 ATOW69 N VAL A

13571. 37828. 747- 0. 0921. 00 24.90 ATOW90 CA VAL A 13570.06828. 8290.I558AR 405
25.98 ATOMr91 CB VAL A 13570.23129. 0602. 0901. 00 26.32 ATOMr92 CGlL VAL A
13568. 92128. 88@8yAell. 00 23. 53 10ATOMr93 C& VAL A 13571. gmg%éméﬁég H461. 00
23.34 ATOWF94. C VAL A 13569. 29829. 983-0. 0961. 00 26. 48 AT Kt

13569. 67031. 1400. 0571. 00 28. 19 ATOMF96 N2ZPRO A 13668. 25929. 671- 0.9041. 00
29. 01 ATOMr97 CD PRO A 13667. 80026. 303-1. 2081. 00 28. 45 15ATOMr98 CA PRO A
13667. 48730. 682-1. 6691. 00 29. 50 ATOW99 CB PRO A 13666. 72029. 834- 2. 6871. 00
29. 21 ATOMBOO CG PRO A 13666. 53228. 532-1. 9921. 00 29. 24 ATOMBO1l C PRO A

13666. 51631. S544rf). 66944 0Bs2 1y & AHOVBO2 0 f2 666, 75 0951. 00
27.62 20ATOMBO3 N GLU A 1376%. 76830. 9468. 035202@0%% 1%%0%/8%}4§&k ‘AU A

13764. 81431. 7380M80418D0%26 T88 2ATHVE05 & 16F U 2A- 325763 3281 30. ®583. 64401. 00
28.68 ATOVBO6 HMGMG U796 16762yd 2580 879056991. 00. 3. 0% . 3£9T0h/8ﬁ73va-U A

13761. 71532. 2150y 7771500c 34 124 ,25ATOVBO 137 3, 2530. 5551. 00 _
36. 39 ATOVEDS b2 GLL) AC 13760 "50432. 2251 B2 08 36 1A ATOW1E: CIGLU A ._

13765. 50832 60HP"85518%0° 25 T1% AadVB11 L -GBE) A5153766.0523532.1_23_1@42641231. 00
24.62 ATOVB12 ANOFER 76913864 v84 h3R57672. 10818 005 25.735.030ATOVRE3, CACTHR A
13865. 47634. 68}@% 10414 00-21,, R.A 13666, 26635. 8382. 4851. 00
21.16 ATOVB15 OGL THR A C1386@L2 fﬁs% 743%@%&< z oalzgo gsg RTOVBL62 & THR A
13867. 38735. 42FM5601°100C®3 V2 AATGMVB17 - FRR A9 109864 23890351 284369221, 00
19. 62 35ATOMBIB06 THRI2A dA868. 19635. 2418 4801 20%319. 35s:5 8; MOR 2095 WD

02/ 24893PGH Ug@g,gzg%% T 9N V, 3 435 7745 1041 oo 18. 08
ATOVB20CA VAL A 13963. 64&%6 @‘ g z%631 8461 i%} ggﬁfgve
13964. 25036. 77"5?%" 341%12400F 15VH4 AATFAVB22 CEoL 2L 24 983963 %1317 063%.4&281. 00

14. 44 5ATOVB23@ER VAL9SA d 396k 62835. 526&.3261300434. 31057 1.00 28.19

ATOM 796 N PRO A 136 68.259 29.671 -0.904 1.00 29.01
. ATOM 797 CD PRO A 136 67.800 28.303 -1.208 1.00 28.45
ATOM 798 CA PRO A 136 67.487 30.682 ~-1.669 1.00 25.50
ATOM 799 CB PRO A 136 66.720 29.834 -2.687 1.00 29.21
ATOM 800 CG PRO A 136 66.532 28.532 -1.992 1.00 29.24
ATOM 801 C PRO A 138 66.516 31.544 ~0.B69 1.00 27.47
RTOM 802 O PRO A 136 66.426 32.753 -1.095 1.00 27.62
ATOM 803 N GLU A 137 65.768 30.946 0.037 1.00 26.71
ATOM 804 CA GLU A 137 §4.B14 31.738 0.804 1.00 26.93
ATOM B05 CB GLU A 137 63.741 30.B58 - 1.440 1.00 28.68
ATOM 806 CG GLU A 137 62.415 30.879 0.699 1.00 33.07
-ATOM 807 CD GLU A 137 61.715 32.215  0.777 1.00 34.24
ATOM 808 OEl GLU A 137 62.373 33.253 0.555 1.00 36.39
ATOM 809 ° OE2 GLU A 137 60.504 32.225 1.056 1.00 36.16
ATOM 810 C GLU A 137 65.508 32.600 1.855 1.00 25.17
ATOM 811 © GLO A 137 66.524 32.214 2.423 1.00 24.62
ATOM 812 N THR A 138 64.941 33.767 2.108 1.00 25.35
ATOM 813 CA THR A 138 65.476 34.686 3,104 1.00 21.92
ATOM 814 CB THR A 138 66.266 35.838 2.4B5 1.00 21.16
ATOM 815 OGL THR A 138 65.406 36.743 1.818 1.00 20.53
ATOM Bl6 CG2 THR A 133 67.387 35.427 1.560 1.00 23.02
ATOM Bl7 C THR A 138 64.341 35.254 3,922 1.00 19.62
ATOM 818 O THR A 138 63.196 35.241  3.489 1.00 19.25




ATOMB24C VAL A 13963. 03037. 5805. 2731. 00 13. 45 ATOMB250 VAL A

13961.

15.51

14064.

22.33

14063.

24. 28

14063.

29. 82
14061
24. 14

35. 28

14163.

48. 90

14165.

25. 46

14260.

24. 40

14258.

25.79

14258.

26. 36

14358.

20.91

84337. 8405. 4051. 00 16.40 ATOVB26N TYR A 14063.85038.3044.519]‘!.80%&"'Z[m5
é;gng?CA TYR A 14063. 393. 39. 4783. 7771. 00 18. 60 10ATOMB28CB TYR A
40. 0 .00 19. 07 ATOVMB29CG TYR A 14064. 18841. 4. 00
ATCNBSé%gﬁyféggA 14064. 02642. 5282. 4411. 00 21. 83 ATCNgggg%g9?$% A
65343.5151. 5481. 00 25.48 ATOVB32CD29TYR A 14063. 96840. 8940. 6961. 00
15ATOVB33CE2 TYR A 14063.59741. 874-0. 2151. 00 25. 55 ATOMB34CZ TYR A
43843. 1810. 2131. 00 28. 52 ATOMB350R TYR A 14063. 07044. 159-0. 6871. 00
ATOMB36C TYR A 14062. 26939. 0962. 8021. 00 19. 79 ATOMB370 TYR A

ATOB30CK ARG A 14161 30657 5761, GAOT 00 2 04 ATNBATLD NB A

14162.

06836. 43201 938200 CR9.V8Y MATEVB41CE: ARG R613F62.5789R36199713-9G711. 00
ATOVB42ChrodRG A2141683.v484353540- 1.696433. 03. #Q. 58 . 20ATOMBA BNK 4ARG A

68536. 203- 3. 25971. 00_46. 87 344 164. 97536. 443- 3. 5251. 00
ATOVBA5NP] MR 1ATHE P 530 170- 35091 B0t Bo: 35 AT CRETGREL™ ARG A
328365046704 71323 0055 VAIER ATOVBA7 6! ARG AS152F60 8202871190734 2491, 00
ggggvggggmﬁggz\é él&é?@igﬁ%’gégmsaﬁh 00.26. 12 ATOVBARNL YA A

. . . . VAL A.14259.20935 7713 4731. 00
ATOVB51CB™VAL A%145509. : 074%5)‘41. oé7284. 71 A%ggf&%\} L A
47734, 43280187 B200 24,148 B5ATOVB5FEES0VAS - 2041426012953, 5553 9951, 00
L10§3NA§2§?1&€5\9/@29(2)/C23&38 CId Ug%/g;BQ@ég 39301sATQVBSACL VAL 1A 50

. . . A 14257. 17736. 8994. 0301. 00

ATGVSQGN”*"A‘?E‘A Ajaf§3§ f&g’g 274. §gﬁgi’.2ooqj°2 .47]3A%%f/8§7%&1%% A

49239. 1127 193290@62XY83R 3ATOVBSZEE SAL A LAC0P4359065939°%929538581. 00

ATOM 830 CDl1 TYR A 140 . 64.026 42.528 2.441 1.00 21.83
ATOM 831 CE1 TYR A 140 63.653 43.515 1.548 1.00 25.48
ATOM 832 CD2 TYR A 140 63.968 40.89¢ 0.696 1.00 24.28

15 ATOM 833 CE2 TYR A 140 63.597 41.87¢ -0.215 1.00 25.55
ATOM B34 CZ TYR A 140 63.438 43.181 ©0.213 1.00 28.52
ATOM 835 OH TYR A 140 63.070 44.159 -0.687 1.00 29.82
ATOM 836 C TYR A 140G §2.269 39.096 2.8G2 1.00 19.79
ATOM B37 O TYR A 140 61.222 39.728 2.778 1.00 21.98

20  AtoM 838 N ARG A 141 62.454 3B.046 2.015 1.00 24.14
ATOM 839 CA ARG A 141  61.498 37.576 1.040 1.00 26.04
ATOM 840 CB ARG A 141 62.068 36.432 0.193 1.00 29.54
ATOM B4l 'CG ARG A 141 62.762 36.907 -1.071 1.00 35.28
ATOM 842 CD ARG A 141 "63.184 35.740 ~1.560 ' 1.00 40.58

25 ATOM B43 NE ARG A 141 63.685 36.203 -3.259 1.00 46.87
ATOM 844 CZ ARG A 141 64.975 36.443 ~3.525 1.00 48.90
ATOM 845 NHL ARG A 141 65.915 36.179 -2.617 1.00 50.35
ATOM 846 NH2 ARG A 141 65.328 36.940 -4.713 1.00 51.46
ATOM 847 C BRG A 141 60.22¢ 37.117 1.719 1.00 25.46

30 AaroM 848 O ARG A 141 59.124 37.513 1,330 1.00 25.12
ATOM 849 N VAL A 142 60.362 36.278 2.740 1.00 27.17
ATOM 850 CA VAL A 142 '59,209 35.771 3.473 1.00 24.40
ATOM 851 CB VAL A 142 59.649 34.807 4.594. 1.00 24.71
ATOM 852 CGL VAL & 142 58.477 34.432 5.487 1.00 24.45

35  AaToM 853 CG2 VAL A 142 60.295 33.562 3.995 1.00 25.79



ATOMB59C ALA A 14357.69339.9184. 1761. 00 20. 62 ATOVB600 ALA A
14356. 52140. 2254. 3841. 00 17.83 ATOM 861N ARG A 14458. 32540. 2373. Oi@“@%
24.31 ATOVB62CA ARG A 14457. 65040, 9831. 9771. 00 23. 67 10ATOVB63CS !

14458. 63541. 2§9Q,8#4:L. 00 26. 35 ATOMB64CG ARG A 14458. 0233&%@0& 3271.00
29.59 ATOVB65CD ARG A 14459.04542. 234-1.4251. 00 29.52 AT REY A
14459. 47040. 973-2. 0161. 00 32. 38 ATOVB67CZ0ARG A 14460. 60340. 819-2. 6991. 00
33.78 15ATOVB68NO1 ARG A 14461.36841. 874-2.9771. 00 34. 65 ATOVB6ONH2 ARG A
14460. 96239. 609- 3. 1231. 00 34. 37 ATOVB70C ARG A 14456. 45340. 1901. 4691. 00
22.19 ATOVB710 ARG A 14455, 39940. 7491. 1811. 00 23.86 ATOMB72N H S A

14556. 61138. 87 ;,%413%5205%3.%% 20ATOVMB73CA HI'S A 14555, 54537. 9700. 9881. 00
26.97 ATOVB74 4556. 06286 98251, (B91°200°36284 KPERBASEG2RIS A
14555. 05635. 464TM707 8560 036. 6 NTIARB76CHE2. HI?S % . 445544 .03034. 8444, %#0111. 00
38.92 ATOMB77NRiovH! S 386 145543;369333458- Q4351 M0930. 38 BPATCMBIECEL H S A
14553. 49534. 383- 0. 42%% 00 40. 00 ATOVB79NE2 HI S A 14553.75133. 6910.'6771. 00
41.00 ATOMBBOC Hi's APT455% 75838 14891, 8581460 ¥7118. ATARBS1LOOHRS: 88

14553, 188389 31210M3208580 CR6.288 AT@AWBS2N sBYRA 34654, 4ﬁ338 208824 941. 00

26. 20 30ATOMB8Zfat TYRsA 14653532938 4324,1181. L0, @% g@ YR A
14653. 70738. 0795, 5661, 00 21. 78 ATOMB85CG TYR A 14653, 6& 6.608 71. 00
16. 94 ATOMBS6CHPMTYRBAS 1865422 1%354% 7935 566%1. (19 4% 65¢ -ATOMBSYCEL 6BYR A
14654. 64134. A34BM7588600 ¥15.208 B35ATOVBSSED2 s TR, A 714603548436 03846. 3141. 00
15.27 1 8 MAR Q@5 2/-24 USOL/.29549 T

14652. 40834, 6736. 523?%01% %%EAA;g\Ixésgoczs'grvséﬂA 4f4%85A %g$%8%6¥§§§1 0014. 45
ATOVBI10H TR HOM1653630582 A85d 14811, 0086358 ‘ATENBOZCITHYRL A0 2

14652. 86739. 878roM4, 0444 . G622801n SATOVBO36.0BYR 4A.018 -0.327 1.00 29.59

14651. 68140. 16841096469022. 23z a 144  59.045 42.234 -1.425 1.00 29.52
ATCM  B66 NE ARG A 144 §3.470 40.973 -2.016 1.00 32.38

ATOM 867 CZ ARG A 144 ' 60.503 40.819 -2.69% 1.00 33.78

15 &arom 8689 NH1 ARG A 144 61.368 41.874 -2.977 1.00 34.65
ATOM B69 NH2 ARG A 144 60.962 39.609 -3.123 1.00 34.37

ATOM 870 ARG A 144 56.453 40.190 1.469 1.00 22.19

ATOM B71 © ARG A 144 55.393 40.749 1.181 1.00 23.86

ATOM 872 N KIS A 145 56.611 3B.876 1.413 1.00 23.70

20 arom 873 CA HIS A 145 ° 55.545 37.970 0.988 1.00 26.97
ATOM 874 CB HIS A 145 56.062 36.525 1.009 1.00 30.84

ATOM B75 C©G HIS A 145 55.056 35.464 0.707 1.00 36.75

ATOM B76 CD2 HIS A 145 54.720 34.344 1.401 1.00 38.92

ATOM 877 NDl HIS A 145 54.269 35.458 -0.435 1.00 39.38

25 atoM 878 CEL HIS A 145 53.495 34.383 -0.429 1.00 40.00
ATOM 879 HNE2 HIS A 145 53.751 33.691 0.8677 1.00 41.00

ATOM 880 C  HIS A 145 54.290 38.159 1.852 1.00 27.08

ATOM 881 ©  HIS A 145 53.188 38.312 1,320 1.00 26.89

ATOM B82 N TYR A 146 54.463 38.203 3.194 1.00 26.20

30 artom 883 CA TYR A 146 53.329 3B.432 4.116 1.00 23.27
ATOM 884 CB TYR A 146 53.707 38.079 5.566 1.00 21.78

ATOM 885 CG TYR A 146 53.640 36.608 5.837 1.00 16.94

ATOM BB6 CDL TYR A 146 54.716 35.793 5.563 1.00 15.65

ATOM 887 CE1 TYR A 146 54.641 34.434 5.758 1.00 15.99

35 atom 8§88 CD2 TYR A 146 52.484 36.034 6.314 1.00 15.27




ATOMB94N SER A 14753. 82740. 780. 3. 9131. 0025. 91 ATOMB95CA SER A

14753. 56742. 2183. 8161. 0029. 26 ATOVBI6CB SER A 14754.90442. 9623. 73218 HARE0%4
ATOVMBO70G SER A 14754. 72444, 2953. 3111. 0034. 56 10ATOVB9SC SER A

14752. 66742. 5WIAIB®81. 0031. 47 ATOVBO90 SER A 14751. 72343. 3@PTI/UESBD5G030. 92
ATOVDOON ARG A 14852. 95941. 9791. 4361. 0032. 82 ATOMDO1CA ARG A

14852. 17242, 2400. 2211. 0034. 38 ATOVBO2CB A

14852. 80141, 544- 0. 9791. 0035. 40 15ATOVPO3CG ARG A

14853. 64942. 476- 1. 8181. 0035. 95 ATOVD04CD ARG A

14854. 82241. 747- 2. 4451. 0037. 90 ATOVDO5NE ARG A

14855 80642. 6721, 977,008 £2 ATQMOOCCEAT Accrs  s.520 1.00 16.30

14856. 86442, 291- 3. 6741.0041. 01 ATOMDO7NHL A

14857. 05841. ooé“—"@ 94041 . B ?dAfrcveosﬁNHf-‘*AR’é PB4 6.238 1.00 14.45

14857, 73443, 20@ze 1013610041 62 ATOD0IC ARBIA 4B50. 7d.441. 80018851, 0034. 50
ATOVD100 ARG A.14849. 798 31. 0035, 04 ATOWIINALA

14950. 49240. 76%%6%7 91? é%sglj%‘sgA%vmz%A ALA% HOHobt Ao 22,01

14949. 13640730810 2918%6032. SHROEATEND13CR- FYLA 48168 4.096 1.00 22.73 -

14949 11638. 80@'10»624139@03«2 AErRATOMLAC AbfssA 14946 536413 021@ 6431. 0032. 79

ATOMD150 ALA A 14947.47140. 6393, 1241. 00..33, 04 ATOQW1

15049 23345 053 0551 G0 3% O‘%ABT T7CA IvS A ‘%5@169 85 802475281 0034. 50
30ATOVD18CB LY&™® 15047, £P44%R56047 0231.500%4. 9G - 2FOVDLFeG LS A°-44

15047, 63344, 633xD01 1850036, 2GRATQV20CD skYf3eA ASOS. 72045 OGA334051. 0038. 33

ATOVD21CE' ;KYS.A. 150 46,.9832. 6361. Y

15049. 6734 b Sfb%ss:df% ﬁ ﬁgszgigr%vezs ?% Ag%@%% 35"%5 Edd1. 0034. 57
1 B MAR 2005 V\ﬁr@?/ 248393 PCTHEISOILA29549 5-13'?3AT4@\/9?140 .Y Al19904%-%65141. 981
6. 2931. 00 -34. 54rATOVBREN xCL NisA 4.5149. 483400587 241595091 a9 34. R93AFGMD26CA

6. 0431 00 35. 68 SATO3606 QR M1 18147" 66058, 18622 0 S0T >

ATOM 902 ARG A 148 .801 .544 .979 .
15 arom 903 CG ARG A 148 53.649 42.476 -1.818 1.00 35.95
ATOM 904 CD ARG A 148 54.822 41.747 -2.445 1.00 37.90
ATOM 905 NE ARG A 148 55.806 42.672 -2.977 1.00 38.82
ATOM 906 €2 ARG A 148 56.864 42.291 -3.674 1.00 41.01
ATOM 907 NH1 ARG A 148 57.058 41.002 -3.949 1.00 41.88
20 aroM S0B NH2Z ARG A 148 57.734 43.200 -4.101 1.00 41.62
ATOM 909 C ARG A 148 50.714 41.802 0.385 1.00 34.50
ATOM 910 O ARG A 148 49.798 42.417 -0.173 1.00 35.04
ATOM 911 N  ALA A 149- 50.492 40.76% 1.17% "1.00 33.08
ATOM 912 CA ALA A 149 49.136 40.306 1.429 1.00 32.56
25  aroM 913 CB ALA A 149 49.116 38.800 1.624 1.00 32.41
ATOM 914 C ALA A 149 48.535 41.021 2.647 1.00 32.79
ATOM 915 ©O ALA A 149 47.471 40.639 3.124 1.00 33.04
ATOM 916 N LYS A 150 £9.233 42.054 3.155 1.00 34.10
ATOM 917 CA LYS A 150 48.776 42.804 4.328 1.00 34.50
30 ATomM 918 CB LYs A 150 47.474 43.560 4.023 1.00 34.90
ATOM 919 ¢G LYS A 150 47.633 44.680 3.001 1.00 36.28
ATOM 920 CD LYS A 150 48.720 45.668 3.405 1.00 38.33
ATOM $21 CE' LYS A 150 48.615 46.983 2.636 1.00 40.38
ATOM 922 NZ LYS A 150 49.673 47.109 1.583 1.00 41.77
35 AroM 923 C LYS A 150 48.589 41.851 5.508 1.00 34.57



ATOW29CD GLN A 15147. 30936. 8605. 5771. 00 38. 94 ATOW30CE1 GLN A

15148.

39. 52

15151.

34. 62

15251.

37.75

15252.

32.52

15354.

32. 03

15356.

33.12

153583.

28.74

15452.

27.21

15453.

24. 23

15554.

15553

17035. 9825. 5271. 00 37.93 ATOVP31INE2 GLN A 15146. 00436. 5965. SdoMARH]
ATOVD32C GLN A 15150. 66939. 8187. 5011. 00 34.35 10ATOMP330 GLN A

73940. 2667021063, 00 32. 05 ATOVD34N THR A 15250. 50639. 26a8868B45.90
ATOWD35CA THR A 15251.58839. 1329. 6611. 00 34. 27 ATOW36C3 THR A .
03339. 41611. 0781. 00 36. 00 ATOMD370GE2THR A 15250. 12740. 51511. 0831. 00
15ATOVD38CE2 THR A 15252. 09139. 66812. 1291. 00 35. 72 ATOMP39C THR A
16037. 7239. 6231. 00 31, 15 ATOMP400 TER A 15251.41536. 7599. 5121. 00
ATOVD41IN LEU A 15353. 47137. 6049. 7661. 00 30. 45 ATOMD42CA LEU A

ATOWA4CEy LEU A 15356, 1435 1600, 7541700 ‘57738 Rrtwbasch 120 A

13834. 3188°4941°80 ¥3. §9% ATEND46CDSY 4BV A0 83357 59399351 46994 .8081. 00
ATOMDA7C A1l A 95356 762845 61911, 145410032643 25A4EOVD480; LEY A
85736. 24312,,1951,00,.28 T.OVD49N A 3.28034. 35611.1331. 00
AT ONDROGS 0 AT 4TS B35 B 70 0801 b0 53085 ATtinsteh FE) A |
88833.765 2369928002 7S U AATGIVD52CY -BPRO A8 B34525662. 32.092381 01 8951. 00

30ATOMD53GGM PROYS 1645209032 414167 479150Q580. 245 ATQVR54G BRO A
96633. 71713, 4521 00,23 TOVD550 A 15455. 10533. 35313, 2181. 00
ATC]VBSGNA\J;%ML A %55%%59@@%5?%4. 6%42?%303 825" ATGNDSIEA VAPS A
47634, 360¥84 8001310 NE20SBBAFSATOVDSS-OCE HASIA  5.599 1.00 35.52

68534. 678&du 10243200 23c:3¢al1s3 MAR 2005 V) Q24 24893RCT/ YSQ,/ 29549 - 33-

ATOVB59CGL WAL A 15554, .50734 -3611.00.24. 21 ATOMDE0CE VAL A
2263&¥1241 &092%300J20§%§ZA &1V961C,9]\7A€9 AEL‘%%%& 414431199 1% 8D71. 00

15553.

16. 62

15654.

19. 48

ATOVD620 AR A 9556, 5738138616 3BI0D03DB6B4 BAPOVIEBN L& A
93331. 96064 80742500l 81:d3 ABGMIGAGA ki £ 156554 78930, 9015, 9651. 00
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ATOML134CA PHEafoM 75854 07935064192 4881.7900:518.39250ATQWL 135 CE oBHEa D

16705 ATOVI13785H PHETA 1756852133 201 15 4607 1D 18 B85 SKFGMITIOCDS PHE A

17583. 87532. 31RIB! 0541500 1FL8R ATOML13BGERET PHE- 87175888715130. 84918. 4551. 00

19. 35 ATOM 1117 N €IS A 173 79.834 36.527 18.662 1.00 16.56
20 ATOM 1118 CA HIS A 173 80.230 37.494 19.692 1.00 17.03
ATOM 1119 CB HIS A 173 78.991 38.097 20.377 1.00 16.14
ATOM 1120 CG HIS A 173 78.208 39,002 19.467 1.00 14.02

ATOM 1121 CD2 HIS A 173 78.483 39.454 18.157 1.00 13.45
ATOM 1122 NDL HIS A 173 77.015 39.594 19.825 1.00 12.19

25 ATOM 1123 CEL HIS A 173 76.587. 40.372 _19.326 1.00 14.81
ATOM 1124 KE2 HIS A 173 77.466 40.300 17.831 1.00 10.44
ATOM 1125 C HIS A 173 81.225 36.849 20.687 1.00 17.24
ATOM 1126 O KIS A 173 82.097 37.540 21.205 1.00 20.12

. ATOM 1127 N SER A 174 81.130 35.508 20.877 1.00 17.18
30 aToM 1128 CA SER A 174 82.043 34.715 21.747 1.00 18.95
ATOM 1129 CB SER A 174 81.725 33.214 21.672 1.00 18.66
ATOM 1130 0G SER A 174 80.376 32.963 21.936 1.00 29.03
ATOM 1131 C SER A 174 83.499 34.857 21.344 1.00 20.81
ATOM 1132 0 SER A 174 84.400 34.758 22.196 1.00 18.20

35 aTroM 1133 N PHE A 175 B3.732 35.042 20.035 1.00 18.33




ATOML140CE2 PHE A 17583, 80430. 94518, 1241. 00 19. 15 ATOVL141CZ PHE A
17584. 94330. 21118. 3271. 00 17. 42 ATOML142C PHE A 17585. 48436. 61519 §36F 8
18.22 10ATOML1430 PHE A 17586.57136.90318. 8311. 00 21.16 ATOML144N GLY A
17684. 59937. 52819248&71. 00 18. 25 ATOML145CA GLY A 17684. 8783385515911, 00
18. 73 ATOML146C GLY A 17684.54139.49218. 1931. 00 18.75 ATOMLI470 GLY A :
17684. 90940. 61417. 8441. 00 16. 75 15ATOMLI4BN | LE A 17783. 84438. 67517. 4001. 00
18.95 ATOML149CA |LE A 17783.45939. 02316. 0231. 00 17.03 ATOML150CB ILE A
17783. 39137. 75015. 1441. 00 18.98 ATOML1510R | LE A

17782. 803. 38. 07813. 7671. 00 20. 31 ATOML152CGL | LE A

17784. 77037. 10 0 0Q,1 1
17784. 72035. 60%%@ 8%%%403A1%H%%‘£ cwnlsééigﬁ 33F§?7é9 1%739:%"1345%9331. 00
13. 93 ATOML1558MLE A3 7981 PER738751481682864. 00- 49, 03 - ATOVL 1BGRD O¥S A
17882.10740.91#&8.4011606G1@355.AECNﬂiEQQASCY52Amb7&&0;&82$%wg?%é%é?géé.00
13.12 25ATOML158GB A.17 09543

A 17879. 57744. 043159g%%1°%b%§% géhrcwn%%gbg é%‘%ﬁl%éS%QBZii? 8b4£3. 6991. 00
15. 33 ATcwEinﬁoéYslA¥ﬁ78§i9@62415910128%&51 09-3L7. 46 - AIOMLIG2ND HI3S A
17979. 29441. 18&D8. 40919063ﬂ458&.3@2;&?%%63@& Hb§4?7d$74%%046m4i812 0661 00
17978. 77941. 0

16. 51 ATovuleé“ééaHl ?A 1%%2?“938@ 8351?)30§fégl§6094i9.]f1 1R ToMCPebtd? HI S A
17977. 36538, 6959PY. 10041 002 18557 IFOML16TNDL3 HES 2411 78762708840, 4429, 8821. 00
16. 97 35ATCNHhﬁGEE11tt§ A 13&%& ﬂ%ggaEZéiaei98a;ggG%éoggb16§bgh§1%2080W0
02/ 24893 /2

15. 08 AT 7g§8ﬁ ?i 17%78 @%%“%%38311 %Eii 68 498, 8d - BEOL P19 HFS A
17979. 47442. 55990, 33844 09 1¥L06 WFOML178®NSARG3A 528072F. B8048.08318.23. 875" 1. 00
19. 78 $ATOML1736GA ARG A d80%dy 86244. 69744l 83693s 08519472 ATOMR17AGE ARG A

18079. 23745. 29814 . 1221 09 2@1.159 176 84.541 39.492 18.1983 1.00 18.75
ATOM 1147 O GLY A 176 84.909 40.614 17.844 1.00 16.75

15 atoM 1148 N ILE A 177 B3.844 38.675 17.400 1.00 18.95
ATOM 1149 CA ILE A 177 83,459 39.023 16.023 1.00 L7.03

ATOM 1150 CB ILE A 177 83.391 37.750 15.144 1.00 18.98
ATOM 1151 -CG2 ILE A 177 82.803 . 38.078 13.767 1.00 20.31
ATOM 1152 CG1 ILE A 177 84.770 37.106 15.031 1.00 16.05

20 aToM 1153 ¢pl ILE A 177 B4.720 35.603 14.862 1.00 17.66
ATOM 1154 ¢ ILE A 177 82.107 39.713 15.933 1.00 13.93
CATOM 1155 0 ILE A 177 81.087 39.148 16.280 1.00 16.03
ATOM 1156 N CY¥S$S A 178 82.107 40.917 15.407 1.00 12.55
ATOM 1157 CA CYS A 178 B0.887 41.662  15.204 -1.00 13.12

25 ATOM 1158 CB CYS A 178 81.095 43.115 15.644 1.00 12.26
ATOM 1159 SG CYS A 178 79.577 44.043 15.818 1.00 21.65
ATOM 1160 C CYS A 178 B0.521 41.604 13.69%9 1.00 15.33

ATOM 1161 O CYS A 178 B1.362 41.910 12.845 1.00 17.46
ATOM 1162 N HIS A 179 79.294 41.18B3 13.409 1.00 14.88

30 aAaroM 1163 CA HIS A 179 78.779 41.037 12.050 1.00 18.49
ATOM 1164 CB HIS A 179 77.380 40,418 12.066 1.00 16.51
ATOM 1165 CG HIS A 179 76.978 39.835 10.736 1.00 19.21
ATOM 1166 CD2 HIS A 179 77.365 38.698 10.109 1.00 18.67
ATOM 1167 ND1 HIS A 179 76.083 40.442 9.882 1.00 16.97

35 ATOM 1168 CEl HIS A 179 75.938 39.711 §.799 1.00 13.99




ATOML175CG ARG A 18080. 04645. 49212. 3951. 00 20. 08 ATOML176CO ARG A

18081.

22.10

18083.

20. 16

18076.

20. 47

18176.

24. 19

18175.

22.26

18273.

17.10

18270.

16. 67

18271.

17. 73

18369.

17. 35

18371.

15746. 50412. 1951. 00 20. 28 ATOML177NE ARG A 18082. 15946. 02311 8244108y
10ATOML178CZ ARG A 18083.17446. 74910. 7971. 00 19. 60 ATOML179NH1 ARG A
36947. 9w@lghoad21. 00 20. 78 ATOML180NH2 ARG A 13084. 004G/ 1229%:9071. 00
ATOML181C ARG A 18076.97144.83710. 1211. 00 19.93 ATOML1820 ARG A
93745. 9079. 5061. 00 18. 32 15ATOML183N ASP A 16176. 21843. 7939. 7841. 00
ATOML184CA ASP A 18175. 30543. 8468. 6401. 00 22. 91 ATOML185CB ASP A
04843.5347.3191. 00 20. 92 ATOML186CG ASP A 18175.29643-.9976. 0561. 00
ATOML1870D1 ASP A 18174.35344.8146.1701. 00 20. 69 20ATOML1880D2 ASP A
06343, 529409481, 30 2. 63 ATGWLIBIGARR Aiglgly4. 40042,9308.58331. 00
ATOML1900 ASP A 18173. 73842, 1327. 9801.00 22.03 ATCMLLOIN TL .
48643. 06 IR 041178 G0 4S8 LATOML 198K LE AR gdY-32333490 ??7%. 4191. 00
25ATOML193@GB | LE1A d827%2. 1542, 135b1405942.66 180 318 ATLOML194Q3 | LE A
91841, 43832, 3531,,00; 15,65 ATOMLI9SCCE,J L £:18273,43144, 33712, 4891. 00
ATC]V[L196CD1 | LE A 18273.36939. 87912. 2441.00 15 ATOML197C 1 LE -
0564258533984 1451760 R7.3%6 BIATOML1980892L E1iA598 27D 361843005341 17 2221. 00
ATOML199MTeeYS A 7283380. 2824234158, 9034370045149051 ATEML200CA2LMS A
27342.51 201..00 12. 201 6 443. .0711. 00
ATovuzoz%g %YS]HAQ18%70#%5@}%505%5%4\1680‘9 ﬁ“ﬁ 3 g‘é Té\)ﬁ% LYS A

08443. 9238741760 <P7. 28§ AZ3RAR 2351340 P88 IBRETIHLEDIZC28549 - 40

ATOML204CE LYSAAO&83Y1]J795&4&LR31£436)011 GQ . 3. 085 ATOML2QBNZ 1105 24 10

18372

5. 04 ATVISB7ONYS ATda68 15946 950 7 8ank 08 6 53 ATV 20BN PHD A

18467.

6. 34

27041. 414796011760 Ml 1PRSATARA 209CH3PHG A 18466156542 169% 2047871, 00

ATOM 1180 NH2 ARG A 180 B4.005 46.229 9.907 1.00 20.16
ATOM 1181 ¢ ARG A 1890 76.971 44.837 10.121 :1.00 19.93
ATOM 1182 O ARG A 180 76.937 45.907 9.506 -1.00 18.32

15 arom 1183 N ASP A 1B1 76.218 43.793  9.784 1.00 20.47
ATOM 11B4 CA ASP A 181 75.305 43.846 8.640 1.00 22.91
ATOM 1185 CB ASP A 131 76.048 43.534 7.319 1.00 20.92
ATOM 1186 CG ASP A 181 75.296 43.997 6.056 1.00 24.19
ATOM 1187 0Dl RSP A 181 74.353 44.814  6.170 1.00 20.69

20 aToM 1188 ©D2 ASP A 181 75.663 43.529  4.948 1.00 22.69
ATOM 1189 C ASP A 181 74.106 42.930 8.853 1.00 22.26
ATOM 1130 © ASP A 181 73.738 42.132  7.980 1.00 22.03
ATOM 1191 N  ILE A 182 73.486 43.061 10.041 1.00 21.81
ATOM 1192 CA  ILE A 182 72.330 42.277 10.419 1.00 17.10

25 ATOM 1193 CB ILE A 182 72.215 42.135 11.939 1.00 18.31
ATOM 1194 CG2 ILE A 182 70.918 41.438 12.353 1.00 15.65
ATOM 1195 CGl ILE A 182 73.431 41.377 12.489 1.00 16.67
ATOM 1196 CDl ILE A 182 73.369 39.879 12.244 1.00 15.69
ATOM 1197 C ILE A 182 71.056 42.85% 9.841 1.00 17.49

30 ATOM 1198 © ILE A 182 70.618 43.954 10.222 1.00 17.73
ATOM 1199 N LYS A 183 70.482 42.115 8.903 1.00 14.95
ATOM 1200 CA LYS A 183 69.273 42.519 8.220 1.00 12.48
ATOM 1201 CB LYS A 183 69.614 43.479 7.071 1.00 17.35
ATOM 1202 CG LYS A 183 70.456 42.850 5.959 1.00 14.20

35 nmroM 1203 CD LYS A 183 71.084 43.921 5.087 1.Q00 17.19



ATOML210CA PRO A 18466. 46040. 2926. 8641. 00 11. 96 ATOML211CB PRO Ajg %2095
18465, 12140. 9286. 5441. 00 10. 86 ATOML2120G PRO A 18465. 09642. 183, 7. 3% 1. 00
8.34 10ATOMI213C PRO A 18467. 03039. 5405. 6681. 00 14. 64 ATOML2140 PRO A
18466. 79238. 343H,5263. 00 18.32 ATOML215N GLN A PCT/LSO1/295
18567. 77140. 2264, 7881. 00. 17. 59 ATOML216CA GLN A 18568. 31939 5453131, 00
19. 45 ATOMI217CB GLN A 18568. 58240. 4952, 44k1. 00 22. 98 15ATOMI218CG GLN A
18569. 18141. 8262. 8091. 00 28. 27 ATOMI219CD GLN A 18568. 12142. 8972. 9741. 00
32.07 ATOML220CEL GLN A 18567. 72543. 5331. 9931. 00 32. 64 ATOMI221INE2 GLN A
18567. 65743. 1054. 2231. 00 26. 42 ATOMI222C GLN A 18569. 54438. 7343. 938. 1. 00
19. 77 20ATOML2 GL 69, 9 .860.3.1501. 00 16.26 ATOMI224N ASN A
18670. 13538. 99 8”117 _‘@0]‘%‘3@% g%%nzzscﬁ'i%ﬁ A 188671:°%9113899485°%321. 00
15. 26 ATOML226@EOMNSNE2851 867 2L 4083931456, 7122604 084 BE9 323 ABOMIR2T GG, ASN - A

18673. 19439. 8560101912080 9. & 25ATOML22§0D]s ASN ,4¢ 18677%5%@@%- g@&‘?- 8441. 00
19. 21 ATOML229NPR ASN A 18673, 93140. 8995, 3761. 00 16. 18 AT 0C ASN A -

18670. 94237. 0306 4011°°00 43. 78 ATERL2310°°AEK A14-8671. 80U46.1389689%51. 00

14. 79 ATOML32RNTREU ROBS269. BHBRAETA56. 46472710041.4107 30RTOMLABIEAL EU A
18769. 09835, 01870 820000 b b ATGML234GH LE £ 14768, 42339, 4448, 601 00
13. 53 ATOMLI2350 | EU A 18768, 46537, 2469. 0861. 00 14. 77 ATOML2 1°LEU A
18767. 28437. 826578497 80 2. 8 ArCRM 237152259 EfP-R%9 87658473382 26330. 0041. 00
14. 06 35ATOML238® [ EI1A 18768049084, 600652101, 00 918. 88.514 8 IMMR13005 WD

02/ 24893 PCTI USRS 29549 -41 AFQVE2390 LI%Q_@%18ZZQKB§8_5§4§&£8E§5 7121, 00 20.91
ATOML240N EEU A5018869.l%2433. 5295.9721. 00 21, 65 ATOML24TCA LEO A

18868. 78732. 478520697180 4.3 At 242C8- 110 #0-$88705 FEH3 1L 9594454741, 00
24.36 SATOMI248TE | EQLA TBS7ERC06382. 6563F585%1. 00 328. 20, sATOMIEH4€DkL LEO A

18872. 2. 4031. 8343 35215 0@ 22545 185 67.771 40.226 4.788 1.00 .17.59
- ATOM 1216 CA GLN A 185 68.319 39.545 3.610 1.00 19.45
ATOM 1217 CB GLN A 185 68.582 40.495 2.431 1.00 22.98

15 aTOM 1218 CG GLN A 185 69.181 41.826 2.809 1.00 28.27
ATOM 1219 CD GLN A 1BS 68.121 42.897 2.974 1.00 32.07
ATOM 1220 OEL GLN A 185 | 67.725 43.533  1.993 1.00 32.64
ATOM 1221 NE2 GLN A 185 67.657 43.105 4.223 1.00 26.42
ATOM 1222 € GLN A 185 69.544 38.734 3.938. 1.00 19.77

20 ATOM 1223 O GLN A 185 69.951 37.860 .3.150 1.00 16.26
ATOM . 1224 N ASN A 18§ 70.135 38.997 5.117 1.00 17.25
ATOM 1225 CA ASN A 185 71.311 38.244 5.532 1.00 15.26
ATOM 1226 CB ASN A 186 72.408 39.145 6.120 1.00 17.32
ATOM 1227 CG ASN-A 186 73.194 39.859 5.019 1.00 19.75

25 ATOM 1228 ODI ASN A 166 73.140 39.464  3.844 1.00 19.21
ATOM 1229 NMD2 ASN A 185 73.931 40.899 5.376 1.00 16.18
ATOM 1230 C ASN A 186 70.942 37.030 6.401 1.00 13.78
ATOM 1231 © ASN A 186 71.800 36.359 6.966 1.00 14.79
ATOM 1232 N LEU A 187 69.658 36.745 6.447 1.00 14.07

30 aToM 1233 CA LEU A 187 69.098 35.618 7.182 1.00 16.11
ATOM 1234 CB LEU A 187 68.023 36.114 8.160 1.00 13.53
ATOM 1235 CG LEU A 187 68.465 37.246 9.086 1.00 14.77
ATOM 1236 CDl LEU A 187 67.284 37.829 9.849 1.00 12.78
ATOM 1237 CD2 LEU A 187 69.573 36.763 10.004 1.00 14.06

35 aTOM 1238 C LEU A 187 68.490 34.600 6.219 1.00 18.88




ATOML245CD2 LEO A 18870. 46733. 4992. 7371. 00 22.86 ATOMI246C LEO A AR 7005
18867, 86931, 4815. 7531. 00 26. 90 ATOML2470 LEO A 18868. 13631, 0396. 875184
27.46 10ATOML248N LEO A 18966. 78631. 1355. 0581. 00 27.05 ATOML249CA LEO A
18965. 80230. 2006 05858%. 00 29. 15 ATOML250CB LEO A 18964. 4343067516834 . 00
28.90 ATOMI251CG LEO A 18964. 28932. 0546. 5811. 00 26. 77 ATOML252C01 LEO A
18962. 83232. 5206. 6371. 00 28. 02 15ATOML253CD2 LEO A 18964. 79831. 6797. 9711. 00
27.53 ATOML254C LEO A 18965. 66828. 9774. 6661. 00 33. 15 ATOML2550 LEO A

18965. 82729. 0593. 4351. 00 33.46 ATOMI256N ASP A 19065. 37627. 8575. 3271. 00

35. 73 ATOML257CA ASP A 19065. 10826. 6094. 6321. 00 37.59 20ATOML258CB ASP A
19065. 79825. 424&rc3381280 38. 820 ATOML259CE ASP A4 13065577524 3364. 5351. 00
39. 75 ATOML260 ASP. A 1906 5154, 88 ATOMI261002 ASP A
19064. 67923. 750 76f2@’0 g ?5’53%@?&2620 i\ég} 929%33 go@ﬁazx@%zﬁ 16801. 00

39. 63 25ATOML26BOMASP2 A 19D62E04526 557566341 . G0-438. 67 - (RFOMLR64M. PRO A
19163. 05426. 347&034512920 4d. 36y ATOML265CR) BRO Ar 19363460626, 9952. 4061. 00
43.05 ATOM 1916 6. 3783 88 ATOML267CB PRO A
19161. 35525. 8911 °§27R?€§0 % %"765%% OVEZG%@QT%R%?&%%ngZéA%?Q’zBD 7t43° 1201. 00
44. 65 ATOML269CGAPRO AZ49164L OF1 251 E584. 272.2400 343367 ATOWML 2700 RRO A

19160. 19825. 8778roli431200 45 Qg ATAML271N;ASE; A33192361. 71424.,3924,1981. 00
43.63 ATOML272CA ASP A 19261, 23223, 2454. 9311, 00 43, 69_35ATOML273CB ASP A

19261. 35722. 02297 Ys612t 95. 587 £ Bhvnr 260300 b3Pb4883 P 08351309549 - 42
ATOML274CG ASP 2%0892684781822 LBOB216951. 068 .46 331 ATOMLE ZHGDIL . AR 7 /M6

19259 5912216385411, 00 46. 48, ATAUL276CER 106P3A 189263, §162204.681557431. 00
48. 09 ATOML277C ASP A 9261. 79222. 660 , 6, 5ATOML2780 ASP A

19261. 19221. 6746.°6841* ‘21% A /&Ttﬂ\?nsz“rHE? A3&§§%2 55575@3 08%6°9891. 00

4D. 04 ATOM 1250 LEU A 189 64.434 30.877 5.628 1.00 28.90
ATOM 1251 CG LEU A 189 64.289 32.054 6.581 1.00 26.77
ATOM 1252 CDl LEU A 189 62.832 32.520 6.637 1.00 28.02

15 aAToMm 1253 CD2 LEU A 189 64.798 31.679 7.971 1.00 27.53
ATOM 1254 € LEU A 189 65.668 28.977 4.666 1.00 33.15
ATOM 1255 O LEU A 189 - 65.827 29.053 3.435 1.00 33.46
ATOM 1256 N  ASP A 190 65.376 27.857 5.327 1.00 35.73
ATOM 1257 CA ASP A 190 65.108 26.609 4.632 1.00 37.59

20 AToM 1253 CB ASP A 190 £5.798 25.424 5.338 1.00 38.82
ATOM 1259 CG ASP A 190 65.775 24.136 4.535 1.00 39.75
ATOM 1260 ODl1 ASP A 190 66.831 23.515 4.370 1.00 39.88
ATOM 1261 ODZ ASP A 190 64.679 23.750 4.076. 1.00 39.72
ATOM 1262 C ASP A 190 63.601 25.498 4.600 1.00 39.63

25 ATOM 1263 O ASP A 190 62.945 26.557 5.634 1.00 38.67
ATOM 1264 W PRO A 191 63.054 26.347  3.345 1.00 41.30
ATOM 1265 CD PRO A 191 63.606 26.905 2.106 1.00 43.05
ATOM 1266 CA PRO A 191 61.636 26.378 3.230 1.00 42.88
ATOM 1267 CB PRO A 191 61.355 25.989 1.827 1.00 43.47

30 ATOM 1268 CG PRO A 191 62.479 26,714 1.120 1.00 44.65
ATOM 1269 C PRO A 191 61.091 25.558 4.271 1.00 43.67
ATOM 1270 O PRO A 191 63.198 25.877 5.043 1.00 45.02
ATOM 1271 N ASP A 192 61.712 24.392 4.198 1.00 43.63
ATOM 1272 CA ASP A 192 £1.232 23.245 4.931 1.00 43.69

35 aroM 1273 CB ASP A 192 £1.357 22.022 4.086 1.00 45.58




ATOML280CA THR A 19363. 20822. 5348. 2691. 00 38. 45 ATOML281CS THR A
19364. 68422. 0928. 3561. 00 37.80 ATOMI2820GL THR A 19365. 49823. 0477. B&MAR @th9
38. 94 10ATOML283CE THR A 19364. 85520. 7217. 3171. 00 37. 62 ATOML284C THR A
19362. 89923. 654.0922¢81. 00 37. 60 ATOML2850 THR A 19362. 7202%%%%%9%41 00
37.52 ATOML286N ALA A 19462. 85824. 8558. 7201. 00 35.57 ATOML

19462. 59926. 0069. 5391. 00 34.21 15ATOML288ICB ALA A 19461.61525. 68110. 6491. 00
36. 13 ATOML289C ALA A 19463. 94026. 49310. 1271. 00 32. 61 ATOML2900 ALA A
19463. 97327. 37610. 9931. 00 32. 94 ATOMI291N VAL A 19565. 04225. 9209. 6361. 00
29.19 ATOMI292CA VAL A 19566.37626.29810. 0941. 00 25. 71 20ATOMI293CB VAL A
19567. 41525. 2379, 7251. 00 23.91 ATOMI294CGL VAL A 19568. 81225. 71210. 0921. 00
24. 71 ATOML2958T VALTA £65692 F0493. 022 £8: U3012200%24 . Z#E9NTEMIPR6GVAL A
19566. 79127. 6469MI8GE7H0 0B6 A8 MATEML297G VAL /2219566, 45427198486 3321. 00
27.87 25ATOML2 L 1 447 11,.00..21. .67, AT LEU A
19667. 98029. 752@835%@0%?%&5‘ %\ﬁmsooé% 6EIEUJZAZ gg%af'éﬁgsg\%ég%%azl 00
17. 64 ATOML3018BMLEU?A’ 166675830392 299161 4681.33054%7. &1 2ATOMIFO2TGE LEU A
19666. 867333 3521®. 7141500 16SA% 3GATOMLIOAGD? A:EEH4A 6.684 1.00 43.45

19669. 14332. 53 3 0Q 2 30 U 669 3 931. 00
17. 95 ATOVI1305%1;OII_'IEUQQ;19370(%1%1%23;%10%%9%? o;‘é i%ovﬁ % %?LC@

19770. 06230. 508%"9132890 4 7 T8 AaTBMVL307EA 20¥S 2&- -’1@771?. A%sé).%s%ﬁssel. 00

17. 81 35ATOML3O8BEB LYS. ACAO7TTR.A10729. 7257. 806 1208219.80554 81 MAR: 2665 WO

02/ 24893 PCT/ US@\/ 2 9CG 771. 7 2678. .00 21.12
ATOML310CD, LYS A 193%?85(41137&%%;)%201 égﬁfﬁ %"? "i“]ﬁwﬁ’g%mﬂ”@s%ﬂ

19772. 43425’ 88tfP619%3H0 9D THY AATBVIL312RE- 85§S 2R - 10773 .- 27625, 0P09B-63851. 00
26. 08 S5ATOML318OMLYS28 1877 tu8498% 095855%04. 0 .4A. 79 . ATOMLIB467 L¥S A

19771. 16032. 7784£447932590,20,26 5 193 62.720 23.448 10.444 1.00 37.52
ATOM 1286 N  ALA A 194 62.858 24.855 B.720 1.00 35.57

ATOM . 1287 CA ALA A 194 62.599 26.006 5.539 1.00 34.21

15 aToM 1288 CB ALA A 194 61.615 25.6B1 '10.649 1.00 36.13
ATOM 1289 C ALA A 194 63.940 26.493 10.127 1.00 32.61

ATOM 1290 O ALA A 194 63.973 27.376 10.993 1.00 32.94

ATOM 1291 N VAL A 195 65.042 25,920 9.636 1.00 29.19

ATOM 1292 CA VAL A 195 - 66.376 26.298 10.094 1.00 25.71

20 aroM 1293 CB VAL A 195 67.415 25.237 9.725 1.00 23.91
ATOM 1294 CGL VAL A 195 68.812 25.712 10.092 1.00 24.71

ATOM 1235 ©CG2 VAL A 195 67.104 23.922 10.420 1.00 24.73

ATOM 1296 C VAL A 195 66.791 27.640 9.486 1.00 26.18

ATOM 1297 O VAL A 195 66.454 ~27.934  8.332 1.00 27.87

25 aAToM 1298 N LEU A 196 67.516 28.447 10.271 1.00 21.67
ATOM 1299 CA LEU A 196 67.980 29,752 9.838 1.00 18.05

ATOM 1300 CB LEU R 196 67.348 30.885 10.662 1.00 17.64

ATOM 1301 CG LEU A 196 67.930 32.299 10.469 1.00 17.61
ATOM 1302 CDl LEU A 196 - 66.867 33.352 10.714 1.00 16.49

30 aroM 1303 CD2 LEU A 196 69.143 32.535 11.368 1.00 20.40
) ATOM 1304 C LEU A 196 69.484 29.830 9.893 '1.00 17.95
ATOM 1305 O LEU A 196 70.118 29.286 10.795 1.00 16.92

ATOM 1306 N LYS A 197 70.062 30.505 8.915 1.00 17.55

ATOM 1307 CA LYS A 197 71.496 30.653 8.856 1.00 17.81

A 1.00 19.05

35 aToM 1308 CB LYS

197 72.107 29.725 7.806




ATOML315N LEO A 19872.92232. 5489. 2041. 00 18.11 ATOML316CA LEO A 18§ MAR 2005
19873. 41833. 9059. 0531. 00 18. 99 ATOML317CB LEO A 19874.20334.29810. 3271. 00
19. 76 10ATOML318CG LEO A 19873.94835. 69010. 9211. 00 19.89 ATOML319CDI LEO A
19875. 16536. 1980L26921. 00 16.57 ATOML320CD2 LEO A 19873. 56 286/UF06858501. 00
14. 92 ATOML321C LEO A 19874.39133.9217.8831. 00 17.30 ATOML3220 LEO A
19875. 20833. 0157. 7571. 00 15.58 15ATOML323N CYS A 19974. 33134. 9477. 0501. 00.
15. 58 ATOML324CA CYS A 19975. 27235. 0045. 9361. 00 17. 83 ATOML325CB CYS A
19974. 61534. 5464. 6131. 00 14. 27 ATOML326SG CYS A 19973. 26135. 6104. 0741. 00
19. 47 ATOML327C CYS A 19975. 86836. 3835. 7891. 00 17. 30 20ATOML3280 CYS A
19975. 51137. 3246063213090 ct9.126 ATOML329N1ASR As20076.47583614884; 7981. 00
15. 75 ATOML330CA ASP. A 20Q77. 7084. 00 13.20 ATOMI331CB ASP A
200. 76: . 46738. %@?& 85@3 38 f&éﬁg%é% égé%&A§g 1200772934 %43 3491. 00
6. 94 25ATOML333TPM ASRLA CEQUE. XM2320. 9693: B0 R500B017.709: ATOMD33AGD2 ASP A
20078. 36139 97480 7713100 x%5.142 ATOML335G3ASE As20378 524381 32955 5¢31. 00

17.58 ATOML336Q_ASP A 20077.82239, 2226. 2561, 00 17. 88 ATOML337N PRE A
20179. 503' 3 ggﬁ 6@%% fgg ?%ﬁATcwéé§§&A3ﬁé€5A g.570 1.00 18.79

20180. 45938. 3496‘3*598@16)0 020 186 AATOML339CB- BRE 3A. 261871.. 20837.0052Y..22121. 00

20. 19 ATCML3A0GENPHE A5 24180,:33336 352813541 89. 2. 68 ATOVLIALCDL, PRE A
20179. 33135. 53§§8g6;éﬁgo 18. 20 ATOML342CD2 PRE_A 20180. 49736 4499. 5361. 00

20. 32 35ATOML3 RRodt9d 80934, 831d18173- 996 22-9% 11 MR %3005 WO
02/ 24893 PCT/ USTH 29549 <B4 LATGML3UA CEZ4PRE A 208790677351 74219078951, 00

19. 54 ATO\/&645A€@ZPRE.3AB 20378674345 9349578944 99 @8- 03 . HIOMLIE6, LREE A
20181. 42239. 37 0 20.61 A PRE A 20182. 51839, 5786. 4981. 00

21. 05 5ATcwn34 %£A9265hé56§7153o314’§d§i 66’?5 -@PoMiBAotnel Y A

20281. 80841. 0420 26E200 CPA 18D A 198 562 .705  9.850 1.00 14.92
ATOM 1321 C LEU A 198 74.391 33.921 v.saé 1.00 17.30
ATOM 1322 0 LEU A 198 75.208 33.015 7.757 1.00 15.58
15 ATOM 1323 N CYS A 199 74.331 34.947 7.050 1.00 15.58
ATOM 1324 CA CYS A 199 73.272 35.004 5.93B 1.00 17.83
ATOM 1325 CB CYS A 199 74.815 34.546 4.613 1.00 14.27
ATOM 1326 SG- CYS A 199 73.261 35.610 4.074 1.00 19.47
ATOM 1327 C CYS A 199 75.868 36.383 5.78% 1.00 17.30
20 atoM 1328 O CYS A 199 75.511 37.324 6.532 1.00 19.26
ATOM 1329 N ASP A 200 76.758 36.488 4.798 1.00 15.75
ATOM  133¢ CA ASP A 200 . 77.438 37.708 4.426 1.00 13.20
ATOM 1331 CB ASP A 200 76:.467 3B.705  3.819 1.00 10.32
ATOM 1332 CG ASP A 200 77.134 39.973  3.345 1.00 6.94
25 atoM 1333 0Dl ASP A 200 76.42)1 40.968 3.160 1.00 17.09
ATOM 1334 OD2 ASP A 200 78.361 39.977 3.177 1.00 15.72
ATOM 1335 ¢  ASP A 200 78.272 38.329 5.543 1.00 17.58
ATOM 1336 O ASP A 200 77.822 39.222 6.256 1.00 17.88
ATOM 1337 N PHE A 201 79.503 37.86% 5.633 1.00 17.55

30 aroM 1338 CA PHE A 201 B0.459 38.349 6.598 1.00 20.60
ATOM 1339 CB PHE A 201 81.208 37.152 7.212 1.00 20.19
ATOM 1340 CG PHE A 201 B0.333 36.352 8.151 1.00 20.68
ATOM 1341 CDl PHE A 201 79.33L 35.537 7.661 1.00 1B.20
ATOM 1342 CD2 PHE A 201 80.497 36.443 9.536 1.00 20.32
35 ATOM 1343 CEl PHE A 201 78.501 34.831 8.517 1.00 21.23




ATOML350CGLY A 20281.99242.2895. 0591. 00 21. 03 ATOML3510GLY A 18 MAR 2005
20282. 93643. 0384. 8731. 00 19. 70 ATOML352NSER A 20381. 09742. 4996. 0031. 00
23.29 10ATOML353CASER A 20381. 17943. 6436. 8971. 00 24. 09 ATOML354CBSER A
20379. 78544. 2GbHQR641. 00 24. 42 ATOML3550GSER A 20379. 46945. 2PR% 00
25.73 ATOML356CSER A 20381. 69643. 2028. 2901. 00 23. 68 ATOML3570SER A

20381. 76944. 0139. 2091. 00 26.83 15ATOML358MALA A 20481. 99341. 910B. 4421. 00
23.06 ATOML359CAALA A 20482. 43541.3219. 7221. 00 23.57 ATOML360CBALA A
20462. 35939. 8069. 6791. 00 21.25 ATOML361CALA A 20483. 81241. 77410. 1701. 00
23.86 ATOML3620ALA A 20484. 72241. 9299. 3641. 00 25. 34 20ATOML363NLYS A
20583. 95742. 00 4773, 0 36 S 58 2.46812. 0291. 00
25. 22 ATOML365 /33450%%5?% é;ggvgllzggx?\lg o% 3% g’i%\/&s’%"eb?aﬁs A
20386.64044.62?%?119@%506323¥@8Aﬁthﬂ367@E€MSiﬂ 905869.895. 1 4®. 2310k1. 9571. 00
24.63 25ATOML368H4 ELI¥SsA 20582 £0346. 906:12,8024s 90 25, 30; ATQUL3GNZLYS A

20588. 93846. 56312 7211.0Q 27,91 ATOML37QCLYS A 20585. 41342, 06213. 4681. 00
26. 41 ATCNﬂS?lg%%% §£%658Z.iagi§é{h514.f%%?@od“&%FBSG%ﬁﬁhﬂ§¢§NétN5A |
20686. 628417 69BIM 8IFE 00 2GLEA J0ATOM FP3BAGLA . A 12068699344D. 38385, 2051. 00

29. 31 ATCNHS?4QB@LN16430&ﬂ8ci&34@0§221582&ﬁ% 00 .84 58 ATOML3A5CCG,N A
OML376CDG.N A 20689. 19038 50616. 5071. 00

20687. 96539. 37 3741. 0

40. 73 ATCML377%@ ]#5& %o g% 91277 T8818%06°%43. 9 35 AFEMIBPANE2 GLN A
20689. 10537. 3081%. 965351 00 433L7on 282 MAR 2Q0B 6B 30078248987 PCT/ddSOH /789519 - 45
ATOML379C GLN ArcR0683528442.58Q1:1508821. QY. 26. 34@ AEOMI3EO0 Gy 4 o4

20688. 3léﬁﬁ 29%%g 58§%§oo 25 43 ATOML381IN LEU A 20786, 41043, 19316 7461. 00
26. 35 ATOMI3828RY EUSAS 26286 B8 774%° 4741714041, B0°%6. So8EATONI38BEB LEU A

20785. 41545. 06818. 04834 00B2GEAGR ATOML384CGBEEW4A220784020345027817. 1191. 00

29. 98 ATOM 1355 OG SER A 203 79.469° 45.139 6.002 1.00 25.73
ATOM 1356 C  SER A 203 B1.696 43.202 8.290 1.00 23.68
ATOM 1357 O SER A 203 B1.76% 44.013 9.209 1.00 256.83

15  atom 1358 N _ BLA A 204 81.993 41,910 8.442 1.00 23.06
ATOM 1359 CA ALA A 204 82.435 41.321 9.722 1.00 23.57
ATOM 1360 CB ALA A 204 82.359 39.806 9.679 1.00 21.25
ATOM 1361 ALA A 204 83.812 41.774 10.170 1.00 23.86
ATOM 1362 ALA A 204 B4.722 41.929 9.364 1.00 25.34

20 aTOoM 1363 N LYS A 205 83.957 42.001 11.477 1.00 25.35
ATOM 1364 CA LYS A 205 85.227 42.468 12.029 1.00 25.22
ATOM 1365 CB LYS A 205 85.278 43.999 11.925 1.00 22.62
ATOM 1366 ©G LYS A 205 86.640 44.627 12.196 1.00 23.08
ATOM 1367 CD LYS A 205 86.596. .46.131 11.957 1.00 24.63

25 ATOM 1368 CE LYS A 205 87.502 46.906 12.902 i.oo 25.30
ATOM 1369 NZ LYS A 205 88.938 46.568 12.721 1.00 27.91
ATOM 1370 C  L¥S A 205 85.413 42.062 13.48B8 1.00 26.41
ATOM 1371 O LYS A 205 84.499 42.145 14.298 1.00 26.55
ATOM 1372 N GLN A 206 86.628 41.699 13.830 1.00 28.82

30 AaTOM 1373 CA GLN A 206 86.934 41.382 15.205 1.00 29.31
ATOM 1374 CB GLN A 20% 88.113 40.422 15.285 1.00 32.58
ATOM 1375 CG GLN A 206 87.965 39.376 16.374 1.00 37.25
ATOM 1376 CD GLN A 206 89.190 3B.506 16.507 1.00 40.73
ATOM 1377 OEl GLN A 206 90.207 38.912 17.088 1.00 43.91

35 ATOM 1378 NE2 GLN A 1.00 43.70

206 89.105 37.300 15.965
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ATOML420N PRO A 21289. 98052. 05216. 1461. 00 23. 98 ATOML421CO PRO A | )
21291. 18752. 86315. 9121. 00 25. 11 ATOML422CA PRO A 21288. 76652. 71315 6A¥R 245
25. 74 10ATOML423CB PRO A 21289. 26254. 03915. 0681. 00 25. 8623 ATC]V[L424CG7PTOO,8\
21290. 63654. 2 1.00 26.73 ATOML425C PRO A 21288. 06751 761.
24.55 ATGW42§%6%§%§9§ 21288. 70851. 17013. 8111. 00 23. 81 ATovnﬁ%i%%‘g -
21386. 75652. 01214. 5301. 00 23. 69 15ATOMLA2HEA ASN A |

21385. 92951, 32113. 5651. 00 21. 45 ATOML429CB ASN A 21385. 03650. 27214. 2401. 00
21. 67 ATOML4300G ASN A 21385. 72449, 45615. 3091. 00 23. 99 ATOML4310D1 ASN A
21386. 44448. 50915. 0111. 00 22. 92 ATOMLA32ND2 ASN A 21385. 48949. 81916. 5811. 00

25.34 20ATOML4 A 85. 04552. 34712. 8871. 0Q _21.95 ATOMLI4340 ASN A
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15. 23 ATOVLA42RTYER W181581. @U0A 3411521 BO5SH1 . D0847. 08 730 ATOML443CA SER A -
21580. 45154. 244%& 0921 50% 17@@?;\ M%ﬁ;@@ggfgfgoggg%%53%.%%%&%% .E;5i1. 00
17. 01 ATOML445 E 2158 . . .

21579. 37454, oz%’?o?ﬁ@f’oéﬂé‘f@sﬁ??}waﬁ'E§I%R K 957834953 §7631983491. 00
14. 87 35ATOML4ABN PTR2A ED67EROGDISZ. 320917851, T0ed0. 06918 MAR 2608 WO

02/ 24893 PCL/ UnaGll/ 20549 cad s TOMLS49CA sPTR A 21678. 77954 4328 &é;.%%hog

23.18° ATOMLAS0CB. PTR A. 21678, 92355. 1957. 6301. 00 24. 24 ATOML451
21677. 7945 641%9“@351?.%0@4.%? %?‘&fvn%zéf)f5|?>TF5‘*A°32’163756.°9%756905£§63.27491. 00

23. 89 5ATOMLA53TEN FIFR4ACEIG’P§.P93156. 7385. 84754025151 ATOMNM54CE2 PTR A
21677. 57354, 5345ovb 71114200 24. 83 A 212 88.067 S1.890 14.576

1.00 24.55

ATOM 1426 © PRO A 212 88.708 51.170 13.811 1.00 23.81

ATOM 1427 N  ASN A 213 B6.756 52.012 14.530 1.00 23.69

15 ATOM 1428 CA ASN A 213 85.929 351.321 '13.565 1.00 21.45
ATOM 1429 CB ASN A& 213 85.036 50.272 14.240 1.00 21.67

ATOM 1430 CG ASN A 213 85.724 43.456 15.309 1.00 23.99

ATOM 1431 ODl ASN A 213 B6.444 48.509 15.011 1.00 22.92

ARTOM 1432 ND2 ASN A 213 B5.489 49.819 16.581 1.00 25.34

20  aToM 1433 C  ASN A 213 85.045 52.347 12.887 1.00 21.95
ATOM 1434 O ASN A 213 84.634 53.328 13.525 1.00 18.41

ATOM 1435 N VAL A 214 84.737 52.133 11.593 1.00 21.29

ATOM ° 1436 CA VAL R 214 83.878- 53.07%- 10.875 1.00 18.80

ATOM 1437 CB VAL A 214 83.896 S52.8B67 9.333 1.00 20.83

25 . ATOM 1438 CG1 VAL A 214 85.286 53.089 B.776 1.00 18.29
ATOM 1439 CG2 VAL A 214 83.399 S51.474 8.972 1.00 17.72

ATOM 1440 C VAL A 214 82.450 52.996 11.399 1.00 16.35

ATOM 1441 © VAL A 214 - B1.946 51.909 11.662 1.00 15.23

ATOM 1442 N  SER A 215 B1.81%. 54.152 11.565 1.00 17.03

30 ATOM 1443 CA SER A 215 " 80.451 54.244 12.092 1.00 17.65
ATOM 1444 CB SER A 215 80.234 55.609 12.752 1,00 17.01

ATOM 1445 OG SER A 215 81.119 56.581 12.212 1.00 20.7S
ATOM 1446 C  SER A 215 79.374 54.022 11.035 1.00 18.35
ATOM 1447 O SER A 215 78.277 53.570 11.349 1.00 14.87

35 ATOM 1448 N  PTR A 216 79.699% 54.329 9.785 1.00 19.96
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15 ATOM 1463 03P PTR A 216 73.633 53.789 4.116 1.00 26.79
ATOM 1464 N ILE A 217 78.412 51.825 9.040 1.00 22.92
ATOM 1465 CA ILE A 217 78.245 50.432 8.679 1.00 22.89
ATOM 1466 CB ILE A 217 79.151 4¢3.511  9.482 1.00 24.36
ATOM 1467 CG2 ILE A 217 80.338 49.075 8.646 1.00 24.92
20 aTroM 1468 CG1 ILE A 217 79.62G 50.215 10.755 1.00 26.42
. ATOM 1469 CD1 ILE A 217 78.508 50.527 11.726 1.00 25.66
ATOM 1470 ¢ ILE A 217 76.788 50.056 8.867 1.00 22.46
ATOM 1471 O ILE A 217 75.904- 50.924 8.917 1.00 24.48
ATOM 1472 N CYS A 21B 76.529 4B.727 8.924 1.00 23.13
25 aToM 1473 CcA CYS A 218 75.205 4B.111  9.040 1.00 24.75
ATOM 1474 CB CYS A 218 74.346 48.450 10.371 1.00 24.22
ATOM 1475 SG CYS A 218 76.331 47.761 11.851 1.00 27.07
ATOM 1476 C CYS A 21B - 74.348 4B.458 7.777 1.00 25.17
ATOM 1477 O CYS A 218 74.8939 48,971 6.801 1.00 30.86
30 AToM 1478 N  SER A 219 73.039 48.193  7.713 1.00 23.61
ATOM 1479 CA SER A 219 72.243 48.746 6.5%4 1.00 21,63
ATOM 1480 CB SER A 219 71.262 47.789 5.922 1.00 13.51
ATOM 1481 OG SER A 219 70.190 48.493 $.322 1.00 22.93
ATOM 1482 C SER A 219 71.469 49.806 7.342 1.00 22.86
35 AToM 1483 © SER A 219 71.084 49.549  49.473 1.00 24.73




ATOML490CZ ARG A 22068. 81155. 7543. 6871. 00 22. 72 ATOML491NHL ARG A 0
22067. 54555. 4373. 5051. 00 19. 16 ATOML492NH2 ARG A 22069. 53356. 17475484 108p
19. 72 10ATOML493C ARG A 22069. 39551. 7978. 4231. 00 22.38 ATOML4940 ARG A
22069. 37852. 282925401. 00 25. 19 ATOML495N TYR A 22168. 431" 50pQ8ii&h12624 . 00
20. 53 ATOML496CA TYR A 22167. 26250. 6856. 8301. 00 20. 22 ATOML497CB TYR A
22166. 23949. 8678. 0421. 00 21.19 15ATOML4988BG TYR A 22165. 49550. 6096. 9411. 00
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ATOM 1496 CA TYR A 221 - §7.262 50.685 8.830 1.00 20,22
ATOM 1437 CB TYR A 221 66.239- 49.867 B8.042 1.00 21.19

15 &aToM 1498 CG TYR & 221 65.495 5C.609 6.941 1.00 24.83
ATOM 1499 CDl TYR A 221 64.514 49.960 6.207 1.00 24.53
ATOM 1500 CEl1 TYR A 221 63.826 50.608 5.193 1.00 27.31
ATOM 1501 CD2 TYR A 221 65.773 51.938 6.629 1.00 24.67
ATOM 1502 CE2 TYR A 221 65.091 52.594 5.619 1.00 27.03

20 aToM 1503 Cz TYR A 221 §4.117 51.920 4.903 1.00 27.02
ATOM 1504 OH TYR A 221 §3.421 52.568 3.907 1.00 27.95
ATOM 1505 C TYR A 221 ° 67.605 49.936 10.144 1.00 19.96
ATOM 1506 O TYR A 221  66.871 50.021 11.121 1.00 17.56
ATOM 1507 N TYR A 222 68.704 49.203 10.115 1.00 16.92

25 ATOM 1508 CA TYR A 222 69.162 4B8.374 11.222 1.00 17.59
ATOM 1509 CB TYR A 222 £9.437 46.955 10.655 1.60 16.55
ATOM 1510 CG TYR A 222 68.318 46.531 9.726 1.00 17.84
ATOM 1511 CD1 TYR A 222 67.135 46.032 10.241 1.00 15.19
ATOM 1512 CEl TYR A 222 66.066 45.763 9.425 1.00 17.87

30 aToM 1513 CD2 TYR & 222 €8.407 46.741 8.336 1.00 17.61
ATOM 1514 CE2 TYR A 222 67.340 46.451  7.499% 1.00 17.42
ATOM 1515 CZ TYR A 222 66.168 45.972 8.049 1.00 20.27
ATOM 1516 OH TYR A 222 65.076 45.732 7.251 1.00 17.86
ATOM 1517 C . TYR A 222 70.410 48.952 '11.885 1.00 14.52

35 ATOM 1518 O TYR A 222 71.144 48.242 12.546 1.00 18.29
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ATOM 1531 CA ALA A 224 72.582 51.543 15.927 1.00 18.38

ATOM 1332 CB ALA A 224 73.711 50.884 16.686 1.00 14.89

15 AToM 1533 ¢ ALA A 224 72.704 53.055 16.042 1.00 20.35
ATOM 1534 O ALA A 224 73.455 S53.68B6 15.289 1.00 22.22
ATOM 1535 N PRO A 225 71.985 53.663 16.994 1.00 21.61

ATOM 1536 CD PRO A 225 71.087 52.998 17.959 1.00 23.19
ATOM 1537 CA PRO A& 225 72.028 55.114 17.194 1.00 20.61

20 ATOM 1538 CB PRO A 225 71.154 55.367 18.446 1.00 23.43
ATOM 1539 CG PRO A 225 70.894 54.023 19.050 1.00 20.97
ATOM 1540 C PRO A 225 73.437 55.664 17.383 1.00 19.98
ATOM 1541 O PRO A 225 73.74%. 56.744 16.870 1.00 21.76

ATOM 1542 N GLU A 226 -  74.297 54.942 18.109 1.00 17.57

25 ATOM 1543 CA GLU A 226 75.675 55.421 18.336 1.00 18.64
ATOM 1544 CB GLU A 226 76.463 54.477 19.247 1.00 18.48
ATOM 1545 CG GLU A 226 75.604 53.678 20.196 1.00 21.27
ATOM 1546 CD GLU A 226 75.033 52.420 19.594 1.00 14.40
ATOM 1547 OEL GLU A 226 73.840. 52.402 19.337 1.00 18.85

30  aToM 1548 OE2 GLU A 226 75.766 S51.443 19,432 1.00 18.95
. ATOM 1549 C GLU A 226 76.430 55.578 17.018 1.00 17.88
ATOM 1550 O GLU A 226 77.238 56.4B7 16.856 1.00 16.85
ATOM 1551 N LEU A 227 76.155 54.676 16.078 1.00 17.24

ATOM 1552 CA LEU A 227 76.799 54.723 14.761 1.00 15.64

35 ATOM 1553 CB LEU A 227 76.282 53.558 13.910 1.00 12.39
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ATOM 1567 N  PHE A 229 75.805 58.728 15.568 1.00 21.36

15 arom 1568 ca PHE A 229 76.498 59.793 15.316 1.00 20.89
TOM 1569 CB PHE A 229 76.331 59.595 17.837 1.00 19.68 °

ATOM 1570 CG PHE A 229 75.075 60.197 1B8.363 1.00 14.10

ATOM 1571 CDl PHE A 229 73.934 59.446 18.471 1.00 13.94

ATOM 1572 CD2 PHE A 229 75.039 61.527 18.738 1.00 15.54

20 aTOM 1573 CELl PHE A 229 72.763 60.003 18.549 1.00 14.85

ATOM 1574 CE2 PHE A 229 73.881 62.093 19.219 1.00 14.22

. ATOM 1575 CZ PHE A 229 72.737 61.324 19.326 1.00 14.85

ATOM 1576 C  PHE A 229 77.977 59.837 15.956 -1.00 22.21

ATOM 1577 O PHE A 229 78.751 60.572 16.570 1.00 21.85

25 aroM 1578 W GLY A 230 78.369 59.050 14.937 1.00 23.72

ATOM  157% CA GLY A 230 79.756 59.023 14.484 1.00 22.28

ATOM 1580 C  GLY A 230 80.677 58.18S 15.357 1.00 21.94

ATOM 1581 O GLY A 230 81.896 58,282 15.256 1.00 20.64

ATOM 1582 N  ALA A 231 BO.104 57.378 16.226 1.00 23.66

30 aToM 1583 cCA ALA A 231 BD.8B99 56.549 17.133 1.00 23.44

ATOM 1584 CB ALA A 231 79.975 S55.750 1B.052 i.do 24.45

ATOM 1585 C ALa A 231  81.813 55.597 16.381 1.00 22.95

ATOM 1586 O ALA A 231 81.337 54.811 15.554¢ 1.00 23.77

ATOM 1587 N  THR A 232 83.106 55.653 16.711 1.00 20.60

35 ATOM 1588 CA THR A 232 84.135 54.789 16.131 1.00 22.86
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23775. 71646. 32&'27‘?4 17366;90062 8@@ R 233 83.059 52.339 192.886 1.00 17.40 .

ATOM 1601 O ASP A 233 82.259 52.976 20.577 1.00 19.65
ATOM 1602 N TYR A 234 82.803 51.144 19.399 1.00 15.12
15 AToM 1603 CA TYR A 234 '81.563 50.485 19.662 1.00 11.50
ATOM '1604. CB TYR A 234 80.512 30.868 18.619 1.00 19.52
ATOM 1605 CG TYR A 234 80.930 50.570 17.186 .1.00 20.509
ATOM 1606 CDL TYR A 234 BO.771 495.29% 16.656 1.00 22.28
ATOM 1607 CEl TYR A 234 81.122 49.021 15.339 1.00 26.03
20 AToM 1608 CD2 TYR A 234 81.458 51.5486 16.374 1.00 20.56
ATOM 15609 CE2 TYR A 234 81.818 51.301 15.053 1.00 24.62
ATCM 1610 CZ TYR A 234 81.642 50.028 14.543 1.00 24.61
ATOM 1611 OH TYR A 234 B1.992 49.752 13.244 1.Nn0 26.95
ATOM 1612 C TYR A 234 B1.754 48.998 19.778 1.00 7.69
23 ATOM 1613 O TYR A 234 82.839 48.483 19.622 1.00 11.49
ATOM 1614 N THR A 235 80.724 4B.307 20.128 1.00 B8.06
ATOM -1615 CA THR A 235 80.B72 46.896 20.355 1.00 9.69
ATOM 1616 CB THR A 235 B0.733 46.652 21.885 1.00 11.03
ATOM 1617 ©OGL THR A 235 79.364 46.654 22.225 1.00 8.81
30 AToM 1618 CGZ THR A 235 81.403 47.714 22.735 1.00 8.93
ATOM 1619 C THR A 235 79.809 46.101 19.661. 1.00 11.93
ATOM 1620 O THR A 235 78.992 46.638 18.932 1.00 15.94
ATOM 1621 N SER A 236 79.846 44.807 19.942 1.00 16.37
ATOM 1622 CA SER A 236 78.943 43.800 19.422 1.00 16.47
35 ATOM 1623 CB SER A 236 79.388 42.436 19.5%14 1.00 17.79
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9. 66 ATOML652CRIMAIL6R8 2487 FER5237 44627539951, G038 00° IGATOMIGE3CER VAL A
24073. 03642. 4288k 02329 0@s9.5E ATOML654Gs VAL A4624ﬂ70227.4944-14&9§|-_8:ﬁ)401- 00
5.00 ATOML6550, VAL 069. 59344.07118. 5221..00..9 TOML656

24171. 11445, 6771 .4?1‘%&0%382%8 nf 6572%’#?@ 4&‘%‘%7%'%42:%@32%@391. 00
8.70 35ATOMLE5RTSY TRO3A £417A6R7832B. 06377 14214600651 215968 8 IMER120D5 WO

02/ 24893 PCT/ Usfald 22549 053 sAQVE6H59CG TRRIoA 24168 907493 1594y . 3.7%15-20$RP R
13. 08 ATOMIG60 T 4169, 08650. 09318. 105- 1. 00 17. 91. ATOML661

24168. 4355 &92 T .ﬁgifog 12‘.%94“ g%mee%%éqﬁé'%%4&%3&%2&%%6&9. 4661. 00
15. 70 SATOMLEGERM TR ACRATED 73840, 47436250531 D0 15,362 ATOMLE6ANEL TAP A

24168. 84150. 515f. 941635 0Qs 13162 238 76.223 47.862 16.625 1.00 14.92
ATOM 1636 CG2 ILE A 238 76.952 49.028 17.293 1.00 14.36
ATOM 1637 °CGl ILE A 238 77.197 46.891 15.967 1.00 13.71

15 arom 1638 'CD1l ILE A 238 77.847 47.457 14.706 1.00 15.08
ATOM 1639 C ILE A 238 74.478 46.039 16.869 1.00 10.92
ATOM 1640 ©  ILE A 238 73.360 46.251 16.437 1.00 14.44
ATOM 1641 N  ASP A 239 75.053 44.828 16.796 1.00 11.90
ATOM 1642 CA ASP A 239 74.359 43.686 16.165 1.00 12.25

20 ATOM 1643 CB ASP A 239 75.237 42.412 16.174 1.00 10.53
ATOM 1644 CG ASP A 239 76.350 42.470 15.144 1.00 12.86
ATOM 1645 ODl ASP A 239 76.333 43.412 14.319 1.00 13.57 -

- ATOM 1646 OD2 ASP A 239 77.244 41.584 15.165 1.00 13.48
ATOM 1647 C ASP A 239 73.047 43.422 16.853 1.00 14.25
25 aToM 1648 0O ASP A 239 72.034 43.071 16.204 1.00 14.57
ATOM 1643 N VAL A 240 73.045 43.626 18.220 1.00 13.55
 aToM 1650 ca VAL R 240 71.833 43.435 19.024 1.00 7.80
ATOM 1651 CB VAL A 240 72.101 43.523 20.575 1.00 9.66
ATOM 1652 CG1 VAL A 240 70.7856 43.446 21.328 1.00 5.00

30 aroM 1653 CG2 VAL A 240 73.036 42.420 21.023 1.00 9.17
ATOM 1654 C VAL A 240 70.749 44.429 18.640 1.00 5.00
ATOM 1655 O VAL A 240 69.593 44.071 18.522 1.00 9.41
ATOM 1656 N TRP A 241 - 71.114 45.677 18.441 1.00 B.68
ATOM 1657 CA TRP A 241 70.115 46.682 18.03%9 1.00 B8.70

35 ATOM 1658 CB TRP R 241  70.785 48.063 17.942 1.00 12.59




ATOMLE665CZ2 TRP A 24167.55251. 94017. 5071. 00 19. 78 ATOML666CZ3 TR? A
24167.95251. 31719. 8201. 00 17.55 ATOML667CR2 TRP A 24167.32352.123$g3ﬁﬁ§mﬁoo
19. 91 10ATOML668C TRP A 24169. 50146. 25716. 6721. 00 9. 05 ATOML6690

24168. 29446. 3X00g24651. 00 8. 77 ATOML670N SER A 24270. 35745FP¢0PEH/22581. 00

9. 89 ATOML671CA SER A 24269. 90045. 32614. 4191. 00 11. 70 ATOML672CB SER A
24271.09744. 93813. 5211. 00 5. 00 15ATOML67 SER A 24271.92746. 06313. 3281. 00
7.55 ATOML674C SER A 24268. 92644.17714.578-1.00 11. 06 ATOML6750 SER A ‘
24267. 82444. 22414. 0291. 00 13. 94 ATOML676N ALA A 24369. 30543. 16915. 3981. 00
13.36 ATOML677CA ALA A 24368. 40242. 03615. 6721. 00 14. 87 20ATOML678CB ALA A
24369. 03641. 04Ar6+ 6366b50@&c16rRe6a ATOMLG 7 Q. dHlzA A. P3B3617.07H42. @321.6382111 00

15. 72 ATOML680 24 0 5

24467. 13043, 54%1"?&09 T %@? “Q‘% ,%\%%\/[1682%%,&&%44 59%% 31771 6201 00
16. 24 25ATOML683 GLAe5A FEAGTREQDGAY. | 7688615180 /Y 1¥.-35° AT B8B4G QLY A
244 -63.87744. 6G9AM6. YUS31.030 b, £ 24 ATOML 6850 1C¥S . o2 AF6 56786 4M. 44105, 5851. 00
18. 79 ATOMLG86 Y 2 0621 1.00,.19. T 8 CYS A
24566, 1304680 T8 e T4 04T 00" SOATOM CR6LE (yar s (RosT MAP [,

24566. 56448. 45212 315°P4 0'EL 727§ 9* ATOML68FE- TS A- M56%.-&W4A:@93&-35.26081. 00
17. 15 ATOML690GT&YS 624563, 258015414713.6238. 0. 4R, 70 . ATOVLERLA: MAL A
24665. 07843. 87 3 0Q.,17,:36, 69 Al 842,,754%2. 6681. 00
19. 17 35ATOMLG %%3 ?/%jLGGAQ %GTGF% 4?%% 5%%%25\‘15556?3%36%28%031 go OM%\RJ%OOS VO
02/ 24893 PCT/ USERY 29549 54 RIQVEEDACGL SVAIZ3A 4564, ¥o84b. 118112 2101. 00
16. 17 ATOMI695G@EM VALssA 246662, 723142, 0231150197k. B0 20:. 272 ATAML69686 VAL A

25.01 SATOVL6ORN L K 04763 33b43: 04410 791 B0 50, 31" A CUGOOLA LEO A -

24762.18941. 55618 520700 17535 242 -357  45.787 15.736
ATOM 15871 CA SER A 242 69.900 45.326 14.419 1.00 11.70
ATOM 1672 CB SER A 242 71.097 44.938 13.521 1.00 5.00
15 AaroM 1673 OG SER A 242 71.927 46.063 13.328 1.00 7.55
ATOM 1674 C  SER A 242 68.926 44.177 14.578 -1.00 11.06
ATOM 1675 O© SER A 242 67.824 44.224 14.029 1.00 13.54
ATOM 1676 N ALK A 243 69.305 43.169 15.398 1.00 13.3%
ATOM 1677 CA ALA A 243 68.402 42.036 15.672 1.00 14.87
20  aroM 1678 CB ALA A 243 69.036 41.047 16.635 1.00 16.56
ATOM 1679 C  ALR A 243 67.075 42.532 16.211 1.00 15.72
ATOM 1680 O  ALA A 243 - 66.005 42.050 15.816 1.00 17.5%
ATOM 1681 N  GLY A 244 .67.130 43.540 17.093 1.00 17.52
ATOM 1682 CA GLY A 244 . 65.897 44.097 17.620 1.00 16.24
25 AroM 1683 C GLY A 244 65.090 44.768 16.51B 1.00 16.45
. ATOM 1684 O GLY A 244 - 63.877 44.692 16.493 1.00 14.27
ATOM 1685 N  CYS A 245 65.786 45.411 15.585 1.00 18.79
ATOM 1686 CA CYS A 245 65.118 46.062 14.447 1.00 19.45
ATOM 1687 CB CYS A 245 66.139 46.841 13.614 1.00 16.90
30 aATOM 1688 SG CYS A 245 66.564 49.451 14.319 1.00 17.99
ATOM 1689 C  CYS A 245 ©64.407 44.993 13.608 1.00 17.15
ATOM 1690 © CYS A 245 63.258 45.147 13.238 1.00 18.70
ATOM 1691 N VAL A 246 65.078 43.872 13.38% 1.00 17.86
ATOM 1692 CA VAL A 246 64.478 42.754 12.668 1.00 19.17
A 246 65.465 41.586 12.519 1.00 16.54

35 ATOM 1693 CB VAL




ATOML700CB LEO A 24762.55641. 56317. 0181. 00 21. 43 ATOML701CG LEO A
24761. 85740. 55617. 9311. 00 21.52 ATOML702CD1 LEO A 24761. 53341. 178194831, 00
21.62 10ATOML703CD2 LEO A 24760. 62439. 96017. 2831. 00 19. 10 ATOML704C LEO A
24760. 98442. 1.00 16.58 ATOML7050 LEU A 2475. 9. 8824 15, 0741. 00
17. 00 ATGV&?S%%]OZ’E%% 24861. 19043. 73215. 5081. 00 17.51 ATOVE%%%%I%_%?A :
24860. 11744. 71815. 3991. 00 17.76 15ATOML7GBEB ALA A

24860. 67546. 09615. 7181. 00 13. 92 ATOML709C ALA A 24859. 47944. 69414. 0011. 00
19. 04 ATOML7100 ALA A 24858. 24844. 67413. 8681. 00 19. 92 ATOML711N GLO A
24960. 32644. 67512. 9561. 00 19. 92 ATOML712CA GLU A 24959. 83644. 62311. 5701. 00
18. 88 20ATqv|17é§&:V§ %stg A 24961.01744.57110,.5881. 00 22. 05 ATOML714CG GLU A
24960. 62944. 870871431°°00 4. 6% AT 715CH-8HU X J4661 #1844 8888 DD01. 00
26. 40 ATOML716GEM GL159A 49686045, 461%65781. 00.027. 15. ATOMIFA 2662 GLU A
24961: 69944. 33Q7,0861:5Q0 26. OML7 U 4958..94243, 40411 3831. 00
16. 29 ATOMl?190¥G£U61]A69349%7.‘é%?ligl%.%-ﬁreaealo.]%g‘é%obﬁféf1 63§ ﬁ?é\/é?%%ﬂ o A
25059. 39142. 2651H! 87PP70F 183§4> A¥OML72 1AL TTECF 4 02%058.761141004214L 7651. 00
19. 63 ATOMLY22E&BM EQ 648 2505424 297 8551232251, £0 024. 77.730ATOML323GG LEO A

25060. 50839. 41Q4ch 256%40Q.421,:90, ATOML72 LEQ A.25 053 . 7891. 00
215 ATOMLI 25000 LEG A 28055 80436, 1380 8571, 013 69 ATom Jo6t Teo A
25057. 25741. 102%#! 459P0°0&B21LEA® ATOML7276 - RO 4-359547 30940 #2812430291. 00
19. 97 35ATOML728N LEQUA 2615E0165241. 914%3. &531400:522:2231 8. 04AR; 2005 WO

02/ 24893 PCT/ U 2 - 9CA 25155, 8 05014.2261. 00
22. 60 ATOV%J3O%BQHLE?Jlaﬁgzgﬁgéé%%g%3861?§%§1. ‘g‘o§g“1. gg‘ﬁ%oim%féégwu A
25157. 047417 4705 50583 062 FEI R ATOML732€DA24L 13- AR 515285024, 22397, 6991. 00
22.21 5ATOML738%EE2 LEW: Ac25156.32340. 2030634255406k 205 39; ATQML7346 LEU A

25155. 03943. 15Q4:3. 59815 0Q 22,16, ,,4 59.882 41.963 15.074 1.00 17.00
ATOM 1706 N ALA A 248 61.1%0 43.732 15.508 1.00 17.51

ATCM 1707 CA ALR A 248 60.117 44.718 15.399 1.00 17.76

15 atoM 1708 CB ALA A 248 60.675 46.096 15.718 1.00 13.92
ATOM 1709 C  ALA A 248 59.479 44.694 14.001 1.00 19.04

ATOM 1710 O ALA A 248 58.248 44.674 13.868 1.00 19.92

ATOM 1711 N  GLO A 249 60.326 44.675 12.956 1.00 19.92

ATOM 1712 CA GLU A 249 59.836 44.623 11.570 1.00 18.88

20 aToM 1713 C3 GLU A 249  61.017 44.571 10.588 1.00 22.05
ATOM 1714 CG GLU & 249 60.629 44.870 9.143 1.00 24.95

ATOM 1715 CB GLU A 249 61.815 44.888 8.200 1.00 26.40
ATOM 1716 OEl GLU A 249 62.860 45.461 8.573 1.00 27.15
ATOM 1717 OE2 GLU A 249 -  61:699 44.330 7.086 1.00 26.13

25 aTOoM 1718 C GLU R 249 58.942 43.404 11.38B3 1.00 16.29
ATOM 1719 O GLU A 249 57.857 43.488 10.842 1.00 16.64
ATOM 1720 N LEU A 250 59.391 42.265 11.872 1.00 18.94
ATOM 1721 CA LEU A 250 . 58.611 41.04% 11.765 1.00 19.63

ATOM 1722 CB LEU A 250 59.421 3%.855 12.227 1.00 21.77

30 aAToM 1723 CG LEU A 250 60.508 39.410 11.255 1.00 21.90
ATOM 1724 CDl LEU A 250 61.205 38.171 11.789 1.00 22.15

ATOM 1725 CD2 LEU A 250 59.894 39.138 9.882 1.00 20.69
ATOM 1726 C LEU A 250 '57.257 41.102 12.453 1.00 21.42
ATOM 1727 O LEU A 250 56.302 40.428 12.029 1.00 19.97

35 ATOM 1728 N LEU A 251 57.153 41.914 13.513 1.00 22.22




ATOML7350 LEU A 25153. 83343. 06313. 5781. 00 21.07 ATOML736N LEU A
25255, 69944. 19313. 1091. 00 24. 69 ATOML737CA LEU A 25255. 02645. 333128 44R 2000
27.50 10ATOML738CB LEU A 25255. 99046. 51912. 4221. 00 28. 83 ATOML739CG LEU A
25255, 88447. 5Kd@&A061. 00 31. 65 ATOML740CD1 LEU A 25254. 6367/ 14k38704493681. 00
29.59 ATOML741CD2 LEU A 25257. 14347. 62014, 3581. 00 30. 57 ATOML742C LEG A
25254, 53245. 03311. 0821. 00 28.49 15ATOML7430 LEU A 25253. 47545. 51810. 6761. 00
29.11 ATOML744N GLY A 25355. 32844. 28310. 3201. 00 29. 33 ATOML745CA GLY A
25354, 97843. 9978. 9331. 00 29. 31 ATOML746C GLY A 25355. 60945. 0248. 0001. 00
30.52 ATOML7470 GLY A 25355. 24345. 1216. 8291. 00 31. 13 20ATOML748N GLN A
25456. 56745. 79580:a48%780 &l. 18y ATAVL749CA GN £ 25457, 30846, §464.§411. 00
30.85 ATOML750CB GLN A 25456, 37547. 9917. 4621. 00 31,46 ATOMi751CG GLN A.
25455 85048. 7785851174 S0, #F AT 75215 &N 42388545 63149 81588-9511. 00
29. 54 25ATOML7580EI GEN AC@5486215350. 988000641 .Q00 305 395 ATOMLZ54M8E2 GLN A
25453. 59149. 3911&0989%920 A 28 ATAYL755GGuN &2%&?81%@67 33@%272471 00.

30. 06 ATOML7560 GLN A_25458. 28147. 3239. 9671. 00 757N P

25559, 52547.8968°4821/0h 98 ¥¥ éo%&%ovma‘écﬁ)zbl?@ 3\0%55%@5?864%9 663%’ 7361 00
29. 77 ATOML759CGACRPROIA25660L8804514228. $7813 003.2%0 173 APOVL7G0EB. BRO A
25561. 50349. 14608551700 £8. 24 ATAML761GE PRO A %55613 %2948. 4216.6741. 00
30. 04 ATOML762C PRO A 25560. 16649. 38610. 05971. 00 25, 98 35ATOML7630 PRO A
25559. 32850. 2629%81417H0 %4. 5% } ¥MaR 2?)50895\/\13‘1"02/9%4%@%@ 295847999549 - 56
ATOML764N | LE AT286607 59949, 2441252651, 0%. 28 845 ATOMLYASCTA 11 bE2A 50

25660. 30150,0714:2,,381 PO 20, 52 ATOMLT6GLB 4 E, A:25600. 89040, #4313, 7531, 00

18.45 ATOML767CR2 | LE A 25662, 13449. 177.13. 4" 5ATOML768CGL | LE A

25660. 14550. 352“1“:/9“88?13900CG20L1?5’7AA?15€]VI1769F(§D134I L'E7 A97256§é°8944@3 826°6. 1961. 00

22.63 ATOM 1740 CD1 LEU A 252 54.636 47.423 14.363 1.00 29.59
ATOM 1741 CD2 LEU A 252 57.143 47.620 14.358 1.00 30.57
ATOM 1742 C LEU A 252 54.532 45.033 11.082 1.00 28.43
ATOM 1743 © LEU A 252 53.475 45.518 10.676¢ 1.00 29.11
ATOM 1744 W GLY A 253 55.328 44.283 10.320 1.00 29.33
ATOM 1745 CA GLY A 253 54.978 43.397 8.933 1.00 29.31
ATOM 1746 C éLY A 253 - 53.608 45.024 8.000 1.00 30.52
aATOM 1747 O GLY A 253 55.243 45.121 €£.82% 1.00 31.132
ATOM 1748 N GLN A 234 56.567 45.795 8.548 1.00 31.15
ATOM 1749 CA GLN A 254 57.308 46.846 7.841 1.00 30.8B5
ATOM 1750 CB GLN A 254 56.375 47.991 7.462 1.00 31.46
ATOM 1751 CG GLN A.éSd . 55.850 48.778 8.651 1.00 30.44
ATOM 1752 CD GLN A 254 54.831 4%.815 8.251 1.00 29.54
ATOM 1753 OEl GLN A 254 55.153 50.984 8.096 1.00 30.99
ATOM 1754 MNE2 GLN A 254 53.591 48.391 B.08% 1.00 32.26
ATOM 1755 C© GLW A 254 5B8.416 47.378 8.747 1.00 30.086
ATOM 1756 O GLN A 254 58.281 47.323  9.967 1.00 31.81
ATOM 1757 N  PRO A 255 59.525 47.896  8.182 1.00 28.75
ATOM 1758 CD PRO A 255 59.786 4B.003 6,736 1.00 29.77
ATOM 1759 CA PRO A 255 60.639 48.422 8.978 1.00 27.17
ATOM 1760 CB PRO A 255 61.503 49.146 7.955 1.00 28.27
ATOM 1761 CG PRO A 255 61.229 48.421 6.674 1.00 30.04
ATOM 1762 € PRO A 255 60.166 4%.38¢ 10.059 1.00 25.98
ATOM 1763 O  ERO A 255 59.328 50.262 9.814 1.00 24.39




ATOML770C | LE A 25660. 84951. 49612. 2671. 00 18. 31 ATOML7710 ILE A
25660. 14352. 45912. 5781. 00 19. 96 ATOML772N PHE A 25762. 09251. 662311 §g¥R17080
17. 97 10ATOML773CA PHE A 25762. 73552. 92511. 6831. 00 19. 27 ATOML774CB PEE A
25763. 95353. 04bl@,6431. 00 20. 54 ATOML775CG PEE A 25763. 683%%’&[_%14 0911. 00
18. 05 ATOML776CDi ?HE A 25762. 67553. 29714. 8061. 00 18. 44 AT PHE A .
25764. 46251. 72914. 7401. 00 19. 25 15ATOML77®CEL PHE A

25762. 44952. 96216. 1451. 00 19. 85 ATOML779CE2 PEE A 25764. 23551. 40516. 0831. 00
19. 59 ATOML780CZ PHE A 25763.22952. 03816. 7791. 00 14.97 ATOML781C PHE A
25763. 19453. 15110. 2171. 00 19. 61 ATOML7820 PHE A 25764. 34352. 9269. 8801. 00
19. 87 20ATOML7 gy R% 25862, 29753. 5889. 3291. 00 21.18 ATOML784CD PRO A
25860. 88053. 883976041500 22.B87. 2 ATOML 78 A BRA A2 U582 26825300823 849081, 00
24.51 ATOML786EBYRA 4525386 111266336 70476241, 00. 29 28 . MM?@?,@E B3RO A
25860. 35054. 31380:24%k600.035. 170 254 OVIl?%ﬁf%q%’RQg A2863 5 2077 6561 00
23. 60 ATOML7890 PRO A 25862. 48156.1167. 2871. 00 25 61 A

25964. 49655. 3617°¥84 27500 <56 . 76F oML 7916A Gy ‘A TH965. 1@056.0@51747.76081. 00
29. 65 ATOMLY92E&I® Y R625965.13856659166. 52 11k50G 0335204 s308TOMGE920 (ALY A
25965. 71755. 985ku389L00 794 P A,26065. 2 15, 6841. 00
31. 88 ATOML795CA ASI% 6925%%5%15“8%%604%'3%?1 %% i%%\)&%’gaﬁs SASP A
26064. 45259. 63553147700 “33.78% %?EM?W@@;SASPSA 42@0614 BW56D.0997%4 34661. 00

35. 58 35ATOML78BEDL 1ASP A 26065 74961. 250540231, &@ as 8 11 MAR.2005 VO

02/ 24893 PCT/ USRL/ 2 57 90D2 A 8194. 4071. 00
38.52 AT oog&%SPgliA}gagea.ng%%gem 8 fzoc?% EQF’g\/ule’;c?fiol ASP A

26067. 258597 3155575779083 28D 2L 802 K2 SER A229€%7117@9581 884%.0%61. 00
31. 36 S5ATOML8OSOA SER7A 26169z 24559, 18953 3431 50(0430.125 ATQVBE0ACB, SER A

26169. 43560. 692419353790:3254d 5 257 63.683 52.674 14.091 1.00 18.05
ATOM 1776 CD1 PHE A 257 62.675 53.297 14.806 1.00 18.44

ATOM 1777 CD2 PHE A 257 64.462 51.729 14.740 1.00 19.25

15 ATOM 1778 CEl PHE A 257 62.44% 52,982 16.145 1.00 19.85
ATOM 1779 CE2 PHE A 257 64.235 51.405 16.083 1.00 19.59
ATOM 1780 CZ PHE A 257 63.229 52.038 16.77% 1.00 14.97

ATOM 1781 ¢  PHE A 257 £3.194 53,151 10.217 1.00 19.61

ATOM 1782 O PHE A 257 €1.343 52.926 9.880 1.00 19.87

20 aroM 1783 N PRO A 258 62.297 53.588  9.329 1.00 21.18
ATOM 1784 CD PRO A 258 6G.BB0 53.883 9.604 1.00 22.67.

ATOM 1785 CA PRO A 258 62.632 53.821 7.908 1.00 24.51
ATOM 1786 CB PRO A 258 61.266 53.704 7.242 1.00 22.28
ATOM 1787 CG PRO A 258 60.350 54.313 8.249 1.00-25.70

25 ATOM 1788 C PRO A 258 63.204 55.207 7.656 1.00 23.60
' ATOM 1789 O PRO A 258 62.481 56.116 7.287 1.00 25.61
ATOM 1790 N  GLY A 259 64.496 55.361 7.842 1.00 26.0L
ATOM 1791 CA GLY A 259 65.120 56.657 7.608 1.00 29.65

ATOM 1792 € GLY A 259 65.385 56.916 6.121 1.00 31.04

30 aToM 1793 O GLY A 259 65.717 55.985 5.389 1.00 30.01
ATOM 1794 N ASP A 260 65.232 58.181 5.684 1.00 31.88
ATOM 1795 CA ASP A 260 65.450 58.560 4.282 1.00 33.04

ATOM 1796 CB ASP A 260 64.452 59.635 3.814 1.00 33.94
ATCM 1797 CG ASP A 260 64.645 60.997 4.466 1.00 35.58

35 aTOM 1798 ODl ASP A 260 65.719 61.250 5.023 1.00 35.78




ATOML8050G SER A 26169. 06261. 3926. 1171. 00 33.13 ATOML806C SER A

26169. 76958. 5236. 3081. 00 28. 76 ATOML8070 SER A 26169. 05858. 0907. 1445, WAR 2005
28.26 10ATOMLS80SN GLY A 26271.09258. 7256. 4231. 00 28. 70 ATOMLS809CA GLY A
26271. 80858. 2083 057643 00 25. 78 ATOML810C GLY A 26271.57659. petiBs@fdsk 00
26. 60 ATOML8110. GLY A 26271.72358. 4919. 959]. 00 23.39 ATOMIS812N VAL A
26371. 20960. 3048. 6811. 00 25.15 15ATOMI813EA VAL A 26370. 94461. 2119. 7991. 00
23.70 ATOML814C3 VAL A 26371. 42962. 6439. 4891. 00 24.57 ATOML815CGL VAL A
26370. 77763. 67910. 4001. 00 26. 49 ATOMIS816CE VAL A 26372.94062. 7199. 5851. 00
24.46 ATOML817C VAL A 26369. 46361. 21310. 1261. 00 23. 60 20ATOMI8180 VAL A
26369. 07461. 339%%0@%99%8%3& ATEMLBLOR: ASE A 46468,63361, §37:8959861. 00
18. 63 ATOML820CA ASP A 26467. 18960, 9779. 2431. 00 16.12 ATOML821CP ASP A
26466. 51661. 007778731880 t6. 83° ATeRe22CES £8P A% P8465%0%8611 085726671, 00
15. 99 25ATOMLE823CHBIL ASPL A026468 252862, 1388.236139 3032323 SATONRS2UGD2 ASP A
26464. 35360. 10147 §A51599 41. 38z ATOMLB25C;ASRs As26466. 39&%9 §%§9319§§1 00
14. 34 ATOML8260 ASP A 26465. 70859, 56610. 5121, 00 11.71 ATOML827N GL

26567. 71258. 73987¥191:%60 £3. 567 é*oi\%vuszé%:ﬁf‘ﬁlﬁPA8%6567°4§43]5?°4%°3i6 5511 00
16. 78 ATOML829CBT@® N 14026568 576185665931069224. 60.625. 08. WFOMLSBOLGTGLN A
26568. 71855. 172&9%7511%09008259@ ATOMLB31ED (G NeA 136562, 534544379195 2411. 00
24.38 ATOML8320E1 GLN A 26566. 92554, 7189. 2161. 00 26. 93 35ATOMIS33NE2 GLN A
26567. 19553. 317257299025 SEB 2185 VAR 28DH3 WO HFF2488379BCTY 98049-28549 - 58
ATOML834C GLN AAR8667.842067. B6F 2224821, 069.088 493 ATOVLE366 GLNoAes .26

26566. 649561881 12,,/50/gls 0 1¢, 635 EJzOV'l83§i\'o'9§Usé\72§66§ 423858.,660:12, 5951. 00
20. 41 ATOMLB37CA TEO A 56868 12050 024 . 140151 73,51 SATOMI838CB LEU A
26669. 29359. 96217385990 4 9 1Y AA%@\/[L839GGEEEUS%2Q%66§ #§96b.°55813% 8981. 00

22.99 ATOM 1810 C  GLY A 262 71.376 59.021 8.851 1.00 26.80
ATOM 1811 © GLY A 262 71.723 58.491  9.959 1.00 23.39

ATOM 1812 N VAL A 253 71.209 60.304 B.68L 1.00 25.15

15 aToM 1813 CA VAL A 263 70.944 61.211 9.793 1.00 23.70
ATOM 1814 CB VAL A 263 71.42% 62.643  9.4B% -1.00 24.57

ATOM 1815 CGl VAL A 263 70,777 63.679 10.400 1.00 26.43

ATOM 1816 CG2 VAL A 263 ' 72.940 62.713 9.585 1.00 24.456

ATOM 1817 C VAL A 263 69.463 61.213 10.126 1.00 23.60

20 ATOM 1818 O VAL A 263 69.074 61.339 11.298 1.00 23.21
ATOM 1B19 N ASP A 264 68.635 61.037 . 9.0B6 1.00 1B.63

ATOM 1820 CA ASP A 264 67.18% 60.977 9.243 1.00 16.12

ATOM 1821 CB ASP A 264 66.516 61.007 7.873 1.00 16.93

ATOM 1822 CG ASP A 264 65.023 61.085 7.967 1.00 15.99

25 ATOM 1823 ODl ASP A 264 64.518 62.131 8.361 1.00 23.33
ATOM 1824 OD2 ASP A 264 64.353 60.101 7.645 1.00 21.38
ATOM 1825 C ASP A 264 66.799 59.688 9.956 1.00 14.34
ATOM 1826 O ASP A 264 65.708 59.566 10.512 1.00 11.71

ATOM 1827 N GLN A 265 , §7.712 58.73% 9.919 1.00 13.50

30 aToM 1828 CA GLN A 265 67.543 57.453 10.551 1.00 16.78
ATOM 1829 CB GLN A 265 63.761 56.593 10.222 1.00 15.08
ATOM 1830 CG GLN A 265 68.718 55.172 10.751 1.00 22.06

ATOM 1831 CD GLN A 265 67.534 54.379 10.241 1.00 24.38

ATOM 1832 OEl GLN A 285 66.925 54.718 9.216 1.00 26.93

35 ATOM 1833 NE2 GLN A 265 67.195 53.317 10.957 1.00 25.SB




ATOML840CDL LEU A 26669. 54858. 96616. 7261. 00 13. 89 ATOML841C02 LEU A
26670. 75461. 08516. 1191. 00 19. 14 ATOML642C LEU A 26666. 77459. 67714, 346%%%5
24.24 10ATOML6430 LEU A 26666. 17159. 38715. 3941. 00 25. 95 ATOML844N M

26766. 28460. 5¢d3d4981. 00 20. 54 ATOML845CA VAL A 26764. 997%3% %231 00
21. 02 ATOML846CB VAL ‘A 26764. 66162.25012. 5121. 00 22.65 ATOML AL A -
26763. 24262. 78612. 6791. 00 20. 94 15ATOMLS8AEORVAL A -

26765. 65963. 39712. 4921. 00 23. 65 ATOML849C VAL A 26763. 86760. 20213. 7121. 00
21.30 ATOML8500 VAL A 26762.91660. 389L4. 4871. 00 21.41 ATOMLE5IN GLU A
25863. 96159. 13612. 9041. 00 21.14 ATOML852CA GLU A 26862. 94058. 08712. 8801. 00

21. 32 20ATOML8S3GB A.26 18857. 10 A 4CG GLU A
26862. 78057. 63410. 3%%J 06 18%2A %%M85%%:ﬁ2é_§7A9%68%1%3223g%%gg11)9. 2701. 00
15. 74 ATOML856EY QXEPA 96861LNF225D. 17096 9881, 5G08EIL9. 1) TATOM 00185 783E2 GLO A
26860. 48357. 1374@. 54216 08 21283 256ATOMLE58GsGdd. fs26862594757, 345M44. 2031. 00

20. 77 ATOML859 6 5 3 32 ATOMISGON | LE A
26964, 13357 04 1%763172 ggzd‘“g% 2?%\/&8655&% L%Q’Ag%“egéﬂ?zz%e ‘%1818, 9651. 00
22.93 ATOMIBG2XISM| | 828 2686SEYE3865 013169 2#21.590%9621 . B738DATOMIE83GR | LE A
26965. 91655. 499k, 70419 00c 217 Q. AFEOMLB64EGs! LSE‘M%%@%?ZQ%Q%%%%FL?)}L 00
16. 65 ATOML865 9 2754. 97715. 2311, 0Q. 12, 77 ATOM.

26963. 68057. 14@% 135?@ ggl % %42 arovusé%%?Lé8A9?69%52.¥%3§2%69°6éﬁ18?. 8351. 00
22.07 35ATOMLSEWN | &1\ S9DEEY P5R58. 39317- 7308 610TR524162819 8. QUARS 2805 WO
02/ 24893 PCT/ USQM/ 29549 <59 LATQMISH9CA kEE7A 23063. 7k158 347:68,2091. 00

26.56 AT L 2706 860. 7271 4.36, ATOMIB710G2 | LE A
27063. 6986 gd %ﬁ. sgi% oé 23?@2‘ g%ovus?%ﬁ:%?z LE /E% BT AR 2
27065. 85360. 653T0NE. 2644 . 80 8L A32GATOVILET-IEDL 6PLFELA 13.428 1.00 20,54

27066. 56761. 983b@. 21545 00 18262 AFOMLB74L dob E oA 28063, 39559, #891.8,,2341. 00
29. 28 _

ATOM 1846 CB VAL A 267 64.661 62.250 12.512 1.00 22.65
ATOM 1847 CGl VAL A 267 £3.242 62.786 12.679 1.00 20.94
15 AToM 1848 CG2 VAL B 257 65.659 63.397 12.492 1.00 23.8B5
ATCM 1849 C VAL A 267 63.867 60.202 13.712 1.00 21.30
ATOM 1850 ©O VAL A 267 62.916 60.389 14.487 1.00 21.41
ATOM 1851 N  GLU A 258 63.961 59.136 12.904 1.00 21.14
RTOM 1852 ©A GLU A 268 62.940 58.087 12.880 1.00 21.32
20 aAToM 1853 CB GLU A 268 63.188 57.109 11.714 1.00 20.58
ATOM 1854 CG GLU A 268 6§2.780 §7.634 10.337 1.00 19.52
ATOM 1855 CD GLU A 268 61.323 58.007 10.270 1.00 15.74
ATOM 1856 OEl GLU A 268 "61.022 $9%.170 9.958 1.00 19.10
ATOM 1857 OE2 GLU A 258 60.483 57.137 10.542 1.00 21.33
25 ATOM - 1858 C GLU A 268 62.947 57.315 14.203 -1.00 20.77
ATOM 1859 O GLU A 268 61.900 56.973 14.744 1.00 21.32
ATOM 1860 N  ILE A 269 64.133 57.042 14.704 1.00 20.21
ATOM 1861 CA ILE A 269 64.272 56.315 15.965 1.00 22.93
ATOM 1862 CB ILE A 269 65.753 56.013 16.272 1.00 21.57
30 aTOM 1863 CG2 ILE A 269 65.916 55.490 17.704 1.00 21.70
ATOM 1864 CGL ILE A 269 £6.320 55.012 15.261 1.00 16.65
ATOM 1865 CDl TLE A 269 67.827 54.977 15.231 1.00 12.77
ATOM 1866 C ILE A 269 63.680 57.149 17.106 1.00 22.44
ATOM 1867 O ILE A 269 62.822 56,684 17.835 1.00 22.07
35 AroM 1868 N ILE A 270 64.150 58.393 17.208 1.00 24.28




ATOML8750 I LE A 27061. 58859. 65319. 3011. 00 28. 79 ATOML876N LYS A

27161.

28. 68

27158.

39. 81

27158.

28. 22

27260.

27. 38

27259.

26. 96

27259.

25. 88

27363.

21. 67

27362.

27.83

27461.

23.58
27463.

59159. 40117. 0541. 00 29. 05 ATOML877CA LYS A 27160. 14459. 51916133@52%%
10ATOML878CB LYS A 27159. 81559. 54315. 4021. 00 32. 12 ATOML879CG LYS A
34559. 5RlBa@s21. 00 35. 46 ATOMLS8S80CD LYS A 27158. 15954 1A 1355361, 00
ATOML881CE LYS A 27158. 96460. 76712. 9421. 00 39. 81 ATOMI882NZ LYS A
90360. 79211. 4551. 00 42.86 15ATOMI8B3C LYS A 27159. 41458. 39317. 6251. 00
ATOML8840 LYS A 27158. 21958. 48817. 8971. 00 26. 93 ATOML885N VAL A
14457. 33417. 9301. 00 28.27 ATOML886CA VAL A 27259.57856. 19518. 6551. 00
ATOML887CB VAL A 27259. 83754. 87817. 9041. 00 27. 95 20ATOML888CGL VAL A
L OMLBO0G AL A e a0, S6 L OF 30 gas ey pash ey S3H1- 00
36155. 807217 0129 %00"2 8 E0” &Wgwu89fﬁ %#EL?A3%53gieﬁ%W%68%éézg+2631 00
25ATOMLS9EOA LEHJIA T236E. D56, 1602316%5734L-001 258 SGLATOML894CB LEU A
51555. 612¢@3y 394d7200:2 251 k7 ATOMLBO5 G dF UL A2 368.2671940d 2624 1161. 00

ATOML896CDL LEU A 27365. 06653. 65621. 5191, 00 23, T LEU A
61453.30897 g4 2% JoF B o1 EgR i%ir g%LEU“g?§7é§%1i9§g%§ %0 .3041. 00
ATOML8OOMDEU M6TA7362. BEIS 2760823, @429 0% -380 318 AFOMIODNIGEY A

57758. 54503%. 7464 00 26,213 AFOMLIOKCAGLY As 27465084459, 86622. 3271. 00
ATOML902C GY A 27463 03860..41522. 2721. 00 23, 20 35ATCNﬂ90§ngLY A

97259. 679930014 %00 24V64R 278 MAR B00B W3 -02) 24843 pATF UL 4729549 - 60

ATOML904N THR ATr29563387194& . (A36R275231. 00 . RBL 622 -ATOVLOOBCA ITHR 2A. 68

27564. 51562431822 48442400255, &1 a AFOVLO06GE THR; A5 27564, 44063080522 8491. 00
24.96 ATOMLI9070GL THR A 27563, 37964. 466. 22, 191

27565.
27.31

71464. 56995"58817°00°2 450 ATOML909¢  THR %?52%6§54§62 §¥%33 SﬁﬁlTES A

ATOM 1880 CD 1L¥S A 271 58.159 59.612 .536 1.00 39.81
271 58.964 60.767 12.942 1.00 35.81
271 58.903 60.792 11.455
271 59.414 58.393 17.625
271 58.219 58.488 17.897
272 60.144 57.332 17.930
772 59.578 56.195 18.655
272 59.837 54.878 17.904
272 59.334 53.688 18.710
272 59.184 54.908 16.531
272 60.123 56.080 20.091
272 $9.361 55.807 21.012
273 - 61:439 56.266 20.263
273 62.096 56.160 21.573
273 . 63.515 S55.612 21.394
273 63.671 54.117 21.118
273 65.066 53.656 21.519
273 62.614 53.308 21.842

ATOM 1881 CE LYS
" ATOM 1882 NI LY¥S 0@ 42.8%8
.00 28.22
.00 26.83

.00 28.27

oo

15 aroM 1883 C  LYS

ATOM 1884 O LYS

TOM 1885 N VAL

ATOM 1886 CA VAL .00 27.38

ATOM 1887 CB VAL .00 27.95 .
.00 27.27
.00 26.9§
.00 27.25
.00 28.50
.00 25.88
.00 25.89
.00 22.17
.00 21.67
.00 23.34

.00 22.69

20 AToM 1888 CGl VAL
ATOM 1889 CG2 VAL,
ATOM 1B50 C VAL
ATOM 1891 O VAL
ATOM 1892 N LEU

25 © ATcM 1893 CA LEU
ATOM 1894 CB LEU
ATOM 1895 CG LEU
ATOM 1896 CD1 LEU
ATOM 1897 CD2 LEU

FO TR VRN VIR R R R R - T R S R A
T T T S I e e e N R

30 atoM 1898 C LEU A 273 62.198 57.510 22.304 1.00 27.83
ATOM 1899 O LEU R 273 ' 62.869 57.608 23.342 1.00 30.31
ATOM ~ 1900 N GLY A 274 61.577 58.545.  21.746 1.00 26.13
ATOM 1301 CA GLY A 274 61.641 59.866 22.327 1.00 23.58
aToM 1902 € GLY A 274 63.038 60.415 22.272 1.00 23.20

35 arom 1903 O GLY A 274 63.972 59.679 22.001 1.00 24.9%4




ATOML9100 THR A 27565. 09461. 31524. 5741. 00 30. 40 ATOML911IN PRO A
27666. 72361. 36523. 0191. 00 27. 93 ATOML912CD PRO A 27667. 26761. 69304l MAF 7185 00
26.71 10ATOML913CA PRO A 27667. 71760. 72723. 8681. 00 27. 45 ATOML914CB PRO A
27668. 78360. 29832:8411. 00 27.30 ATOML915CG PRO A 27666.7éN%$ §%§ﬁék¥74l 00
25.15 ATOML916C PRO A 27663. 30761. 74524. 8451. 00 29. 86 ATOMIO1

27668. 48262. 92524. 4971. 00 28.23 15ATOMLOBEN THR A 27766, 61761. 29626. 0681. 00
28.52 ATOML919CA THR A 27769. 19162. 19427. 0671. 00 28.53 ATOML920CB THR A
277668. 94861. 68828. 4981. 00 27. 08 ATOML9210GL THR A

27769. 70160. 52829. 7511. 00 26. 20 ATOML922CG2 THR A 27767.50461. 36028. 8161. 00

26. 96 20ATOMLY 7770, 67562. 34826. 8331. 00 29. 01 _ATOML9240 THR A
27771. 29661. 56%%% 5&@6% 2&%%3‘gg%wngzé%‘iée%A‘%?8f¥:é%%eéﬁ%1%§#?3861.oo
29. 35 ATCN&92@ENMARGBW52¢872H6766356712?425?16@0m31:&74mﬂcwmgzzc51ARG A
S Janoa- 2. ga@dsgeBSEmiQ;25%;Egggg§§§}£§%%%§7g§5 30665 45298, 6611. 00
27874. 39365. 53

44. 28 ATcwngsojﬁéZl Rg;i? 3§g§H 3862877831 200" 5. BT ATOMY3AC24ARG A
27875. 97367, 044F36. 49348 ongurHs$ A7150V[L9325NH_4_ ARG6A 22.589 1.00 24.20 -

27877.28066. 824330. 33849 00 4&434 SPATOMLYSINER ARGOA 23 445
48. 46 TCNﬂ934C ARG A 27873. 49062 51527 8501 00

27875. 56667. 93 0
31. 24 ATCNH93§H% %2&5 374T§%f6 57919027°%3981. 6835, 73 - NroMLP36R EPU A
27972. 93761. 89EP8. 89511 05 2FROG ATOMLO3FCA2EL 61 A637 PR30 H746@074028. 5551. 00

28. 36 35ATovn9p?{%@B @bl Acr 7942 :82360. 4033%84%; &9 29. 67 1, §,MR-2005 WO
02/ 24893 g%%&l/29549 -61 ATOMI939CG GLU A 27973.736059. 18931 6011. 00

33.37 AT N 258733 38,8 696357 6601 °00'237.2468 RTOMPE420E GLU A
27972. 13957, 46?32 74614 008 3836 AVFOMLO420F23 G5l 2202 72747184059. $54483. 4231. 00

37.26 5AT0V|194§6MG-99A 2&97%&@%157% 537285 §201500:524.Q6,ATOVEZA40 , LU A
27974. 58258. 86528. 4681

PRO A 276 63.307 61.745 24.845 1.00 29.86
ATOM 1917 O PRO A 275 68.4B2 62.925 24,497 1.00 28.23
15 AaToM 1918 W THR A 277 68.617 61.296 24.068 1.00 28.52
ATOM 1919 CA THR A 277 £9.191 62.194 27.067 1.00 28.53
ATOM 1920 CB THR A 277 68.948 61.688 28.498 1.00 27.08
ATOM 1921 CG1 THR A 277 §9.701 60.528 28.751 1.00 26.20
ATOM 1922 CG2 THR A 277 67.504 61.380 28.816 1.00 26.96
20 - AaToM 1923 C THR A 277 70.675 62.348 26.833 1.00 29.01
ATOM 1924 O THR A 277 71.296 61.502 26.175 1.00 29.53
ATOM 1925 N ARG A 278 71.246 63.415 27.386 1.00 29.35
ATOM 1926 CA ARG A 278 72.676 63.671 27.257 -1.00 31.97
ATOM 1927 CB ARG A 278  73.041 64.986 27.950 1.00 35.10
25 ATOM 1928 CG ARG A 278 74.393 65.536 27.537 1.00 39.53
ATOM 1829 CD ARG A 278 ~ 75.396 65.452 28.681 1.00 44.28
ATOM 1930 NE ARG A 278 75.067 66.386 29.763 1.00 45.67
ATOM 1931 CZ ARG A 278 75.973 67.048 30.493 1.00 47.63
ATOM 1932 NHL ARG A 278 77.280 66.820 30.338 1.00 48.34
30 ATOM 1933 NH2 ARG A 278  75.566 67.937 31.396 1.00 48.46
ATOM 1934 C ARG A 278 73.490 62.515 27.850 1.00 31.24
ATOM 1935 O ARG A 278  74.581 62.190 27.359 1.00 32.03
ATOM 1936 N GLU A 279 72.937 61.888 28.8B95 1.00 29.06
ATOM 1937 CA GLD A 279 73.574 60.749 23.555 1.00 28.36
35 ATOM 1938 CB GLU A 279 72.823 60.403 30.847 -1.00 29.62




ATOMLO45N GLN A 28072. 45759. 28127. 9841. 00 23. 18 ATOML946CA GLN A 1@;;{ 2005
28072. 36758. 17027. 0451. 00 23.13 ATOML947CB GLN A 28070. 94858. 03326 1.00
21.72 10ATOML948CG GLN A 28069. 97657. 42427.5131. 00 19. 01 ATOML949CD GLN A
28068. 56157. 554902/8%31. 00 16. 19 ATOMI9500E1 GLN A 28068. 17588/682264%911. 00
20. 58 ATOML951INE2 GLN A 28067. 77256. 51327,2251. 00 19. 66 ATOML952C GLN A
28073. 32258. 40725. 8691. 00 22. 75 15ATOML9530 GLN A 28073. 92257. 47625. 3651. 00
24.25 ATOML954N | LE A 28173. 46259. 66825. 4601. 00 24. 22 ATOML955CA | LE A
28174. 34960. 04424. 3461. 00 26. 13 ATOMLO56CB | LE A 28174. 15061. 51423. 9131. 00
25.19 ATOML957CE | LE A 281.75.29461. 98123. 0101. 00 27. 25 20ATOML958CGL | LE
A 28172.80461. 68323, 23%1. 00 2w 202WTOMLOFOGHN beEsA 31.601 1.00 33.37

28172, 26963. 097p21~%p128%4@ch%r?nﬂAAJgVﬂ%OQ hhE &%@%7528%5& ggﬁ%“ﬁgﬁl 00
26. 96 ATOMLOG10 |LE A 28176, 58559 41823, 7831, 00 24.00° ALOMLY A

28276. 22060. 10895915874 100°H6 K3 205 RATOMLOBBER ARC1AZ 32.746  1.00 38.36

28277. 61459. 93796131534200026666 AATAML 964CBs ARG A 528237. 883600675276 6931. 00
30. 42 ATOMLS65 RG,4, 28279 60,,49628 1.

28279. 57461%8%39@482%300838?%%£A%&4</[L967?\I3I1§§%1R69%5% 22% E’g}@%%g%g%ﬁ%ll 00
41. 54 30ATOMLOBEEY ARE A 28287 H2861. 599205%%6918 -66° 448 IFEATOM FFINHL ARG A
28281. 92862. 39978MM40644500N 46632 s ATHOMLO70NH25 ARD As 282828220640 40180. 0231. 00
45. 03 ATOMLO71GrARG Aq2824x - 8368, #45726. 3214, 00, 24, 2 7.%1;8’\’"1%@% A
28279. 11758. 08926. 0161. 00 23. 52 35ATOMLO73N GLU ‘A 28377, 02357 61426. 6371. 00
23.65 18 MAR 2008"WO* 87/ 24893 PET9s01/ 29538 - B2 OATOREFPACA - 81 3172
28377. 24656.017026M 645445800c2561884 ARAMLO 7 5B GL Us A4 28376.9023550468271 2241. 00
25. 65 ATOMLI76Gaofd Uy 69283y 5P 45m099128;.5841. 9705%9- 93. ATOMLRY 46D, (3O A
28376. 04155. 084. 29. 7091. 00 33. 42 SATOML978OE1

28375. 16354. 54zf§8“41%350000%5'33?‘4%{-‘?%979@975@_@ A8228§€r7492685a0 89999, 8711. 00

34. 68 ATOM 1951 NE2 GLN A 280 6§7.772 56.513 27.225 1.00 19.66
ATOM 1952 C GLN A 280 73.322 58.407 25.86% 1.00 22.75
I5 atom 1953 © GLN A 280 73.922 $7.476 25.365 1.00 24.25
ATOM 1954 N ILE A 281 73.462 S59.66B 25.460 1.00 24.22
ATOM 1955 <CA ILE A 281 74.349 60.044 24.346 1.0026.13
ATOM 1956 CB ILE A 281 74.150 . 61.514 '23.913 1.00 25.19
ATOM 1957 C&2 ILE A 281 - .75.294 61.981 23.010 1.00 27.25
20 ATOM 1958 CGL ILE A 281 72.804 61.683 23.216 1.00 24.20
ATOM 1959 CD1 ILE A 281 72.269 63.097 23.280 1.00 25.74
ATOM 1%60 C ILE A 281 75.817 59.824 24.663 1.00 26.96
ATOM 1961 © ILE A 281 76.585 59.418 23.783 1.00 24.00
ATOM 1962 N BRG A 282 76.220° 60.108 25.915 1.00 26.63 ..
- 25 ATOM 1963 CB ARG A 282 77.614 59.937 26.315 1.00 26.66
ATOM 1964 CB ARG A 282 77.8483 60.575 27.693 1.00 30.42
ATOM 1965 CG ARG A 282 79.344 60.496 28.132 1.00 33.94
ATOM 1966 CD BRG A 282 79.57¢ 61.182 29.482 1.00 38.65
. ATOM 1967 NE ARG A 282 80.94¢ 60.396 29.981 1.00 41.54
.30 ATOM 1368 CZ ARG A 282 82.028 61.59%9 29.469 1.00 44.32
ATOM 19689 NH1 BRG A 282 81.928 62.399% 2B.406 1.00 46.32
ATOM 1970 NH2 ARG A 282 §3.220 - 61.401 30.023 1.00 45.03
ATOM 1371 C ARG A 282 77.986 58.457 26.321 1.00 24.24
ATOM 1972 O BRG A 282 7%.117 58.08% 26.016 1.00 23.52
35 ATOM 1973 N GLU A 283 77.023 57.614 26.637 1.00 23.65




ATOML980C GLU A 28377. 51955. 63225. 2191. 00 26. 49 ATOML9810 GLU A

28378.
28. 65
28476.
28. 48

28473.

31.62

28579.

35.76

28581.

35. 39

28580.

37.75

28679.

39. 95

28678.

40. 66

28781.

41. 25
28784

07554. 55625. 0561. 00 26, 00 ATOMLO82N ' MET A 28477. 10656. 38724 B4R 2060
10ATOMLO83CA MET A 28477.29255.98122. 7901. 00 30. 37 ATOMLO84CB MET A

19356. HitSRh@971. 00 29. 17 ATOMLO85CG MET A 28474. 79%@%@%%1. 00
ATOML986SD MET A 28473. 49056. 94021. 3411. 00 32.72 AT TA .

06858. 57821. 9121. 00 30. 81 15ATOML98BC MET A 28478. 66256. 35322. 2381. 00
ATOMLO890 MET A 28478.97155. 99521. 1101. 00 32. 97 ATOML990N ASN A
48357. 08223. 0161. 00 33. 38 ATOML991CA ASN A 28580. 81857. 50822. 5631. 00
ATOML992CB ASN A 28581. 77756. 31722. 4341. 00 35. 36 20ATOML993CG ASN A
93055. 4%%@ 7%. 0%83%%]667@TOVI1994001 ASN A 28582.27554. 31123. 6591. 00
ATOML99 ASN ‘A P8581. 87886, 12304265325 33° 366 18 SATOM 5663 ASN A
70758. 24T9M . 2005, OB 3GLU5H 28FOML 99T 0ASNs A 42858% . 24557 08082@s 1981. 00

25ATOMLABGN PROsA 286459 9. 35121:4,/0 3 ATOVIL999 PRO A
25559.9%%%%.%%§f.00 3%&88Q%$CNQOO%E£%%Fé?%@582%8&?56@%&f§1 .9471. 00
P

ATOMROO A 78678 %6861, 12120 8621590889 2057 SATAVROG2CE PRO A
8866%. 36294 . 8DFE. GBLIB.U086 BOATOVRGOBC PROsA: 28680297466.531149. 4861. 00
ATOMR00480yPRO A 52668 151659643 42520,,29451. 0 440. N ASN A
10361. 03@8. 1711. 00 41 08 A%oMzogrgm%s%pﬁégsggfﬁ%wgéoi- .6331. 00
ATOMROO ASN®R 58789990781, 10818 23150634329 (P35 ATOMRBO8TG ASN A
10560. 32326. 9981. B0 42068 288 MAR 2005 \W2.624 248935 PGThd 1:900d 29549 - 63

( 28784.16259. 6. 8761, D AS
ATOVR00SCDL ARM,A 2808416259, 40416, B761. 00, 42, 74, ATONBOIQNDR ASN A

28785.

40. 62

28880.

42. 21

07461. 02717.5731. 00 42. 61 ATOM2011C AS 3525819 2691. 00
ATOVP0 13T Y ASN °A3 28282 A5 844 14117702981 . T0°8D. 85 7SATAVPD BSNETTYR A
36763. 3507, 31901. @0 4ET10 207 OVROB4CH3TYR. A2887 30658640 63 1:7. 0601. 00

ATOM 1985 CG- MET A 284  74.799 56.484 22.496 1.00 28.48
ATOM 1986 SD MET A 284 73.430 56.940 21.341 1.00 32.72
284 73.068 58.578 21.912 1.00 30.B1
234 78.662 56.353 22,235 1.00 31.62
294 78.971 55.995 21.110 1.00 32.97
235 79.483 57.082 23.016 1.00 33.38
235 80.818 57.508 22.583 .00 35.76
81.777 56.317 22.434 .00 35.36
81.930 55,498 23.708 1.00 37.66
82.275 54.311 23.659 1.00 35.39
81.678 56.123 24.853 1.00 36.16
ATOM 1996 C  ASN BO.707 58.241 23.204 1.00 37.50

A
ATOM 1987 CE MET A
a
A
A
A
A
A
A
A
A
ATOM 1997 O ASN A  81.275 $7.803 20.198 1.00 37.75
. _
2N
A
A
A
A
A
A
A
A
A

15 aAToM 1988 ¢ MET
ATOM 1989 O  MET
ATOM  1990. N ASN
ATOM 1991 CA ASN
ATOM 1992 CB ASN
20 ATOoM 1993 C©G ASN
ATOM 1994 OD1 ASN
ATOM 1995 ND2 ASN

25 arTOM 1998 N PRO 79.964 59.351 21.170 1.00 38.06
© ATOM 1999 CD PRO 79.255 58.943 22.329 1.00 37.89
ATOM 2000 CA PRO 79.750 60.131 19.947 1.00 39%.95
ATOM 2001 CB PRO 7B.65% 61.121 20.362 1.00 39.05
78.886 61.302 21.826 1.00 38.06
80.974 60.911 19.486 1.00 40.66
81.759 61.425 20.291 1.00 40.65
81.103 61.05%L 18.17L 1.00 41.08
82.194 61.830 17.633 1.00 41.25
82.902 61.108 16.453 1.00 43.10
84.105 60.323 16.998 1.00 42.68

ATOM 2002 CG PRO
30 atoM 2003 ¢ ERO
ATOM 2004 O PRO
ATOM 2005 N  ASN
ATOM 2006 CA ASN
ATOM 2007 CB ASN

e e e e R R R R e I O T = T S T T S S i P

35 ATOM 2008 CG ASN




ATOWVRO15CB TYR A 28879. 60265. 01415. 5691. 00 42. 33 ATOMO016CG TYR A

28879.

42. 88

28878.

42.81

28878.

43. 00

28977.

47. 10

28976.

45. 35

28974.

50. 41

29076.

56. 44

29080.
29079.

53. 63

29173.

56. 14

41863. 88014.5881. 00 42. 43 ATOWR017CD1 TYR A 28880. 50763. 341131 D MAR 2009
10ATOMRO18CEL TYR A 28880. 35162. 30613. 0061. 00 42.57 ATOMR019CD2 TYR A
15963. 38AD428261. 00 43. 59 ATOVR020CE2 TYR A 28877. 99362USM@I®?4201. 00
ATOMR021CZ TYRA 28879.09361. 79812. 7651. 00 42. 73 ATOM20220H TYR A
93460. 75011. 8761. 00 43. 10 15ATOMR0Z3C TYR A 28878. 26264.51217. 6451. 00
ATOMR0240 TYR A 28877.64463. 45017. 6121. 00 40. 24 ATOVR025N THR A
77665. 61118. 2031. 00 44. 37 ATOMR026CA THR A 28976. 45165. 61418. 8121. 00
ATOVR027CB THR A 28976. 54165. 47320. 3471. 00 46. 92 20ATOVR0280GL THR A
81166..72526 970Hbs 004 2s8Q AFTOM2029CG22 THR. A128%772658164. £47420. 8161. 00

ATOVR030 666. 8611 1.00..48. 71 _ATOMPQ310 THR A
50666. 99%5094 7‘@?’ % ;é ‘?q‘ %oveosg?\rﬂbgfusg\“’fgo%é: %@76 651 687. 1. 00
25ATOVROSERMA Q0L AC20B9 267869, 008173825F1. T 57.5% ATGNPOBATB GLU A
70669. 9621d 65312 o& 5452k AFOVR0358Gs6 lda A 42907708527 Go37%7. 5951. 00

20570 11507 5781 08 59738 SOATOREBEEs ‘AL 240 Loob ik 02

00968. 2781 112914 06A58YD P MEOVR039E 668 USA 29074 - B8668.073@161 2511. 00
ATOVR0408rdd-U 4129074 190469%43251574 %61 . Q9. 83. 39. AEOVRQ41N RHE A

N

02/ 24893 PCT/ US(tY 29948 CDBAYANTFCRIF044CRPHRE? AS29HT72.1958684. 94714.-6931. 00
56. 83
291

29174
29173.
57. 44

ATOVRO4SCRl PREA 200 % 95554, 4054653535 005562 TATIMBOAGSP2 PRE A
. 74064, 46714. 3211,
78163 40145, FIET. 507 83 SoTHATOVDOUHED PBRES A 14 326 100 43.55

53363. 4640% 79910 0GELTYR G ﬁﬁCNEO49C29PRE2@1291?4“5566209301H 5581 00

ATOVROS50LrdARE 8229871137 66894091679183. RD.Bd. 32.765 1.00 a2.73
ATOM 2022 OH TYR A 288 78.934 60.750 11.876 1.00 43.10

15 AtoM 2023 C TYR A 288 78.262 64.512 17.645 1.00 43.00
ATOM 2024 O TYR A 288 77.844 63.450 17.612 1.00 40.2¢
_ATOM 2025 N THR A 289 77.776 65.611 18.203 1.00 44.37
ATOM 2026 CA THR A 289 76.451 65.614 18.812 1.00 47.10
ATOM 2027 CB THR A 289 76.541 65.473 20.347 1.00 46.92

20 ATOM 2028 OGL THR A 289 76.811 66.725 20.970 1.00 45.80
ATOM 2029 CG2 THR A 289 77.581 64.474 20.816 1.00 45.35
ATOM 2030 C THR A 289, 75.666 66.861 1B.435 1.00 48.71
ATOM 2031 O THR A 289 74.506 66.994 1B8.81A 1.00 49.12
ATOM 2032 N GLUD A 290 . 76.307 6€7.767 17.687 .1.00 50.41

25 ATOM 2033 CA GLO A 290 75.674 69.008 17.251 1.00 52.56
ATOM 2034 CB GLU A 290 76.706 69.963 16.653 1.00 54.21
ATOM 2035 CG GLU A 290 77.852 70.307 17.595 1.00 56.44
ATOM 2036 CD GLU & 290 79.112 69.509 17.307 1.00 58.31
ATOM 2037 OEl GLU A 290 80.205 70.115 17.278 1.00 59.38

30 nroM 2033 OE2 GLU A 290 79.009 6€8.278 17.113 1.00 58.91
ATOM 2039 C GLU A 290 74.556 68.733 16.251 1.00 53.63
ATOM 2040 O GLU A 230 74.504 69.325 15.176 1.00 53.39
ATOM 2041 N PHE A 291 73.665 67.829 16.627 1.00 54.78
ATOM 2042 CA PHE A 291 72.535 67.445 15.8B09 1.00 56.14

35 aToM 2043 CB PHE A 291 72.090 66.025 16.169 1.040 56.00



ATOVR0510 PRE A 29171.56369. 55716. 4131. 00 58. 88 ATOMR2O52N LYS A "
29270. 18067. 93115. 7481. 00 57. 76 10ATOMRO53CA LYS A MAR 2005
29268. 97968. 72615. 8931. 00 58. 17 ATOVWR054CS LYS A 29268. 73869. 56614. 6281. 00
60. 13 ATOMRO - A 29269. 55469. 12013. 4021. 00 61. 32 AT JYS A
29269. 44567. 61“%15%).211%371. 00 61.28 ATOVROS7CE LYS A 29268. 58%@ ¥38261. 00
61.42 15ATOVRO58NZ LYS A 29267. 87566. 014164-0711. 00 62. 17 ATOMR2059C LYS A
29267. 80467. 79816. 1711. 00 57. 78 ATOVR0600 LYS A 29267. 15067. 29115. 2521. 00
58. 28 ATOMRO61N PRE A 29367.57567. 54117. 4511. 00 56. 83 ATOVR062CA PRE A
29366. 51666. 64017. 8711. 00 55. 06 20ATOVR063C3 PRE A

29366. 83266. ozégﬁ 2441.00_ 54, 49 ?govrzomcs PRE A 29368. 27765. 64619. 4401. 00
52. 66 ATOVRO65 R 55368 88564 716158 8151 6HF152 18FOATAMBDGECH: PRE A
29369. 02666. 224201 45&019500:E51P193Am9@|v20670528m54 A02937(35213640 36818. 7951. 00 °
52.57 25ATOVROGEGE2 RRE Acr293#0x3R465. 88%294@4&41 4Q9 5¢2.:46 ATEMRQ6RLZ PHE A
29370. 94964. 95219. 8091, 00 _52. 07 ATOWRO0 A 29365. 16567. 34017.8881. 00
54. 04 ATOMR0718TPRE X303 788 &5718 13’91&1 06° 481 635 APEONVEOTRNR7FRO A
29464. 13666 688I® 310M800-EB3PEESA IBPATOVROZIED PRO4AY  13.799 1.00 57.70

20464. 22365. 36346y 67014300535 34 ATNRO7ACAPROA 129462 71967, 24517, 2541. 00
53. 38 ATOMRO75CB PRO A 29462. 00666. 23316. 4011. 00 53.26 A 0 PrO A
20462. 78664. 96 718" 498°P°00" 53°H12 APOVRO77C PO #-28%635P1967 29318376351, 00
52.79 35ATOMRORAS®M PRODSA 2946HHE08 BT, 99518.. 7e 1606553162118 1|\/msaoa5 VO :
02/ 24893 PCT/ Useyl] 28849 v O, ATOMROTON Gl fy 29562, 766 586 90419, 6841. 00
51.09 AT 80CA GLN A 20562 235 66. 98921, D531° 06 49 40 AT 081CB GLN A
20562. 135 68, 44834 524893 6B 4%55h 2RTOMR0SS R %G i§ - AZ“?95%§92174 00 58.17

69. 148. 21. 6581 A001 462054 SATOMBOS3ED GLN 6A.28566.580 68.632222083821.300 45. 57

ATCNROBACEL GLW:y 29564. 234 1@% @%;3 393%. 04 48 490 ATOYBOBING? (ELN A
29565. 737 68. 32421 8681.

co 2 63.445 &7.616 13.137 1.00 61.28

ATOM 2057 CE LYS A 292 68.585 67.313 11.926 1.00 51.42

IS5 arom 2058 Nz LYS A 292 67.875 66.014 12.071 1.00 62.17
ATOM 2059 C LYS A 292 67.804 67.798 16.171 1.00 57.78

ATOM 2060 O LYS A 292 67.150 67.291 15.252 1.00 58.28
ATOM 2061 N PHE A 293 67.575 §&7.541 17.451 1.00 56.83
ATOM 2062 CA PHE A 293 66.516 66.640 17.871 1.00 55.06

20 ATOM 2063 CB PHE A 293 66.832 66.024 19.244 1.0C 54.49
ATOM 2064 CG PHE A 293 68.277 65.646 19.440 1.00 52.66
ATOM 2065 CDl PHE A 293 68.885 64.716 18.615 1.00 52.89
Afdu_ 2066 CD2 PHE A 293 .  69.026 66.224 20.454 1.00 51.93
ATOM- 2067 GCE1 PHE A 293 70.213 64.368 18.795 1.00 52.57

25 ATOM 2068 CE2 PHE A 293 70.354 65.883 20.641 1.00 52.26
ATOM 2069 CZ PHE R 293 70.949 64.952 19.809 1.00 52.07
ATOM 2070 C  PHE A 293 65.165 67.340 17,888 1.00 54.04
ATOM 2071 O PHE A 293 65.037 69.457 18.391 1.00 53.67
ATOM 2072 N PRO A 294 64.136 €6.688 17.317 1.00 53.78

30 atoM 2073 CD PRO A 294 £4.223 65.365 16.670 1.00 53.01
ATOM 207¢ CA PRO A 284 62.779 67.248 17.254 1.00 53.38
ATOM 2075 CB PRO A 294 62.006 66.233 15.401 1.00 53.26
ATOM 2076 CG PRO A 294 62.786 64.967 16.496 1.00 53.31
ATOM 2077 C PRO A 294 62.117 67.413 18.635 1.00 52.79

35 ATOM 2078 O PRO A 294 61.031 67.995 18.742 1.00 53.69




ATOVR086C GLN A 29560. 888 66.28521. 1731. 00 48. 71 ATOM20870 GLN A 29559. 828
66.92021. 1661. 00 48. 11 10ATOVROSSN | LE A 29660. 944. 64.96121. 2741. 00! & HMARS005
ATOVRO89CA | LE A 29659. 745 64.14521.3841.00 47.97 ATOWR090CB | LE A

29659. 590 63. ¥ORAE601. 00 47. 45 ATOVR091CE2 | LE A 29658. 1B6T/US1/29549

62. 72320. 0411. 00 47.21 ATOMR092CGL | LE A 29660. 015 63.92718.8731.00 47. 88
15ATOMR093CDL | LE A 29660. 015 63.03617. 6491. 00 48. 40 ATOVR094C | LE A

29659. 765 63.29522. 6521. 00 47.76 ATOM20950 |LE A 29660. 830 63.00523. 2081. 00
48. 33 ATOVR096N LYS A 29758.579 62.87723.0841. 00 47.32 ATOVRO97CA LYS A
29758. 441 62.03224.2641.00 46.79 20ATOVR098CB LYS A 29757. 278

62. 50525. 1711. Qrod8. 167 ATOMROAPRGd5YS A 297566. 44941 635 .30524. 4661. 0@0 48. 76

ATOMR100CD LYS 550 64 77824. 2511 00. 50 T 1CE LYS A
297.56. 720. 65.'@2% §%65’9 ‘(‘)"oo‘é’}%%Z %%Amveﬁfogﬁ; i%% A %%2 Jo} 4940

66. 84725. 3761, OOM0_ 7981250 OV B3RISLYS A20T5862340 601 58223, ®191.B0 46. 40
ATOMR1040 LYS A3875Z0#437cH0:3182259171. &041346 89314350&42.35@%1%4& 149858. 980

59. 65924, 4271. T 6 LA A 29 23724.0791, 00 45. 16
ATOVR107CB LAOP%g 98 %15“8%#%%%@ 1391508 ‘?91 312 ;3%' 108€ ALA’A

20857. 494 57. 74593 81GPE. OTF4GLGS .movzlogozamLAmAezfgssre.ssssla@. @9524. 5461. 00
44.42 ATOVR110MTbkS Avs299%:5. @@7A@@592322657832,1 00,44 @1884,\; 1 H'S A
29956. 075 56. 3 4 00 44. 10 ATOVR112CB H S A 29955, °

56. 18620. 8781. %%%4 %‘%]535%&?@’1& H S R-YG95% 887 &5 1@%6%0“36&1”00 43. 08

1 8 MAR 2005 WBTE2; 22893 PCTFIYSHI 7929549 596828ATEVRAN 4DD26H $. 04 48.11

20954. 0475408240y 78856000 43,1, ATOVL115NDA, H & 45:29953, 57456, §6420. 3991 00
43. 83 ATOW116CE A 29952. 47456. 35119. 8781. 00 43 22 fTCNQll?NEZ HS A

29952. 73455. 113" %’é 486F. 00 45E58 BRTOM 2P18C Hi
29955, 95954, 962234 078200 (T4 ATLEQA APEVR 11 FHY - H0S 6% - 299581-1&254-.@8@2-258381. 00

44. 94 ATOMZ120NrEIRO #9930054. §44R4966923. F36k. 06 43 S5 041 1.00 47.21

ATOM 2092 CGL ILE A 296 60.015 £3.927 18.873 1.00 47.88
15 arom 2093 cCD1 ILE A 296 60.015 63.036 17.549 1,00 48.40
ATOM 2094 C ILE A 296 59.765 63.295 '22.652 1.00 47.74
ATOM 2055 © ILE A 296 £0.830 6£3.005 23.208 1.00 48.33
ATOM 2096 N LYS A 297 58.579 62.877 23.084 1.00 47.32
ATOM 2097 CA LYS A 297 58.441 62.032 24.264 1.00 46.79
20  aToM 2098 CB LYS A 297 57.278 62.505 25.171 1.00 49.1¢
ATOM 2099 CG LYS A 297 56.174 63.305 24.466 1.00 48.7%
ATOM 2100 CD LYS A 297 56.550 64.778 24.251 1.00 50.38
ATOM 2101 CE LYS & 297 56.720 . 65.542 25.563 1.00 50.43
ATOM 2102 Nz LYS A 297 57.428 '66.947 25.376 1.00 49.71
25 ATOM 2103 C  LYS A 297 58.234 60.584 23.B19 1.00 46.40
ATOM 2104 O LYS A 287 57.437 60.318 22.917 1.00 46.93
ATOM 2105 N  ALA A 298 58.980 59.659 24.427 1.00 45.46
ATOM 2106 CA ALA A 298  58.911 5B.237 24.079 1.00 45.16
ATOM 2107 CB ALA A 298 59.583 57.377 25.139 1.00 46.44
30 aroM 2108 C  ALA A 298 57.494 57.744 23.819 1.00 44.68
ATOM 2109 O ALA A 298 56.558 58.075 24.546 1.00 44.42
ATOM 2110 N HIS A 299 57.357 56.923 22.782 1.00 44.68
ATOM 2111 CA HIS A 299 56.075 56.332 22.411 1.00 44.10
ATOM 2112 CB HIS A 299 55.975 56.186 20.878 1.00 44.34
35 ATOM 2113 CG HIS A 299 54.587 55.926 20.36F 1.00 43.08




ATOV2121CD PRO A 30053. 92155. 77224. 2831. 00 43. 05 ATOM2122CA PRO A 1g MAR 2005
30054. 73753.50124. 6491. 00 42. 90 10ATOW123CB PRO A

30053. 28653. 61425. 1161. 00 43. 38 ATOWR124CG PRO A 30053. 09055. 07625. 3301. 00
43. 66 ATOVR1356 oPRey;A 30054. 91152. 28723. 7411. 00 42. 52 ATOVREZAfS0FEREUA
30054. 21752. 15222. 7351. 00 42. 26 ATCNElZég TRP A 30155. 84651. 41024. 1031. 00 -
42.' 9 15ATOMR128CA TRP A 30156. 1205. 0. 20793, 3221. 00 42. 14 ATOWR129CB TRP A
30157. 16549. 33024. 0151. 00 41. 33 ATOW130CG TRP A 30158. 58349. 69623. 6821. 00
40. 34 ATOWR131CD2 TRP A 30159. 19049. 69622. 3801. 00 39. 60 ATOW132CE2 TRP A
30160. 52750. 11022. 5431. 00 39. 49 20ATOM2133CE3 TRP A

30156. 73149. 35424, 0951, 0003945, ATONBLI4CT, TBR 3,30459, 55050, 09824. 5561. 00
40. 21 ATOWI135NEl1 TRP A 30160. 72650. 35123. 8791. 00 39. 18 ATOW136. CZ2 TRP A

301. 61. 40750. 25%%1. #3071, §B &85 552 Nrow 18328 PRPCA 20-392 1.00 43.83
30159. 60449. 49742®. 02315 OQEB&1dh 25ATOVR 138CH2 STRP1A 19.878 1.00 43.22

30160. 92549. 91020, 2341, 00:39;52 ATOVP139LTRP <A 39154, 85249, 40123,0521. 00
43. 11 ATOVR1400 TRP A 30154. 69048. 83021. 94 ATOM141N THR A

30253. 95349 37824, 038248 06 44I3p A%%VQMQMS%HQ‘!ﬁ%oz@z?@gzmoaagz@. 9011. 00
45. 14 30ATOMR14REB BHER Ac30254.2097%18. 4892532581, @0 4%.40% AT@WRi44@GL THR A

30250. 80647. 73%@H %igﬁsggﬂ”??&ghg OV1450G2, TEHR 1%9302%5;2#3 ovgd%%? ;%5- 9431. 00

45.17 ATOWR146 28222.8601. 00 45. 41 A FR A
30250. 90248. 60BYY. 2864 0604674 F IFATOVRIASRE LYS X23033535 06450, $¥F22. 5991. 00
44.91 18 MAR 20 WoL02/ 248980 RCIFdIS01/ 29549 =675cATAVRAAOCA doY& Ao

3020 MrowasERh Vel QBa il BIUE S0 b Sy R T8, Uk

30349. 38154. 48528 93%34 066 4GRYAG 3WTOVR183CR0 LYS W e39483U 2654, §H451. 8631. 00
50. 84 ATOMR154iAmL Y3155 3634%3&&55@ 58522 4451 50(2e51. BT ATOMRB5SEL s£YS A

30351. 86251. 27249 22{3s 08 4344 300 54.217 52.152 22.735 1.00 42.26
301 55.846 61.410 24.103 1.00 42.°%
301 55.120 50.207 23.322 1.00 4Z.14
301 57.165 49.330 24.015
301 $8.583 49.696 23.682
301 59.130 49.696 22.380
301 60.527 50.110 22.543
301 SB.731 49.387 21.095
301 53.556 50.098 24.556
301 60.726 50.351 23.879
301 .61.407 50.220 21.470
301 59.604 49.497 20.033
301 §0.925 49.910 20.224
301 54.852 49.407 23.052
301 54.690 4B.830 21.975
302 53.953 49.375 24.032
302 52.692 46.643 23.901
302 51.997 4B.489 25.253
302 - 50.806 147.733 25.138
302 51.662 49.797 25.943
302 51.763 49.282 22.860
302 50.902 48.608 22.286
303 51.964 50.573 22,599

ATOM 2127 N TRP
15 - aroM 2128 CA TRP

ATOM 2129 CB TRP .00 41.33
ATOM 2130 CG TRP .00 40.34
.00 39.60
.00 39.49
.00 39.48
.00 40.21
.00 39.18
.00 39.58
.00 38.40
.00 39.52 -
.00 43.11
.00 43.94
.00 44.41

.00 45.14

ATOM 2131 CB2 TRP
ATOM 2132 CE2 TRP
20 aToM 2133 CE3 TRP
. ATOM 2134 CD1l TRP
ATOM 2135 NEL TRP
ATOM 2136 C22 TRP
ATOM 2137 C23 TRP
25 aroM 2138 CH2 TRP
ATOM 2133 C TRP
ATOM 2140 0O TRP
ATOM 2141 N  THR
ATOM 2142 CA THR
30 aroM 2143 CB THR .00 45.40
.00 47.13
.00 45.17
.00 45.41
.00 46.19

.00 44.91

ATOM 2144 OGl THR
ATOM 2145 CG2 THR
ATOM 2146 C THR
ATOM 2147 o THR

=T - - - T - - B - - - R - - - -~ B - A - -
[ i = = = T Y R N N I R e N S S T e = =l = T =

35 ATOM 2148 N  LYS




ATOWR1560 LYS A 30351.23251.56219. 2121. 00 42. 78 ATOMR157N VAL A 18 MAR 2005
30453. 15850. 93620. 1991. 00 42. 34 10ATOW158CA VAL A

30453. 91750. 89118. 9431. 00 42. 40 ATOWM159CB VAL A 30455. 44250. 77919. 1841. 00
42. 11 ATOVR166/&GER2¥88 A 30456. 17750. 32017. 9211. 00 40. 82 ATERRAGLCER4VAL A
30456. 00252. 10219. 6811. 00 39.70 ATCNQl62%iVAL A 30453. 45049. 74818. 0421. 00
42.22 15ATOWR1630 VAL A 30453.40649. 89016.'8211. 00 43. 06 ATOW 164N PHE A
30553. 10648. 61718. 6521. 00 41. 61 ATOW165CA PHE A 30552.64947. 45217. 9061. 00
41. 24 ATOMR166CB PHE A 30553. 26946.17618. 4721. 00 37.57 ATOWR167CG PHE A
30554. 76346. 19818. 4691. 00 35. 03 20ATOMR168CD1 PHE A

30555. 46346. 59 7xk8u 598ili500-233,vk6x ATOVR 169602 :PRE  As:30565047 9460 834:57. 3351. 00
33.57 ATOW170CEL PHE A 30556.83§46. 632 .%%7%93&31 36 ATOV171CE2. PRE A

305. . 56. 85045. g88417. 3781.%0 85, 6 ATOw 22.953
30557. 53446. 265T8Y4 4621510(°633:YBS 25ATOM? K36 6PREZ - 213055192 35490 345357 9011. 00

42. 81 ATOVR174Qur3liE £ 30550 h854 5093918.463%h. Oy d¢h 77> ATOME 17Ny ARG A
30650. 60646.57916. 9551 00 _44. 27 ATGVQl?GgAﬁi%RG A_ 30649, 16946, 39816. 8591. 00

45. 78 ATOWRP77CBYARG R330648: 178845 72015 °5%F1. Yo’ %7. Bo®%0vatdb98dc ARG A
30649. 44444, 3666y 315154001250, Y842 ATOVR 17 ICDL88RG SASB0620 169744001 51169, 8291. 00
52. 93 ATOVR180NEARG, A530648,,87648; 01313;3dH1. H0,55. 30 AT OWRIBL6Z,ARG A
30649. 02841. 73113. 6691. 00 56. 25 ATOMRP182Ni | ARG A 30649, 96741. 37514. 5471. 00
55. 27 35ATOVR1E3RID ARG A 30648 53340. 861158°%14%31°%0 56250 1B #AR®2005 WO
02/ 24893 PCT/ USD# 29549 -68 ATOVRLI84C ARG. ¥5830848366345958918) 049, 00 45. 74

ATOM21850 ARG Ardl649540444. 49318,6191. Q,Q 5115 1dh AHOMBLEON PRQ Az 4o
30747. 397. 45. 79318. 4531. 00 46. 23 ATOM21 PRO'A 30746, 44246. 73517. 8461. 00

46. 07" SATOVR1g8BA PEO°A B0746. BT145. 082?9 B9 F- 0 48 18 AT 189ER PRO A
30745. 34045. 530004 59716000264 67366: ATOVR 19663 PROAIBO7US 911 546901 F518. 2691. 00

46.15 . ATOM 2161 CG2 VAL A 304 56.002 52.1062 19.681 1.00 39.70
ATOM 2162 C VAL A 304 53.450 49.74B 18.042 1.00 42.22
15 ATOM 2163 O VAL A 304 53.406 49.850 16.821 1.00 43.06
ATOM 2164 N PHE A 305 53.106 48.617 18.652 1.00 41.61
ATOM 2165 CA PHE A 305 52.649 47.452 17.906 1.00 41.24
'ATOM 2166 CB PHE A 305 53.269 46.175 18.472 1.00 37.57
ATOM 2167 CG PHE A 305 54.763 46.198 18.469 1.00 35.03
20  aToM 2168 CDl PHE A 305 55.463 46.597 19.598 1.00 33.16
ATOM 2169 CD2 PHE A 305 55.470 45.834 17.335 1.00 33.57
ATOM 2170 CEl PHE A 305 56.838 46.632 19.597 1.00 31.36
aTOM 2171  CE2 PHE AR 305. 5¢.850 45.865 17.328 1.00 32.9%
ATOM 2172 CZ PHE A 305 57.534 46.265 18.462 1.00 33.78
25 aToM 2173 € PHE A 305 51.135 47.345 17.901 1.0C 42.81
ATOM 2174 O PHE A 305 50.455 47.939 18.738 1.00 44.77
ATOM 2175 N BRG A 306 ' 50.606 46.579 16.955 1.0C 44.27
ATOM 2176 CA ARG A 306 49.169 46.398 16.859 1.00 45.78

ATOM 2177 CB ARG A 306 48.788 45,720 15.541 1.00 47.80 |
30 ATOM 2178 CG ARG A 306 49.444 44,366 15.315 1.00 50.54
ATOM 2179 CD ARG A 306 49.697 44.111 13.829 1.00 52.93
ATOM 2180 NE ARG A 306 48.876 43.013 13.315 1.00 55.30
ATOM 2181 CZ ARG A 306 49.028 41.731 13.669 1.0Q0 56.25
ATOM 2182 NH1 ARG A 306 49.967 41.375 14.547 1.00 55.27
35 ATOM 2183 NH2 ARG K 306 48.233 40.801 13.143 1.00 56.50
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ATOVR194CA ARG A 30846. 88941. 41120. 6051. 00 46. 91 ATOV2195CB ARG A
83040. 79859:26741. 00 49. 70 ATOVR196CG ARG A 30844. 56641Akar:4061. 00
ATOMR197CD ARG A 30844. 65538. 88520. 8691. 00 57. 02 15ATOMR198NE ARG A -
94338. 57821.5131. 00 60. 77 ATOMR199€3- ARG A 30846. 10638. 32022. 8251. 00
ATOMR200NH1 ARG A 30B45. 06138. 31023. 6591. 00 61. 76 ATOVR201NH2 ARG A
32638. 07023. 3001. 00 61.20 ATOMR202C ARG A 30848. 29240. 88120. 2741. 00
20ATOVR2030 ARG A 30848. 47139. 68020. 0551. 00 43. 82 ATOVR204N THR A
29441. 76 2 9 oVR20 T 30 0. 0301. 00
ATOVB200R N iR 3005 B 497 4051075851 Too5h. Bh AL e IOt Tri A -
11742. 938EBt 2523150(9 3FRG7A ZGATOMR 2G8EE2 RHPIA 18.619 1.00 45.14

02242. 166 418360Q 3%r0% AFOM2209€. JoHR A 30951s 35840, 74Q21,.33151. 00
ATOVR210 0951.13241 33622, 3821.0Q 41. 53 ATOW2211N PRO A
88339, 55%'20}'_< 3@?? %% 9&‘%“ i‘? 215%042%@ °A’310528b%538%%785 5 '0081. 00
30ATCMVR2ATBTA PRES ACB105B2. ME9B8. S8HIRU1HE. 0 38.432 ATONR244G6B PRO A

39037, 843k 79945 0053 %e81n ATOVR21506 BRQA, 1057 5572 {3, 49420, 5001. 00
84623.3091. 00 3 ATOW?2170 PRO A

ATOVR216 3
29340. 34@%3?'3 Rqépb %gsf"‘% §§ ATOVR 318N PHG: %A?531]195§5974&4‘t9 4194%4. 5301. 00
18 MAR 28T% G162/ Z48F30PCBAUSQ / 29589 -B9SATONR210 COPROIA

49839. 548 0783, 0@ 34382 MMZZQT%ZPR@ eﬁls 18.339 1.00 47.71
4004%O 02125.4871. 00 32.04 ATOW?221

61940° 79428, 77913 08 33768 /i%lvrzzzésdéopdé 9&’0 20.574 1.00 46.74
27240. 3595006, 3294. 08 3BG 0V 3BATOVR22383C 4PRO1A 20.605 1.00 46.91

87840. 68ppp 68235 0Q529208, AJOV2244 0836’RQ0A7§%11§:5579641005232;§ 8331.00

ATCN2225 N GLU A 31255 2D239 39625 6471
21986 .406 1.00 52.99

308 44.655 38.885 2b.869

ATOM 2197 CD ARG A 1.00 57.02
15 ATOM 2198 NE ARG A 308 45.943 38.578 21.513 1.00 60.77
ATOM . 219% CZ ARG A 308 46.106 38.320 22.825 1.00 61.29
ATOM 2200 NH1 ARG A 308 45.061 38.310 23.659 1.00 61.76
ATOM 2201 NH2 ARG A 308 47.326 36.070 23.300 1.00 61.20
ATOM 2202 C ARG A 308 45.292 40.881 20.274 1.00 44.79
20  aToM 2203 ©O ARG A 308 48.471 39.6B0 20.055 1.00 43.82
ATOM 2204 N THR A 309 49.294 41.760 20.285 1.00 42.99
ATOM 2205 CA THER A 309 50.675 41.332 20.030 1.00 41.54
ATOM - 2206 CB THR A 309 51.547 42.43%5 19.525 1.00 39.98
ATOM - 2207 OGl THR A 309 51.117 42.936 18.253 1.00 39.67
25 ATOM 2208 CG2 THR A 309 53.022 42.166 19.418 1.00 38.09
ATOM 2209 C TER A 309 51.258 40.740 21.315 1.00 40.62
ATOM 2210 O THR A 309 S51.132 41.336 22.382 1.00 41.53
ATOM 2211 K PRO A 310 51.883 39.551 21.238 1.00 39.36
ATOM 2212 CD PRO A 310 52.065 38.755 20.008 1.00 38.76
30 AToM 2213 CA PRO A 310 52.461 3B8.881 22.415 1.00 38.43
ATGM 2214 CB PRO A 310 53.390 37.843 21.792 1.00 37.91
ATCM 2215 CG PRQ A 310 52.727 37.494 20.500 1.00 39.30
ATOM 2216 C - PRO A 310 $3.247 39.846 23.309 1.00 36.53
ATOM 2217 O PRO A 310 54.293 40.349 22.918 1.00 37.72
35 ~AToM 2218 N PRO A 311 52.744 40.113 24.530 1.00 34.81




ATOVMP226 CA GLU A 31256.57838. 93725, 7911. 00 28. 15 ATOMR227 CB GLU A
31256. 62437. 41625. 9891. 00 32; 38 10ATOMP228 CG GLU A | ,
31255 81136. 91727. 1861. 00 38 17 ATOM2229 CD GLU A 31254. 38236. 50226! 838% B
40. 82 ATOVR230WORI248 A 31253. 86435. 57227. 4901. 00 43. 31 AT@VRRSW/20E? GLU A
31253. 77537. 10525. 9231, 00 42.33 ATOM2232 C GLU A 31257. 434. 39. 37324. 5861. 00
26.26 15ATOMR233 0 GLU A 31258.62539. 63624°7291. 00 25. 86 ATOVR234 N ALA A
31356. 80539. 48923. 4071. 00 24.44 ATOMP235 CA ALA A 31357.50239. 94522, 1881. 00
24.09 ATOVR236 CB ALA A 31356.61539. 72520. 9551. 00 22.36 ATOVMR237 C ALA A
31357. 83541. 42522. 332. 1. 00 22.39 20ATOMR238 0 ALA A

31358. 93841. 8642200343200 &3. 4 ATEVR239 N | bF 99%1&1595&%% 1210%2%25 p351. 00

22.65 ATOP2240 gﬁ; | LE, 2? 31457, 04743 61023;'076. 1. 00 23 CB I LE
A314-55. 70844, 28433 5141 00 28914 Atowp242 609 FL-B2] 25.487 1.00 32.04 -

31455. 83345. 766280%371”00 B 7P A2ZBATOVR 2436 CG14d .k A25.779 1.00 33.04

31454, 59743, 8942& 52732490 TONR244 L
o R0 S5 Bb AT QD i §57 58° 11843 8173471491 00

31453, 28544, %‘% %74%3230 53. 59 ATOVR245 C LE A
23.96 ATOVR246 OF 1458, BPeAP134824. a8 0ofP-585 425 SFTOVR2W7 28108 ALA A

31558. 11443. 0022599032200 4. Z® B80ATOVR248". 7GA ALATA 25.833 1.00 28.54

31559. 10143. 1272607542280 1. 38 ATMR249 B, ALA A ;615g§ %ézgﬂl?%%? 3781. 00
18. 99 ATOWR250 %gée'} %31560 52542.93925. 7531. 00 R ALA A
31561. 42543. 723 0 8. &F ATERR252 3 PHU ¥-33668°5 79541. §9284.59281. 00

19. 20 35ATOVR253T@A 1237 A CB16BR. D4541. 60FB46R44%. 00: 195 3do 11800N@a33005 VO
02/ 24893 PCTOCS@éi29549¢ - 7@ ATEGMR2254CB L'%Hﬁﬁ%@ﬁ@zﬁ@v‘ﬂ%\/?@ g%%%

19. 88 ATov2255cg &EUTJ’% 81%63. 24039, 90222.77091. 00 17. 6 6 LEU A
31664. 46439. 65223, 56 0 “I5.84 ATORR257CPH3EGEAT02 26.839 1.00 40.82

31662. 95638. 685 AW 848280 0@=1 7105 BATOVR258 QG daEUbsAsR1 662 45304 2579223, 4661. 00

18. 37 ATOMR2590 akdil) A,316 523. 00,.18..43 60N CYS A
31761. 56643. 3962;0 739212 %o@%%@% il 450Ms00;7 1 5543, AIVRLOAN X3 A

GLO A 312 57.434 39.373 24.586 1.00 26.26

15 arom 2233 o0 GLOU a 312 58.625 39.636 24.729 1.00 25.86
ATOM 2234 N BRLA A 313 56.805 39.485 23.407 1.00 24.44
ATOM 2235 CA ALA A 313 §7.502 39.945 22.188 1.00 24.09
ATOM 2236 CB ALA A 313 . 56.615 39.725 20.955 1.00 22.36
ATOM 2237 C ALA A 313 57.835 41.425 22.332. 1.00 22.39

20 aToM 2238 ATA A 313 58.938 41.864 22.034 1.00 23.18
ATOM 2239 N ILE A 314 56,871 42.183 22.B35 1.00 22.65
RTOM 2240 CA ILE A 314 57.047 43,510 23.076 1.00 23.93
ATCM . 2241 CB ILE A 314 . 55.708 44.254 23.514 1.00 24.11
ATOM 2242 'CG2 ILE A 314 55.833 45.766 23.637 1.00 27.02

25 ATOM 2243 Gl ILE A 314 54.597 43.B94 22.527 1.00 25.37
ATOM 2244 CDl ILE A 314 53.285 44.616 22,774 1.00 23.59
ATOM 224% C TILE A 314 58.118 43.841 24.149 1.00 23.96
ATOM 2246 O TILE A 314 58.948 44.748 24.043 1.00 25.44
ATOM 2247 N _ ALA A 315 58.114 43.002 25,190 1.00 24.48

30 ATOM 2248 CA ALA A 315 59.101 43,127 26.275 1.00 21.38
ATOM 2249 CB ALA A 315 58.794 42.130 27.378 1.00 18.99
ATOM 2250 C  ALA A 315 60.525 42.939% 25.753 1.00 20.50
ATOM 2251 ©  ALA A 315 61.425 43.723 26.078 1.00 18.67
ATOM 2252 N LEU A 316 60.725 41.892 24.928 1.00 19.20

35 .AaroM 2253 CA LEU A 316 62.045 41.609 24.344 1.00 19.31




ATOWR261CA CYS A 31761.85244.55721. 8841. 00 22. 24 ATOWR262CB CYS A 18 MAR 2005
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76146. 02923..8491. 00 21. 02 ATOWR267CA SER A 31862. 199 ﬁg8§58é951 00-
15ATOVR268CB SER A 31861.21247. 4397%-8561. 00 23. 13 ATOMR2690G SER A

95946. 27426. 6411. 00 19. 46 ATOW270C SER A 31863. 62146. 96025. 2221. 00

ATOWR2710 SER A 31864. 36547.92025. 3861. 00 18.50 ATOW2272N ARG A
00145. 70825. 4801. 00 19.95 20 . ATOWR273CA ARG A

. 33745. 4 . 9971. 3 OVR274CB ARG A 31965, 29344, 14026 8611. 00
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58045. 30728. 92931, T ZZU9B 3ATOVR2 FFNEOARG- W81%599844®. 280@9. 4031. 00
ORLIa M e By, T UAEDS 0,21 RN S
85143. 21 4781.00Q._27. . . . .00
ATovzzsl%i%:zG %%§1§8%.L583’21§.1%%24.6§999‘3f. ol 9% odt-ATovB 28267 ARG A
574455014051 212258 0F 2 ILEJA 30ATOVR Z83NOL BI. 20 B206850014%, 36423. 6201. 00

ATOVR284 oM EUW 289 32066,594 496 2482%346%%1 00: 8. 20 (& WVPB5CH .LEU A
41744, 2822 3%%1 0Q 15,82 ATOVR286CG LEU A 32066.07742, 86421. 8511. 00

ATOVR287 59 320685 5845, 16820 BE01308°51 270 1385 ATEVBRSECD2 LEU A
33242. 0482 10481 0GA1AYS(R 887 MAR 2005 2\WB40297248988 PCT/ddSEr /229549 - 71

g%ZwC LEU Arcd2064616¢46.c63323; 8861. QO 5bg. 545 SEOVR290D LEY A o

15. 67
32164.
17. 45

2831/; gzl 6%%% 00 17. 73 ATOVR29IN LEU A 39166. 07447 33921 6801. 00
ATOM 22 A 351685 12848, 680251 (EA4 1 0tP 7P B35 ATAR39IEB LEU A
89248. 9787, 27854 0C 15Y672 ATOMR2940GaKEYSAT B2 184 66824 70098218, 1461. 00

ATOVR2956R3 LEWA 32163521 348: 14418.822%600,512, 0755 1 4o 18.81

ATOM 2266 N SER A 318 61.761 46.029 23.849 1.00 21.02
ATOM 2267 CA SER & 318 §2.199 47.150 24.695 1.00 19.5%
15 aToM 2258 CB SER A 313 61,212 47.439 25.856 1.00 23.13
ATOM 2263 OG SER A 318 60.959 46.274 26.641 1.00 13.46
ATOM 2270 C SER A 318 63.621 46.960 25.222 1.00 18.44
ATOM 2271 O SER A 318 64.365 47.920 25.386 1.00 18.S0
ATOM 2272 N RRG A 313 64.001 45.708 25.480 1.00 19.95
20 . aToM 2273 CA ARG A 319 65.337 45.401 25.997 1.00 21.38
ATOM 2274 CB ARG A 319 65.2393 44.140 26.861 1.00 23.27
ATOM 2275 CG ARG B 319 64.261 44.200 27.983 1.00 25.35
ATOM 2276 CD. ARG A 319 64'.580 45.302 28.979 1.00 23.98
RTOM 2277 NE ARG A 319 65.984 . 45,280 29.403 1.00 28.61
25 ATOM 2278 CZ ARG A 319 66.559 44.274 °30.092 1.00 27.11
ATOM 2279 NHL ARG A 319 65.851 43.215% 30.478 1.00 27.95
ATOM 2280 NH2 ARG A 319 67.849 44.335 30.397 1.00 28.62
ATOM 2281 C BRAG A 319 §6.403 45.239 24.899 1.00 22.00
ATOM 2282 O ARG A 313 67.574 45.011 25.2i7 1.00 21.44
30 ATOoM 2283 N LEU A 320 66.001 45.364 23.620 1.00 20.51
ATOM 2284 CA LEUG A 320 56.945 45,248 22.481 1.00 18.20
ATOM 2285 CB LEU A 320 §6.417 44.282 21.3%90 1.00 15.82
ATOM 2285 (G LEU A 320 66.077 42.864 21.851 1.00 13.56
ATOM 2287 CDl LEU A 320 | 65.158 42.168 20.860 1.00 12.01
35 ATOM 2288 CD2 LEU A 320 §7.332 42.048 22,104 1.00 14.30



ATOVR296CD2 LEU A 32165. 67448. 16418. 0381. 00 11. 94 ATOMR297C LEU A
32166. 26649. 73022. 2551. 00 17.32 10ATOMR2980 LEU A 32165. 35850. 51444, WFodlo
15. 83 ATOVR299N GLU A 32267. 42449. 74622. 897 . 1. 0020. 87 ATOVR300CA GLU A
32267. 70850. 69R&/9%01. 00 21. 68 ATOVR301CB GLU A 32268. 11448C10G:b25s2461. 00
22.81 ATOWR302 GLU A 322 67.68850. 61426. 5421. 00 28. 40 - CO 15ATOM2303CD GLU
A 32266. 65249. 81527. 3151. 00 28. 36 ATOVR304CE1 GLU A

32266. 87548. 60527. 5461. 00 30. 00 ATOVR3050E2 GLU A 32265. 61350. 39927. 6841. 00
30. 22 ATOMR306C GLU A 32268. 82651. 60523. 5531. 00 19. 57 ATOWR307.0 GLU A
32269. 80851. 13622. 9861. 00 24. 35 20ATOVR308N TYR A 32368. 68252. 90123. 8241. 00
19. 26 ATO\/IZ309G@&0H‘YR2?&932:369LE®985830893235746@191. D61D. 31 sAdOVRBILQEBsTYR A -
32369. 28255, 29 00, 22, 25 31L.. G T .

32368. 38256. 04 %’ 002 2%“%8?%;%To]\5ﬁ'3%§cd}3‘f% AL-649,1.0017.73

32368. 68956, 167T9H 61@)219100N 2 JLEY4A BZATOVR FE3TR] IYFEA 21.680 1.00 15.67

32367. 84756. 85%20u 75043200:a2 16952 APOVR 314D sTYR . ds0 21.144 1.00 17.61

32300, 3607 30100 5o 70 00 24 0" ARG M W B a8 28be8104A8 2. 2441, 00

23.89 ATOVR317GHOM YR2Z9432B6 506940581 13320544681 . 00993, 7D 139ATOMP 318G TYR A
32371. 07453. 55324y 030425000l %.:83x ATOVR3190. F¥R A 82372 08353. 5802373041, 00
17. 86 ATOVR320N.THR A 324 7 825. 3391. 13 ATOVR321CA THR A
32472. 40152. 87?’2@‘.‘ 97 * cﬁis’% ﬁ’ré\@ 2‘%13‘(391]|“HR‘18 %24’7&2‘)%%9%20%%297‘ 5071. 00
17. 08 35ATOVR3ZI0YG1 m:?z A 324715 80Y54. 28527658 791700 27281 1.® MAR2005 WO
02/ 24893 PCIT)TUSsﬂa»ﬁ 29524@ -/ 2 ATQVR324CG2 gEHR A 324143. 59962. 858285 1¢h71. 00

15175 biceo 2assli T AR AT RN oL T RTINS o

16. 36 ATOM 2300 GLU A 322 7.708 .697 23.970 1.00 21.68
ATOM 2301 CB GLU A 322 68.114 49.931 25.246 1.00 22.81
ATOM 2302 CG GLU A 322 §7.688 50.614 26.542 1.00 28.40
15 aToM 2303 €D GLU A 322 66.652 49.B15 27.315 1.00 28,36
ATOM 2304 OE1 GLU A 322 66.875 4B8.605 27.546 1.00 30.00
ATOM 2305 OE2 GLU A 322 65.613 50.399 27.684 1.00 30.22
ATCM 2306 C GLU A 322 £8.826 51.605 23.553 1.00 19.57
ATOM 2307 .0 GLU A 322 69.808 51.136 22.986 1.00 24.35
20 aATOM 2308 ¥ TYR A 323 68.682 52.901 23.824 1.00 19.26
ATOM 2309 CA TYR A 323 69.698 53.893 23.464 1.00 19.31
ATOM 2310 CB TYR A 323 69.282 55.295 23.925 1.00 22.25

ATOM 2311 CG TYR A 323 68.382 56.044 22.971 1.00.22.48.
ATOM 2312 CDl TYR A 323 68.689 56.162 21.610 1.00 22.04
25 ATOM 2313 CEl TYR A 323 €7.847 56.853 20.750 1.00 21.95
ATOM 2314 CD2 TYR A 323 67.226 56.643 23.434 1.00 21.41
ATOM 2315 CE2 TYR A 323 66.386 57.337 22.587 1.00 24.39
ATOM 2316 CZ TYR A 323 66.698 57.442 21.244 1.00 23.89
ATOM - 2317 OH TYR A 323 $5.84% 58.133 20.205 1.00 23.70
30 aToM 2318 C TYR A 323 71.074 §3.553 24.030 1.00 19.93
ATOM 2319 © TYR A 323 72,083 53.580 23.304 1.00 17.8%
ATOM 2320 N THR A 324 71.127 53.228 25.339 1.00 19.13
ATOM 2321 CA THR A 324 72.401 52.875 25.971 1.00 15.51
ATOM 2322 CB THR A 324 72.339 52.986 27.507 1.00 17.08
1.00 17.51

35 aroM 2323 0Gl THR A 324 71.807 54.245 27.B79




5ATOVR328CD PRO A 32574. 88252. 49424. 5861. 00 14.52 ATOMR329CA PRO A
32574. 48650. 09924. 3291. 00 14.39 ATOMR330CB PRO A 32575. 84850. 481%&%@?{%500
10. 98 ATOM2331CG PRO A 32575. 76351. 93723. 4981. 00 15. 41 ATOM2332C

32574. 63648. 98845..3651. 00 15. 34 10ATOMR3330 PRO A 32574. é\%@%ﬁ%g 1301. 00
12.17 ATOM2334N THR A 32675. 23749. 32326. 5141. 00 15. 65 AT -
32675. 43548. 35427. 6101. 00 14. 91 ATOVMR336€B-THR A 32676. 30548. 96528. 7181. 00
14.59 ATOMR3370GL THR A 32675. 80450. 22429. 1301. 00 11.75 15ATOMR338C& THR A
32677. 74449. 15028. 3021. 00 13.98 ATOVMR339C THR A 32674.11947.87528. 1961. 00
14.19 ATOM23400 THR A 32674. 06046, 81328. 8021. 00 19.56 ATOMR341IN ALA A

32773. 07248. 66 0 0 771..74448. 35828. 5421. 00
15. 10 20ATC1V23%%B %ék %ﬁ%% ?ggwezi"? % ﬁégg é‘}é TATRDR3A442 ALA A
32770. 98947. 2583M 763250¢ 17THBEA ATOVR3453 - #0A A.327705 54846.6432828031. 00

15. 08 ATOVR346hrdMRG 2323287 1. 13884 3201326.4964ks 090 1.62 265 ATOME34y G ARG A
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10. 22 30ATOWR3 1 2873, 49249. 298208581, 00 9. 59 ATOVR354NH2 ARG A
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35053. 56024. 26061 88740500004628¢a AEOVR529GD101 EQ A2 85063184 1240 @3318S. 3341. 00
47.80 ATOWR530 LE 5 . 23418. 1 47 T C LEO A
35054. 46023, 37%?85%@08@5&9[\;?%%53% -' L%é kpg%%é? %ﬁz%ﬁs".%ml. 00
46. 10 35ATOMRSIFRM PREPE 3%5158%5924. 499173 -15912064%522-F518 IMMR 42005 WO

02/ 24893 PAN USOLK 29548 _¥8_adNTOMA534CD RRG7A 25165, 42325. 132135 6321. 00

44. 07 ATGVB535%OEROzﬁ935&53vJL22%4a809125-5.1%1-9005%- %gf{oz(ﬂéggga PRO A
35154. 39725. 95011. 4111. 00 42. 95 ATOMR5370G PRO A 3515511026 19, 5121. 00
43. 47 5ATOMR538EPRO* A 035553V 06D 238 66211774871 . 0 58%. 8D 449 1.00 46.47

ATOM 2511 CB VAL A 348 57.25¢ 22.264 20,391 1.00 46.04
ATOM 2512 CG1 VAL A 348 57.185 23.712 19.955 1.00 44.04
15 ATOM 2513 CGZ VAL A 348 57.971 22.124 21.725 1.00-44.33
ATOM 2514 C VAL A 348 55.337 21.252 19.033 1.00 47.56
ATOM 2515 O VAL A 348 54.408 21.144 18.578 1.00 49.67
ATOM 2516 N LYS A 349 . 56.733 21.027 18.372 1.00 49.07
ATOM 2517 CA LYS A 349 56.978 20.595 16.967 1.00 43,74
20 aAToM 2518 CB LYS A 349 56.741 19.087 16.859 1.00 51.67
ATOM 2519 <G LYS A 349 55.344 18.739 17.305 1.00 $3.99
ATOM 2520 CD LYS A 349 54.809 17.547 16.564 1.00 56.03
ATOM 2521 CE LYS A 349 54.853 16.307 17.446 1.00 58.27
ATOM 2522 NZ LYS A 349 '54.174 15.146 16.799 1.00 61.28
25 ATOM - 2523 € LYS A 349 56.022 21.275 16.040 1.00 4B.95
ATOM 2524 O LYS A 349 54.979 20.700 15.716 1.00 48.%9
ATOM 2525 N LEU A 350 56.327. 22.484 15.565 1.00 47.74
ATOM 2526 GA LEU A 350 55.066 23.026 15.181 1.00 46.51
ATOM ~ 2527 CB LEU A 350 54.856 24.25% 16.052 1.00 46.83'
30  ATeM 2528 CG LEU A 350 53.560 24.260 16.887 1.00 456.94
ATOM 2529 CD1 LEO A 350 53.841 24.613 18.334 1.00 47.80
ATOM 2530 CD2 LEU A 350 52.555 25.23¢4 16.283 1.00 47.66
ATOM 2531 C LEU A 350 54.460 23.377 13.853 1.00 45.92
ATOM 2532 O LEU A 350 53.647 22.581 .13.380 1.00 46.10
35 mTOM 2533 N PRO A 351 5¢.759 24.49% 13.169 1.00 45.11




ATOWR5390 PRO A 35.151. 83323. 54811. 4391. 00 45. 39 ATOW540N ASN A

35253. 87022. 80510. 8281. 00 44. 49 ATOW541CA ASN A 35253. 31221. 722101 AR .2009
45. 59 ATOWR542CB ASN A 35253. 93121. 7278. 6591. 00 45. 84 10ATCWQS43CEZAST éb
35253. 12422. h2P£9:. 00 48. 02 ATOWR5440D1 ASN A 35253. 320 ’ :

49. 81 ATCNQSigﬁggﬁﬁgﬁ A 35252. 22523. 3278. 1091. 00 47.52 ATCé%gﬁgégkgﬁsA -
35253. 59620. 35710. 6831. 00 46. 48 ATOWR547¢/8ASN A 35253. 39820. 15411. 8891. 00
46. 98 15ATOWR548N GLY A 35354.07419. 4299. 8621. 00 45. 86 ATOW549CA GY A
35354. 39518. 10610. 3511. 00 47.10 ATOWS550C GLY A 35355.88717.91310. 4131. 00
47.56 ATOWR5510 GLY A 35356.41816. 9559. 8511. 00 48. 69 ATOWRS552' N ARG A

35456. 56718. 84 074L,0Q..47,.79 TOVR553 '

35458. 01518. 80%% 18%%?0%%8?%&%?1%55}%8%@% %4%?3‘%%1%9%6@1‘13. 3181. 00
50. 37 ATOVR5558EYARG A 354585RPoB P91 5278.584%2. 01 - 832 052 ATOVRSHEED 2BRG AOO
35457. 59319. 9568000345360 ¢B5. 20 AFOM557Ng. ARG A 354571 3942%. &P38.4L351.

56. 34 25ATOVR558G7 ARG, A 35457, 19222. 25@;111%%609%%7%%@ TOVPSEINHL ARG A
35457. 32221, 8415. 8451. 00 57. 10 ATOVR560NF A 55455 29242395477 3411.00
57. 28 ATOVR3618TRRG A385458 FE0A§596112.58250. (3 492 0bL ATOVREEL B3 ARG 9A6 o
35457.90119. 7241H 3963900 46e:38: IOATOMR563N3ASR . A 35552354718 24412. 9641.
45. 55 ATO\/2564%MASI%5@038§56%‘%%}Q1&$ 3181%1&@9&1. ‘%Os@- gss TOVP565CB ASP A
35561. 03517. 12614. 6211. 00 44. VP56 sP A B5580 2 1D816 08118, 5471. 00,
44.92 ATOWRS56780H ASPA $3566M 10815, 328?33:335612.1002243107-@5%5;\1?@5@8932 9ASF>79A
35562. 17815. 9281 90912 004640 356 MARs200% WD 92/ 248339 PCTdUSOL/, 29549 -
ATOVR569C ASP &0%5562%. §7%g9. gég,gi 4591, %RI ]AT;; 122 TOVB5700 ASP A~ :
35561. 40820. 16813, 4871. 00 43. Foves57TR AR %A 556604520 F014926891. 00
40. 81 ATOWR5728RMTHRSAY 3986 PSBE1312 326. £8. 3887 22090138. 244 FATAVWREY3CB THR A

35661. 51321. 67615% 48315 0003& 843 352 52.225 23.327 8.109 1.00 47.62
: ATOM 2546 C  ASN A 352 53.596 20.357 10.683 1.00 46.48
ATOM 2547 O  ASN A 352 53.398 20.154 11.889 1.00 456.98

13 ATOM 2548 N GLY A 353 - 54.074 19.429 9.862 1.00 45.88

- ATOM 2549 CA GLY A 353 54.395 18.106 10.351 1.00 47.10
ATOM 2550 € GLY A 353 55.887 17.913 10.413 1.00 47.56

ATOM 2551 © GLY A 353 56.418 16.955 9.B51 1.00 48.59

ATOM 2552 ‘N ARG A 354 56.567 18.848 11.074 1.00 47.79

20  ATOM 2553 CA ARG A 354 58.015 18.803 11.181 1.00 48.26
ATOM 2554 CB ARG A 354 58.631 19.909 10.318 1.00 50.37

ATOM 2555 CG ARG A 354 58.796 19.527 8.849 1.00 53.05

ATOM 2556 CD ARG A 354 . §7.593 19.956 8.003 1.00 55.20

ATOM 2557 "'NE BRG A 354 57.294 21.393 B8.135 1.00 56.34

' 25 ATOM 2558 CZ ARG A 354 57.1%2 22.256 7.105 1.00 57.36
ATOM 2559 NH1 ARG A 354 57.322 21.841 5.845 1.00 57.10

ATOM 2560 NH2 ARG A 354 56.944 23.547 7.341 1.00 57.28

ATOM 2561 C BRG A 354 58.480 18.961 12.622 1.00 47.05

ATOM 2562 O ARG A 354 . 57.901 19.724 13.396 1.00 46.38

30 ATOM 2563 N CASP A 355 59.547 18.244 12.964 1.00 45.55
ATOM 2564 CA ASP A 355 60.110 18.318 14.298 1.00 43.83°

ATCM 2565 CB ASP A 355 61.035 17.126 24.621 1.00 44.55

ATOM 2566 CG ASP A 355 61.108 16.051 13.547 1.00 44.92

ATOM 2567 0Dl ASP A 355 60.108 15.328 13.356 1.00 43.70

35 ATOM 2568 OD2 ASP A 355 62.178 15.520 12.909% 1.00 46.40




ATOWR5740GL THR A 35662. 68722. 27418. 0021. 00 37. 98 ATOW575C& THR A
35661. 16120. 49618. 3641. 00 37.12 ATOMR576C THR A 356. 63. 13521. 16715, BifrA0bo
37.28 ATOWS5770 THR A 35663. 75520. 15415. 9321. 00 36. 68 10ATOVR578N PRO A
35763. 71522. 18@12260911. 00 35. 88 ATOMR579CD PRO A PCT/US01/29549

357-63. 05123. . 38914. 4481. 00 34. 92 ATOWR58 PRO A

35765. 11922. 10914, 4881. 00 35. 32 ATOMR581CB PRO A 35765. 37623. 46413. 8181. 00
35.57 ATOWR582CC PRO A 35764.20124. 31614. 1721. 00 35.66 15ATOVR583C PRO A
35766. 04321. 90915. 6841. 00 36. 40 ATOWR5840 PRO A 35765. 60421. 95716. 8361, 00
36.57 ATOM2585N ALA A 35867.31121. 65315. 4011. 00 36. 04 ATOMR586CA ALA A
35868. 30821. 39%@43@1@0&: 36222 AEOVR58 74eBs AL A1 A 635869.456620,8Q3 15 8221. 00
37.16 20ATOWRS 35868.64722. 6101 6.38 ATOWR5890 ALA A
35869. 72223. 192‘% 18 17%00(?37 A%%wwoﬁjﬁ §%8 -gggG}g-fg 22:93£18°%H401. 00
35. 60 ATOVR591CEMN EQPRI5MS. U!LR1243.560419.6986%L5. 0@-351. 865 AFTOVREUREB- 11E0 A
35966. 75024. 827@]r6m48917200c£4T590A2356TO\/25é13m LEUsA  15.987 1.00 38.24 00
35965. 7Q425. oo 5.74 594CD1 5964, 8.9241.
3645 ATONDE0E BB D050, 20807 7o B 35 197 ATRRESEC LEO A
35968. 53923. 35550 476&?%0’%6?“?’4“@?%597@ BEO #-3%9687 46422, A2 32(P86251. 00
38. 67 30ATOVR598bM PHEE A 36G0Q684r07324. 1542h. 8841200535188 ATOMSI9GA PHE A
36069. 60423. 59 6394,.00. 33, OMR600Q RE, A.36068. 59222, 6 .2971. 00
29. 33 ATov2601%ég’E>HE%A”36C067 *%si% 02823%5551%01%?. g%ﬁi?o%@%g%’% PRE A
36066. 21522. 074994 7487770(F 247502 ISATOVREO3TIN POHESA 15.932 1.00 36.68

36066. 737241034028u 2454750Q¢ 23prbla 558 MAR 2005 WD 024 248931 PCT4USEI 4329549 - 80

NQSKIS1 g o0, 820 Y0, TN BN RBIE

36064. 49323, 7239M 71&%?006?‘2 ERP APORRG607CGSPRE A22.10% 14.488 1.00 35.32
36070. 93822. 89Gurd2. 46dsth. 0ﬂ84w&8A5AICN26Q603ﬁ¥¥i#M64 13.818 1.00 35.57

36071.58122. 41343y 338J5,0024- 83 A 357 '64.201 24.316 14.172 1.00 35.66
I5 AToM 2583 ¢ PRO A 357 66.043 21.90% 15.684 1.00 36.40
ATOM 2584 ©  PRO A 357 65.604 21.957 16.836 1.00 36.57
ATOM 2585 N  ALA A 358 67.311 21.653 15.401 1.00 36.04

ATOM 2586 CA ALA A 358 66.308 21.399 16.430 1.00 36.22

ATOM 2587 CB ALA A 358 69.566 20.801 15.822 1.00 37.16

20 ATOM 2588 C ALA A 358 - 68.647 22.610 17.308 1.00 36.38
ATOM 2583 O  ALA A 358 69.722 23.196 17.186 1.00 37.29
ATOM 2590 N LEU A 359 67.758 22.931 18.240 1.00 35.60

ATOM 2591 CA LEU A-359 68.011 24.004 19.186 1.00 35.8%

ATOM 2592 CB LEU A 359 66.750 24.827 19.489 1.00 34.90

25 ATOM 2593 CG LEU A 339 65.744 25.034 18.349 1.00 35.74
ATOM 2594 CD1 LEU A 359 64.3B0 25.401 18.92¢ 1.00 36.49
ATOM 2595 CD2 LEU A 359 66.220 26.108 17.378 1.0C0 33.17
ATOM 2596 C LEU A 359 68.539 23.355 20.470 1.00 36.74
ATOM 2597 O LEU A 359 68.464 22.121 20.625 1.00 38.67

30 aToM 2598 N PHE A 360 69.073 24.154 21.384 1.00 35.31
ATOM 2599 CA PHE A 360 69.604 23.599 22.639 1.00 33.68
ATOM 2600 CB PHE A 360 68.592 22.645 23.297 1.00 29.33
ATOM 2601 CG PHE A 360 67.151 23.028 23.092 1.00 25.75

ATOM 2602 CDl PHE A 360 66.215 22.074 22.745 1.00 24.32

35 ATOM 2603 CD2 PHE A 360 66.737 24.340 23.245 1.00 23.11




ATOVE609N ASN A 36171. 34822. 06321. 1321. 0035. 29 ATOVR610CA ASN A

36172. 60922. 26520. 6701. 0035. 58 ATOVR611CB ASN A 18 MAR 2005
36172. 64022. 42019. 1391. 0036. 74 ATOMR612CG ASN A
36173. 16521. 2@5h823921. 0038. 91 10ATOVR6130DL ASN A P CT/US0120549

36173. 50320. 205. 18. 9861. 0042. 48 ATOW2614N02 ASN A
36173.23521. 34717. 0691. 0039. 99 ATOWR615C-3SN A
36173. 83023. 00521. 2721. 0034. 58 ATOW6150 ASN A
36174.96922. 78620. 8531. 0033. 31 ATOWMR617N PRE A
36273.56723. 87022. 2651. 0033. 34 15ATOVM618CA PHE A

36274. 59524. 72022, 895%,003 619 3
. 74.04425. 44824, 1281° 0026 gﬁ%@&% %R@gié ¥ 2.557 1.00 22.23
36273. 05926. 527381 708P5 0552 98 NPORR621 (D14 ISR24AG88  23.058 1.00 21.69
36271. 71026. 3442dm 03215]350@:24 ) pA'Ea}/%ZZ@szd?REzRaé?zi 22.714 1.00 22.31
36273. 48027. 72423, 2

36270. 79727,33623. 78%% P%g %%%624@%%2 890 .22.401 1.00 34.08
36272. 571287 71859 90@9?0@22.?@6 MPENR625CE- PIRE 28.413 23.338 1.00 34.63
36271. 23120. 52483 14%hs 0@21 269 pA'E@/IZ626GlPBEEAi§ 863 21.132 1.00 35.29
36275. 863. 23. 960 OV26279 P

36275. 8. 3322. 73 %@ éz%i& %9 %ﬁ%% Z?SATC]VgG‘?gN PS5 20670 1.00 35.58
36376. 97324, 668%% 113511 0628 A#P MATEVR629CA PR 2&-420 19.139 1.00 36.74
36378.28324. 139231 42612 00@30.,3R ATEVP630GB, ﬂ%lsﬁzé 225 18.392 1.00 38.091
36379. 1182394922, 1 0030..3 631 |

36379. 62625, 227%% 7%%%?0%%8.1‘68 “g%632%%$ g 205 18.286 1.00 42.48
36378. 26423, 32201 07814 0833 ASY Pséﬁsarrovz633@3‘rHR1Aaﬂ 17.069 1.00 39.99
36378. 99325. 132%4k 28515 0029 280 sATEIVP634Q3 IR Az. 005 21.272 1.00 34.59
36378. 57026. 28424, 4501, 0031.27 A 635N T. _
36480 16724 085K, 7991° 0031753 AA$%636EA 4?5 %705 20,853 1.00 3331
36480. 88525. 6284 73817 06531 789 APATEAVR637CB SFHR2A-870 22.265 1.00 33.34

36482. 1832%5 07%&26. 1081 0031 289 n356TOVMR638003 BHR A - 22.895

36481. 96723. 911.26. 9 0 05/ 24893 PCT( Usd 129549 - 81
ATOMR639CE THR 3%3%28% é&fﬂ%e 996%9833 V\? ‘ZaAfélviz&ob HEP R

36481. 24426. 994 22620 00C 3PHD A AFOMR6419)- IFHR 2A. BEASG.- OB 27. 0672599171, 00
32.20 ATOVR642hrdBLN 282 366811 28642752183, 241 0961 .200:431. 480 HATOMR643GA GLN A

36582. 09728. S5pgy 6421, 00,2262 162 73.480 27.724 23.233 1.00 24.20
' 20 ATOM 2623 CEl PHE A 362 70.797 27.336 23.704 1.00 25.12
ATOM 2624 CE2 PHE A 362 72.571 28.716 22.909 1.00 22.66

ATOM 2625 CZ PHE A 362 71.231 28.521 23.141 1.00 21.69

ATOM -2626 C PHE A 362 75.863  23.960 23.252 1.00 29.70

ATOM 2627 O PHE A 362 75.833 22.787 23.624 -1.00¢ 31.38

25 ATOM 2628 N THR A 363 76.973 24.666 23.115 1.00 28.72

ATOM 2629 CA THR A 363 79.283 24.139 23.426 1.00 30.32

ATOM 2630 CB THR A 363 79,118 23.949 22.160 1.00 30.33

ATOM 2631 OG1 THR A 363 79.626 25.227 721.730 1.00 29.69

ATOM '2632 CG2 THR A 363 78.264 23.324 21.073 1.00 31.54

30 atoM 2633 C  THR A 363 78.993 25.132 24.285 1.00 29.90

ATOM 2634 O THR A 363 78.570 26.284 24.450 1.00 31.27

ATOM 2635 N THR A 364 80.157 24.708 24.797 1,00 31.32

ATOM 2636 CA THR A 364 80.885 25.620 25.708 1.00 31.31

ATOM 2637 CB THR A 364 82.183 25.077 26.188 1.00 31L.99

35 ATOM 2638 0Gl THR A 364 81.967 23.911 26.995 1.00 33.21




ATOWR644CB GLN A 36582.59128. 65722. 2251. 00 31.29 ATOM645CG GLN A

36584.
28. 08
36586.
27.35
36679.
26. 02
36677.
20. 84
36676.
25. 56
36778.
27.22
36776.
24. 80
36778.
29.77
36881.
30. 06
36880.
32. 23
36979.
36979.
28. 64
36978.

06628. 44822. 0481. 00 31.31 ATOMR646CD GLN A 36584. 83429. 709211 6338.20015
ATOMR6470E1 GLN A 36584. 23930. 77321. 4791. 00 27. 43 10ATOWR648NE2 GLN A
15629. 8Y¥dP®/8901. 00 32. 84 ATOWR649C GLN A 36580. 8092%R33EAF26561. 00
ATOMR6500 GLN A 36580. 75830. 52323. 9021. 00 27.88 ATOW2651IN GLU A
76728. 69923. 0811. 00 25.28 ATOMR652CH-GLU A 36678. 56029. 47222. 9341. 00
15ATOVR653CB GLG A 36677.49728. 61422.2911. 00 24.56 ATOWR654CG GLU A
57026. 53820. 7911. 00 23.39 ATOMR655CD GLU A 36676.29527. 90520. 3071. 00
ATOMR6560E1 GLU A 36675. 37928. 65619. 8991. 00 18. 16 ATOVR6570E2 GLU A
20026. 66 7:20u 33343900:c21ridd4a 2RATOVR 6586, Gl 36 1830, 4.2571. 00
QATOMREH86,CLLL 44 867%%%&%0%&

ATOVR659 U 6677. 44031. 08624. 3i61. 00 26. 3 UA
23529. 24%2@.T 31%%00327?1’6‘63‘A‘féuveesal%/-\zﬁfEdsAg%les?%ﬁr-??h?ng%st-Z?@. 6171. 00

ATOMR662G3O% EQR94 1367 7 71888 284 4092 Bo4681 . D0928. 10 s25 AT 663GG LEO A
19727. 57926n 998cs200; 22163z /g]gg\/rzaszggmﬂ@qf“sa;l?_ggg%%gy é@é%7' 5531. 00
ATOVRG65 ,LE%A %%7787&1\]8863%%. 22827.3951° 00 22° 27 ATOM666C LEU A
78230749127 34271 7 o687 VESCA 6778 6227431901395, 3681. 00
30ATOVR6AERY SEFR4A IBSSTNOL 230 51826, 70612806572822632 ATOMI660GA SER A
16331. 2522%« 355k50Qc3051Q% AXQVBG?C&Q%QEF%B.A@%%Z oia%%éu 48%%%- 3531. 00
ATGWG?l%g,EF%ﬁGse%szG 14632, 54325. 5241.00 32.78 67 ER A
79432. 56328, 0401200 31 G IBATOVREY 33 ¢ SER- 936388946232, BBE28. 9981. 00
1 8 MAR 2005 \¥3402/022888 PCT: USO /629539 3082 ATAVREY 4N SER A3 |
7113301742 58645 0Qe3 15130, ATOM . 267 '

[ S AL e 8523504334 1411, 00

22534. 39 2001, 0Q 31,27 ATOMR676CB SER A 369
@SER?O%B 3697793238° 662. 39: 3084 22062 RIS SATOWSSE SER A

ATOVRG77
04034. 013229 0845000 IFLYR 365 80.758 30.523 23.902 1.00 27.88

ATOM 2651 N  GLU R 356 79.767 2B8.699 23.081 1.00 25.28
ATOM 2652 CA GLU A 366 78.560 29.472 22.934 1.00 26.02

15 AtoM 2653 CB GLU A 366 77.497 28.614 22.291 1.00 24.56
ATOM 2654 CG GLU A 356 77.570 28.538 20.791 1.00 23.3%
ATOM - 2655 CD GLU A 366 76.295 27.905 20.307 1.00 20.84
ATOM 2656 OEl1 GLU A 36§ 75.373 28.656 19.899 1.00 1B8.16
ATOM 2657 OE2 GLU A 366 76.200 26.667l 20.333 1.00 21.04

20  ATOM 2658 € GLU A 366 © 7B.018 30.001 24.257 1.00 25.56
ATOM 2659 O GLU A 3466 | 77.440 31.086 24.316 1.00 26.33
ATOM 2660 N  LEU A 367 . 78.235 29.243 25.311 1.00 27.66
ATOM 2661 A LEU A 367 77.747 29.637 26.617 1.00 27.22°
ATOM 2662 CB LEU A 357 77.389 28.409 27.463 1.00 23.10

25 ATOM 2663 CG LEU A 367 76.197 27.579 26.998 1.00 22.63
ATOM 2664 CD1 LEU A 367 76.279 26.163 27.553 1.00 24.80
ATOM 2665 CD2 LED A 367 74.886 28.228 27.395 1.00 22.27
ATOM 2666 C LEU A 367 78.782 30.491 27.342 . 1.00 27.79
ATOM 2667 O LEU A 367 78.474 31.114 28.368 1.00 29.77

30 ATOM 2668 N  SER A 368 80.017 30.518 26.796 1.00 28.63
ATOM 2669 CA SER A 368 81.163 31.252 27.355 1.00 30.09
ATOM 2670 CB SER A 369 82.311 31.408 26.353 1.00 30.08
ATOM 2671 0G SER A 368 82.146 32.543 25.524 1.00 32.28
ATOM 2672 C SER A 368 B0.794 32.563 28.040 1.00 31.79

35 ATOM 2673 © SER A 1

368 81.462 32.988 28.993

.00 32.23




ATOW6790 SER A 36976. 96833. 64928. 5871. 00 37.45 ATOVM2680N ASN A

37078. 23734. 04030. 3841. 00 31. 36 ATOW681CA ASN A 37077.17233. 65

églMASBOzgl 00

29. 84 ATOW2682CB ASN A 37075.91734.51131. 0611. 00 31. 79 10ATOWMR683CG ASN A

SR

37076. 83532. 15531. 2411. 00 26. 34 ATOVR687082ASN A 37075. 69731. 77430. 9631. 00
27.40 15ATOMR68SN PRO A 37177.81531. 27831. 5161. 00 24.52 ATOVR689CD PRO A
37179. 20231. 63631. 8681. 00 24. 13 ATOVR690CA PRO A 37177.61129. 81631. 5091. 00
25.51 ATOMR691CB PRO A 37178.90929. 27232. 1001. 00 25.50 ATOMR2692CG PRO A
37179. 92330. 32331, 7971. 00 24. 03 20ATOVR693C. PRO A
37176. 37129. 33733 301 100" 262566 AFOMVRE694Y - PRO ¥ 371787 6§§28.-30F313886. 1- 00

27.02 ATOVR695NIPRO %6737 ZE6. B2 3596033, %78, 09 .273 863 ATOVRE666GD. PRO A
34 2951. 00
otc PRO A

37075. 17734. 85432344

37276. 80331. 06Q34: 108%50Q28:538, AEFPMR6976GA; BRO,

28.30 25ATOVR698CB PRO A 37274.85730. 62235. 41571
37276. 26631. 08638’ 51817 002971 4* RFeNVR700C- BRO R -892737 56429 6% 233515081, 00
28.82 ATOVRY01BTPRO 2787272 58228695333 B3db. 00 B71 79 AFOVATORN3LEU A

37373. 54430. 47933 4683500 28,:6% 3QATOVR7Q36A
37372. 35330. 64331, 6271. 00 29. 17 ATOVR704CB LE

A

8 58718 aickpe

1. 00 32.69 ATOW6840DL ASN A 37074. 32
33. 79 ATOMR685NDZ ASN A 37075.49834. 14033. 4141. 00 30. 98 AT

bﬁg %3582‘.5818-3‘1906313%’. 5081. 00

29.53 ATOVR7058BM EFeA 3737250 3330 1263088661, H0°40. 1% 3ATONRYDBLEE LEU A
37372. 47933. 98F2® 60481 0@a3 BsE% ATOVR707C0D 2L B4, A:§37337]30é3936h 342a1. 6231. 00

26. 78 35ATOMR7Q86y LEMsA 343 4Ln8y 529. 31431, Q§51 00,27

02124893 P
ATOM2710. N

/' USQ1/ 29549 - 83 ATOV27090 LEU A
L AP 74753 7542858 131° 0051.7001798. 2B HTORD 74 4. CA - 29_AR 169
37472. 43826. 98ABY. 472534 00080585 ATOVR712ER24L /8541 R7478 366026007530.

37370. 722

30. 45 SATOMR713fuALA A 3TA7 hs@ 27365 3133L51421. 00, 31 42,1,

15

20

30

35

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

ATOM

ATOM
ATOM

ATOM

ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATCOM
ATOM
ATCOM

ATOM

ATOM

2686
2687
2688
2639
2690
2691
2692
2693
2694
2695
2696
2697
2698
2699
2700
2701
2702
2703
2704
2705
2706
2707
2708

C
9]
N
CD

.Ca

CB
CG

cD

CB
CG

ca
CB
CG
cbl
cnz2

ASN A 370
ASN A 370
PRC A 371
PRO A 371
PRO A 371
PRO A 371
PRO A 371
PRO A 371
PRO A 371
PRO A 372
PRO A 372
PRO A 372
PRO A 372
PRO A 372
PRO A 372
PRO A 372
LEU A 373
LEU A 373
LED A 373
LEG AR 373
LEU A 373
LEU A 373
LEU A 373

76.
5.
17.
79.
77.
78.
79,
76.
75.
76.
76.
4.
74.
76.
73.
72.
73.
72.
72.
72.
72.
71.
71.

835
697
815
202
611
309
923
371
631
052
803
879
B57
266
564
582
544
353
618
437
479
139
871

32.
31.
31.

31

29.
29.
30.
29.

238

31
29

28

155
774
218

.636

816
272
323
337

.393
29.

360

.068%
L5706
30.
31.
29.

622
0B&
642

-933
30.
30.

- 31.
33.
33.
33.
29.

479
643
651
126
987
342
314

31.
30.
31.
31,
31.
32,
31.
32.
31.
33.

34
34
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33
32

31.
30.
30.
29.
.623
.035

31
31

241
963
516
268
509
100
797
309
886
478

.108
.295
35.
35.
.508
.834
.466

415
518

627
508
866
604

1.
.00
.00
.00
.00
.00
.00

=

e T R e R T e N S S S S

06

.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00

55855033 &b

30.
26.

27
24

24,
25,
25.

24

286.

27
27
28
28
28

29,

28

27.
28,
29.
29.
30.
31.
26.
27.

2005 VIO

31.

98
34
.40
.52
13
51
50
.03
66
.02
.86
.58

.30
.19
14
.B2
79
69
17
53
15
19
78
62

00 28.74
5611. 00



ATOMR7140 ALA A 37470.52125.52230. 5071. 00 31. 67 ATOM715N PER

37570.

32. 06

37569.

33.69

37567.

32. 30

37667.
37666.

31. 53

37667.

31. 62

37768.
37769.
37770.

23. 87

98826. 613' 32. 4241. 00 32. 66 ATOVR716CA THR A 37569. 86026. gﬂd%.zﬁﬂﬁgl. 00
ATOMR717CB THR A 37569. 94226. 27934. 6591. 00 33. 87 10ATOMR7180GL THR A
88427. 66i6428511. 00 36. 94 ATOMR719CE2 THR A 37571. 19%e51%&3035:93011. 00
ATOM 2720C THR A 37568. 51826. 43832. 5671. 00 31. 74 ATOW7210 THR A
51225. 73432. 6921. 00 31. 00 ATOVR722M83-LE A 37668. 51327. 58131. 8981. 00
15ATOMR723CA. | LE A 37667. 30028. 07531. 2611. 00 32. 02 ATOMR724CB | LE A
17629. 61431. 381. 1. 00 33.14 ATOWR725C& | LE A

14530. 15930. 4011: 00 33. 69 ATOMR726CGL tLE A 37666. 80530. 01632. 8061. 00
ATOMR727 Gidw | LI 66 . 46633, 1151 1 OATOMR728C | LE A
28527. 68229, 7761060?30&9%92%%\/2723@ ;{é %929%6%9%?%2"} 259 %571, 00
ATOVR730RTPEU A 187758, HPed 2790329, 7208 078 -31¢ 311 ATOVR7®1EA 12EU A
58227. 63523 672.11. Cfx 3!§LA3§..37ATOV27732(B LEJody  30.470 1.00 30.45

93128. 1632 194 500:527,,99, 25ATOVR :
0722967527, 250100 25, %‘7‘”‘%‘?%734 LE%L‘J}&A%?%f.G%zé?,%’. i16d27. 2371. 00
ATOWR?358F2 LEJIA 37769208336, 32576 - 325126002 D43 B24ATOMD736G2LEU A

377, 68. 39726. 1627, 2741, 00 3258 ATOVR7 3805 11EbsAs 37 767, 580125:088726. 231. 1. 00
30ATOVR738M | L, A 3786892 2 0921, 00, 33 TOMR739CA | LE A
37868. 82223. 84027, 8111.00 32.83 %?F%vrzmogs L]é’ 9?78’/%%1@ gmlézrf‘? 9681. 00
30. 55 ATOVR7416E3 | E1A $Rg R0y 231 663?‘?.%6@7.216. 0D 3T.58 ATAVRTFA2EGL | LE A
37871.23823. 8302% 090170@B29545 35ATOVR 6431 Jel E79A 31.659 1.00 33.87

32. 49

8’?

37B72. 65923p35624+ 324150 0, MAR .10 248 PCT] USOl / 29549
ATOMR744C | LE A 3%8%§2§?%23%1§128 Géf%éoggggég gﬁb ggﬁ %ﬁ

37868. 04622. 8213 84912 0656.%48 nFOMR 746N PRO &S 720 35 301 1.00 33, 69
37966. 54422. 9820®. 16220 0036.17:8 ATOVR7476D. PRO 28438 32.567 1.00 31.74

37966. 14623. 36Qr#6. 7-964. (250369H§5A QMO\/Q?%g%zP%Q Ay 12.692

37965. 44722. 34528 8991 0036. 00 31-90
IL 68.513 27.581 31.898 1.00 32.30
I5 atoM 2723 CA. ILE A 376 67.300 28.075 31.261 1.00 32.02
ATOM 2724 CB ILE A 376 67.176 29.614 31.381 .1.00 33.14

ATOM 2725 CG2 ILE A 376 66.145 30.159 30.401 1.00 33.69
ATOM 2726 CGl ILE A 375 66.805 30.016 32.806 1.00 31.53

ATOM 2727 €Dl ILE A 376 67.100 31.466 33.115 1.00 31.64 -
20 aToM 2728 € ILE A 376 67.295 27.632 29.776 1.00 30.98

ATOM 2729 O ILE A 376 66.274 27.222 29.257 1.00 31.62
ATOM 2730 N LEU A 377 68.416 27.903 29.108 1.00 31.31

- ATOM 2731 CA. LEU A 377 6B.582 27.635 27.672  1.00 31.31. . .. .

ATOM 2732 CB  LEU A 377 69.931 28.161 27.191 1.00 27.99
25 ATOM 2733 CG LEU A 377 70.072 29.675 27.25% 1.00 25.47
ATOM 2734 CDl LEU A 377 71.528 30.100 27.237 1.00 23.87
ATOM 2735 CD2 LEU A 377 69.280 30.325 26.145 1.00 24.82
ATOM 2736 C LEU A 377 £8.397 26.176 27.274 1.00 32.58
ATOM 2737 O LEU A 377 67.801 25.887 26.231. 1.00 32.49
30 atoM 2738 N ILE A 378 68.920 25.264 28.092 1.00 33.25
ATOM 2739 CA ILE A 378 68.822 23.840 27.811 1.00 32.83
ATOM 2740 CB ILE A 378 70.186 23.137 27.968 1.00 30.55
ATOM 2741 CG2 ILE A 378 70.072 21.663 27.607- 1.00 30.53
ATOM 2742 CGl ILE A 378 71.238 23.830 27.0%0 1.00 29.45
35 mroM 2743 cCDL ILE A 378 72.659 23.356 27.321 1.00 28.60




ATOVR749CB PRO A 37964.
37964.
37965.
37966.
38065.
38064.
38065.
38064.
38063.
38065.
38066.
38164.
38164.
38162.
38162.
38162.
38162.
38162.
38162.
38165.
38165.
38265.
38266.
38266.
38268.
38269.
38368.
38369.
38369.

38369.

38367. 46722. 0838%8. 207A2. (50l TpgR 381

86322.
78220.
57420.
19220.
25721.
43119.
36618.
44420.
31917.
17417.0
26917.
05516.
67517.
57518. 3

90229.

12431.

1831% 61328,
92418. 30525.
75419. 50824
30520. 314594,
13516. 982286,
30115. 99826.
. 10226.
. 25059%,
85719. 6622%.
&6 294k 0044,
19817. 67225.
45417. 9349 .
75717. 64828.

7361%. 94829.

845
8831

28117. 92,

74419. 44529.

20  ArToM
ATOM
ATOM
ATOM
ATOM
25  mroM
ATOM
ATOM

ATOM

ATOM

30  nroM
ATOM
ATCM
ATOM
ATOM

35 arom

61726.

A

02930.
84431.
01331.
92829. 8
Fii]

97529,
9 6ot

14227.
375K 4414 0620 PE> A%%h@764€téqﬁ|§3E69-

09
21
18
38
79
56

ATOM2751C PRO A
ATOMR7520 PRO A
10ATOMR753N PRO A
ATOM 2754CD PRO A
ATOMR755GB4-PRO A
ATOVR756CB PRO A
0035. 32 ATOMR757CG PRO A
0035. 77 15ATOMR758C PRO A
;g% 0035. 35 ATOMR7590. PRO

7 35162 *aTw760R HI'S A3171
ozgms0936Im1AATGw2761aA0HsSzAazl

9574&09389i73A}§WQ762Q55ﬁ557@932
3411. 0039. 92 20ATOWM763CG H

5791. 0036.
2721. 0036.
1. 0037.
1. 0036.
0035.
0035.

2571.
8951.
9901.
8591.

69648, 000 PASB AATOVR 7658k 4 HI S2 Aas
1054y 004043 /AT 7666EL o HI 223%95
5781. 0039. 78 ATOWR767NE2 HI § A

535°C 0839 ¥ 2EATOVR 76885 H 82 K17
8863 0040 PKY AATG\VR 76965 .FbS. 0. 902
165h. 0941 .24 ,AFQMR 770N ALA Ay 55y
7521. 0041. 62 ATOVWR771CA ALA A

736 0043PA5 A pFOND772EB 12 A2 394
1515k 00X 2rR3a3BATOVR 78825 C ALA2A

4601. 0044.
570, J6U6822 EOVR 7765 CASARES - A 44
167, 067 e @7 A AROVR 77 76 B4 ARED A1 3

AR 778N ARG A%

.697
.B49
.162
.796
.899
.925
.579
.272°
.587
.387
.257
.895
. 990
1.859

26122. 39527. 9251. 0035. 91 ATOMR750CG PRO A

18 MAR 2005

PCT/US01/29549

1.

Lt e R e e T o

.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00

Qo

35.
36.
36.
36.
36.
35.
36.
36.
37.
36.
3s.
35.
35.
35.

32
77

S%Jf 8%28P%2A33%AT%7%%6§GV§?§59A23§98§6PdTP?Jgé 27 20549 -85

ATOMR779CD ARG 38359, 72010742389 4511500249, B OATORR 7SONEL - ARG SAC4
38368. 84120. 84931. 78%b. 00500392 AEOVR 7816372 &58RG A 975

38368. 32521. 05933. 044, 1. 005,14 ATOVM782N
38368. 67120. 282, 34. 0401. 0050504:gkrcwzfésﬂﬁéAggg%

675 17.142

2763 CG HIS A 341 62.575 18.337
2764 CD2 HIS A 381 62.183 19.613
2765 ND1l HIS A 381 62.924 18.305
2766 CEl1 HIS A 381 ' 62.754 19.508
2767 NE2 HIS A 381 62.305 20.319
2768 HIS A 3381 65.135 16.982
2769 HIS A 381 65.301 15.998
2770 ALA A 382 65.845 1B.102
2771 CA ALA A 382 66.883 -18.250
2772 CB .ALA A 382 66.857 19.662
2773 .C  ALA A 382 68.281 17.921
2774 ALA A 382 69.198 17.672
2775 ARG A 383 68.454 17.934
2776 CA ARG A 333 69.757 17.648
2777 CB ARG A 383 69.736 17.948
2778 CG ARG A 383 69.744 19.445

29.
27.
27.
26.
26.
.105
.578
.523
26.
26.
26.
25.
25,
2%.

25
24
25

25
27

01%
977
341
441
696

g8e
165
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729
151
250
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572
28.
29.
29.
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1
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7
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39.
40.
40.
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39.
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40.
41.
.82
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43.
42.
14.
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46.
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17

48.
.84
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7L
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a2
13
43
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47
54

15
23
64
1B
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ATOWR784C ARG A 38370. 20216. 20827. 8881. 0049. 14 ATOWMR7850 ARG A 18 MAR 2005
38369. 40515. 26927. 9511. 0049. 60 ATOW786N | LE A

38471. 48516. 06427. 5441. 0050. 06 ATOWR787CA | LE
38472. 08614. 79R0:30Q1. 0051. 09 10ATOWR788CB | L
384.72.71014.80125. 7951. 0051. 18 ATOM769C&x | L
38472.95913. 393. 25. 2801. 0052. 93 ATOWR790€%5t | L
38471. 81915. 57724. 8251. 0050. 79 ATOMR791CD1 | LE A
38472.54216. 69524. 1051. 0052. 35 ATOMR792C I LE A
38473.17014. 37228. 2191. 0051. 65 15ATOMR7930T1 | LE A

36473. 64415. 25528, 9701, 0051 794 L
38473, 53713, 1vEaR" a0 008 A8 e Broni 0 A‘Josglﬁ“lzov&%é%’csl\P&L”‘”
B3736. 80277. 14398, o7 B, (5145552 APOMR 79 7R84 V40849 31.789 1.00 50.09

A
E PCT/US01/29549
E
E

A
A
A

B3735. 939_76. 00ferr3. 4861. H054Rc8A 2OATOVAISEGC221VAds 33,011 '1.00 51.14
S5 S0 1500 USRI W s 00 2m o
B3739. 5967639679 7%1743f. O3 2RRE0R APOMRSO 18V 468L 22.059 33.207 1.00 50.78
B3738. 43778. 9421a38. 33%%k. 005138532 AROVRB802GAWALL6. 208 27.888 1.00 49.14
Dos35. 25076, 248TSY At CDE IR AR OVEBOACA L 289 27-951 1.00 45.50
B3838. 87275. 23319, 278F. CD49L1&7A AW@VI280§€B48'FHR5 064 27.544 1.00 50.06
B3838. 76473. 832729. 89%1. QZQ5OIL@3A ATOVPB806HgsTHR . 770 27.210 1.00 51.09
no835. 7oora800°30 4351 000 A FORTORACEROTI R 901 25795 1.00 51.18
83840.32975.658399.0%@f.G@ﬁ8ﬂ¥l“ﬁ?€N2809@-¥ﬁR13393 25.280 1.00 52.93
B3841. 24475. 1752@. 74D 0f249%1a9% ATOVRB10N. R 15.577 24.825 1.00 50.79
B3940. 52676. 55 0 0 H ‘

B3941. 85277. 053 ‘%”8 %’@}% 0%36”‘ %8:/% %8’5%4 56 695 24.105 1.00 52.3%
B. 3941. 75078. 46491 8. 47471 Q04E3E2D I8 ATOWE1IOGL4THR 28.219 1.00 51.65

B3940. 832795264248. 827%43. (44192, 2s8 MAR13009 WO 03/ 24803 PChhUR0L4 29549 - 86

B9542. 4357611 11 6951, OF 4 25 Aupa 13 0 i diesd 637t $09' 16, 7531, 00

42.40 ATOVR817 TRR VAL2782043. 78875 38%1- 17. 8641. 00 38.57 SATOMRS18 CA VAL

B4044. 52075. 032746. 980%. R 3.l 37 36.802 77.140 -23.975 1.00 51.55
ATOM 2797 CGl VAL B 37 35.939 76.007 ~23.436 1.00 $0.87

20  aTroM 2798 CG2 VAL B 37 35.933 78.188 -24.660 1.00 S1.89

ATOM 2793 ¢ VAL B 37 38.54% 76.737 -22.201 1.00 51.79

.' ATOM 2800 ¢ VAL B 37 39.596 76.390 -22.744 1.00 52.10

e ATOM 2801 N _ VAL B 37 ©38.437 78.942 -23.333 1.00 51,63
' ATOM 2802 CA VAL B 37 37.637 77.786 -22.844 1.00 51.54

25 ATOM 2803 N THR B 38 38.120 76.245 -21.032 1.00 51.45

ATOM 2804 CA THR B 38 38.872 75.239 -20.274 1.00 49.87

ATOM 2805 CB THR B 38 38.764 73.832 -20.899 1.00 50.03

ATOM 2806 OGl THR B 38 39.783 72.969% -20.422 1.60 50.26

ATOM 2807 CG2 THR B 38 38.796 73.804 -22.412 1.00 50.44

30 ATOM 2808 C THR B 38 40.329 75.658 -20.045 1.00 48.71

ATOM 2809 O THR B 38 41.244 75.175 -20.712 1.00 49.59

ATOM 2810 N THR B 39 40.526 76.558.—19.083 1.00 46.30

ATOM 2811 CA THR B 39 41.852 77.053 -18.729 1.00 43.19

ATOM 2812 CB THR B 39 41.750._78.464 -18.147 1.00 43.29

35 aATOM 2813 0Gl THR B 39 40.832 795.264 -18.874 1.00 44.92




ATOVR819 CS VAL 34045.08973. 765-17.5931. 00 34. 50 ATOVR820 CGlL VAL
B4045. 86672. 929- 16. 5831. 00 34. 63 ATOMR621. CX VAL 18 MAR 2005
B4043. 96572. 949- 18. 1991. 00 32. 73 ATOMR822 C VAL B4045. 63275. 836-16. 278. 1. 00
34.58 10AT AL B4046. 47076. 440- 16. 9611. 00 34.85 AT 4 N. VAL
B4145. 61675. 8 %-%i%.” 531. 00 31.60 ATOVRS825 CA VAL B4146. 603%’@%@‘-’%‘. 2051. 00
29. 68 ATOWRS826 CB VAL B4145.96377.919-138%6251. 00 30. 25 ATOWMR827 CGL VAL
B4145. 11377. 614- 12. 3951. 00 30. 02 15ATOVR826 C&X VAL

B4147.02378. 955- 13. 3001. 00 31.38 ATOWR829 C VAL B4147.17575. 798-13. 0661. 00
27.96 ATOVRS830 0 VAL B4146.52574.886-12.5761. 00 26. 60 ATOVR831 N ALA

B4248. 37376. 145- 12. 6301. 00 28. 15 ATOMR832 CA ALA B4248.99375. 450-11. 5051. 00
29. 54 20ATOVRS S CB At A BB Bg475. 2441 % 974339186 28:97 ATERRER46C ALA
B4248. 74276. 23ro%0. 2451, 00 2% BASIATORES599 ALA1BAA4%R697 60381240, 1221. 00 °
28. 42 ATOVR836,,TH 347 5..267- 9. 0 7 HR
B4347. 55876. 4(93%IJPJ 1??)%40%1 3%‘%% ZéATO\/IZ SS%CBQEI" % Biﬁﬁ’g;mg% %Aégs 2881. 00 |
35. 28 ATOVRS3F 81 T8I RM34%¥Rlei479. 507-7-0%D 1706742 1 AFATOVEB A - 612 THR
B4345. 16676. 23208. 9801, Ot 3EI35 Awowam.@wﬁemsﬂsmm 66)536618711 00
32. 03 ATOMR2842,,8y THR: BA34Y - 24074.,437- 6. 2424, 00, 31. 3 qﬁgég
_B4448. 00276. 153- 5. 7041. 00 32, 19 ATOMR844" CD PRO B4448 501 3: 5211 00
34. 09 ATOVRSARTEA PRE3OBAAASV6D 780431 - 4454845 . 60 932 ~26- /FOVRER 6 ¢CH3 PRO
B4449. 19276. 16598, 6724, 0@23@.12@ ABTOMR84i% . &3 PROIBA449. B3977 026i8- 43 5781. 00

31. 97 35ATOMR84SR, C 558- W0 02/ 24893 -87 18
MAR 2095 PCT?%%O 1?52(9954 igo Rc53 33%4216 %gégé lggzé- %ﬁé)%% 8§28. 42
ATOM 2850N G VTR 548828527 4. ‘5“9:232 48721, 00 - 88 475 -ATOMRBFECA 1GPY 34

BA545. 25774. 53BoR. 036k, 00 3828 ATOVQR&%CsﬁYvB«ﬁﬁsls%is128(7-3@..zc291. 00

41.21 SATOME833Q), Gl 446 #62(6,060- 0. 8215 00: 3833, 245 1.00 25. 68

ATOM 2826 CB VAL B 41 45.963 77.919 -13.625 1.00 30.25
ATOM 2827 CGl VAL B 41 45.113 77.614 -12.3%5 1.00 30.02

15 ATOM 2828 G2 VAL B 41 - 47.023 78.955 -13.300 1.00 31.38
ATOM 2829 C VAL B 41 47.175 75.798 -13.066 1.00 27.86
ATOM 2B30 O VAL B 41 46.525 74.886 -12.576 1.00 26.60
ATOM 2831 N ALA B 42 48.373 76.145 -12.630 1.00 28.15
ATOM 2832 CA ALA B 42 48.993 75.450 -11.505 1.00 29.54

20 AToM 2833 CB ALA B 42 50.484 75.244 -11.733 1,00 28.92
ATOM 2834 C ALA B 42 48.742 76.280 -10.249% 1.00 29.48
ATOM 2835 0 ALA B 42 49.269 77.381 -10.122 1.00 28.42
ATOM 2836 N THR B 43 47.904 -75.767 -9.349.1.00 30.7%
ATOM . 2837 CA THR B 43 47.558 176.496 -B.120 1.00 33.11

25 ATOM 2838 CB THR B 43 46.168 77.126 -B.288 1.00 35.28
ATOM 2839 OGL THR B 43 45.614 77.507 -7.040 1.00 42.46

" ATOM 2840 CG2 THR B 43 45.166 76.232 ~8.3980 1.00 35.35
ATOM 2841 € THR B 43 47.569 175.605 -6.871L 1.00 32.03
ATOM 2842 © . THR B 43 47,210 74.437 -56.%42 1,00 31.25

30 ATOM 2843 N  PRO B 44 48.002 76.153 -5.704 1.00 32.19
ARTOM 2844 CD - PRC B 44 48.501 77.503 -5.521 1.00 34.09
ATOM 2845 CA PRO B 44 48,067 75.431 -4.431 1.00 32.79
ATOM 2846 CB PRO B 44 49.1%2 76.165 -3.672 1.00 32.20
ATOM 2847 CG PRO B 44 " 49.63% 77.267 -4.578 1.00 31.97

35 naroM 2848 C PRO B 44 46.773 75.558 -3.632 1.00 31.84




ATOVR854N GLN B4644. 65075. 0460. 2741. 00 46. 75 ATOMR855CA GLN

B4644. 79375. 6931. 5881. 00 48. 74 ATOVR856CB G_N B4643. 48476. 3412. q%phﬁF%WE

50. 72 ATOMR857CG GLN B4642. 26175. 4481. 8951. 00 53. 41 10ATOW858CD L

B4641. 12275. 883p022981. 00 53. 10 ATOMR859CE1 GLN B46~0. 7677 RCIO64R284411. 00
53. 10 ATOVR860NE2 GLN B4640. 54474.9263. 5)81. 00 53. 76 ATOMR861C G-N

B4645. 32074. 7162. 6471. 00 50. 13 ATOW8620 GLN B4644.61974. 3593. 6031. 00 50. 65
15ATOVR863N CGLY 34746.57074. 2932. 4581. 00 50. 48 ATOM664CA ALY
B4747.23673. 3751. 3661. 00 51. 37 ATOMRBGC GLY 84748. 74073. 4073. 1561. 00
51.41. ATOWR8660 GLY B4749. 32874.4873.0921. 00 52. 08 ATOWMR867N PRO

B4849. 33972. 184205192528400 51.5220 ROATOV8BECD SPRO. B84 §ey 71, 101 98.42331. 00

51. 98 ATOV2869GAPRQ#BE830- 80978l 9502. 5341,:00 R0::33 ATEM8 {OfB;PRO
B4850. 96170. 4692_4451 00 51. 77 ATOVR871CG PRO B4850. 17470. 0623, 6211. 00

51. 47 ATOMR8728TBRO BAS5 A1 A 6571, 24012500 ho°Ba FsAT0OMEEP36° 8RO

B4851. 07971. 800006628500 C50.G19 ATCMRE74NS ABR BA9ST. 53773 7310, 05%1. 00 48. 06
ATOWSTSCA ASPBA9S1at32E4, 1089, 331, 00Afr00 ATAVREIGER ASH

B4953. 02274. 936-0, 4231. 00 48.55 ATOMR877CG ASP B4952. 835~76. °2211. 00
50. 19 30ATOVRS78Ch1 ASP 4otV 1371%% 158-26: 9861508 552. 0267%T%)\542’8"f@)@52 ASP
B4953. 33576. 5041085128560 c51.58 BATOMPSBOTI ASP BA9SE. 4797 1990144961, 00

45. 31 ATGV2881QTASP 134950538643 289 - 2. 04614500 A5:85 ATOMEZZN ARG,
B5052. 31972. 257- 1. 9581, 00 42 31 35ATOMR8B3CA ARG B5051. 89271, 32?7%3 0841. 00

40.48 1 8 MAR 5‘6‘8}15 ViB°02/F548%8 Bty uso #£ 23349548 AToRBB8ACH
B5051. 2717000837 442858 @04 ELY B ATOVR 883C0G 2ARG5BB050.2739691 08758.18971. 00

44. 10 ATGVE886<§E)>»ARQaB50%91 HRR6Y. 634- 2. 280;36700;74@6 35 NHVE%%NE /%BG |
B5049. 67967. 438 1. 8131 00 51 22 SATOMR888CZ ARG B . 035:0. 5421. 00

51. 26 NEZ GLN | 3.513 1 _
ATOM 2861 C GLN B 46 45.320 74,716 2.647 1.00 50.13
ATOM 2862 0O  GLN B 46 44.619 74.359 3,603 1.00 50.65
15 &aToM 2863 N GLY B 47 ' | 46.570 74.298  2.453 -1.00 50.48
ATOM 2864 CA GLY B 47 47.236 73.375 3.366 1.00 51.37
ATOM 2865 C GLY B 47 48.740 73.407. 3.156 1.00 51.41
ATOM 2866 O GLY B 47 49.328 74.487 3.092 1.00 52.08
ATOM . 2867 N PRO B 438 49.339 72.1B4  2.925 1.00 51.20
20 ATOM 2868 CD PRO B 48 49.147 71.119 3.933 1.00 51.98
ATOM 2869 CA PRO B 48 50.B0% 71.350 2.537 1.00 50.93
ATOM 2870 CB PRO B 48 50.961 70.465 2.445 1.00 51.77
ATOM 2871 CG PRC B 48 50.174 70.062 3.62%1 1.00 51.47
ATOM 2872 C PRO B 48 51.163 72.327 1.240 1.00 49.84
25 aToM 2873 0  PRO B 48 51.079 71.800 0.266 1.00 50.79.
ATOM 2874 N ASP B 49 51.537 73.731 1.053% 1.00 48.06
ATOM 2875 CA ASP B 49 51.732 74.195 -0.333 1.00 47.60
ATOM 2876 CB ASP B 49 53.022 74.936 -0.423 1.00 4B.55
ATOM 2877 CG ASP B 49 52.835 .76.305 - 0.221 1.00 50.18
30 aroM 2878 ODL ASP B 49 $2.171 77.158 -0.396 1.00 52.20
ATOM 2879 OD2 RSP B 49 53.335 76.50¢ 1.351 1.00 51.50
ATOM 28BB0 C ASP B 49 51.479 73,199 -1.498 1.00 45.81
ATOM 2881 O ASP B 49 50.386 73.287 -2.046 1.00 45.95
ATOM 2882 ¥ ARG B 50 52.319 72.257 -1.958 1.00 42.31
35 ATOM 2883 CA ARG B 50 51.892 71.327 -3.084 1.00 40.48




ATOVRS889Ni | ARG B5051. 06966. 787- 0. 0751. 00 51.16 ATOMRS9ONH2 ARG 5&’@52M5
B5048. 80466. 8760. 2611. 00 51. 87 ATOVR891C ARG B . 5050. 92271. 887- 4. 20
35. 73 ATOMR8920 ARG B5049. 75271. 523-4. 2521. 00 34. 77 10ATOVR893N PRO

B5151. 44672. 7 41.00 33.78 ATOMR894CD PRO B5152. 80173. 3154 .00
33. 89 ATcwusgggﬂﬁ%%% B5150. 73673. 310- 6. 2581. 00 33. 19 ATCNQS%%%¥§¥§E§}
B5151. 75074. 263- 6. 8941. 00 31.56 ATOVR897¢48- PRO B5152. 73674. 552-5. 8161. 00
33.65 15ATOMR898C PRO B5150. 37372. 199- 7. 2381. 00 31.20 ATOM28990 PRO

B5151. 21571. 378- 7. 5901. 00 33.41 ATOVR900N GLN B5249. 11572. 159- 7. 6451. 00
30. 94 ATOVRO01CA GLN B5248.63171. 128-8.5591. 00 30. 72 ATOVR902CB GLN

B5247. 66870. 19 8 00..3 2 3 N_B524 570, 921- 7..0991. 00
34. 16 ATCW2904%f%EL%%é§2%? %T% 8@ %g %E%8%§9§g8 gﬁ?ﬁ@éo%téi aN
B5244. 48969. 75§ﬁ#448@ESOGG39W§15Aﬁ@NQ90@ME@2GUN B52453-46669. 024 514661. 00
38.21 ATOVRO07&rdd N RB524 =p933é1s 7286- 9. 7851730 29617 25ATOVRINBQAs AN

B5247. 46172. 86 OMR290Q U_B5347. 85870. 940- 10. 8511 00
2044 ATOVO10BIG (85347, 0871, 8. 12 J08BT G0 58 o1 ATOVRIT1EE 4 ‘
B5347. 528705408T0M3. 2363 . 6 3596 ATOMROHICGSGLA)-B5348). 35770, mszzxm.o311.oo
Bo549. 95666 AmmtE. Can R o te s Gl) s T hote o is: 55 0o5L. 00
B5349. 95569. 48 35 83 ATOWR . 063 16. .
36. 83 ATOVQQlG%Oé_Uazégé4§H% 1% 502- 11. dgosf.“oo"’sz%?ﬁm Atehve 18P0 ]

B5345. 04570. 56RTOML. £891. G0 2ZBG4E . SEATOVBOIBR \IALSE5445 24887 00678-782. 2341. 00

27.34 1 -B MAR 20095 999224893 CT4 USOL/,39549 7,89, ATOVBSLICA VAL
B5443. 701730922 -12. g%gl 00 27.42 ATOW920CB VAL B5443. 39573.879

210. 9211 00° 2685 ATERDOY1CETO\AL S B5441 267054, #1156 11 - 81811 G 25766
ATOVR922CG VARTMR5A4£89608P3.PRF% . 5D. 58652 00128323 5ATOMEO23Q0VAL. 89

B5443. 11073. 504rou13.78821cQ0 p28-6751 50.736 73.310 -6.258 1.00 33.19
ATOM 2896 CB FRO B 51 51.750 74.263 -6.8%4 1.00 31.56
ATOM 2837 CG PRO B S1 52.736 74.552 -5.816 1.00 33.65

15 aToM 2898 C PRO B 51 50.373 72.199 -7.238 1.00 31.20
ATOM 2893 O PRO B SI 51,215 71.378 -7.590 1.00 33.41

. ATOM 2900 N GLN B 52 49.115 72,159 -7.645 1.00 30.94
ATOM 28901 CA GLN 8 52 48.631 71.128 -B.559 1.00 30.72
ATOM 2902 CB GLN B 52 47.668 70.192 -7.822 1.00 32.26

20 ATOM 2903 CG GLN B 52 46.545 70.921 -7.C%9 1.C0 34.16
ATOM 2904 CG GLN B 52 45.411 70.001 -+5.697 1.00 37.58
ATOM 2905 OFEl GLN B 52 44.489 69.751 -7.480 1.00 39.21
ATOM 2306 NE2 GLN B 52 45.466 69.492 -5.466 1.00 38.21
ATOM 2907 C GLN B 52 47.933 71.726 -5.785 1.00 29.17

25 ATOM 2908 O GLN B S2 47.461 72.863 -3.763 1.00 26.63
ATOM 2909 N GLU B 53 47.858 70.94C -10.851 1.00 29.44
ATOM 2910 CA GLU B 53 47.206 71.378 -12.086 1.00 29.61
ATOM 2511 CB GLU B 53 47.528 70.400 -13.220 1.00 30.96
ATOM 2912 CG GLU B 53 . 48.757 70.782 -14.031 1.00 33.49

30 AroM 2913 cD GLU B 53 48.861 70.022 -15.351 1.00 36.32
ATOM 2914 OEl GLU B 53 49.955 £9.489 -15.639 1.00 35.83
ATOM 2915 OE2 GLU B 53 47.849 69.963 -16.098 1.00 36.83
ATOM 2916 C GLU B 53 45.693 71.502 -11.900 1.00 28.07
ATOM 2917 O GLU B 53 45,045 70.562 -11.459 1.00 29.41

35 ATOM 2918 N VAL B 54 45.138 72,674 -12.234 1.00 27.34




ATOMR9240 VAL B5443.61974. 490 -13.9241. 00 30.35 ATOVWR925N SER 18 MAR 2009
B5542. 03372. 900 -13.8611. 00 28. 47 ATOVR926CA SER B5541. 37873. 363

-15. 0831. 00 29.26 ATOWMR927CB SER B5541. 35872. 252 - 16. 1401. 00 27. 83
10ATOVR9280G SHRIMBEA2. 56671. 509 - 16. 1351. 00 30. 97 ATOM 29280/ S&ER29549

B5539. 96373. 853 - 14.8151. 00 28.63 ATOW293Q0 SER B5539. 20973. 238 - 14. 0631. 00
29. 48 ATOVR931N TYR B5639. 60074. 958 - 15. 4471. 00 29. 65 ATOWR932CA TYR

B5638. 26775. 513 - 15. 2861. 00 31.29 15ATOMR933CB TYR B5638. 20976. 490
-14.1101. 00 29. 12 ATOWR934CG TYR B5639. 10877. 699 - 14.2331.00 26. 96
ATOMR935CD1 TYR B5640.37177. 712 -13.6511. 00 27. 72 ATOMR936CEL1 TYR

B5641. 18378. 823:ToM 3. 78P1. G0 BL. 52 SATOVRI37CD? BYRB5688568676. 8332

-14. 9031. 00 24. 20ABMQ38GE2, TYR B5639. 4957 38
ATOVR939CZ TYRAgg%4057E4O79. 3% li'1:{54131.34%(;193’6. 6%A9Td\5é§ﬁgog1"1ﬂ % 559

B5641. 54481. 057" 4. 46#1. 606 ‘P& B8 SATOMR 418 0TYHR - 856371 - 792 78. 00326 -056. 5611. 00
32. 84 ATOWR942Q@TdR BBEB638:6586768 736 - 17.431dok. 00 . 3% 73 25ATOM2948N3THR

B57. 36. 4957G. 1 16,4981. 0 16, AT 4 HR. _B5 2 47

B e s e N TRl s iR L SRR

ATOMR9460GL TARTB573%5°2380376.9472 - 5. 300230T 9387 4362ATOVPOY 7L ?erRS

B5734. 43474. 79@10M 8. B851.100 34.47530' ATGYRDA8C :THR Bf 3¢y 665672545

-17.6671. 00 38,22, ATQYR9490 B5734. 196775 5 0 ATOVRI50N
ASP B5834. 11775‘?%498 %. 6 11&5‘(')% 33392 A%%\%SS?%A}%SP%Eé%g g’ga%zém
-18.5571. 00 382B¢! ATXNPOSBCERIP R5831. 37358, 282321810660 . DI04YT .69
35ATOMRO53QG ASPoMB588bs 47276814 548. 9501, 08 41. 8% 18 MR 2005:06,02124893
PCTI USO 1/ 29549..-90 ASP B5830. 85475, 941- 18, 4641. 00, 42, 69
ATOVR955002 AS% é’gsf%%m% Asgggf’ 3? 1331%8 ﬁ’ﬁ 7§Q§.§T_d%3|25%6€% &% £2

B5833. 10080. 21313 6681, G0 IBROY ATOVROSYROASH IB5H32143858801 4452988 7291 00
39. 03 5ATOVRO5&MMTHR B5934. H3T80. 984- 17.39603. 0Q.88. 28 .447 1.00 25 65

ATOM 2932 CA TYR B 56 38.267 75.513 -15.286 1.00 31.29
15 ATOM 2933 CB TYR B 56 38.209 76.490 -14.110 1.00 25.12
ATOM 2934 CG TYR B 56 39.108 77.699 -14.233 '1.00 26.96
ATOM 2935 CDl TYR B 56 40.371 77.712 -13.651 1.0C 27.72
ATOM 2936 CEl TYR B 56 41,183 78.825 -13.737 1.00 27.52
ATOM 2937 CD2 TYR B 56 38.686 78.833 -14.903 1.00 24.94
20  aTOM 2938 CE2 TYR B 56 39.495 79.947 -14.998 1.00 26.38
ATOM 2939 CZ TYR B 5§ 40.740 79.940 -14.413 1.00 26.96
ATOM 2940 OH TYR B 56 41.544 81.057 ~14.49%7 1.00 29.38
ATOM 2941 C - TYR B 56 37.792 76.184 -16.561 1.00 32.84
ATOM 2842 O TYR B 56 38.585 76-736 -17.311 1.00 34.73
25 ATOM 2943 § THR B 57 36.495 76.137 ~16.798 1.00 35.16
ATOM 2944 CA THR B 57 © 35.925 76.747 -17.988 1.00 37.24
ATOM 2945 CB THR B 57 35.620 75.668 -19.030 1.00 36.42
ATOM 2946 OGL THR B8 57 - 35,393 76.247 ~-20.300 1.00 38.30
ATOM 2947 CG2 THR B 57 34.434 74.796 -18.685 1.00 34.17
30° ATOM 2948 C THR B 57 ' 34.665 77.545 -17.667 1.00 38.22
ATOM 2949 ¢ THR B 57 34,196 77.556 -16.529 1,00 38.82
ATOM 2950 N ASP B 58 34.117 79.198 ~-19.691 1.00 38.92
ATOM 2951 CA ASP B 58 32.898 78.991 -18.557 1.00 38.50
ATOM 2952 CB ASP B 54 31.737 78.118 -18.060 1.00 40.09
35 aToM 2953 CG ASP B 58 31.472 76,911 -18.950 1.00 41.34




ATOMR959CA THR 35934. 46582. 187- 17. 2091. 00 39. 15 ATOMR960CS THR  1p maR 2005
B5935. 83882. 701- 17. 6221. 00 38. 09 ATOVR961CGL T_HR

B5936. 82581. 710- 17. 4041. 00 38. 32 ATOM2962CE2 THR B5936. 26363. 960- 16. 8971. 00
40. 41 10ATOMVBRS§3G.dHR B5933. 40183. 263- 17. 4111. 00 40. 95 ATONRSRAQ, BER

B5932. 94683. 499- 18. 5351. 00 43. 05 ATOVR965N LYS B6032. 98883. 897-16: 3151. 00
41.08 ATOVR966CA LYS B6031. 94984, 922-16.-3%21. 00 39. 78 ATOWRI67CB LYS

B6030. 58884. 226- 16. 2641. 00 39. 82 15ATOMR968CG LYS

B6029. 42285. 144- 15. 9531. 00 40, 01 ATOMR969CD LYS B6028. 09284. 454- 16. 2371. 00
40. 00 ATOVR970CE LYS B6027. 31484, 172-14. 9611. 00 40. 98 ATOVRI71NZ LYS

B6026. 27185. 2 4. 42, 05 ATOVRY Y 185, 947; 15 2551. 00
39. 73 20ATC]VQQ§:3% L%%‘%’gz %’2? §A585 1%%%% ? 589 (2} % Tb\?ég‘izzltWVAL
B6132. 14687. 22694 5. 83551 @RF BT B5 SATOMROYSER VAE- 986122 - DIF788.02993 .82, 6311. 00
37.83 ATOVRO76GrGI8 VALs B6d.32a6848%5640- 153 2021800137173 ATOVRI 7761 VAL

B6132. 34890. 802-14. 3471. 00 5, 5AT
86134.16789 6%% % 2%31 % %ﬁ’% nggggéﬁﬁoééksfsoﬁﬁhs L £823%:8338051. 00
37. 38 ATOVPOSCGUOWAL 26120, 9TH8R. 9&5 14. 32017 080 3684 86 7 ATOVPDBINES 2B E

Sa 49 ééiﬁ%%ﬂ T R T I R TN Y B I
36229.25785.73§8§?.%%§1f%§ %?: %gr é%&%ﬁ %i%9h6é§11¥00%€ °4%0°90. 1831. 00
32. 38 ATOVROSGCHN | LE51R63E1TH0R859548- 930085 . 6D 730 .62 . IWEOVRIS 715 .BLE

B6230. 07089. 38%oil 0. 657H1. & @@.30535 ATCNQQ&ﬁoaibEJ—16897 1.00

.41
B6229. 042 0.2031. 05 4893 PCT/ USOL/ 29549
-91 ATC]VIZS@QN %E%/ B%gél. 9@@‘% 10 40 1%%0 %?\;\96 vBogbA §-v°
B6331. 41491. 0GTOD . 528FE. 0D 2THDB A?CNQ9§¥C9GLYBBesszAszﬁgl.B@g-@stzl.oo

29. 90 ATOMR992@04L Y2 86333. 39394 . 593710 70845 003 337 545 SAFTOM2I93N ASN
B6432. 92792. 7%@6&' 83976]6' OC(%‘ 38(.523

60 31.%43 84.922 -16.372 1.00 39.78

ATOM 2967 CB LYS B 60 30.588 84.226 -16.264 1.00 39.82

15 aroM 2368 CG LYS B 50 29.422 85.144 -15.953 1.00 40.01
ATOM 2969 CD LYS B 60 . 28.092 84.454 -16.237 1.0C 40.00
ATOM . 2370 CE LYS B 60 27.314 84.172 -14.961 1.00 40.98
ATOM 2571 NZ LYS 3 60 26.271 85.203 -14.710 1.00 42.05
ATOM 2972 C LYS B 60 32.121 85.947 -15.255 1.00 39.73

200 AaTom 2973 o LYS B &0 32.221 B85.385 -14.083 "1.00 40.11
ATOM 2974 N VAL B 51 32.146 B7.229 -15.621 1.00 39.3%
ATOM 2975 CA VAL B 61 32.297 88.292 -14.631 1.00 37.83
ATOM 2976 .CB VAL B 61 ~  32.684 B89.640C -15.272 1.00 37.73
ATOM 2977 CGl VAL B 61 32.348 90.802 -14.347 1.00 37.25

25 AToM 2978 CG2 VAL B &1 34.167 B89.649% -15.620 1.00 36.79
ATOM 2979 C VAL B 61 31.025 88.442 -13.8B05 1.00 37.38
ATOM 2880 © VAL B 6l 29.979 B88.845 -14.320 1.00 36.86
ATOM 2981 N, ILE B 62 31.126 88.100 -12.524 1.00 35.32
ATOM 2982 CA ILE B 62 29.993 BB.177 -11.613 1.00 33.49

30 aroM 2983 CB ILE B 62 29.849 B86.898 -10.774 1.0C 34.06
ATOM 2984 CG2 ILE B 62 29.257 85.777 -11.616 1.00 33.69
ATOM 2985 CGl ILE B 62 31.200 B86.490 -10.183 1.00 32.38
ATOM 2986 CDl ILE B 62 31.092 B5.548 -9.009 1.00 31.62
ATOM 2987 C ILE B 62 30.070 89.381 -10.676 1.00 31.70
35 ATOM 2988 O ILEB 62 29.042 B9.855 -10.203 1.00 32.94.




ATOW994CA ASN B6434. 10393. 619-8.9241. 00 31. 14 ATOW995CB ASN 18 M 005
B6434. 06594. 478-10. 2031. 00 32. 39 ATOW996CG ASN 86433.18895.722-fb.6%6£.00
34.17 ATOW9970D1 ASN B6432. 08695. 689-9. 5431. 00 35. 90 10ATOWP998ND2 ASN
B6433. 67496. 8282 4248461. 00 34. 72 ATOWR999C ASN B6434. 28294. é88usn168kd. 00
30. 61 ATOMBOOOO ASN B6433.49794.413-6.7381. 00 31. 75 ATOMBOO1IN QY

B6535. 32895. 309- 7. 6941. 00 29. 88 ATOMB002CA 'GLY B6535. 61796. 185-6.5761. 00
28. 45 15ATOMB003C GAY B6536. 93696. 903- 6. 7451. 00 28. 07 ATOMB0040 GY

B6537. 62296. 729-7. 7481. 00 29. 15 ATOVB005N SER 86637. 26797. 708-5. 7551. 00
27.55 ATOVBOO6CA SER B6638.53198.481-5. 7471. 00 26. 86 ATOMB0O07CB ‘
SERB6638. 57399.368- 424981k 00(;13{15615320AT@%BQ€)§3C£59.§ER 10.400 1.00 30

B6638. 37498. 58 009 6639. 76397. 584- 5 7661 00
26. 13 ATOVBOlOg)MéE g%%ﬁo‘”ésiég oé %‘E 55(3%0 ArARBo 2R BidE2®

B6739. 55196. 290AT8453839100° 24912@BA15®v3012@A611RE986m0. $7595.1303-25. 5261, 00
23. 70 25ATO\/801:&63 PRE B67 40::308943201- 43H31951. 9053977, 76§ OMBOL 4GG; PRE

86739.00193 00 21 015 R 9293, 860-4. 0361.-00
19. 62 ATOVROL @?6 758, %%“’SB ggg %D%Zf gzggg ‘*%‘F 08% 3212 PPRE
B6736. 67693. 276“LT@M29?3_940063320A%1953(§Amv303198¢:@2 PRELB67872662920 329:6. 0841. 00

21.51 ATO\/BOl%&oEREzBﬁ,?S@ 5ER92. 399- 5. 32245:00523729; ATVBQ20L ;PHE
B6740. 82794. 68% %ﬂ .00 25 04 ATOMBO210 PRE B6741.93394. 26/- 7. 2501. 00

25.12 ATOVB022 "7 4594 645- 7. 7241160 P70 S5RTOMB0YBEA- Gy
86839. 84294. 09ATOM 0703970002533N9B 1 58 MAR 200E WO .69 248933 PATHUSOLIR9549 - 92

ATOMB024C QY B&838. 963924385 0. 3491. 005325;52: ATEAVBOL230: A3 Y0 34,
B6839. 22791. 80%£‘€ 8471.00 29.19 ATOMB026N VAL 86937 96993. 092 10 2111. 00

25. 48 ATOMB027 | *BBo36. 95703, £H7 -103 7%3531 Yo', 30 CBATAMIOIBCE VAL

B6937. 16391. 96@T0M 2. ?BE1. ©®0 558 §1] 64 .497 94.413 -6.733 1.00 31.75%
ATOM 3001 N GLY B 65 35.328 95.309 -7.694 1.00 29.88
ATOM 3002 CA GLY B 65 35.617 96.185 -6.578 1.00 2B.45

15 AToM 3003 C GLY 8 65 '36.936 $6.903 -6.745 1.00 28.07
ATOM 3004 O GLY B &S 37.622 95.729 -7.748 1.00 29.15
ATOM 3005 N SER B 64 37.287 97.708 -5.755 1.00 27.55
ATOM 3006 CA SER B 66 39.531 98.481 -5.747 1.00 26.86
ATOM 3007 CB SER B 66 38.573 99.363 -4.4%3 1.00 31.61

20 RTOM 3008 OG SER B 66 38.374 98.581 -3.325 1.00 36.30
ATOM 3009 C SER B 66 33.763 97.584 -5.766 1.00 26.13
ATOM 3010 O SER B 66 40.881 98.061 -5.9279% 1.00 26.30
ATOM 3011 N PHE B 67 39.551 96.230 -5.538 1.00 24.20
ATOM 3012 CA PHE B 67 40.625 95.303 -5.526 1.00 23.70

25 ATOM 3013 CB PHE B 67 40.308 94.201 -4.519 1.00 19.77
ATOM 3014 CG PHE B 67 39.001 93.542 ~4.787 1.00 21.78
ATOM 3015 CD1 PEE B 67 37.892 93.860 -4.036 1.00 19.62
ATOM 3016 CD2 PHE B 67 38.875 92.622 -5.816 1.00 22.71
ATOM 3017 CE1 PHE B 67 36.676 93.276 -4.297 1.00 20.09

30 aTtoM 3018 CE2 PHE B 67 37.662 92.025 -6.084 1.00 21.51
ATOM 3019 CZ PHE B 67 36.558 92.359 -5.322 1.00 23.29
ATOM 3020 C PHE B 67 40.827 94.686 -6.917 1.00 25.04
ATOM 3021 O PHE B 67 41.933 94.267 -7.250 1.00 25.12
ATOM 3022 N GLY B 68 39.749 94.643 -7.724 1.00 27.00

3 ATOM 3023 CA GLY B 68 39.842 94.097 -~%.070 1.00 25.19




ATOMB029CGL VAL 86936, 10691. 032 - 12. 8631. 00 21.84 ATOVBO300G2 VA,
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ATOM 3189 CG ASP B 90 54.310 95.921 -5.352 1.00 52.43
ATOM 3190 OD1 ASP B 90 54.173 96.967 -6.024 1.00 51.92
ATOM 3191 OD2 ASP B 90 55.421 95.385 -5.141 1.00 52.38
ATOM ~ 3192 C ASP B 90 53.777 92.831 -4.409 1.00 54.65
30 ATOM 3193 O ASP B 90 53.481 92.563 -3.252 1.00 55.24
ATOM 3154 N LYS B 91 54.873 92.451 -5.03% 1.00 55.6%
ATOM 3195 CA LYS B 91 55.824 91.507 -4.429 1.00 56.44
ATOM 3196 CB LYS B 91 57.142 91.480 -5.177 1.00 56.74
ATOM 3197 CG LYS B 91 57.101 90.724 -6.482 1.00 56.89
35 aAToM 3198 CD LYS B 91 56.988 91.646 -7.701 1.00 56.85




ATOVB204 CAARG B9256. 44093. 812-1. 6121. 00 60. 32 ATOMB205 CBARG

B9256.

62.74

56795. 344- 1. 6281. 00 61.19 ATOMB206 CCARG B9255. 22396. 051} 8L M&R 2105 00
ATOM3207 CD. ARG B9255. 09197. 310-0. 9361. 00 64. 16 10ATOM3206 NE ARG

B92. 53. 73497. 4&202048831. 00 64. 89 ATOM3209 CZ ARG B9252. 6909CTa48rHs06401. 00

65. 15

B9251.

60. 27

B9355.

58. 24

B9353.

61. 43

B9354.

61. 96

B9353.

57. 26

B9452.

49. 90

B9453.

54. 32

B9450.

45. 14

B9549.

35. 63

B9546.

31. 82

ATOMB210 NH1 ARG 39252.81598. 353-2. 3031. 00 64. 76 ATOVB211 NHZ2 ARG
51098. 013- 0. 4311. 00 65. 43 ATOMB212 T ARG B9255. 25793. 328-0. 8711. 00
15ATOVB213 0 ARG B9254. 11493. 626-1. 1671. 00 60. 72 ATOM3214 N PHE
62892. 5510. 0931: 00 59. 54 ATOMB215 CA ?HE B9354. 72892. 0581. 0981. 00
ATOMB216. CB PHE B9353. 93193. 2381. 6111. 00 59. 80 ATOM3217 CG PHE

AToNB18 e P e s R 1803 2605, st O 7a A oDy . Dot 00
37593. 0465%%2012%0 ¥1. 55 ATéRB221 ¥ H%'gé%yz'i'%hgi:@séﬁoa 1. 00
ATOVB222 MCEM ?HE20B9353. 26792 53385, 680110096332 6-3-25ATOME223.6€ PHE
ATQVB225 N1 YS. H0455. 11090, 3951, 7201, 00 5233 ATONR226 CAL LY.
16189.3308T9%6812%0 g, HF E\T%%Mé?z%ez%vs?%éi%z%% 2%39 41 00
30ATOVB2280CG £X$ BIASZC6R187. 546267341, G052, 02 SITOVBE290 QB LYS
88886. 960401 001,020 &3. 08 ATOGWB230 LEsbYSeBI4E3. 7228810295 1821. 00

ATOMB231 NZ LYS B9454. 36787.5696. 4721. 00 55. 37 ATQWB232 C. LYS
75889. 87212642950 H4. ¥ 35 TOVB233 621 %553514501 @Ba és% 4041. 00

18 MAR 20084 WB02/ X8IRCPETAUS01/ 20549 - 98 3NTOVB234NLABNSH . 16
79489017 2400341,030 39 L& ATGMB235GA ASN 80548. 40589. 631 50331. 00
ATOVB236CB ASN_ B9547. 63388. 938. - 0.0971. 00 rsiﬁ 69, ATOMB2370G ASN

20689. 57919 48P (FF 383 BATOVBZZBEIIL AGN Bo548:22690. 620°1. 0561. 00

ATOM 3210 NHL ARG 3 92 52.815 98.353 -2.303 1.00 64.76
ATOM 3211 NH2 ARG B 92 51.510 9B.013 -0.431 1.00 £5.43
ATOM 3212 C ARG B 92 ' 55.257 93,328 -0.871 1.00 60.27
15 ~ATOM 3213 O ARG B 92 54.114 93.626 -1.167 1.00 60.72
ATOM 3214 N PHE B 93 55.628 92.551  0.093 1.00 59.54
ATOM 3215 CA PHE B 93 54,728 92.058 1.0%8 1.00 58.24
ATOM 3216 . CB PHE B 93 53.931 93.238 1.611 1.00 59.80
ATOM 3217 CG PHE B 93 53.712 92.969 3.023 1.00 60.86
20 aToM 3218 CDL PHE B 93 54.604 93.373  4.005 1.00 61.43
ATOM 3219 CD2 PHE B. 93 52.576 92.292 3.388 1.00 61.7%
ATOM 3220 CElL PHE B 93 54.375 93.046 5.329 1.00 61.52
ATOM 3221 CE2 PHE B 93 '52.334 91.959 4.705: 1.00 61.96
ATOM 3222 CZ PHE B 93 53.237 92.338 5.6B0 1.00 62.16
25 aroM 3223 -C PHE B 93 53.820 90.910 0.699 1.00 56.34
ATOM 3224 © PHE B 93 53.778 90.473 -0.455 1.00 57.26
ATOM 3225 N LYS B 94 $3.119 90.395 1.720 1.00 52.33
ATOM 3226 CA LYS B 94 52,161 89.300 1.568 1.00 48.31
ATOM 3227 CB LYS B 94 '52.287 88.270 2.684 1.00 49.90
30 ATOoM 3228 CG LYS B 94 53.621 B7.546 2.73¢ 1.00 52.02
ATOM 3229 CD LYS B 94 53.BB8 86.960 4.100 1.00 53.08
ATOM 3230 CE LYS B 94 53.772 88.02% 5.182 1.00 54.32
ATOM 3231 NZ LIS B 94 54.367 87.563 6.472 1.00 55.37
ATOM 3232 C LYS B 94 50.758 89.872 1.626 L1.00 44.39
35 aAtom 3233 0 LYS B 2.204 1.00 45.14

94 50.553 80.937



ATOVB239ND2 ASN B9545. 22388. 9480. 0741. 00 30. 54 ATOVB240C ASN
B9547. 76789. 3002. 3841. 00 32. 38 ATOMB2410 ASN B9547.91088. 1862. 87018 HAR &3 37
ATOMB242N ARG B9647. 07890. 2672. 9851. 00 31. 13 10ATOVB243CA ARG

B9646. 43690. 0584,,284:1. 00 27. 36 ATOVB244CB ARG B9645. 98591. ﬁgéjsg@é;moo
27.69 ATOMB245CG ARG 89645. 47991. 2886. 3311. 00 28. 43 ATONVB2

B9646. 14992. 3037. 2391. 00 29. 78 ATOMB247NB8ARG B9645. 44193. 5807. 2481. 00

30. 41 15ATOMB246CZ ARG B9645. 95994. 7207. 7091. 00 30. 73 ATOVB249NH1 ARG
B9647. 20494. 7608. 1881. 00 32. 67 ATOMB250NH2 ARG 89645. 22995, 8277. 6901. 00
31.28 ATOMB251C ARG B9645. 24889. 1164. 1581. 00 26. 30 ATOMB2520 ARG
BO645. 04088, 2374, 9951, 00 24. 70 20ATOMB253N GLU BI744. 46689, 2983 0981. 00
24.76 ATOVB2548%Ma 3285743, 36888, 4582, 8691900 #2181 ATeRB255TR A

B9742. 43589. 00310M7 332390 CA4 A8 BATEMVB256ES 4G5 U 8397341 . 26788, 100133341 00
22.80 ATOVB257ERWGLU,B9740. 36388. 84.20. 44715390 s3Lo4 25AFOVB2RBOELoCLU
B9739. 07988. 4140. 4611.00 25.04 ATOVB259CE2 GLU B9740. 65589. 772-0. 2531. 00
21. 61 ATOVB260CTW U B9745568687 0002, 6211:66 5153 ArokB2610° 3883

B9742. 930863 109E#0852380 0pY A8 ATCVB262M5 1226 BOSHRA. 85586 718®. 6142. 00 19. 37
30ATOMB263CA LERLBIBASs 3088554 13157401, Q9 ;8. 5 ATOVBRG4CE, LEU;

B9846. 38785. 3710, 6641. 00 16. 63 ATOMB265CG LEU BO846. 97783. 0850. 3671. 00

16. 92 ATOVB266EHM LEG!Bo845 288 783%012- 010771, 8- 33, 52- AAOVB 7 DI LEU
39848. 09484. 072t@. 67241 00 18s¥%F 3FATOVB26SCH LEY. BIS4%. 8101 84. 6609330001, 00
18. 68 WO 02/ 24803 - 99,48 yMARR2Q05445 PCT/ WsGhk 29549 ,ATOVER690 J.EQ B

9845. 53383, 5253, 194100 15. 55 ATOVB270N G N B 9946. 56085, 4113. 8351 00 19. 69
ATOVB271CAM G NP EY00474 93584 289 75 8581, 06° 235 78° OPeNB375¥R &N & -3

9948. 05285. 757ATCH. 78714 008 2ARTS 535TOMB273.085 Giall. B69949887 3850988520591, 00

33.53 ATOM 3245 CG ARG B 96 45.479 91.288  6.331 1.00 28.43
ATOM 3246 CD ARG B 96 46.149 92.303 7.239 1.00 29.78

ATOM 3247 NE ARG B 96 45.441 93.580 7.248 1.00 30.41

15 ~aToM 3248 CZ ARG B 96 45.959 94.720 7.709 1.00 30.73
ATOM 3249 NHL ARG B 96 47.204 94.760  B.188 1.00 32.67

ATOM 3250 NH2 ARG B 96 45.229 55.827  7.690 1.00 31.28

ATOM 3251 C ARG B 56 45.248 89.116 4.158 1.00 26.30

ATOM 3252 O ARG B 96 45.040 B88.237 4.995 1.00 24.70

20 aToM 3253 N GLU B 97 44.466 89.298  3.098 1.00 24.76
ATOM 3254 CA GLU B 97 43.303 88.458 2.867 1.00 22.51

ATOM 3255 CB GLOU B 97 42.435 89.003 1.733 1.00 24.93

- ATOM 3256 CG GLU B 97 41.267 88.104 1.334 1:00 22.80
ATOM 3257 CD GLU B 97 40.263 88.812 0.447 1.00 21.64

25 ATOM 3258 OEL GLU B 97 39.079 88.414 0.461 1.00 25.04
ATOM 325% OE2 GLU B 97 40.655 89.772 -0.253 1.C0 21.61

ATOM 3260 C GLU B 97 43.686 87.009 2.621 1.00 21.52
ATOM - 3261 O . GLU B 97 42.930 86.109 2.985 1.00 24.82

ATOM 3262 N LEU B 98 44.855 86.778 2.014 1.00 19.37

30 aAtoM 3263 CA LEU B 98 45.308 85.413 1.740 1.00 18.57
ATOM 3264 CB LEU B 98 46.387 B85.371 0.664 1.00 16.63

ATOM 3265 CG LEU B 98 46.977 8£3.985 0.367 1.00 16.92

ATOM 3266 CDL LEU B 98 . 45.85%7 83.012 -0.077 1.00 13.54

AToM 3267 CD2 LEU B 98 48.094 84.072 -0.672 1.00 18.79

35 atoM 3268 C LEU B 98 45.811 84.700 3.000 1.00 18.68




ATOMB274CD GLN B 9950. 47184. 9985. 4471. 00 38. G2 ATOVB2750E1 GLN B
0951. 62485. 3845. 6571. 00 39. 28 ATOMB276NE2 GLN B 9950. 12483. 7115. 5@@1 gc%

41. 46 ATOMB277C GLN B 9945. 93484, 387. 5. 9651. 00 19. 19 10ATOMB2780 AR 2003
9945, 94183. 29%@ BO@®3 00 19. 09 ATOMB279N | LE B 10044. 93485, 24¢4fis0ifA3is00

19. 23 ATOMB280CA | LE B 10043. 74784. 9626. 8261. 00 20. 77 ATOVB281CB | LE B
10042. 86486. 2217. 0251. 00 18. 93 ATOMB282C% | LE B 10041. 43385. 8607. 3811. 00
18.23 15ATOVB283 CGL | LE B 10043. 46187. 1698. 0681. 00 17.33 ATOVB284CDL | LE B
10042. 90788. 5708. 0061. 00 12. 19 ATOMB285C | LE B 10042. 92183. 7966. 3141. 00
23.82 ATOMB2860 |LE B 10042. 55482. 8757. 0451. 00. 24.69 ATOMB287N MET B
10142. 61883. 8395091742680 @4. &% 20ATOVB2§8GA3MEE. B5101414 82182, 7864. 3791. 00
24.19 ATOVB289 T.R.10141. 44983 1822. 0 26 ATOMB290CG NET B
10140. 49184. 34%?%91560%8.%@ %T 291§%55%IE:1T B% %31393.'6%8111‘{92&-,58021. 00
37. 47 ATOVB292GEOWET32311(RR39G1855 845 3360 42071, 00 - BR. 45 . 2SATOMB298CaVET B
10142. 49781. 418408928700 &2. &4 ATOWB294Qs NET RBs18541.:829805 404, 3971. 00

23. 04 ATOVB295N 0243. 826814024, 00 23. 08 ATOVB296CA ARG B
10244, 59580%15 @‘geﬁ 302”% ‘%‘% E8ATE)‘§B297%§%?¢GB§ 24668186 Beak 33481, 00
26. 73 30ATOVB298®G ARGHB CPOX4S. 51580, 71492-4808B40%9830.5874 ATOVB298GD ARG B

10247. 20979. 5042012145790 29. 82 ATOMB300NE ARG B, 30248, 58179.309%1.,8281. 00
32. 54 ATOVB301CZ ARG %10249 4897%_8841 5251. 00 32. 00 ATOMB302NHL ARG B

10249. 19577. 590163260 "51. 544 B35ATOMB3G3NE2 ARG B 1028% 6697942981, 1161. 00
34.43 1 8 MAR 2005 \¥R702%24898 PCTI USOLA29549 84100 . AFOMB30400AL %G B

10244, 3827903040i6535:100 27. 3% ATEWBI05Qs ARG B310344.556678, 085, 6101. 00
26. 87 ATOVB306N LYS 0344. 02579 9216. 7831. 00 _27. ATOVB307CA LYS B

10343. 84679. 13878, 0T11. 0o F*E6d ‘BATOMBADECE Lﬂ\?'s“é 16391744 35999:%8889. 2411. 00

27.93 ATOM 3280 CA ILE B 100 43.747 '84.962 6.876 1.00 20.77
' ATOM 3281 _CB ILE B 100 42.964 86.221 7.025 - 1.00 18.93 -

ATOM 3282 CG2 ILE B 100 41.433 85.860 7.381 1.00 18.23

15 aTom 3283 CGl ILE B 100 43.461 87.169 B.068 1.00 17.33
ATOM 3284 CD1 ILE B 100 42.907 88.570 B.006 1.00 12.19

ATOM 3285 C ILE B 100 42.921 83.796 6.314 1.00 23.82

ATOM 3286 O ILE 3 109 42.55¢ 82.875  7.045 1.00 24.69

ATOM 3287 N MET B 101  42.618 83.839 5,017 1.00 24.18

20  aToM 3288 CA WMET B 101 41.821 B2.786 4.379 1.00 24.19
ATOM 3289 CB MET B 101 41.449 83.182 2.953 1.00 26.26

ATOM 3290 CG MET B 101 40.491 84.346 2.889 1.00 28.56

ATOM 3291 SD MET B 101 39.096 84.023 1,802 1.00 37.47

ATOM 3292 CE MET B 101 39.857 84.336 0.207 1.00 35.49

25 ATOM 3293 C MET B 101 42.497 81.418  4.39%2 1.00 22.54
ATOM 3294 © MET B 101 41.820 80.400 4.357 1.00 23.04

ATOM 3295 N ARG B 102 43.826 81.402 4.391 1.00 23.08

ATOM 3296 CA ARG B 102 44.595 80.157 4.393 1.00 25.61

ATOM 3297 C€B ARG B 102 45.081 80.464 4.248 1.00 26.73

30 ATOM 3298 CG ARG B 102 46.515 80.714 2.808 1.00 30.87
ATOM 3299 CD ARG B 102 47.209 79.504 2.214 1.00 29.82

ATOM 3300 NE ARG B 102 48.581 79.80% 1.828 1.00 32.54

ATOM 3301 Cz ARG B 102 49.489 78.884  1.525 1.00 32.00

ATOM 3302 NH1 ARG B 102 49,195 77.590 1.632 1.00 31.74

35 ATOM 3303 NH2 ARG B 102 50.699 79.255 1.116 1.00 34.43




ATOMB309CG LYS B 10343. 93881. 3349. 3681. 00 27. 88 ATOM3310CD LYS B

10345.
31. 30
10342.
28. 69
10440.
24.10
10438.
24.52
10439.
23. 86

10538.

27.01

10539.

22. 82

10635.

24.16

10633.

24. 11

10631.

10631.

02482. 1939. 9871. 00 31.30 ATOVB311CE LYS B 10344. 91482. 22514 M# 280500
ATOVB312NZ LYS B 10345, 77183. 29412. 1151. 00 31.93 10ATOMB313C LYS 8
39878. 6 .00 25.91 ATOMB3140 LYS B 10342. 15177. 00
ATCNBSlgﬁﬁEééﬁ 10441. 44379. 3487. 5851. 00 25. 04 ATCNBS%%%§§qé%%%
03579. 0107. 7751. 00 24. 60 ATOVB31170B-LEU B 10439. 14580. 1957. 4671. 00
15ATOMB318CG LEU B 10439. 55481. 5188. 0971. 00 25. 73 ATOMB319CD1 LEO B
56682. 6157. 6981. 00 22. 14 ATOMB320CD2 LEU B 10439. 64881. 3789. 6201. 00
ATOMB321C LEU 3 10439. 53377. 7747. 0261. 00 26. 61 ATOMB3220 LEU B

89977.505%5. 872 00 27.07 20ATOM3323N, _ASP B 10538 639. 77.0617. 7011. 00

ATOVB324 88 sp 81 1§53 72660752 8777. 4485, 0 - 3% 16° ATONVE3SSER- Bop B
89574. 644TOM2FEEIO0 025234 ATOMB326GE 4SP B .1065385.38873.. 4826. 8691. 00
ATCNBSZ?QQ%IASBOE %05315%;5&5 457QQQﬂ§1-Qp A7.72 125 [C§§?§8 2 ASP
20472.6116. 0171 ATOMB329C ASP B 10536, 71675 901. 00
ATOVB3306" RSP %010%6 L7fl=?’>6972t°33428 d43500"243%78 WPOMBI3ZIN2A D B
667765395Tor6 7(RBO0 cB3.528 PATEVB332GA. 14BS B . 496349 41076. 812B. 8911. 00
30ATOMB3334B H3gq Bc%OQ?zé 339537 7.4989. %%6191093426 95 Ng"’g@gg% H S B
19277. 39210. 3781, 00 24.58 ATOMB335CD? HIS B 10633.19 911. 6721.
ATOVB336REY HIE'B fBeéfséé?%% 723fé‘889£”06¥b4 BISATEMBBIXCEL H S B
13877. 5261 15211 0€@E25.y65 ISATOVBIA38NE? 44. 848 11.511 1.00 31.30

91277. OBQ%gflgg} 0Q:2%+,2% 18; MAR 2Q05,r MO 02 li%gﬁg3gga%H?gaE29549

-101 ATCNB;SQ CH S B 10633. 19976. 2607. 4611. 00 23. 88

10633
24. 06

1117700068 75P1 90 C25. 186 BateB341 ‘RICYE B816°832. 26975 139U 258031, 00
ATOVB342aACYS3B1 1073 1y027 763 1447 40631. 00 . 2. 465.016 1.00 28.69

ATOM 3315 N LEU B 104 41.443 79.348  7.585 1.00 25.04
ATOM 3316 CA LEU B 104 40.035 79.010 7.775 1.00 24.60
ATOM 3317 CB LEU B 104 39.145 80.195 7.467 1.00 24.10
15 &aTOM 3318 CG 1EU B 104 39.554 81.518  8.097 1.00 25.73
ATOM 3319 CBlL LEU B 104 38.566 82.615 7.698 1.00 22.14
ATOM 3320 CD? LEU B 104 33.648 81.378 9.620 1.00 24.52
ATOM 3321 C LEU B 104 39.533 77.774 7.026 1.00 26.61
ATOM 3322 O LEU B 104 39.889 77.505 S5.872 1.00 27.07
20 ATOM 3323 N ASP B 105 38.639 .77.061 7.701 1.00 23.8&
ATOM 3324 CA ASP B 105 37.980 75.877 . 7.182 1.00 24.16
ATOM 3325 CB ASP B 10§ 38.895 74.64¢  7.229 1.00 25.34
ATOM 3326 CG ASP B 105 38.388 73.488 6.36% 1.00 27.01
ATOM 3327 ODl ASP B 105 37.178  73.457 6.045 1.00 27.72
25 aAToM 3328 o©OD2 ASP 3 105 39.204 72.611  6.017 "1.00 31.45
ATOM 3329 C ASP B 105 36.716 75.644  7.990 1.00 22.82
ATOM 3330 O ASP B 105 36.706 74.842 B.904 1.00 24.78
ATOM 3331 W HIS B 106 35.667 76.395 7.670 1.00 23.73
ATOM 3332 CA HIS B 106 34.410 76.312 B.391 1.00 24.16
30 ATOM 3333 CB HIS B 106 34.305 77.498  9.376 1.00 26.05
ATOM 3334 CG HIS B 106 33.192 77.392 10.378 1.00 24.58
ATOM 3335 CD2 HIS B 106 33.1%8 746.989 11.672 1.00 24.11
ATOM 3336 NDL HIS B 106 31.887 77.723 10.089 1.00 24.83
ATOM 3337 CEl HIS B 106 31.138 77.526 11.157 1.00 25.65
'35 aToM 3338 WNE2 HIS B 106 - 31.912 77.080 12.129 1.00 21.29 -

B

00

.



SATOMB343 CB ' CYS B 10730. 19274. 0527. 74. 41. 00 28. 48 ATOMB344 SG CYS B
10729. 36674. 5619. 2851. 00 32. 88 ATOMB345 C CYS B 10730. 17876. 3936. 8861ARE0S
25.19 ATOMB346.0 CYS 3 10729. 23976. 3656. 0571. 00 25.17 ATOM3347 N ASN B
10830. 48577. 4836703884. 00 23. 81 10ATOME348 CA ASN B PCT/US01/29549

. 10829. 70578. 7217. 4241. 00 21. 66 ATOVB349 %g ASN B 10829. 03279. 1288. 7461. 00
24.36 ATOMB350 CG ASN B 10827.87278. 2279 1%71. 00 24.89 ATOVB351 OD1 ASN B
10827.86177. 63710. 2131. 00 26. 27 ATOMB352 ND2 ASN B 10826. 88378.1178. 2421. 00
25. 27 15ATOMB353 C ASN B 10830. 55979. 8656. 9011. 00 20. 89 ATOM3354 0 ASN 8
10830. 17181. 0346. 9931. CO 20. 76 ATOMB355 N I LE B 10931. 71679. 5206. 3511. 00

19. 97 ATOVB356 £l LE3B; 180934:$3586: 49353]qgg QQ 2]5% 68 ALOMB3R/L, LB, ILE B
10933. 91380. 5926, 6461, 00 18. 06 20ATOVB358

10934. 90881. 5588 167260 6. B6° ATHNB359 @:bleLETB’0£09é3?§92MPo@189 1001. 00
18. 80 ATOVB360 DY | 3E4¢B $0984s 831W1. 25482.2094 1500413 7783ATOMB3A10C | LE B
10933. 03280. 077;(19036413399 21. 205 ATQYB362 9, lobFB,10933. 43378 d?/é 4,.1301. 00
20. 77 25ATOMB363 N VAL 8 11032. 94081. 0123, 4191. 00 21.55 AT VAL B
11033. 32080. ’709%0641f3fﬁ) 5 B% RTtNB365 ¢B8AL’ Bofi03§.714(55811.090?@1f‘31051. 00
22.38 ATOVB366 GH VAB:B 9408% 31282, 83013.53061 700522, 9224TAVBAGE .2 VAL B
11032. 79081. 41251%30(3;,44)0027 21 530ATOVB368 |G, VAL 3§31193§5 6§§g 2'%2g 0011 00
20. 46 ATOVB369 0 VAL B 11035. 68380.9342. 3751 00 22.12 ATCMVB

11134. 94776. 9918057200 20. 68 ATENB371 EA2ARG'B 3£1136: 025757380@@21175831 00
23.52 ATOVB372.ATOR ARBB 41186 23136. 87010.5281700:525. 99%5635ATAVRA78 CG ARG B
11137, 38376:011 1008163500 31. 2% b MR Ly, 10;02/,24893, RCT) 1SQL] 20549 - 102
ATOMB374CD ARG B 11137. 13574, 6101, 9081. 00 35. 06 ATOMB

11138. 03173. 9069884100 Fo. 83" ATB376CF ARG B 11ﬂ37 67f8731 9$4039401. 00
41.78 ATOVB377NHDMARGB 146l 3650G8678. 020. 20832418 3074297187 1.00 24.89

ATOM 3351 OD1 ASN B 108 27.861 77.637 10.213 1.00 26.27
- ATOM 3352 ND2 ASN B 108 26.883 78.117 8.242 1.00 25.27
15 aroM 3353 C ASN B 108 30.559 79.8B65 6.901 1.00 20.89
ATOM 3354 O ASN B 108 30.171 81.034 6.993 1.00 20.75
ATOM 3355 N ILE B 109 31.716 79.52C 6.351 1.00 19.97
ATOM 3356 CA ILE B 109 "32.635  B0.493 5.796 1.00 19.68
ATOM 3357 CB ILE B 109 33.913 80.592 6.646 1.00 18.06
20 aToM 3358 CG2 ILE B 109 34.308 B81.558 §.01§ 1.00 16.00
ATOM 3359 CGl ILE B 109 33.592 81.001 B.100 - 1.00 18.80
ATOM 3360 CDl ILE B 105 34.831 81.254 8.924 1.00 13.72
ATOM 3361 € TILE B 109 33.032 80.077 4.364 1.00 21.70
ATOM 3362 O ILE B 109 33.433 7¢.930 4.130 1.00 20.77
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15 aAToM 3528 ©G LEU 3 128 46.128 B6.602 ~4.280 1.00 22.15
ATOM 3529 CDl LEU B 128 45.759 B85.218 ~4.328 1.00 17.31
ATOM 3330 CD2 LEU B 128 46.107 87.156 -2.854 1.00 22.87
ATOM 3531 C LEU B 128 45.376 86.677 -7.040 1.00 22.48
ATOM 3532 O LEU B 128 44.424 87.447 -7.019 1.00 24.60
20 aroM 3333 N ASN B 129 45.252 85.400 -7.333 1.00 21.14
ATOM 3534 CA ASN B 129 43.945 84.834 -7.650 1.00 20.80
ATOM 3335 CB ASN B 129 43.957 - B4.125 -9.013 1.00 21.B1
ATOM 3536 CG ASN 3 129 44.312 85.073 -10.152 1.00 21.32
ATOM 3537 ODL ASN B 129 45.468 B85.447 -10.318 1.00 22.73
25 aroM 3538 ND2 ASN B 129 43.312 . 85.479 -10.919 1.00 21.75
ATOM 3539 C ASN B 129 43.472 83.89%3 -6.556 1.00 20.70
ATOM 3540 © ASN B 129 44.151 82.936 =-6.207 1.00 21.20
ATOM 3541 N LEU B 130 42.302 84.183 -6.026 1.00 20.83
ATOM 3542 CA LEU B 130 41.717 83.384 -4.974 1.00 21.65
30 AroM 3543 CB 1LEU B 130 41.290 B84.270 ~3.787 1.00 22.41
ATOM 3544 CG LEU B 130 42.398 85.111 ~3.150 1.00 22.43
ATOM 13545 CD1 LEU B 130 41.814 B6.206 =~2.267 1.00 23.86
ATOM 3546 CD2 LEU B 130 43.361 84.234 ~2.370 1.00 22.19
ATOM 3547 C LEU 8 130 40.533 B82.634 -5.511 1.00 19.68
35 aTOoM 3548 O. LEU B 130 39.582 83.240 ~-5.980 1.00 21.26




5ATOMB553CG2 VAL B 13141.19979. 5661- 7. 5581. 00 20. 04 ATOVB554C VALS 3AR 2005
13138. 62080. 082- 4. 7681. 00 20. 58 ATOMB5550 VAL B 13138.92979.179-3.9971. 00
21.73 ATOWVB556N LEU B 13237.53680. 827-4. 6441. 00 24. 39 ATOMB557CA LEU B
13236. 56780. 60 &/3%21. 00 25. 11 10ATOVB558CB LEU B PCT/US01/29549
13236. 15282. 066- 3. 0901. 00 21. 67 ATCNBSSQ%% LEU B 13237. 30483. 031- 2. 8301. 00
24.25 ATOMB560CDL LEU B 13236.90284. 472-328221. 00 21.82 ATOMB561CD2 LEU B
13237. 80982. 870- 1. 4031. 00 22. 44 ATOMB562C LEU B 13235. 32979. 922- 3. 9851. 00
27.80 15ATOMB5630 LEU B 13234.98279.844-5.1721. 00 29.52 ATOVM3B564N ASP B
13334. 64179. 419-2.9721. 00 27.43 ATOVB565CA ASP B 13333. 38878. 709- 3. 1261. 00
28. 52 ATOVBS66CEBoASP 3B1dl 3832vA825 i31410- 1o/ dspl. £0380. %7 4ATOVBRG {£G,ASP B

13333. 21477. 071-1 149100 33 42 20ATOMB568001 ASP B
13333. 22776. 961 .597?%?)00 %%%% ATOVB569C 2 AsPPB14333%3 94787671 88-51. 9311. 00

35. 77 ATOVB570CTRSP B-3i338. BI199.3647- 3.4P665k. 00. 28 0ds.ATOVB5H10s ASP B
13332 28680. 81003136235.00c17y805 ATOVBST 2. AR 3. 13430, 63279, 161, 47241, 00

27. 47 25ATOMB57 TYR .B 1343Q. 62779. 985- 5. 3541. 00 26-54 ATOMB5Y4CB TYR B
13430. 54978\54;72]&&@875%3002%7‘?%88 ATOVB575¢a SPYR B3 13479 5531 8(F0682-0¢. 5231. 00

25. 44 ATOVB576CHAM TYRSE 1B42WAL86181. 981-37. 866180008 225-46 86 ATOMB57TCGEL TYR 3
13428. 93282. 83 %8y 423355000 28yz42 3QATOMBEZ8GR EYR B 3 o7 1. 5

13428, 23280. 251- 7. 7561 00 27.07 ATOMB579CEZ TYR B 13427, 29b81. Bo5-8. 3201. 00
28. 14 ATOMB580CZ YR B®13M27-852%d3% 384- 876%91. 9087, B6SHTOMPISA O3 TYR B
13426. 72563. 233:T9 1989570 0cA3 2Le438 ATOVB5826. kYR B .43428. 8611 79.06735 41 7221. 00
26.49 35ATQWB583G TYR 2 . 645-.4. 5461,.,00..29..00..18 5 WO

02/ 24893 PCT/ uso/2954% -l%gsﬁﬁ%%&m G%Lé% %5562)686. efog%a.l 6]7'%52.142[% 1.00

26. 03 ATOMB585CAN/AL B 13527988 867 857- 378%41.5300317. G183 RTOMBS8HCRS VAL B
13527. 30281, 038IQ 20635000:02 7LE8% ATOVBS5826Gh2VAl . B2 -3.122 1.00 21.82

13525. 92880. 77hrod - 7345k Q225029 132 37.8909 82.870 -1.403 1.00 22.44
' ATOM 3562 C LEU B 132 35.329 79.922 -3.985 1.00 27.80
15 ATOM 3563 0 LEU B 132 34.982 79.844 -5.172 1.00 29.52
ATOM 3564 N ASP B 133 34.641 79.419 -2.972 1.060 27.43

ATOM 3565 CA ASP B 133 33.388 78.709 -3.126 1.00 28.52

ATOM 3566 CB ASP B 133 32.825 78.410 -1.7238 1.00 30.97

ATOM 3567 CG ASP B 133 33.214  77.071 -1.145 1.00 33.42

20 ATOM 3568 ODl ASP B 133 33.227 76.961 0.0397 1.00 33.58
ATOM 3569 O0OD2 ASP B 133 33.478 76.128 -1.%31 .1.00 35.77
ATOM 3570 C ASP B 133 32.391 79.647 -3.766 1.00 28.01%
ATOM 3571 O ASP B 133 32.288 B80.81C -3.362 1.00 27.90
ATOM 3572 N TYR B 134 31.632 79.151 -4.724 1.00 27.47

25 ATOM 3573 CA TYR B 134 30.627 79.985 -5.354 1.00 26.54
" ATOM 3574 CB TYR B 134 30.549 79.772 -6.873 1.00 27.48
ATOM 3575 CG TYR B 134 29.531 80.682 -7.523 1.00 25.44

ATOM 3576 CDL TYR B 134 ~ 29.861L 81.981 -7.866 1.00 25.68

_ ATOM 3577 CEl TYR B 134 28.932 .82.831 -8.423 1.00 28.12
30 AroM 3578 CD2 TYR B 134 28.232 80.251 -7.756 1.00 27.07
ATOM  357% CE2 TYR B 134 27.296 81.095 -8.320 1.00 28.14¢

ATOM 3580 CZ TYR B 134 27.654 B2.384 -8.649 1.00 27.66

ATOM 3581 OH TYR B 134 26.725 B83.235 -9.198 1.00 32.43
ATOM 3582 C TYR B 134 29.261 79.773 -4.722 1.00 26.49%

55 ATOM 3583 O TYR B 134 28.804 78.645 -4.546 1,00 29.00



5ATOMB588C&E VAL B 13528.32280. 090-1. 6801. 00 26. 48 ATOVB589C VAL B 18§ MAR 2005
13526. 46481. 936- 4. 532-1. 00 28. 41 ATOVB5900 VAL B 13526.93483. 059- 4. 6951. 00
30. 10 ATOVB591N PRO B 13625.26781.581-5.0281. 00 29. 44 ATOVB592CO PRO B
13624. 63080. dinAudn31. 00 29. 98 10ATOVB593CA PRO B PCT/USOL/29549

13624. 41182. 496- 5. 8061. 00 29. 90 ATOVB594CB PRO B 13623. 38281. 546- 6. 4341. 00 .
30. 14 ATOVB595CG PRO B 13623.28780. 419-50%601. 00 30. 40 ATOVB596C PRO B
13623. 69683. 605-5. 0211. 00 29. 47 ATOVB5970 PRO B 13623.85784. 783-5. 3241. 00
29. 46 15ATOVMB598N GLU B 13722. 86083. 229-4. 0681. 00 28. 02 ATOVB599CA GLU B
13722. 08284. 209- 3. 3151. 00 29. 48 ATOMB600CB GLU B 13720. 78383. 560- 2. 6161. 00

13715 52685 381%, GHTL. b S7d3 13DATOVGROSEERSCT ) Br1- 116 1-00 2603 00 P

13719. 69385. 6ATO%. 2663, @8 3VLIS IATOVB6GACE2 GOWBE 137.892 338862269- 3. 1851.00‘
39.76 ATOVB60RGL UhsBs 134222840845 828- 31381, 0027 . 53 24T VEG0G0) 3V

13723. 89384. 340, - 1. 7331. 0_ATOMB607N THR B 13822. 26685. 890- 1. 5811 00
27.83 25AIchéﬁ§tA:¥Hh §Gi§§ié3é6%86 6G2: 582061700 25,724 ATSMBBOPCB THR B .
13823. 65087. Shor). 78534 . @62 2L 17 IATOVB626(E2 HIROB® -1.680 1.00 26.48

13822. 85188. 824yl 33'%%3 Q022:,1% ATOVB6130G%, THR Bsel3824582784, 5844,1. 6751. 00
24.71 ATOMB612C THR B 13821. 64887, 0880.4551. 00 23. 46 30ATOM36130 THR B
13820. 55887. 3832, 0699. G0 2L Fo I ATOMBE 2ANVALP3ROP3024: #8878 7903011 %7671. 00
23.34 ATOVBG61BTOMCA MAL B 13900 34987. 689206 7FL. 60 18.258 ATOMB646:4CB VAL B
13921. 34287. 8;%ﬂ413§;20901%mgq3@;gw861; QGh AL, B 133%93241§§2§ag5 0301. 00
17. 18 35Ag§¥6618 VAL B 13921, 78786. 4694. 6511, 00 16.04 1 8 MAR 2005 WD
02/ 24893 B84/ 28349 CR1E° AréRBe19C2 VAl B stgﬁb.z%ééé.éi%é?%d?l.oo 16. 00
ATOVB6200 VAL aBoMl 391594 0568 PrA22232681. A0. 359, 23 . NEOMBG21N TYR Bo.14

14021.13189. 8924, 6981 0% 173 % ATOVBE22CATYR B, 44020, 291910194 1s1821. 00

18. 53
ATOM 3%96 C PRO B 135 23.695 B83.605 -5.021 1.00 29.47
ATOM 3537 O PRO B 135 23.857 84.783 -5.324 1.00 29.46
15 atoM  35%8 N GLU B 137 22.860 B83.229 -4.068 1.00 28.02
ATOM 3593 CA GLU B 137 22.082 B4.209% -3.315 1.00 29.48
ATOM 3600 CB GLO B 137 20.783 83.560 -2.€816 1.00 31.02
ATOM 3601 CG GLUO B 137 19.533 83.933 -3.601 1.00 34.32
ATOM 3602 CD GLU B 137 19.526 B5.3BlL -4.047 1.00 37.83
20 AToM 3603 OR1l GLU B 137 19.693 B85.627 -5.260 1.00 3%.93
ATOM 3604 OE2 GLU B 137 - 19.358 86.269 -3.185 1.00 39.76
ATOM 3605 C  GLU B 137 22.846 B84.B28 -2.138 1.00 27.83
ATOM 3606 ©O GLU B 137 23.893 B84.340..--1.733 1.00 28.10
ATOM 3607 N _THR B 138 22.266 B85.830 -1.581 1.00 27.83
25 nTOM 3608 CA THR B 138 22.806 B86.602 -0.406 1.00 25.21
ATOM 3605 CB THR B 138 23.650 B7.814 -0.781 1.00 22.17
ATOM 3610 OGl1 THR B 138 22.85) 88.B27 -1.358 1.00°'22.19
ATOM 3611 CG2 THR B 138 24.827 B7.524 -1.675 1.00 24.7i
ATOM 3612 C THR B 138  21.648 87.088  0.455 1.00 23.45
30 atomM 3613 ©O THR B 138 20.558 87.353 -0.061 1.00 22.29
ATOM 3614 N VAL B 139 21.887 §7.220 1.767 1.00 23.32
ATOM  3615. CA VAL B 139 . 20.840 87.689 2.678 1.00 18.25
ATOM 3616 CB VAL B 138 21.342 87.81% 4.138 1.00 19.10
ATOM 3617 CGl VAL B 139 20.241 88.386 5.030 1.00 17.18
35 aToM 3618 CG2 VAL B 139 21.787 B6.46% 4.651 1.00 16.04



SATOMB623CB TYR B 14021. 87391. 9780. 5861. 00 17. 88 ATOM3624CG TYR B 1 7
14021. 43893. 261- 0. 0941. 00 22. 14 ATOMB625CD1 TYR B 14021.41494.4560.%3@5.@@
22. 08 ATOMB626CE1 TYR B 14020. 96595. 6270. 0101. 00 24. 00 ATOMB627CD2 TYR B
14021. 01393. 2w @24941. 00 25. 34 10ATOMB628CE2 TYR B PCT/US1/29549

140, 20. 58594. 439- 2. 0311. 00 25. 37 ATCNB62%§§ TYR B 14020. 57295. 618- 1. 3061. 00
28.17 ATOMB6300H TYR B 14020. 14496. 794-1."8981. 00 29. 63 ATOVB631C TYR B
14019. 59391. 0540. 1271. 00 22. 25 ATOMEB6320 TYR B 14018. 58991. 7640. 1771. 00

23. 33 15ATOMB633N ARG B 14119. 78190. 155-0. 8441. 00 25. 14 ATOM3634CA ARG B
14118. 78289. 976- 1. 8971. 00 25. 99 ATOMB635CB ARG B 14119. 35483. 162- 3. 0621. 00

29.20 ATOVB636GE#RGB 9144 207x159985003- 400451 . £0 034 . 68 26T OYBERTER ARG B
14121. 39689. 263- 4. 5501..00 39. 35 20ATOMB638NE ARG

14121. 04988. 18%—1"%*.‘ 473‘%_"0(5’ 45“.'*‘343 i‘?‘bVBGBQ%ZmERGS982%4126.25i8é8903%32%. 6911. 00
48. 75 ATOVB640NEM ARESZR 141 2T¥R3D689. 608-22. 1891808950, DBIATOMBGAINE? ARG B

14120. 20487. 324 dy 4486200149 28: ATOVB642G ARG B .144117; 53269, @215 533411. 00
25. 44 25ATONB6430 ARG B 14116.491%8%\%51-§a§ 61. 00 25.68 ATOVB644N V. AL B
. 64

14217. 716882287268 533% 00 25" 77 AL B 1921%.°89387°% 1300571, 00
25. 48 ATOVB646@BONAL3M41 4516778921860 4240.29458. 0T - 26. 160 ATOVB6W7CGL VAL B

14215. 81485. 9054 4735,80 5. 86 SQATOVB648CGE VAL & 14213, 58685,8%30. 0881. 00
27.08 ATOVB649C_VAL 5’52 4215. 73488. 6100. %5301. 00 25, 06 ATOMB6500 VAL B

14214. 51288. 6000°Y631°%60 7. %6 ATEB651N AR B 14%16. 40989 14803148381, 00
25. 37 ATOVB652 @AM\ A3B 71432 5IYR3BIA0 5212. 23918, 0%F.28) 38 -3BATOMBGE3CB ALA B

AoNBoac A e B B g el AL g2 #9549 - 110
14313. 82191. 794&‘?“]12%280 ’3?5:"853 %%%8/3656&%%& ﬁ’tgggﬁ 492 Io%068 5d81. 00
27.14 ATOVB657 GAOMARGIR01 41 50YR25930 023, 20, WA7 19600902 7-5698 1.00 29.63

ATOM 3631 C TYR B 140 19.393 91.054 0.127 1.00 22.25
ATOM 3632 O TVR 3 140 18.589 91.764  0.177 1.00 23.33
15 AToM 3633 N ARG B 141 19.781 90.155 -0.d844 1.00 25.14
ATOM 3634 CA ARG B 141 18.782 89.976 -1.897 1.00 25.99
ATOM 3635 (B ARG B 141 19.354 83.162 ~3.062 1.00 29.20
ATOM 3636 CG ARG B 141 20.1%% 90.003 -4.045 1.00 34.63

ATOM 3637 CD ARG B 141 21.396 89.263 -4.550 1.00 39.35
20 atoM 3638 NE ARG B 141 21.049 - 88.183 -5.473 1.00 45.84
ATOM 3639 CZ ARG B 141 20.518 B88.374 -6.691 1.00 48.75
ATOM 3640 NH1 ARG B 141 20.306 B89.808 ~-7.15% 1.00 50.02
ATOM 3641 NHE2 BRG B 141 20.204 87.324 -7.448 1.00 49.98
ATOM 3642 C ARG.B 141 17.532 B89.321 -1.341 1.00 25.44
25 ATOM 3643 O ARG B 141 16.410 89.751 =~1.626 1.00 25.68
ATOM 3644 N VAL B 142 17.716 88.287 -0.532 1.00 25.77
ATOM 3645 CA VAL B 142  16.573 87.613 0.057 1.00 25.48
ATOM 3646 CB VAL B 142 16.994 86.424 0.945 1.00 26.19
ATOM 3647 CGl VAL B 142 15.814 B5.805 1.747 1.00 25.98
30 ATOM 3648 CG2 VAL B 142 17.586 85.313 0.08BR 1.00 27.08
ATOM 3649 C VAL B 142 15.734 8B.610 0.850 1.00 25.06
ATOM 3850 O VAL B 142 14.51l2 98.60C6 0.763 1.00 27.10
ATOM 3651 N ALA B 143 16.409 89.489 1.598 1.00 25.37
ATOM 3552 CA ALA B 143 15.738 90.521  2.397 1.00 25.38
35 aAToM 3633 CB ALR B 143 16.744 91.238  3.283 1.00 23.30



SATOMB658CB ARG B 14416. 14193. 423-1. 4991. 00 28. 99 ATOMB659CG ARG

14415.

32. 11

14418.
14418.

36. 90

14412.

27. 38

14513.

38.70

14511.
14510.

41. 98

14510.

28.13

14610.

19. 02

14611.

19. 30

14610.

23. 47

60894. 477-2. 4661. 00 31.54 ATOMB660CD ARG B 14416. 70495. 035- gﬁ :-@gf[.m(go
ATOVB661NE ARG B 14417.29394. 000- 4. 1981. 00 35. 33 ATOMB662CZ ARG B
22694. 2230 5244331. 00 35. 49 10ATOVB663NHL ARG B P OT/USO1/29549

67895 457-5 3571.00 35.51 ATOMB66ANH2 ARG B 14418. 70095 106-5 8181, 00
ATOVB665C ARG B 14413. 87292. 448- 1-D®91. 00 27. 74 ATOMB6660 PRG B
86593. 147- 1. 2551. 00 30. 06 ATOMB667N HI S B 14513.93091. 171- 1. 4401. 00
15ATOMB668CA HI S B 14512. 80090. 494- 2. 0571. 00 29. 82 ATOMB669CE H S B
15389. 033- 2. 3581 00 33:31 ATOVB670CG HI'S B 14512. 09888. 302- 3. 1231. 00
ATOVB671 5 9487. 058- 01,00,41. 14 ATOMB672NDL HLS B
42988.85%% %LP 4%%%1 ATGVBé%Sp%g J"’H% o/ TN

54987. Q7&F0N. 6@515. 00 42LH0 NTOVB674ME2: HOS. B414510162888. BBO13. 9291. 00

ATOIVB675ﬁoh" S3Bsd4911a65890:575- 114671. 9. 29. 0Q AFOVBGE6S; HikS B
50791. 053- 133%3 00.30. 08 ATOMB677N TYR B 14611. 68390. 1200.0811. 00

25ATGVBG“/T§&A B4 4630 "55590. 1671 181627 25 812 'ATOIH679E8 TYR B
91969 474121332%50)0CP 3 ABB BATGAVB6800S IFYR 9B. 4246 10.. 78287.00782.92421. 00

ATOVB681GL TYR:B $46hds 84687, 1931 §361.500,738. —’blm%TGVBJ@B%CEJ, TYR B
71985. 82917021, 00 17.01 30ATOVB683CD2 TYR B 1469. 58167. 3572. 5361. 00

ATOVB684YEY TYEEB §268%4468Y 091218771, 66-%8. o8- 35A?Tdvé’88%?ci TYR B
52085. 238200 BE6 D0 VA 8 ARG SATGVB6860H 2FYR 9B. 004612 . B8888.08731.38791. 00

ATOVB687§0IYR355214@7;L0Aﬂé%9ﬂ+;46031 25712%6 0Q, 26552 53pATOVRESS0,J YR B

1468. 94391, 9101. 2711. 00 27. 5 WO 02/ 24893 PCT/ u501/29549 111
ATOVB689N $ER #0447 %S 311%’2%%@11%801 068 28% 06° APAOVBE9HTCA SER B -3

14710.

32. 96

86493. 89bM732E60Q0NBI ARTY BATGIVE691 0B 1SERIB. 1647 13 .. 48994.06 3361 99131. 00
ATOVB6 92X SERs B 14712:06590. 6692:8401. Q9. 36- 24 .0as 1.00 27.74

ATOM 3666 O DBRG B 144 12.855 93.147 -1.255 1.00 30.04

ATOM 3667 N HIS B 145 13.930 91.171L -1.440 1.00 27.38

15 aToM 3668 CA HIS B 145 12.800 90.49%94 -2.057 1.00 29.82
ATOM 3669 CB HIS B 145 13.153 89.033 ~2.358 1.00 33.31

ATOM 3670 C€G HIS B 145 12.098 B88.302 =~3.123 1.00 38.70

ATOM 3671 CD2 HIS B 145 11.584 B7.058 -2.950 1.00 41.14

ATOM 3672 NDL KIS B 145 11.42% BB.852 -4.202 1.00 41.54

20 ATOM 3673 CEl HIS B 143 10.54% 87.978 -4.665 1.00 42.00
ATOM 3674 NE2 HIS B 145 10.623 B86.880 -3.929 1.00 41.98

ATOM 3675 C  HIS B 145 11.558 90.575 =-1.167 1.00 28.00

ATOM 3676 O HIS B 145 10.507 91.053 -1.598 1.00 30.08

ATOM 3677 N TYR B 146 11.683 90.120 0.081 1.00 28.13

25 aATOM 3678 CA TYR B 146 10.565 90.167 1.0L6 1.00 25.81
RTOM 3679 CB TYR B 146 10.919 89.471 2.332 1.00 23.53

ATOM 3680 C€G TYR B 148§ 10.782 87.978 2.242 1.00 19.02

ATOM 3681 CDl1 TYR B 146 11.846 B7.13%3 1.826 1.00 19.11

ATOM 3682 CEL TYR B 146 11.719 85.829 1.702 1.00 17.01

30 ATOM 3683 CD2 TYR B 146 9.581 87.357 2.536 1.00 13.30
ATOM 3684 CE2 TYR B 146 9.446 B85.991 2.42F1 1.00 18.95
.ATOM 3685 CZ TYR B 146 10.520 85.233 2.001 1.00 18.8%
ATOM 3686 OH TYR B 146 10.388 83.873 1.879 1.00 23.47

ATOM 3687 C TYR B 146 10.133 91.603 1.271 1.00 26.52

35 AToM 3688 O TYR B 146 8.943 91.910 1.271 1.00 27.02



S5ATOMB693C SER B 14710. 04094. 5400. 6221. 00 33. 59 ATOVB6940 SER 3

1479. 10295. 2900. 8941. 00 34. 13 ATOMB695N ARG B 14810. 39294. 254- 0. 6354ARCE0
34. 97 ATOVB696CA ARG B 1489. 67194. 825-1. 7741. 00 35.55 ATOVB697CB ARG B
14810. 38794. 494 B2@85%1. 00 36. 04 10ATOVB698CG ARG B PCT/US01/29549

14811. 72195. 209- 3. 2451. 00 36. 48 ATOVB699CD ARG B 14812. 55594. 593- 4. 3601. 00
37.75 ATOVB700NE ARG B 14813.59195. 508- 4. 8471. 00 40. 00 ATOVB701CZ ARG B
14814. 42195. 236- 5. 8601. 00 40. 69 ATOVB702NH1 ARG B 14814. 35994. 070- 6. 4941. 00
40.58 15. ATOVB703NH2 ARG B 14815.32196. 137-6. 2371. 00 41. 76 ATOMB704C ARG B
1488. 22894. 325- 1. 8161. 00 35. 37 ATOMB7050 ARG B 1457.30995. 082-2. 1311. 00

36. 98 ATOVB706MTALA B93498. 03R98.1053- 1. 4841140032341657 ATEVB70HChe AbA B

1496. 69792. 460324761400 33. OVB7 A 496.78090. 956-.1. 6751. 00
33. 34 ATOVB?OQ&JE%\%A %9?49% 9%9%9%0-0. %&%“O%&%ﬁﬂ%?f@ﬁ%ﬁi B

1494. 84092. 2536 9941396 33. sFRATARB711N 1BYSB 568, 41699%° 6760, 844F. 00 35. 63
ATOVB712CA LYS aBod 5085982484 . 3764.18991. 002355593352 6ATOMBT1BCB. doYSr B4

1504. 57594. 916 41 . 714CG,LY, 1504. . 1 1. 00

37. 59 ATONB?15%5&%\(33%91%5%5‘?%?162?553@ (E)S‘qd1 '2%%6§8§%60\/§$%62%%§YS B
1506. 37898. 3021 T8741°G0 30. FFRATARB717NZ YR B51515. §28%99. 646239241, 00

40. 69 30ATOVB7ER8@ LYSSB 160%r486928 8512.1345L. 00 .35, 84 . ATOVBALO® 5YS B
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ATOM 3704 C ARG B 148 8.228 94.325 -1.816 1.00 35.37
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ATOM 3706 N ALA B 149 8.032 93.053 ~-1.484 1.00 34.57
ATOM 3707 CA ALA B 149 6.697 92.460 -1.476 1.00 33.48
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ARTOM 3710 O ALA B 149 4.840 92.253 0.004 1.00 32.82
ATOM 3711 N LYS B 150 6.468% 93.676 0.644 1.00 35.63
ATOM 3712 CA LYS B 150 5.824 94.076 1.899 1.00 35.93
25 aroM 3713 CB LYS B 150 4.575 94.916 1.624 1.00 36.80
ATOM 3714 CG LYS B 150 4.887 96.330 1.157 1.00 37.59
ATOM 3715 CD LYS B 150 5.543. 97,162 2.254 1.00 3B.68
ATOM 3716 CE LYS B 150 6.378 93.302 1.674 1.00 39.17
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30 atom 3718 C LYS B 150 S.486 92.851 2.745 1.00 35.84
ATOM 3719 O LYS B 150 4.357 92.658 3.192 1.00 35.50
ATOM 3720 N GLN B 151 6.495 92.026 2.938 1.00 36.24
ATOM 3721 CA GLN B 151 6.387 90.802 3.701 1.00 35.89
ATOM 3722 CB GLN B 151 6.400 B9.505 2.749 1.00 37.28
35 ATOM 3723 CG GLN B 151 5.187 83.703 2.839 1.00 38.B9
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ATOM 3750 © PRO B 154 12.153 83.809 8.863 1.00 25.12
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35 aroM 3758 N ILE B 156 11.872 81.644 10.981 1.00 19.8Q
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ATOM 3777 O TYR B 157 17.281 82.735 8.817 1.00 19.78
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~ ATOM 3789 CD LYS B 159 14.393 B0.735 15.487 1.00 19.90
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35 AToM 3793 O LYS
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5 aAToM 3843 N LEU B 165 25.733 B2.703 11.107 1.00 11.26

ATOM 3844 CA LEU 3 165 26.581 83.890 11.129% 1.00 13.08

ATOM 3845 C3 LEU B 165 25.702 85.138 10.991 1.00 12.81

ATOM 3846 CG LEU B 165 26.346 B5.410 10.423 1.00 15.34

ATOM 3847 CDl1 LEU B 165 25.759 B87.659 11.062 1.00 12.66

20 aToM 3848 CDZ LEU B 165 27.854 86.395 10.525 1.00 18.57

ATOM 3349 C LEU B 165 27.366 B83.950 12.456 1.00 12.95
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35 ATOM 3863 CA ARG B 167 28.963 80.364 14.400 1.00 13.60
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16931. 97384. 674774, 93835 06‘37%%#@38812@ ﬁE@)BBm 14.734 1.00 13.55
169- 30. 95485. GAT44. 486:l. OO 17ZrO9 FOVB8827 G& LEO B4 14.088 1.00 19.56
16930. 40186. 61943. 3634, 004869 2pg>,TO|v138§§ Sgg)l.,gl%gs _
16929. 35487, 56013. 9321, 0013, 84 ATOVB8S4 ;13-9671.00 20.35
16931. 53387, 37#PY. 666% 0644752 BA#@VB8852%:7EEO7B 331 13.295 1.00 1647
16932. 82284. 082bk. 0344 08415 A9 sATEOAVBE8862 0. 7BEO7B. 355 12.692 1.00 20.44
16933. 98084. 46415, 214, 0045 QOVB887, N ALA B ot _
17032, 25083. 10715, g[é% 00183%43 A{SATC]VBS §°CA ALA'R 13-240 1.0018.83
17032. 94382. 40FP8. 84%1L 0621?"%BA31@V88893Q3I§3?\LA°B715 13.613 1.00 17.58
17032. 01281. 352did. 44912 0019 A7®O sATOM - . 3890Q7L scAlA Be.0os2 1.00 19.20
17034. 2208y 744L6. 3524, 0021 82 ,ATQVB8IL, 0 ALA,B
17035. 26681, B 38T 0855558 P baos N gt 12435 100 1730
17134. 12781. 1479%. 18%%% 0923588 B3PATOVB 83 2EA WF?‘«‘B 11.657 1.00 17.33
17135. 25680. 458dd4. 55815 0049526 sAlBAVE8943CCB7TYR2Bs1  10.230 1.00 15.58
17134, 82679. 70513 2971, 002050 ATOVBB95,CG.TYR Be 10200 1,00 1,
17135. 97178, 96912, 6431, 0018°22 ATOMB896 CD1. TYR B ' i 22 . :i
. D.

17136. 36877. 72798, 13877, 061539 SaANB\VB8973CHEE3 T‘?'WB’ 12.402
17137. 410715. 05kdR. 5247 0018520 s36ATOVB898 26D2 s T¥R5B12.329 1. .
17136. 65679. 52@39,. 5601, 0016, 49 ;18 ,MAR 2005, y\oegzﬁflngaﬁmq g@gjs/ gg549 -117
ATOVBS99CE2 TYR B 17. 137. 70578. 84910. 9641.00 15. 82 ATOVB90GCZ TYR B

17138. 07377. 6 F9PH. 44%%C 0B® 18598 KPOvBOOil-&F TYR B517138510376.1938710. 8591. 00
21.31 ATOVBO02GoH YRB3di7166. 394811@9314 28614 005 1677824 5AFOMB903T . TYR B

17137.54481. 08814 53gds 00s 22r% 169 30.401 86.618. 13.363

1.00 18.69

20 ATOM 3883 CD1 LEU B 169 29.354 87.569 13.922 1.00 13.84

ATOM 3884 CD2 LEU B 169 31.533 87.377 12.666 1.00 14.52

ATOM 3885 C LEU B 169 32.822 84.082 15.031 1.00 15.99

ATOM 3BB6 O LEU B 169 33.980 B84.454 15.214 1.00 16.48

ATCM 3887 N - ALR B 170 32,250 B83.107 15.745 1.00 18.87

25 ATOM 3888 CA ALA B 170 32.943 62.407 16.B45 1.00 21.00

ATOM 3889 CB ALA B 170 32.012 81.352 17.449 1.90 19.79

ATOM - 3B90 C . ALA B 170 34.220 £1.741 16.352 1.00 21.82

ATOM 3891 © ALA B 170 35.266 B81.760 17.026 1.00 22.35

"ATOM 3882 N TYR B 171 34,127 81.144 15.165 1.00 23.15

30 AaToM 3893 CA TYR B 171 35.256 B0.458 14.558 1.00 19.25

ATOM 3894 CB  TYR B 171 34.826 79.705 13.297 1.00 20.50

ATOM 3895 CG TYR B 171 35.971 78.969 12.643 1.00 18.22
ATOM 3896 €Dl TYR B 171 36.368 77.727 13.110 1.00 15.97 -

ATOM  38%7 CE1 TYR B 171 37.410 77.051 12.521 1.00 18.29

35 aToM’ 3898 CD2 TYR B 1.00 16.49%

171 36.656 79.523 11.560




ATOM 3904N | LE 3 17236.09382. 52013. 6161. 00 18.32 ATOVB905CA | LE B

17237. 14783. 47113. 2491. 00 18.09 ATOMVB9O6CB | LE B 17236. 70184. 47013 #FBAIDO
16. 91 ATOM 3907C& | LE 3 17236.61783.78710. 7931. 00 19. 79 10ATOVB908CGL | LE
8 17235. 36185WmmL2893161. 00 16. 59 ATOVB909CD1 | LE B PCT/US01/29549
17235. 26786. 55612. 1211. 00 17. 41 ATONBglog JLE B 17237.67684. 23214. 4711. 00
17. 72 ATOVMBO110 | LE B 17238. 89484. 41114. 6241. 00 16. 48 ATOVB912N HI S

B' 17336. 75984. 66415. 3461. 00 18.14' 15ATOVB913CA H S B

17337: 16185. 38016. 5661. 00 18.28 ATOMB914CS H S B 17335. 93985. 81017. 3811 00
14. 98 ATOMB915CG HI'S B 17335.17986. 91816. 7311. 00 12.61 ATOMB916CD2 HI S B
17335. 51087. 7306 69143900ceb5TH0 8 AFOVBI 1 78D10sHI & . B4 91 78836924 8%. 30627. 1181. 00
15. 31 20ATOVB9 | 7 88. 30516,-34 T NE2 H S B
17334, 45788, D790 478 00711 B ATNB02 0K TS B 17538 1356 o017 3501, 00
18. 31 ATOVBO21G*TAI'S BP%L73%Y. 199841749517, B8E® 0lF -93° 852 -ATOVBOP2/t -SER B
17437. 84583. 200rdu 43640200c 211258 25ATOVBOR3RA SER3®  14. 236 1.00 17.82
17438.70682.522 1364,,00, 21, 92 SER B, dd 4 8 0171. 00
23.92 ATOV8925%§%ER§;80317438 768@%398/5617 91%0 9'629;3{31 %?ﬁ? gpégsa B
17440. 17682. 273167830400 22.H4345AW@1V89273(5 TER B -17U413 68%81.0828919.23881. 00
20. 91 30ATOVB928h PRESE 175408082, 82916. 48218 00722: 82+ ATOMROPOGA PHE B
17541. 75882. 95 93 0.20. 67 93 H 754174082, 65614. 4181. 00
23.12 ATOVBQBl%géTD 9%687%%111%199}%61%@1%0%“1 bzl %\aro%é’é’sgc%i PHE B
17542. 86880. 436F4% 112°700°¥ 11192 IFATOMBFIICH2 PREEB 20-793 1.00 18.73

17540. 54180.0593I8u 63341800c@2:7%5: 1178 MAR 2008 WB.0Q/ 2489385 PCHoUSO1A 29549
-118 ATOVB934CEl, PHE 8 ,17542,84779,09713,.,7701. 9605%4 14, ATOMBQ35CE2 PHE 8
17540. 51279. 25713. 2931.00 21.54 ATOMB936CZ PHE B 17541.66678.50713. 3621. 00
20. 39 ATOVBI37CGTRYE B*75%2. 26984 7367. 16712%%1. $02%0. b0 ‘5ATONMS93BG2 PHE B

17543. 45784. 645451 849411000 211158 172 38.894 84.411 14.62¢ 1.00 16.48
ATOM 3912 N  HIS B 173 36.759 84.664 15.346 1.00 18.14

15 aToM 3913 CA HIS B 173 37.161 85.380 16.566 1.00 18.28
ATOM 3914 CB HIS 3 173 35.939 8%.810 17.381 1.00 14.98

ATOM - 3915 CG HIS 8 173 35.179 86.918 16.731 1.00 12.61

ATOM 3916 CD2 HIS B 173 35.510 87.730 15.691 1.00 15.00

ATOM 3917 NDL1 HIS B 173 33.924 87,306 17.118 1.00 15.31

20 mroM 3918 CEI HIS B 173 33.508 88,305 16.343 1.00 13.51
ATOM 3919 WE2 HIS B 173 34.457 88.579 15.47% 1.00 11.84

ATOM 3920 C HI5 B 173 38.123 84.507 17.380 1.00 1B.31

ATOM 3921 © HIS B 173 39.122 84.995 17.886 1.00 23.85

ATOM 3922 & SER B 174 37.845 §3.200 17.436 1.00 21.25

25 ATOM 3923 CA SER B 174 38.706 82.222 18.136 1.00 21.23
ATOM 3924 CB SER B 174 39.120 §0.800 18.017 1.00 23.92

ATOM 3925 OG SER B 174 38.766 80.026 17.003 1.00 29.48

ATOM 3926 C SER B 174 40.176 82.273 17.675 1.00 22.44

ATOM 3927 © SER B 174 41,083 B1.828 -18.388 1.00 20.91

30 aToM 3928 N PHE B 175 40.410 82.829 16.482 1.00 22.81
ATOM 3923 CA PHE B 175 41.758 82.953 15.930 1.00 20.87

ATOM 3930 CB PHE B 175 41.740 B2.656 14.418 1.00 23.12

ATOM 3931 CG PHE B 175 41.717 81.196 14.049 1.00 21.93

ATOM 3932 CD1 PHE B 175 "42.868 80.436 14.112 1.00 21.49

35 atoM 3933 CD2 PHE B 175 40.541 80.593 13.833 1.00 22.75




ATOMBO939N GLY B 17641. 44285. 26516. 6241. 00 18. 95 ATOM3940CA GLY B

17641.

19. 66

17740.

17. 66

17739.

18. 79

17739.

14. 34

17838.
17838.

20. 44

17838.

17. 46

17934.

18. 96

17933.

16. 74

17936.

19. 08
18035.

83786. 65416. 8331. 00 20. 05 ATOMB941C GLY 6' 17641. 49887. 51215 B1tAR 28l
ATOMB9420 GLY B 17641.79688. 70515. 5681. 00 17. 74 10ATOVB943N | LE B
88586. 8ypkd2f3pl. 00 19. 43 ATOVBI44CA | LE B 17740. 5218¢1540423881. 00
ATOMB945CB | LE B 17740. 47186. 52812, 2131. 00 18.89 ATOVB946CE2 I'LE B .
86687. 16910. 9101. 00 22.27 ATOMB947EEr | LE 3 17741. 86485. 97611. 9241. 00
15ATOMB948CDL | LE B 17741.85084.58011. 3331. 00 18.07 ATOMVB949C | LE B
18688-.25213. 4601. 00 13.18 ATOMVB9500 | LE B 17738. 15487.65213. 6941. 00
ATOMB951IN CYS B 17839. 21289.52913. 1631. 00 14. 13 ATOMB952CA CYS B
00390. 3134 09379%40(331-@5{359 gQﬁTO\/BQQSaQB C%Soﬁ 3.77 00 4
20791..63313. 8221. 00 ATOVB9545G CYS B 17836, 70497, 56814, 0161. 00
ATOMBO55&TR4/S %337%%.%9@6?%6111.489%3’5. 0G-4%. 8%3-ATOVBIH68! CFS B o
61690. 79%1® 81D150@z1%ud% ATOVBISEN ddsS B. 45793f.42090, 64704 1352111. 00
25ATOMVBY B.17 0. 64 31,0018, TOVR9 HS B
55790, 1023&'260@19%00 169%?1 %%&960%(93 %ﬁsjsé 51)67793439’ ‘Q 8\@88(3%5311. 00
ATOVBO61&FD! HIXS3B P7oF4E£0H8B. 717734511 80548, B2 8 ATOMBY62NDE HI'S B
44490. 62470 45b300 v19.617 BOATOMBO63@EE HsSd 19331 280801 08E6. 2531. 00

ATOVBOGANER, H 9 933 1. TOMBAGSC H S B
03003, 130574162 50 B0 5 % ﬁfﬂa%eg e a0 s Be ey 00
ATOVB967RIARG B418635.2589279381041531. §G- il@ 56 - SEATOMB96BCA ARG B
19894. 3888019815400 019.652 al1Ds MAR 20055 \WBs0R/5248936CT/ddSC /29549 - 119

180, 9756584 39610 8581 Jo 18 0o Arcveo11chr ARt ' 16038" 67502 403471 1771. 00

21. 06
18040.

ATOVBO72REOMARG 98¢ 18839183195 661160 6201 8005492 S63BATONMBOYBEZ ARG 8

54096. 52%id 05345 0Q813.8% 177 40.471 86.528 12.218 1.00 18.893
ATOM 3946 CG2 ILE B 177 39.866 B7.169 710.970 1.00 22.27
ATOM 3947 CGl1 ILE B 177 41.864 85.976 11.924 1.00 18.79
15 aToM 3949 CDi1 ILE B 177 41.850 84.580 11.333 1.00 18.07
ATOM 3949 C ILE B 177 39.186 88.252 13.460 1.00 13.18
ATOM 3950 O ILE B 177 38.154 87.652 13.694 1.00 14.34
ATOM 3951 N CYS B 178 33.212 B89.529 13.163 1.00 14.13
ATOM 3952 CA CYS B 178 38.003 90.313 13.097 1.00 15.75
20 aTOM 3953 CB CYS B 178 38.207 91.833 13,822 1.00 12.8B2
ATOM 3954 SG C¥S B 178 36.704 92.568 14.016 1.00 20.44
ATOM 3955 C C¥S B 179 37.693 .90.561 11.592 1.00 16.81
ATOM 3956 ©O _CYS B 178 38.616 90.797 10.812 1.00 18.44
ATOM 3957 N  HIS B 179 36.420 90.470 11.211 1.00 17.46
25 ATOM 3958 CA HIS B 179 | 35.973 90.648  9.823 1.00 18.34
ATOM 3959 CB KIS B 179 34,557 90.106 9.660 1.00 16.84
ATOM 3960 CG HIS B 179 34.198 §9.789 8.231 1.00 18.96
ATOM 3961 (D2 HIS B 179 34.490° 88.717 7.451 1.00 1B.32
ATOM 3962 ND1 HIS B 179 33.444 90.624 7.445 1.00 19.17
30 naTOM 3963 CE1 HIS B 179 33.280 90.087 6.253 1.00 16.74
ATOM = 3964 NE2 HIS B 179  33.904 88.933 6.230 1.00 15.67
ATOM 3965 C HIS B 179 36.030° 92.120 9.41% 1.00 20.37
ATOM 3966 O HIS B 179 36.783 92.495 8.506 1.00 19.C8
ATOM 3967 N ARG B 180 35.258 92,939 10.153 1.00 19.56°
35 ATOM 3968 CA ARG B 180 35.199 94.388 9.981 1.00 19.52




ATOVBI74NHL ARG B 18040. 71697. 38211. 0281. 00 22. 70 ATOMBO75NH2 ARG MAR 2005
18041. 36996. 5538. 9811. 00 18. 96 ATOVB976C ARG B 18034. 32394. 8378. 7991. 00
20. 34 ATOMB9770 ARG B 18034. 32096. 0168. 4321. 00 20. 98 10ATOVB978N ASP B
18133. 54693. 92@%22464. 00 21. 43 ATOVBO79CA ASP 8 18132. 65194CZARIUA501. 00
23.13 ATOVB980CB ASP B 18133.39794.2055;g%ﬂ1.oo;22.99 ATOVB981CG ASP B
18132. 70694. 9874. 7161. 00 24. 00 ATOVB98200T ASP B 10131. 73895. 7105. 0171. 00
22.68 15ATOMB963002 ASP B 18133.14394. 8733. 5461. 00 26. 09 ATOMB984C ASP 3
18131. 43193. 3467. 1261. 00 24. 10 ATOVB9850 ASP B 18131. 03092. 8376. 0711. 00
27.13 ATOVB986N | LE B 18230. 83193. 1518. 2911. 00 22. 83 ATOVB937CA I LE 3
18229. 65592. 31 ABud22bs00 cR0O.244 2AATOVBO88CBs| 9E: B5182.. 28 4660128339, 8721. 00
21. 37 ATOVBO89GER, | L5, B 18228.12784. 131%9sﬁ§3%40@%21m235fﬂgﬁ%9%99§ﬂ |LE'B
18230. 62190. 91910. 2731. 00 19. 44 ATOMB99iCD1 | LE B 18230. 46389. 4889. 8001. 00
19. 22 ATOVB992&TM E 8718598 888193%9687. §7L7 20029380 125 XTOMEY93D °FLE B
18228. 08694. 10880:5623ib700 v20.285 PATANVBI94N: L5¥S B5 1832710767021 52462 .9411. 00
19. 52 ATOMBQ95 Y 18326.,57 1216 T 6 YS B
Toaa oy g T L ol O 20, O BB LY B
15. 33 30ATcw899§@b L33! 6 Niééﬁﬁ.%é%©5.248%Iﬁzaf?dﬁZlﬂés%ﬂmrtwﬁggééﬁ LYS 8
18329. 18794. 8842016(0b7H0 Nt 285 ATAVA00ONZ. 16YS 9B. 1583329.. 971996. 0424..98271. 00
19. 34 ATOMA001G,L.YS B,18325.,§2692:0795. 5151,0Q,14-55 ATQW0020,1 XS B

18326. 39091. 0515, 1471. 00 13.32 35ATOM4003N PRO B 18424. 54692, 3065. 2341. 00
13.82 1 8 MAR 2885 \®702P248838 PEY] usa £29549 °f19§ Afck#o0ad BRO®B
19423. 78393048A5064 750700 N13.288 AATOMA005GA RROIB. 18423..740. 9100351.434781. 00

16. 50 ATOVH006QR,PRQE, 1%&22%3856931 0794 53051. Q9. 2154 92 ATOVIQTEE,RRO B

18422. 35793. 0625 4291 00 15 TCNHOOBC PRO B 090 9223 112-1. 00

17. 86 5 #5:3 00 22.93
ATOM 3981 CG ASP B 181 32.706 94.987 4.716 1.00 24.00

ATOM 3932 ODL ASP B 181 . 31.738 95.710 5.017 1.00 22.68

15 aroM 3983 o0D2 ASP B 181 33.143 94.873  3.546 1.00 26.09
ATOM 3984 C  ASP B 181 31.431 93.346 7.126 1.00 24.10

ATOM 3935 O  ASP B 181 31.030 92.837  6.071 1.00 27.13

ATOM 3985 N  ILE B 182 30.831 93.151 B8.291 1.00 22.83

ATOM 3937 CA ILE 3 182 29.655 92.317 8.422 1.00 20.44

20 aToM 3988 CB ILE B 182 29.466 91.833 9.872 1.00 21.37
ATOM 3989 CG2 ILE B 182 28.127 91.131 10.053 1.00 21.22

ATOM 3990 CGl ILE B 182 30.621 90.919 1C.273 - 1.00 19.44

ATOM 3991 CD1 ILE B 1B2 30.463 89.483  9.800 1.00 19.22

ATOM 3592 ¢ ILE B 182 28.421 93.068 7.972 '1.00 20.80

25 ATOM 3993 0 ILE B 182 28.086 94.108 §.523 1.00 20.95
ATOM 39%4 N LYS B 183 27.767 92,524 £.941 1.00 19.52

ATOM 3995 CA LYS B 183 26.573 93.121 6.356 1.00 16.61

ATOM 3536 CB LYS B 183 26.971 94.319 5.515 1.00 15.49

ATOM 3997 CG LYS B 183 28.126 94.032  4.573 1.00 15.33

30 ATOM 3998 CD LYS B 183 28.436 95.248 3.726 1.00 17.88
ATOM 3999 CE LYS B 183 29.187 94.884 2.460 1.00 17.85

ATOM 4000 NZ LYS B 183 29.949 9$6.042 1.927 1.00 19.34

ATCM 4001 C  LYS B 183 25.826 92.079 5.515 1.00 14.55

ATOM 4002 O LYS B 183 26.390 91.051 5.147 1.00 13.32

35 aroM 4003 N PRO B 184 24.546 92.306 5.234 1.00 13.82




ATOW0090 PRO B 18424. 07989. 9042. 6741. 00 21. 42 ATOWVAO010N GLN B

16525. 06691. 7912. 4491. 00 19. 44 ATOVA011CA GLN B 18525.63991.41Q§%éﬁ§gwpo
21. 79 ATOMA012CB GLN B 18526. 03092. 6380. 3091. 00 24. 61 10ATOVAO1 3
18526. 49093. 8 2A0d4. 00 32. 20 ATOMA014CD GLN B 18525. 34294 . 00
32.15 ATCNﬂOlg@%ﬁAgfﬁ 8 18524. 88395. 6370. 8621. 00 33. 73 ATCNH%%@ﬁﬁg%%%N B
18524. 88194. 5052. 7951. 00 28. 11 ATOWA017Cl&-N B 18526. 80290. 4371. 3061. 00
21.53 15ATOMA0180 GLN B 18527.11789. 6830. 3791. 00 16. 27 ATOWO19N ASN 6
16627. 45290. 4502. 4831. 00 19. 98 ATOVA020CA ASN B 18628. 58089. 5702. 7131. 00
16. 29 ATOW021C3 ASN B 19629. 72290. 2693. 4601. 00 19. 11 ATOMA022CG ASN B

186636. 45791. 2 5491 00, 22, 13 20ATOW0230Q1 AS
18630. 22791. 273@534‘%3060%51.2":&’% AT 024%3298 s&wigasﬁ:sé%sdz%éﬁtf31171. 00
19. 64 ATOVHO25ETHSN 4903 8628 BRPEBE 39303, 2B31L300°11:35105 AROMI0260 1ASN B

18629. 03087. 41Z3o624b000 k5. 23 ﬁ\IWOZ?MZLﬁ%%%Bﬁ?g. ‘g_é@%a%g@g%%piég%
13. 26 25ATOWMO LEU.B 18726. 27786. 7383. .

18725. 17387. oo%ﬁc’%ss“%yéo c%e.%‘g %fé%noso%g' {%U 9@'% 725 56587 $358: ¥611. 00
18. 73 ATOWMD31EPM LAJB T87FRC3B388. 161649021, ©092% . 41 IATOWOB2CDS LEU 3
30, 53 MOV G B e S T 5 5h o arp Aty Bl R091 00
20. 22 - . . . . .

16826. 28184. 888%0. 20“%31%0 "23.%7 %f%%moseé,&'%éu B-18825240%384:863%: 4121. 00
25. 98 ATOWM037EPRM EYOBL 18826:L1988835 4560.23480. 00 216 191 .35ATOMIO38CA LEU B
ATONMDIOCTL. LEL b 16050 Sa00s s oh 5840008 B ATcamoaots tere o
ATOVY ; 683-0. . .

18627. 5828 946%—5% oz‘%?oggzﬁﬁf' Fowmo04TE 178U B-1¥824- 96982 9481:%o61. 00
28. 54 ATOVHO428TMEU 48148825 CLE4B28%112. @873420004314417 BATOVAOUBNRR LBU 5

18923. 93482. 5907685160 029.62% 5 185 24.883 95.637 0.862 1.00 33.73
ATOM 4016 NE2 GLN B 185 24.881 94.505 2.795 1.00 28.1l1

ATOM 4017 C GLN B 1BS 26.802 90.437 1.306 1.00 21.53

IS arom 4018 0 GLN B 185 27.117 89.683 0.379 1.00 16.27
ATOM 4019 N ASN B 186 27.452 90.450 2.483 1.00 19.98
ATOM 4020 CA ASN B 186 28.580 89.570 2.713 1.00 16.29
ATOM 4021 C3 ASN B 18% ©29.722 90.269 3.460 1.00 19.11

~ ATOM 4022 CG ASN B 186 30.457 91.254 2.549 1.00 22.13
20  ATOM 4023 O©Dl ASN B 185 30.227 91.277 1.334 1.00 21.39
ATOM 4024 ND2 ASN B 185 31.353 92.064 3.117 1.00 19.64
ATOM 4025 C ASN B 188 28.178 B88.230 3.28B3 1.00 11.95
ATOM 4026 © ASN B 186 29.030 B7.417° 3.624 1.00 15.32
ATOM 4027 N LEU B 187 26.875 B7.998 . 3.326 1.00 13.26

25 ATOM 4028 CA LEU B 187 26.277 86.738 3.794 1.00 17.80
ATOM 4029 CB LEU B 187 25.173 B7.001 4.838 1.00 16.02
ATOM 4030 CG LEU B 187 25.565 87.835 6.061 1.00 18.73
ATOM 4031 CD1 LEU B 187 24.335 88.161 6.902 1.00 14.44
ATOM 4032 C02 LEU B 187 26.621 87.103 6.875 1.00 15.90

30 aToM 4033 C LEU B 187 © 25.850 85.977 2.60% 1.00 20.22
ATOM 4034 O LEU B 187 24.612 86.383 2.070 1.00 22.29

ATOM 4035 N LEU B 188 26.281 B84.882 2,220 1.00 23.27

ATOM 4036 CA LEU B 188 25.803 84.063 1.112 1.00 25.98
ATOM 4037 CB LEU B 188 26.983 83.456 0.343 1.00 24.19

B 1BB 28.091 84.426 -0.041 1.00 22.57

35 aToM 4038 CG LEU




27. 86
33. 95
38. 55
39.94
38. 56
43. 03
42.98
42. 75
43. 96
42. 79
38. 55
39. 30

18921.
18922.
19022.
19022.
19020.
19120.
191109.
19218.
19217.
19218.
19318.
19321.

ATOW044CA LEU 8 18923. 02581.5171. 0981. 00 30.54 ATOMA045CB LEU B

67982. 0461. 5871. 00 30.11 ATOWM046CG LEU B 18921. 66883. 3542. 3ud MAR A0S
ATOMA047CD1 LEU B 18920. 29684. 0002. 2261. 00 28. 53 10ATOMA048CD2 LEU B
03083. 16EB028183. 00 29. 39 ATOMA049C LEU B 18922. 74980. &irfuv01/89%51. 00
ATOVA0500 LEU 5 18922. 85581. 023-1. 2611. 00 32. 29 ATOW051N ASP B

30679. 4120. 2371. 00 36. 30 ATOMA052CA

2KSP B 19021. 69378. 423-0. 7261. 00
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ATOVA079C THR B 19319. 67974. 7553. 1741. 00 36. 88 ATOV40800 THR B
19320. 01874. 4524, 3121. 00 37. 44 ATOWA081N ALA B 19419. 38176. 0082. sﬂﬂ%ém
34.97 ATOWMO82CA ALA B 19419. 42677.1493. 7391. 00 33.98 10ATOWM083CB ALA B
19418. 42776. 9%fe8741. 00 34. 13 ATOW084C ALA B 19420. 81473\%@@?@@49 00
33..03 ATOW40850 ALA B 19420. 951' 78. 1835. 2661. 00 33.38 AT AL B
19521. 83976. 8113. 7181. 00 29. 95 ATOMMOS7CAZ¥AL B 19523. 20177. 0164. 1821. 00
25.72 15ATOVA088CB VAL 8.19524.18376.0673. 4611. 00 25. 44 ATOWA089CGL VAL B
19525. 62176. 5643. 5371. 00 24. 29 ATOMA090CE VAL B 19524.06874. 6574. 0221. 00
21.03 ATOMM091C VAL B 19523. 62078. 4763. 9991. 00 25. 93 ATOM40920 VAL B

19523. 21979. 1253023130 26. 8% 30ATOMI093N: 4 FU 43‘_(%9624 é%) §%4 501 00
22.33 ATOMM094CA LEO B 19624 90880.3624. 0171, 00" 18- 44" A g

19624. 28881. 2148°%421°G0 %1. B ATGM096CE PBU B -F68242 698827938 @791. 00

19. 92 ATOVM097C@DoM LEWB 1862858783, 53360760, 09.259. 76. A5ATOMI0R86D2 LEU B
19626. 01082. 93 651,00 099C, L 6.41280.3765..0251. 00
18, 35 ATOVEL00G T0 B 057 06089 d0os, H6T 00 Ta b6 Ardiaioth Tve B -
19727. 04881 °2584°%781°7G0 7. T8 ATORM102CA -85S B2 -£8Y280 48688 1L 36134 3221, 00

16. 84 30ATOVA103GB L¥S9B 1972k 43480. 5563. 20717400520. 50 7ATAVEA 4GS LYS B

19728. 96679. 05Q036:3631,430 9. TQVH105 S B 29, 881. 00
21.22 ATOWM106CE LYSJO g19é729§%7 7%7229?2{% %gl %évﬁﬁ%%% %4YS B
19729. 61875. 983186242930 ©5. %éﬂTOVﬂlGE?C“LlYS?EBP&@?Z%.891882‘?‘8@44?72601. 00
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19831. 19984. 4878°%643%°%d0 C19 ¥ 5APOwm 11763 VHEUB419834 3@21985007§27034991 00

19. 27 ATOM 4085 ALA B 194 20.951U 78.183 5.266 1.0C 33.38
' ATOM 4086 N VAL B 195 21.83% 76.811 3.718 1.00 29.95
ATOM- 4087 CA VAL B 195 23.201 77.016 4.182 1.00 25.72

15 ATOM 4088 CB VAL B 195 24.1B3 76.067 3.461 1.00 25.44
ATCM 4089 CGl VAL B 195 25.621 76.564 3.537 1.00 24.29

ATOM 4090 CG2 VAL B 195 24.068 74.657 4.022 1.00 21.03

ATOM 4081 C VAL B 195 23.620 78.476 3.99% 1.00 25.93

ATOM 4092 © VAL B 195 23.219 79.125 3.023 1,00 26.83

20 AroM 4093 N LEU B 196 24.420 "7B.9B5 4,930 1.00 22.33
ATOM 4094 CA LEU B 196 24.908 80.362 '4.917 1.00 1B.4d4
ATOM 4095 CB LEU B 196 = 24.288 B81.21¢4 6.042 1.00 21.00
ATOM 4096 C€G LEU B 196 24.668 82.713 6.079 1.00 19.92
ATOM 4097 CDL LEU B 196 23.587 83.533 6.760 1.00 19.76

25 ATOM 4098 CD2 LEU B 196 26.010 82.931 6.765 1.00 21.62
ATOM 4099 C LEU B 196 26.412 806.376 5.025 1.00 18.31

ATOM 4100 O LEU B 196 27.000 79.602 5.776 1.00 1B.S6

ATOM 4101 N LYS B 197 27.048 B81.258 4.278 1.00 17.76

ATOM 4102 CA LYS B 197 28.486 B81.361 4.322 1.00 16.84

30 aToM 4103 CB LYS B 197 29.134 B80.556 3.207 1.00 20.50
ATOM 4104 CG LYS B 197 28.966 79.050 3.363 1.00 19.83

ATOM 4105 CD LYS B 197 29.577 78.316 2.1BB 1.00 21.22

ATOM 4106 CE LYS B 197 29.875 76.872 2.525 1.00 23.66

ATOM 4107 NZ LYS B 197 29.618 75.983 1.362 1.00 25.07

35 ATOM 4108 C LYS B,197 28.918 82.804 4.260 1.00 18.70
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ATOVA149C3SER B 20337. 28394, 8975. 5891. 00 25. 38 ATOWW1500GSER B |8 MAR 2005

20337.

25. 45

20439.

24. 22

20440.

20. 84

20542.

22.03

20544.
20545.

29. 00

20541.

28. 37

20645.

38.78

20644.
20644.

27.78

20743.

28. 47

01595. 8044. 5431. 00 27.73 ATOMA151CSER B 20339. 00693. 5166. 7081. 00
ATOV41520SER B 20339. 03594. 1687. 7501. 00 28. 67 10ATOMA153NALA B
24292. 2036,8631. 00 24. 63 ATOVA154CAALA B 204. 39. 5649303887y B4H1. 00
ATOMA155CBALA 3 20439. 38389. 9127. 5511. 00 21.47 ATOVA156CALA B
95791. 6728. 4161. 00 24.85 ATOVH1570M4A B 20441. 87192. 0767. 6951. 00
15ATOVH158NLYS B 20541. 11691. 4619. 7371. 00 24. 29 ATOVH159CALYS B
40791. 71610. 3691. 00 24.23 ATOMA160CBLYS B 20542. 58393. 21610. 5841. 00
ATOMA161CGLYS B 20544. 02993. 65510. 5481. 00 24. 61 ATOVH162CDLYS B

59695, 0161 odH! 05°24°58 AToun164KFAYS B Bisac 3E0b: r317%321. 00
ATOVA1658IMS B12D542. 60190200411, POMLO0(BR26906 ATTGMAL6B0RYSTB

66290. 78842 47115 00 2%146: ATOVHL6ZNGLN Bi320643. 86990, 63%144.,9721. 00
25ATCNﬂ168CAGLN 20644, 26%& 032%% %981 00 9 42 ATOVA169CBGLN B

54489. 2301, 0671’ 06’ 3R 170
ATOWMAL 7 1508 N B4 20625 .BR B80T 7212 38541, 00 - 145 775 . ATOVA 1020EL2GLN B

gg}lgg' ;\Z,?ﬂo%é%h% 033 ngaa@z@gATGVmYz%NE?me,égGZs.5izgi.0f1%51,4332591 00
ATOW1750&N éqg?geifg §%B %914 %g%oo‘g 97 arbwmiBNEEGPE
50891. 36818, 07711 06 28EF B ATOVA172CAEU B 20743F 50492, 4031651011. 00
35ATOMA 1/ B4BLEWs B 20742, 21592. 671%6.0509154005627. 6956 B AR 2005 WO

02/ 24893 PCT/ USQ1/ 29549 -125 ATOWM179CG_LEU B 20741.11193. 05715. 7271. 00

29.12

20741.

28. 80

AT 8ot LEL° B J0738° 95303, 70818 4831206007, DS ATOMP181¢P LEU B
64993. 985IRY. 64534 00A28L83F ATOMA182€ 16EU B . 20744..897192, W604.221921. 00

SATOVA183 Rl EWY1 B 20444262290, 9341%4688. 13001:29. 8451 1.00 21.47

ATOM 4156 € ALA B 204 40,957 81.672 9.416 1.00 24.85
ATOM 4157 © ALA B 204 41.B71 92.076 7.695 1.00 20.84
15 ATOM 41%8 N LYS B 203 41.116 91.461 9.737 1.00 24.29
ATOM 4159 CA LYS B 205 42.407 91.716 10.369 1.00 24.23
ATOM 4160 CB8 LY¥S B 205 42.583 93.216 10.584 1.00 22.03
ATOM 4161 CG LYS B 205 44.029% 93.655 10.548 1.00 24.61
ATOM 4162 CD LYS B 205 44.229 94.953 11.308 1.00 23.18
20 . AToM 4163 CE LYS B 205 45.596 95.01C 11.957 1.00 2¢4.28
ATOM 4164 NZ LYS B 205  46.3¢7 96.273 11.632 1.00 2%.00
ATOM 4165 C LYS B 205 . 42.601 90.994 11.704 1.00 25.96
ATOM 4166 ©  LYS B 205 41.662 90.788 12.477 1.00 25.46
ATOM 4167 N GLN B 206 43.860 90.671. 11.972 1.00 28.37
25 ATOM 4168 CA GLN B 206 44.269 90.032 13.208 1.00 29.42
ATOM 4169 CB GLN B 20§ 45.544 89.230 12.967 1.00 32.05
ATOM 4170 CG GLN B 204 45.375 B88.117 11.937 1.00 38.74
ATOM 4171 CD GLN B 20§ 45.021 B§.772 12.554 1.00 41.77
ATOM 4172 O©OELl GLN B 206 44.861 B85.776 11.840 1.00 43.63
30 ATOM 4173 NEZ GLN B 206 44,904 B86.731 13.885 1.00 42.59%
ATOM 4174 C GLN B 206 44,514 91.112 14.25% 1.00 27.78
ATOM 4175 O GLN B 206 45.570 91.719 14.299 1.00 27.97
ATOM 4176 N LEU B 207 43.508 91.368 15.077 1.00 28.77
ATOM 4177 CA LEU B 207 43.591 92.401 16.101 1.00 28.47
35 ATOM 4178 CB LEU B 1.00 27.69

207 42.215 92.471 16.709

N B é?J6454 37588 F171739371. 00



ATOW184N VAL B 20845. 39593. 05417. 5581. 00 30. 07 ATOMA185CA VAL B 05
20846. 39392. 90418. 6141. 00 30.14 ATOM4186CB VAL B 20847.81092.5301§.W%d@.00
30. 08 ATOMA187CGlL VAL B 20847.75391. 62116. 8851. 00 31. 56 10ATOWA188C&2 VAL B
20948. 65993. 75yQ7/8491. 00 32. 50 ATOMA189C VAL B 20846. 41794pd5HBds9:2¢59y 1. 00
29. 58 ATOW1900 VAL B 20846. 33495. 27518. 9 3_.OO 27.39 ATOMA191IN ARG B
20946. 48793. 92420. 8231. 00 30. 91 ATOWM192 ARG B 20946. 47994. 99121. 8491. 00
31. 31 15ATOVA193CB ARG B 20946. 96494. 42323. 2061. 00 31.12. ATOW194CG ARG B
20947. 86095. 37524. 0111. 00 29. 38 ATOM195CD ARG B 20947. 88295..03725. 5021. 00
26. 82 ATOWA196ME ARG B 20947. 81296. 24526. 3191. 00 21. 48 ATOWM197CZ ARG B
20946. 67296. 76726M79@1700c@3 143 s2OATOVAL198NHL ARGsB 15.727 1.00

29,
20945. 51096. 12426.,,6511,00.20 OV 1990H 0946 69867 93457, 4341. 00
25. 12 ATOM 4200C KRGJQBE 205%7.% SA% 21321 4§§$R36%§% 29 - KFOM 9073 ¥RG B
20946. 81597. 3352 45313100CZA LHB EAAOMA2028L GLY B3 280434 60696L.0042132801. 00
32. 47 25ATOVA2080A GuYsB 21048s 49497. 11820599532 Q0 347 332 ATOMI 2045 GLY B
21049.10998.90119,,8121, 00, 35 205 Y 48.89295.20919. 9741. 00
35. 81 ATOVHZ06N QLU B 21149 B%%B %18 g“l% og %é? 37&?&&26"7 CAHEUB
21148. 82598. 1407FPY37418400% 32VED S3PATOVA 26BCES GELOB:  17.558 © 1.00 30.07
21149. 24097. 31646415013 00cB5vA0 s ABVA209665364 Us B 534 148.4388950046 16, 0851. 00
37.01 ATOVA210GR @ U,B 2114918995 05415 ATOWM2110E1 GLU B
21150. 32694. 56015, 2121 00 38V76gA &VHZlZé%}%i%?éggliiélglfﬁﬁ 89983 9771. 00

36. 23 35ATOMA2TSEM ALY E 47248208, 656197 2121 63620, 19-835 8 IMNR320G5 WO
02/ 24893 PON USGLH29548 - d26vATEME2140 GldJsB 231467 431.697. 908:1352981. 00
30. 00 ATOVA215NBRO B, R1247. 243 95716 216CD PRO B
21249.391 100. 90816, 78512%0 56 49 XTOWZ&%%;%#P%% ?2%&@% b 29.58

100. 590. 16. 7071“* 6% 26:%2 SATONMD149EB PROBIN23% 239518022 0814%280891. 00

26. 02 ATOM 4191 N ARG B 209 46.487 93.924 26.923 1.00 30.91

ATCM 4192 CA ARG B 209 46.479 34.991 21.849 1.00 31.31
15 AaroM 4153 CB ARG B 209 46.964 94.423 23.206 1.00 31.12
ATOM 4154 CG ARG B 209 '47.880 95.375 24.011 1.00 29.38
ATOM 4195 CD ARG B 209 47.882 95.037 25.502 1.00 26.82
ATOM 4196 NE BARG B 209 47.812 96.245 26.319 1.00 21.48
ATOM 4197 CZ ARG B 209 16.672 96.7647 26.796 1.00 23.43
20 ATOM 4198 NHI ARG B 209 45.510 96.124 26.651 1.00 20.48
ATOM 4139 NHZ ARG B 209 45.698 97.934 27.434 1,00 25.12
ATOM 4200 C RBRG B 209 47.319 96.213 21.485 1.00 31.54
ATOM 4201 O ARG B 209 46.815 97.335 21.453 1.00 34.08
ATOM 4202 N GLY B 210 43.606 96.004 21.280 1.00 32.47 .
25 ATOM 4203 CA GLY B 210 49.494 97.118 20.995 1.00 34.33
ATOM 4204 C GLY B 210 49.109 98.001 19.812 1.00 35.22
ATOM 4205 O GLY B 210 48.892 95.209 19.974 1.00 35.81
ATOM 4205 N GLU B 211 49.097 97.410 18B.615 1.06,35.57
ATOM 4207 CA GLU B 211 48.825 93.140 17.371 1.00 32.82
30 aroM 4208 cB GLU B 211 49.240 97.316 16.150 1.00 35.30
ATOM 4209 CG GLU B 211 48.588 95.946 16.085 1.00 37.0L
ATOM 4210 CD GLU B 211 43.189 95.054 15.011 1.00 38.55
ATOM 4211 OEl GLU B 211 50.326 94.560 15.212 1.00 38.76
‘BTOM 4212 ©QE2 GLU B 211 48.517 94.842 13.377 1.00 36.23
35 ATOM 4213 ‘c  GLU B 211 47.402 '98.656 17.212 1.00 29.12




ATOWM219CG PRO B 21247. 723 102. 18716. 3741. 00 25. 87 ATOM4220C PRO B

21245. 430 100. 25415. 3061. 00 25.79 ATOW42210 PRO B 21246. 169 18 MAR 2005
99: 81214. 4221. 00 25.35 ATOWM222N ASN B 21344. 131 100. 45915. 1301. 00 M 5?
10ATOVA223CAyHSN: 021343, 445 100. 18713. 8751. 00 25. 11 ATOV4RZAGBLASN B
21342.583 98.93413.9981. 00 25. 01 ATOW225CG ASN B 21343. 400

97.70314.3191. 00 27.74 ATOMA2260D1 ASN-B®1344.306 97.33313.5701. 00 29. 67
ATOWM227N62 ASN. B 21343.092 97.06315. 4431. 00 27.23 15ATOMA228C ASN B
21342.579 101.37013.4911. 00 24. 44 ATOWA2290 ASN B 21342. 169

102. 14514. 3551. 00 22.83 ATOW230N VAL B 21442.304 101.51512.1881.00 24. 44
ATOWA231CA ' [ MeB 21441.,482;,102,63011. Z&Jq%lofbﬂélog‘lllﬁi@mg%%% WL B

21441. 536 102.81210.1651.00 24.20 20ATOMA B 21442, 975

102. 9529. 69812%¥ 21235 ATOWE2 & VAL4BZii4zP@. %511 11%&?%599?“4%1?700 20. 54
ATOWA235C VALaBM21440s 041 F@2.55017212. 1924.00 19. 8% ABOME36MoVAL 1B 21439. 511
101.39912. 3231, Q)0 2Q417 ATCGNRZ3/N SER B 2183904250 1&37c§736%?oo436“4200 20.26 .
25ATOMA238CA SER B 21538. 046 103.67012.9671.00 20.21 ATOMA239CB SER B :
21537. 862 104AHB0132807FB0FROE 18 ATOVASAGOC3ER 1 51 8%g 4P 26.02

106. 01713. 3784rdB0 22188 cATGRE2MAIC SER B 225382905 10:33608110844.8700 20. 47
ATOWM2420 SE 899 . 1.99 A ?TR B

21637 353104 HR10.9091 %00 D8 B AT ITACA TU T FToag aoas o18 B

104. 3709. 582121 2328> ATOMBO A58 PTR 8°2£836°%68% 1051%718-9652%-360 24. 62
ATOMA246CG PTRdE 24635. 507 206 Bi177. 7994.100 4. 52 AEOMI247CQ0 24£ER B

21634. 798,407 1..00 5AT R 33. .72

107 5017 A0 AR S 7o L E g R Ge o b5 aaast BT LEa SERaE M
ATOWM249CD2 PYRYB 2%35.0?1@\&1@5?123836. 6751200 %5291 ATEWMEFICE2 %BTR B

216. 34. 0251052 6815.48991 c00 27 .5151 ATOVI25146GZ BTR®B 21633 3840082 8476. 2191. 00

21636, 45105, G53s. G111 O 3ga s | 2 ARG SAIARZIC IR B

ATOM 4227 ND2 RSN B 213 3.092 97.063 15.443 1.00 27.23
15 arom 4228 C  ASN B 213 42.579 101.370 13.451 1.00 24.44
ATOM 4229 © ASN B 213 42.169 102.145 14.355 1.00 22.83
ATOM 4230 N VAL B 214 42.304 101.515 12.188 1.00 24.44
ATOM 4231 CA VAL B 214 41.482 102.630 11.711 1.00 21.41
ATOM 4232 CB VAL B 214 41.536 102.8%2 10.165 1.00 Z4.20
20 aToM 4233 CGl VAL B 214 42.975 102.952  9.698 1.00 21.3S
ATOM 4234 CG2 VAL B 214 40.841 101.639 9.444 1.00 20.54
ATOM 4235 C VAL B 214 40.041 102.501 12.192 1.00 19.64.
ATOM 4236 O VAL B 214 39.511 101.399 12.323 1.00 20.17
ATOM 4237 N  SER B 215 39.421 103.636 12.474 1.00 20.26
25 ATOM 4238 CA SER B 215 38.046 103.670 12.967 1.00 20,21
ATOM - 4233 CB SER B 215 37.862 104.860 13.907 1.00 21.10
ATOM 4240 OG SER B 215 38.487 106.017 13.378 1.00 23,88
ATOM 4241 C SER B 215 36.995 103.698 11.841 1.00 20.47
ATOM 4242 0O SER B 215 35.899 103.162 11.999 1.00 19.45
30 ATOM 4243 N 2TR B 216 37.323°104.316 10.707 1.00 22.8B7
ATOM 4244 CA PTR B 216 36.378 104.370 9.582 1.00 23.82
ATOM 4245 CB PTR B 216 36.683 105.571 8.654 1.00 24.62
BTOM 4246 CG PTR B 218 35.507 106.017 7.799 1.00 24.52
ATOM - 4247 CDl PTR B 214 34.798 107.173 8.107 1.00 25.84
35 ATcM 4248 lCEl PTR B 216 33.722 107.%%1 7.327 1.00 27.22




ATOWM2540 PTR B 21637.208102. 9167. 8691. 00 24. 94 ATOMA255P PTR B
21631. 041106. 3445. 2271. 00 27. 03 ATOMA25601P PTR B 21630. 362106. 87731 §4AD.200
30. 42 ATOWM25702P PTR B 21630. 099106. 6336. 4181. 00 28. 23 10ATOMA25803P PTR B
21631. 426104. W by7ded. 1. 00 24. 51 ATOVM259N | LE B 21735. 749103, 053%s3461. 00
24.80 ATOVM260CA | LE B 21735.641100. 7838..6561. 00 23.98 ATOWM261CB | LE B
21736. 54299. 6939. 2871. 00 26. 25 ATOVE262CC871 LE 3 21737. 77899. 4508. 4381. 00
25.26 15ATOMA263CGL | LE B 21736. 953100. 05110. 7081. 00 26. 90 ATOMA264CD1 | LE
B 21737.11998. 84511. 6131. 00 27. 85 ATOWM265C | LE B 21734. 195100. 3828. 6911. 00
24,40 ATOW2660 |LE 8 21733.361101. 0809. 2761. 00 26.29 ATOMA267N CYS B
21833.91199. 2638010734300 24p%7 5 20ATO268CA S, 8 218325 541987438
.0301. 00 23. 40 CB YS B 21831. 96598, 7400, 4501 00" 23" 30 “ATO270SG
CYS B 21832. 74§§§g“M§%% %é 72 ATOMPTIC BYs g 850 1.00 27.15

21831. 65399. 526¥°H7042500 &3. m ARORU27233CY8 B6216832. 05110@ &356.4101. 00

27. 68 25ATO\M27p&bMSE£osB 249345399 027@28%’111&027?92 4l 4 %TOW@W}EA «SER B
21929.48199. Dgss} 2.56 ATOWM275CB SER B 21928.'51798. 8365. 3441. 00
B 21

16. 39 ATOVA 76 27" 035986 5824 35841150054, 70 ERTOW7 28 %8ER B
21928. 732100. 5FFPM 09926400° 238TR3B F0ATOWU 378D8SER. 3.6219728691941@02993]48 0821. 00

26. 17 ATO\/I4279N.T61RG Bs22028. 6484 0158906.:835%. 0Q .24 97
22028. 046102. 8&3%\ .00 23, 82 ATOWA281CB ARG B 22027 485104 19 9561 00

22.63 ATOW282 5239865818 705. 0327788311603, 10 245ATAM383ED ARG B
22026. 068106. 08I 074267 0(°22 1ET88E 286 MAR 2008 9\WD 6027324 8031PCT/ dJSEH /229549 - 128

ATOVH284NE mRGABOQZO%a 932106:7506¢ 1241. 9042%210%691ATO\44¥§45Cz RS 8,

22026. 515107. 2 41.00 23,07 ATOW286NHI B 22025. 240107. 2214 6341. 00
20.87 ATOW287REE" ARLB 32027 #1717 8974 ‘18570 7324 %87 SATAM2BEE ARG B
22026. 952102. 243 6 1%P00FA24157B 217 5.641 100.78B3 8.636 1.00 23.98
ATOM 4261 CB ILE B 217 36.542 99.693  9.287 1.00 26.25
) ATOM 4262 CG2 ILE B 217 37.778 99.450 8.438 1.00 25.26
15 ATOM 4263 CGL ILE B 217 36.953 100.051 10.708 1.00 26.9%0
ATOM 4264 COL ILE B 217 37.11% 98.845 11.613 1.00 27.85
ATOM 4265 C ILE B 217 34.195 100.382 B.691 1.00 24.40
ATOM 4266 O TILE B 217 33.361 101.0B0 9.276 1.00 26.29
ATOM 4267 N CY3 B 218 33.311 99.263 8.073 '1.00 24.77
20 aToM 4268 CA CYS B 218 32.541 9B.748 8.030 1.00 23.40
.ATOM 4269 CB CY¥S B 218 31.965 98.740 9.450 1.00 23.30
. ATOM 4270 SG CYS B 218 32.745 97.535 10.578 1.00 26.72
ATOM 4271 C C¥YS B 218 31.653 99.526 7.070 1.00 23.74
aToM 4272 O CYS B 218 32.051 100.535 6.5i0 1.00 27.68
25 ATOM 4273 N SER B 219 30.463 99.027 6.853 1.00 22.47
ATOM 4274 CA SER B 219 29.4B1 99.745 6.088 1.00 22.56
ATOM _ 4275 CB SER B 219 28.517 99.836 5.344 1.00 16.39
ATOM 4276 0G SER B 219 27.433 99.582 4.804 1.00 24.70
ATOM 4277 C SER B 219 28.732 100.597  7.092 1.00 23.73
30 aTtoM 4278 O SER B 219 28.194 100.091 B8.082 1.00 26.17
ATOM 4279 N ARG B 220 28.678 101.890 6.835 1.00 22.97
ATOM 4280 CA ARG B 220 l_28.046 102.841  7.732 1.00 23.82
ATOM 4281 CB ARG B 220 27.485 104.019 6.956 1.00 22.63
ATOM 4282 CG ARG B 220 26.816 105.032 7.862 1.00 23.19
35 ATOM 4283 CD ARG B 220 26.068 106.069 7.070 1.0C 21.58




ATOVA2890 ARG B 22027. 083102. 1869. 8401. 00 29. 08 ATOMA290N TYR B

22125.

21.21

22123.

26. 74

22123.

28. 68

22121.

20. 80

22226.

17.54

22225.

19. 27

22225.

20.78

22222.

15. 94

22328.

17. 28

22331.

22331

869101. 7787. 9971. 00 22. 44 ATOMA291CA TYR B 22124.708101. 2258. 6821. 00
ATOMM292CB TYR B 22123. 732100. 6197. 6711. 00 22. 74 10ATOVH293CG] TYRRE0S
028101. ‘gaées 7471.00 25.19 ATOWM294CD1 TYR B 22122.137101. 1225. 7861. 00
ATOMA2OBREY* YR B 22121. 484101. 9814. 9211. 00 29. 14 ATEHAISEASBITYR B
248102. 9596. 8181. 00 26. 22 ATOWM297ZCE2 TYR B 22122, 599103. 8305. 9601. 00
15ATOMA298CZ TYR B 22121. 717103. 3345. 0111. 00 29. 87 ATOWM299CH TYR B
076104. 1934. 1541. 00 28. 44 ATOWA300C TYR B 22125. 025100. 1699. 7611. 00
ATOM43010 TYR B 22124. 239100. 00110. 6951. 00 21. 60 ATOWM302N TYR B
11699. 4339. 5851. 00 16. 82 20ATOVA303CA TYR B 22226.51298. 34110. 4771. 00
ATOVU304EBMTYR 2B 29828 RF 670 0739.261°BF. TG - 19P. 40 - ATOVA 30585 9FYR 8
63496. 9168575800 c29.:82 ATOMI306GPDIs1 TR 7B2222214 951 79600131878361. 00 .
ATOM 430 TYR. B . 46996. 0627..9431.00..21. 7Q_ 25AT CD2 TYR B
67297. 62%%744}560%%%%8 BA?%?M309%EZZ%$\;EQ7BPZZI222449%‘%8@7‘3%@@%4631 00
ATOMA310EIOMT Y287 298D BRE 2B GR0 770627591, 190 - 397, 97 - ATOVRIPLIBHETYR B -
466965 725mM3922800 c21 265 ATOVI312Gs ¥R R222227 6764981 66614.52921. 00

30ATOA3 2228 40997. 76911 00, 18. 58 ATOVA314N ARG B
10599. 93%%% é?ig 1%‘.%835 2$Jmsléao%§éézg%f23f9.§§@5%. %5%!&2.0791.00
ATOMA316EIMARG2EP 28325 YF G4 201 . 68621, 5436101007814, 7679 ATOMG32Z.G6 ARG B
143102.1&&&1 865i1. 8 Idr 2 >35ATOVEBLEEDARGSB s5.682 1.00 21.21

S50 ATOW31ONE G 2592 (14107 122028951 100 F0 47 ATOMITIOTS ARG B

22331.

17. 04

22328:

65415@.7%@5.72@1309G20?8§ NmCNﬂSZINHZBARG53222§3®¢©OQI@42%358.7671.Ob
ATOMA322Mde ARG B 28332 B624103. 2822.187540 11200 21759 DAIOMI323C ARG B

990100. 6344;3- 385 00 16: 29221 21.484 101.981

4.921 1.00 29.14

ATOM 4296 CD2 TYR B 221  23.248 102.359 6.818 1.00 26.22

ATOM 4297 CE2 TYR B 221 22,599 103.830 5.960 1.00 2B.68

.15 aroM - 4298 CZ TYR B 221 21.717 103.334- 5.011 1.00 29.87

ATOM 4299 OH TYR B 221 21.076 104.193  4.154 1.00 28.44

‘ATOM 4300 C TYR B 221 25.025 100.169 9.761 1.00 20.80

ATOM 4301 O TYR B 221 24.239 100.0C1 10.695 1.00 21.860

ATOM 4302 N TYR B 222 26.116 99.433 - 9.585 1.00 16.82

20 aToM 4303 CA TYR B 222 26.512 98.341 10.477 1.00 17.54

ATOM 4304 CB TYR B 222 26.73¢  97.073  9.611 1.00 17.40

ATOM 4305 CG TYR B 222 25.634 96.916 8.575  1.00 19.92

ATOM 4306 CDl.TYR B 222 24.517 96.131 B8.835 1.00 13.27

ATOM 4307 CEl TYR B 222 23.469 96.062 7.943 1.00 21.70

25 ATOM 4308 CD2 TYR B 222 25.672 97.628 7.374 1.00 21.19

ATOM 4309 CE2 TYR B 222 24.628 97.549 6.463 1.00 20.78

ATOM 4310 CZ TYR B 222 23.528 96.770 6.759 1.00 21.97

ATOM 4312 OH TYR B 222 22.466 96.725 5.892 1.00 21.65

ATOM 4312 C TYR B 222 27.764 98.666 11.292 1.00 15.9%4

30 AToM 4313 O TYR B 222 28.409° 97.769 11.841 1.00 1B.S8
ATOM 4314 N ARG B 223 28.105 99.936 11.356 1.00 15.02

ATOM 4315 CA ARG B 223 29.285 100.393 12.079 1.00 17.28

ATOM 4316 CB ARG B 223 29.764 101.686 11.436 1.00 14.67

ATOM 4317 CG ARG B 223 31.143 102.114 11.865 1.00 14.12

35 ATOM 4318 CD ARG B 223 31.535 103.403 11.175 1.00 1B.42



ATOWM3240 ARG B 223-28. 024101. 31813. 9341. 00 16. 79 ATOMA325N ALAJ BAR 2005

22429.
22429.

16. 46

22430.

21. 63

22529.
22528.
22528.

20. 39

22631.
22632.
22633.
22632.

17. 38

22634.

20. 82

22733.
22734.
22733.
22734.
22735.
22733.

14. 97

837100. 06314. 4381. 00 17.91 ATOWM326CA ALA B

722100. 17715. 9131. 00 19. 04 ATOW327CB ALA B 22430. 71299. 23216. 5701. 00
10ATOVA 3486, AkA B 22429. 966101. 60716. 3971. 00 18. 94 AT %%ﬁ@%@% QLA B
870102. 27915. 9161. 00 21. 70 ATOMA330N PRO B 22529. 1831 7+3831. 00
ATOW331CO PRO B 22528. 120101. 32118720621. 00 23. 65 ATOMA332CA PRO B
315108. 44017. 9541. 00 22. 23 15ATOWM333CB PRO B

444103. 40419. 2211. 00 23. 95 ATOMA334CG PRO 8

089101. 96519. 4241. 00 22. 74 ATOMA335C PRO B 22530. 743103. 81118. 3151. 00

ATOM43360 5 52104, 96218, 1501. 00 22. 02 ATOWA337N GLU B
501102. 83*?13?0 ‘%’% g% % GZ%OATC]\IES\%%‘JCA 0glef g 5-835 1.00 20.42

898103. 04 Py, 17920 Qe 19RGl& B/IOMA33VCSCLls.B4s  8.720 1.00 20.83

450101. 780%0. 833 00186 ATOMIMNCGLLM s 5767 4 00

562100. 5%%9 azﬂljg,% 00 20. 23 ATOWM341CD G.U B 22633 35308 2869, 6031. 00
ATOVA342 vl Ry adloc i) 2131§ 83%81%06849. 96 +25ATNVEL430E2 GLU B
59899.5368%94 5523230 0C 24AFE4 3 KPOVA 34438 BaU1 B . 226333 2461030042815%. 9631. 00
ATOVM 34506k U By 22634, ﬁ@Gg%324818280@§119p32p 13 ATOYHZA6N JEU B

408102. 83% 8%]15 00 19. 41 ATOWM347CA LEU
110103. 1 0d 15208 2§6ATG\A43§4%3GB“P_°EEJ63B 14.438 1.00 17.91
629102. 29394 . 40325, OB 18410 ATOMA34SCE2L B .B77 15.913 1.00 19.04
416101. 01:3d¢4. 14%%. O 15,05 zéIOV”?’%CH]z Lﬁuzﬁ 16.570 1.00 16.46

8031330 é\ﬁél 7561. 00 12.73 ATOW35100
6419 M 580200 147388 AFOVN352E ?:‘éu“ﬁ 5%77335 779164°%62%P%. 2201. 00

35ATOVA3530M LEBB 22732665205, 405043906%k..00 205.32 1180MAR 72005 WO

02/ 24893 PCT/ USGh 29549 -vl30pATOM354N |,LE B 22832 496,104 90@1%1!55 z 401. 00

17.59

22830.

18. 14

ATO\MSSS% |LE B 22931993 106. 31115 1031, 00 18. 11 AtOwm | LE B
25, &gé

471.106 1.00 B8 BP2ATOMISTER L B2lg 22850, o4 23.55
107.73814. 81212001 214329 SATOW3S8CH] | LEB122829486217.05% 261db428491. 00

15 AroM 4333 CB PRO B 225 29.444 103.4C4 19.221 1.00 23.95
ATOM 4334 CG PRO B 225 . 28.089 101.965 19.424 1.00 22.74
ATOM 4335 C PR0O B 225 - 30.743 103.€11 18.315 1.00 20.39
ATOM 4336 O PRO B 225 31.152 104.962 18.150 1.00 22.02
ATOM 4337 N GLU B 226 31.501 102.832 18.797 1.00 19.06
20 ATOM 4338 CA GLU B 226 ©32.898 103.041 19.179 1.00 19.14
ATOM 4339 C3 GLU B 225 33.450 101.78% 19.B51 1.00 18.75
ATOM 4340 CG GLU B 226 32.562 100.561 19.645 1.00 20.23
ATOM 4341 CD GLU B 226 33.352 99.289 19.603 1.00°17.38
ATOM 4342 OEl GLU B 226  32.736 98.213 19.618 1.00 19.90
25 ATOM 4343 OE2 GLU B 226 34.598 99.368 19.552 1.00 24.74
ATOM 4344 C GLU B 226 33.746 103.423 17.963 1.00 20.82
ATOM 4345 © GLU B 226 34.666 104.248 18.066 1.00 20.13
ATOM 4346 N LEU B 227 33.408 102.851 16.800 1.00 19.41
. ATOM 4347 CA LEU B 227 34.110 103.184 15.556 1.00 13.05
300 ATOM 4343 CB LEU B 227 33.629 102.29%0 14.407 1.00 16.10
ATOM 4349 CG LEU B 227 34.416 101.013 14.147 1.00 15.05
ATOM 4350 CDL LEU B 227 35.803 101.042 14.756 1.00 12.73
ATOM 4351 CD2 LEU B 227  33.641 99.800 14.580 1.00 14.58
ATOM 4352 C LEU B 227 33.779 104.624 15.220 1.00 14.387

35 ATOM 4353 ©0 LEU B 227 34.655 105.405 14.906 1.00 20.12



ATOWA359CD1 | LE B 22828. 353 105. 34714. 1851. 00 16. 84 ATOMA360C | LE B
22632. 678 107.31016. 0491. 00 23.42 ATOW3610 | LE B 22832. 848 18 MAR 2005
108. 48915. 7161. 00 24 97 ATOM 4362N ?HE B 22933. 167 106. 79517. 1821. 00 23. 68
10ATOV4363CA P(ie 22933. 958 107. 58418.1111. 00 25. 34 ATOW364CB PRE B

22933. 707 107Y4¥44¥35781. 00 22. 49 ATOWM365CG PHE B 22932. 4BET/USPL29549

107. 77520. 2251. 00 19. 47 ATOVM366CD1l PRE-B022931.276 107.09320.2721.00 17.35°
ATOWM367CD2 ?HE B 22932. 534 109. 04820. 7821. 00 20.35 15ATOMA368CE1 PRE B
22930. 157 107.65920. 8521. 00 17.59 ATOWM369CE2 PRE B 22931. 415

109. 61921. 3651. 00 17. 04 ATOP4370CZ PBS B 22930. 225 108. 92321.3981. 00 18. 69
ATOA371C ?HE B 22935, 402 107.29417. 6691, 00 26,92 ATOMA3720 PRE B 22935. 636
106. 31816. 97517108 29338 BoATEMERTSN GLY B 188036-%864 1508012597, Y932, 00 28. 35
ATOVA374CA GLYA1BM230375 785 107 BS5E17. 49319560 126. 41 ATQM375GoGsY1B .
23038. 364 105.5L417 190 ;25 516,,ATOVA

106. 38717. 800155%’% 23§% igrofmé 7%8ALA B%%g?]?,%gf 1%%3%3?01 93481500 25. 97
25ATOMA378CA ATRMB 3337384848 §42293418. 78817 067 78° 04 RrAOWBP9CE -ALA B
23137. 065 1503.2781942801c@0 126 38R sATOVUBBBE: AbA 2B1 23130505060 18,14

103. 57517. 767 2 OMA3810, ,ALA 103. 15816..6791.00 27. 04
ATOVE382N PER]m‘ag32£§10§%0§glo3 %8%18 15(?2182%33%85???2733&1%%:42383@&#&%
823241. 349 102T8Y311°8u69. 06258, 228 ATOMRBEATROTHRY B9340 u6p 23.42 .

103. 92617. 2001a100 263618 ATOMESE50E] THR:BaRB8248.4548 14085434 16.4161. 00 32. 28
ATOW386, OG22 ;HHR B,23243. 038 104,,38818,520.1.,00 ,24. 67 ﬁgg\{?gg S IR B
23241. 889 101. 62218 0151, 00 26 18 35ATOH3880° THR B 2372

100. 94817. #76 PT6H 24380 &8 REREG5 WO 92P21863 SBETABSAL/ J98a¢5- 181
ATOMA389N AS? 8023341543645 088:30629. 20613:000250095 ATOMEZB0GAASR . 39

23341. 795100. 13419. 9641. Q0 24, 36, ATOMA3Q1 B ASP -Bs 225 1
23342.508100. 60921. 2571. 00 28. 62 ATOMA397CG AS? B 23345 36085 69822 4621. 00
30. 06 SATOMA3GSO A%P ECD38YF B4%299. 937287269198 33:274 17.35

ATOM 4367 (D2 PHE B 229 32.534 109.048 20.782 1.00 20.35
15 aroM 4368 CEL PHE B 229 30.157 107.653% 20.852 .00 17.59
ATOM 4369 CE2 PHE B 229 31.415 109.61% 21.365 1.00 17.04
ATOM 4370 CZ PHE B 229 30.225 108.923 21.398 1.0¢ 18.69
ATOM 4371 C PHE B 229 35.402 1067.294 17.66% 1.00 28.92
ATOM 4372 © PHE B 229 35.636 106.318 16.975 1.00 29.38
20 aToM 4373 N GLY B 230 36.354 108.125 17.992 .00 28.35
ATOM 4374 CA GLY B 230 . 37.725 107.851 17.493 1.00 26.41
ATOM 4375 € GLY B 230 38.364 105.514 17.891 1.00 25.16

230 . 39.580 106.387 17.800
231 37.577 105.530 18.348
231 38.134 104.234 18.788
231 37.065 103.275 19.280
231 39.050 103.575 17.767
231 38.629 103.158 16.679
232 40.303 103.485 18.150
232 41.349 102,893 17.346
232 42,460 103.926 17.200
232 43.518 103.434 16.410
232 . 43.039 104.38B8 18.520
232 41.889 101.622 1B.015

ATOM 4376 © GLY .00 24.78
.00 25.97
.00 26.04
.00 26.83
.00 26.99
.00 27.04
.00 26.36
.00 25.76
.00 26.18
.00 32.28
.00 27.67
.00 26.18

.00 25.89

ATOM 4377 N  ALA
25 ATOM 4378 CA ALA
ATOM 4379 CB AIA
ATOM 43B0 C ALA
ATOM 4381 ©  ALAR
ATOM 4382 N ' THR
30 ATOM 4383 CA THR
ATOM 4384 CB THR
ATOM 4385 OGl THR
ATOM 4386  CG2Z THR
ATOM 4387 ¢ THR
35 aToM 4388 © THR
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232 42.769 100.948 17.47¢



ATOWM3940D2 ASP B 23343. 17098. 75122. 6071. 00 31.50 ATOM4395C ASP B
23340. 64299. 13820. 2171. 00 23. 91 ATOMA3960 ASP B 23340. 72198. 26421y6005 00
26. 44 ATOVA397N TYR B 23439. 58299. 25819. 4261. 00 22. 91 10ATOMA398CA TYR B
23438. 41698. 37¢bI2/5k61. 00 20. 38 ATOWM399CB TYR B 23437. 38098617,%{;11@95521 00
23.38 ATOWM400CG TYR B 23437.96098. 77917. 0591. 00 22.55 ATOMA401CDI TYR B
23438. 02897. 62116. 2921. 00 24. 15 ATOMI402CEL"TYR B

23438. 586. 97. 63415. 0261. 00 24. 83 15ATOWM403CD2 TYR B

23438. 46399. 9581665241. 00 24. 39 ATOWM404CE2 TYR B 23439. 02099. 98715. 2561. 00
25.51 ATOMA405CZ TYR B 23439. 07998. 81614. 5131. 00 26. 35 ATOMA4060H TYR B
23439. 63798. 82948n264bs00 28.:33 ATAMA07¢ RYR B, 2%381979(%9&/%?4%{] $941. 00
16. 79 20ATOMA4080 TYR B 23439 95596, 55319, 1441 00 19. 38" AT HR B
23537. 81196. 028186002700 23 57 *AtEw410EN TBROB- P53 95404 98781655591, 00
15. 58 ATOMA411CBIOPHR-4B923587 AF2(00339972049604.100. éob. 90 . AHOM 4412061 THR B
23536. 32393. 922341 903500 41281 ZBATOWIAY, 3662 TER4B 1, o 0 |
23538. 33194. 80122. 0941. 00 14. 3 414C TER B 23537205603 8374%°8731. 00
14. 16 ATOWM4150~ R B333558! ??69‘342%31217 8567° 04° 157983 A3 VUL PBNFISER B .
23637. 03492. 5974854438900 007 259 sATOVA417CA 19ER 98. 23638. 43491 03881 %0 6821. 00
18. 69 30ATOWM418(CR SER.B 23636, 35890. 31514. Zél%s%al 4% %4&3 SER B
23637. 77490. 09217. 0411, 00 24.22 ATOWM420C SER B 2363 19 791. 00
20. 02 ATOMA4210~KHR B393653. 81861237217, 2571 008 26 26 LAV IO NSSER B
23734. 37792. 6864805332008 18. 128 EI3BATOMEA28GA2 SER Bs  19.426 1.00 22.91
23732.9989239641Qm4283500 .14 171 518, MAR 29951M099%534§%3mﬁ08{gﬁg&/ 49049 -132
ATOWM424CB SER 8 23732.95093. 66920. 7911. 00 15. 53 ATOW B

23733. 89094, 7283182877001 6 768 Battiwma268 -3ER BS 947328345393 -85#8838881. 00
12. 17 ATOWM4270A%ER B:0B873d. 09233291418, 38510 005 8.750 15 ATFGVUA28N 2 kE B

23B33. 08694. 5516952190034 144 5 234 38.028 97.621 16.292 1.00 24.15
ATOM 4402 CEl TYR B 234 38.586 .97.634 15.026 1.00 24.83

15 ATOM 4403 CD2z TYR B 234 35.4563 99.958 16.524 1.00 24¢.39
ATOM 4404 CE2 TYR B 234 39.020 99.987 15.256 1.00 25.51

ATOM 4405 C2 TYR B 234 39.079 98.816 14.513 1.00 26.35

ATOM 4406 OH TYR B 234 39.637 98.829 13.264 1.00 23.21
ATOM 4407 € TYR B 234 38.799 96.894 19.394 1.00 16.79

20 ATOM 4408 O TYR B 234 33.935 96.553 19.144 1.00 19.38
ATOM 4409 W  THR B 235 37.811 96.028 19.600 1.00 13.77
ATOM 4410 CA THR B 235 37.994 94.578 19.559 1.00 15.58
_ATOM 4411 CB THR-B 235 37.720 93.997 20.961 1.00 11.90
ATOM . 4412 OGlL THR 8 235 36.323 93.922 21.1%0 1.00 11.51

25 RTOM 4413 CG2 THER B 235 38.331 194.801 22.094 1.00 14.31
ATOM 4414 C THR B 235 37.020 93.927 18.573 1.00 14.16
ATOM 4415 © THR B 235 36.27C 94.612 17.996 1.00 16.98
ATOM 4416 N SER B 236 37.034 92.597 18.544 1.00 17.59
ATOM 4417 CA SER B 236 36.164 91.783 17.682 1.00 1B.69

30 ATOM 4418 CB SER B 236 36.558 90.315 17.749 1.00 18.45
ATOM 4419 O©OG SER B 236 37.77¢ 90.092 17.041 1.00 24.22
ATOM 4420 C SER B 236 34.681 91.961 17.%7% 1.00 20.02°
ATOM 4421 © SER B 236 33.818 391.472 17.225 1.00 20.26
ATOM 4422 N SER B 237 34.377 92.686 19.053 1.00 18.28

35 ATOM 4423 CR SER B 237 32.998 92.964 19.428 1.00 14.71



ATOWM429CA | LE B 23832. 43695. 39016. 5181. 00 16. 29 ATOW430CB | LE B

23833. 42696. 26015. 7141. 00 16. 74 ATOWM431CE | LE B 18 MAR 2005
23834. 12197. 27516. . 6221. 00 16. 15 ATOMM432CGL | LE 8
23834. 44495. 408 104:Q8&11. 00 13. 48 10ATOWM433C01 ILE B PCT/USH1/29549

23835. 26496. 19113. 9531. 00 13. 12 ATOW434C | LE B 23831. 60894. 50015. 5731. 00
14. 21 ATOWM4350 | LE B 23830.51694. 87215-4371. 00 18. 18 ATOWM436N ASP B
23932. 11993. 29615. 2931. 00 15.25 ATOVM437CA ASP B 23931. 42392. 30614. 4421. 00
15. 37 15ATOWM438CB ASP B 23932.28191. 03614. 2631. 00 13. 37 ATOW4439CG ASP B
23933. 40591. 19413. 2731. 00 13. 63 ATOW4400D1L ASP B 23933. 40992. 20012. 5421. 00
14.70 ATOVMA4100% ASR2B 23934: 29890. 306;§EggagaqgglqﬂggﬂAIgN%44;§ ASP B
23930. 08991. 90815. 0641. 00 16. 77 20ATOMAA430 AS? B 23029 07691. 74214, 3551. 00
16. 53 ATOMA444RFRIAL 182246880 567 943775416324 F81. G678, &9 - PPOVBLRSTIN OYAL 8 o
24028. 82991. 378k, 10916 00 12:0B ATOWA46LB1VAl:B5340293434691006918. 6241. 00
14.35. ATOVA447GGEL VAL, B,24Q27 +73791. 1ggg%g§8g;!gq q§ Qﬁ QI@“Qﬁéﬁcez VAL B
24029. 60489, 65018. 7901, 00 13 00 ATOMA449C VAL B 2402 6416. 9521. 00 -
8. 73 ATOVM4500°%0K B23%036. 66392230216, 799860041541 10T ATCVILSIN. TTRP B

24128. 22793. 6986, 98749 002 101.4% ABOWMA52CA3TREs B934 1275130304080716. 7901. 00
13. 99 30ATOVA453(B TRE, B.R4128,5 PRA96. 13917, 1Q %EQ %1 75 Qé&“% §4CG TRP B
24127. 18497. 33316. 7161. 00" 12. 61 ATOMM455CD2 TR 416.34198. 13217, 5641. 00
18.21 ATOWM456TEY TRA3B 5% 38 P48Y9. 124316174787 (3518 56B2ATORAYF-CE3 TRP B
24126. 02798. 10918. 93112 06c181.3% S3BATOMU4H8@D]1 sTRP1B14.951 1.00 13.438

24127. 0749, 86 4 00..1 1,8 MAR 212 P / 29549
-133 ATCNM459N%%QTRg§;3ZQEEEL% 508, 9291%g%g§1 g % e ﬁ%hH%hé%czz TRP B
24124.861100. 0%%%17. 2484. B0 3% P523/TOWMABH-EZB ?RPOB 15.573  1.00 14.21

24125. 15099. 054rt8. 426315 00 21143 XEOVA462CHH2s TRP. B2 15.157 1.00 18.18

24124. 572100. 024,,18.,5881,,00 24555, SATOWAGICTRR 5 24126,,72894. 79115. 3401. 00
12. 69 - |

ATOM 4437 CA ASP B 239 31.423 92.306 14.442 1.00 15.37
I5 aToM 4438 CB ASP B 239 32.281 91.036 14.263 1.00 13.37
ATOM  443% CG ASP B 239 33.405 91.194 13.273 1.00 13.63
ATOM 4440 OD1 ASP B 239 33.409 92.200 12.542 1.00 14.70
ATOM 4441 OD2 ASP B 239 34.298 90.306 13.235 1.00 16.99
ATOM 4442 C ASP B 239 30.089 91.908 15.064 1.00 16.77
20  ATOM 4443 O ASP B 239 29.076 91.742 14.355 1.00 16.53
ATOM 4444 N VAL B 240 " 30.072 91.754 16.416 1.00 15.89
ATOM 4445 CA VAL B 240 28.829 91.378 17.109 1.00 12.01
ATOM 4446 CB . VAL B 240 29.046 91.059 18.624 1.00 14.35
ATOM 4447 CGl VAL B 240 27.737 91.199 19.387 1.00 9.00
25  ATOM 4448 CG2 VAL B 240 29.604 89.650 18.790 1.00 13.00
ATOM 4449 C VAL B 240 27.787 92.464 16.952 1.00 B.73
ATOM 4450 O VAL B 240 26.603 92.192 16.799 1.00 14.10-
ATOM 4451 N TRP B 241 28.227 93.698 16.967 1.00 10.49
ATOM 4452 CR TRP B 241 27.303 94.807 16.790 1.00 13.99
30 aToM 4453 CB TRP B 241 28.004 96.139 17.103 1.00 11.75
ATOM 4454 CG TRP B 241 27.184 97.333 16.716 1.00°12.61
ATOM 4455 CD2 TRP B 241 26.341 98.132 17.564 1.00 18.21
ATOM 4456 CE2 TRP B 241 25.748 99,124 16.747 1.00 18.68
ATOM 4457 CE3 TRP B 241 26.027 98.109 18.931  1.00 189.35
35 ATOM 4458 CDl1 TRP B 241 27.074 97.867 15.465 1.00 15.24



14. 63
13. 69
16. 55
17. 38
17. 92
19. 65
18. 91
20. 75
19. 92
22.64
22.43

20. 28

24229,
24326.
24324,
24422,
24522,
24523,
24622.
24622.
24619.
24719.

24717.
24717.

ATOWM4640TRP B 24125. 54395. 00915. 1311. 00 12. 66 ATOMM465NSEA B
24227.

58894. 50514. 3491. 00 14. 14 ATOMA466CASER B 24227.14894.43512.9E%$%R9M5
ATOMA467CBSER B 24228. 32794. 07212. 0291. 00 10. 79 10ATOVA4680GS
31195. 084122076 1. 00 12. 39 ATOMA469CSER B 24226. 07193. 3@§&%0§g9§ 00
ATOMA4700SER B 24224, 98793. 65012. 2971. 00 15. 83 ATOMM47INACA B

37092. 19413.3281. 00 15. 65 ATOMA472CKA-TA B 24325, 42691. 08813. 3161. 00
15ATOVE473CBALA B 24326. 03489. 86813. 9811. 00 17. 84 ATOMA474ACALA B
10691. 48313. 9741. 00 17. 41 ATOMM4750ALA 8 24323.03790. 99313. 5891. 00
ATOMA47ENGLY B 24424.17592. 40. 314. 9511. 00 19. 03 ATOVWA77CAGLY B

95792. 867 13050745590 k7. 63 LQATOWMAZECELY 422.15893. 74 6771. 00
ATOVBA790GLY B_22420.94293.%@514.5%%%5309?7%§9Z§h%ﬁﬁ4gdﬁc§éq%

85494. 6091395214580 °19. 80 nFEMu481 CACGYS BO20$2 01719495051 A§7AL. 79741. 00
ATOH482CBOYS Bi4gd5233 20896289912, 3185000915183 s25ATOMASISGEEYS go
91397. 6371302444590 22.50 A 4B4 4521. 53794, 11.9061.
ATOMI4850CYS B 24520 47504, g%?ﬁl 3g%fséo°§£§%oﬁ§¢%§h4ggﬁw%tgé

17893. 26315967590 ©20.788 EATENIAS7EAVAE B¢ 9162113684921 9040 56061, 00
30ATOVA48SCBVALL B4 246227680941 385105 3241 .56000%8. 1871 ATOVG4SSCEE VALog
07690. 3289:3981,,Q0 19. 7Q, ATOMA490 L 6 59 521
ATOVBAO1CVAL B 24220 37491. 87711. 0 41¥€ gf% %%I%§M4%£gV§L é

34791. 905 £6%M001.500 2 6.558 BARTOMI4BNEEU B L4723 3385, BLO3WOER. 3081. 00
18 MAR 206SoMAD G271 24893PCTH WB01/ 295¢327 134 07ATQW@4CA0b?ld 893161 00
26290.1672 420014k 590 519..95 ATQVHA95 U 7 .
ATOMA496CG LEU B 24718, 48680, 838159%5%§ 85‘%3 %3 @%cm££é7%t§9LEu B
87191. 125%8%31 14590 C22 58B BsaiPO\M40BTH3L | 28 B6 12.810 1.00 13.69

42888. 9512406591700 021 586 BATCOMAA99E: OEY B3 247182082911 632k289751. 00

ATOM 4471 N ALA B 243 26.370 32.194 13.328 1.00 15.65

ATOM 4472 CA RLA B 243 25.426 91.088 13.316 1.00 16.55

15 AToM 4473 CB ALR B 243 26.034 89.868 13.981 1.00 17.84
RTCM 4474 C  ALA B 243 24,106 91.483 13.974 1.00 17.41

ATOM 4475 O ALA B 243 23.037 90.993 13.589 1.00 17.38

ATOM 4476 N  GLY B 244 24.175 92.403 14.951 1.00 19.03

ATOM 4477 CA GLY B 244 22.957 92.857 15.607 1.00 17.62

20 ATOM 4478 C GLY B 244 .22.158 93.748 14.677 1.00 17.92
 ATOM 4473 0 GLY B 244 20.%42 93.632 14.577 1.00 17.5%
ATOM 4480 N CYS B 245 22.854 94.609 13.952 1.00 19.90
ATOM 4481 CA CYS B 245 22.191 95.487 _12.97&- 1.00 19.65
ATOM 4482 CB CYS B 245 23.201 96.399 12.318 1.00 19.83

25 ATOM 4483 SG CYS B 245 23.913 97.637 13.424 1.00 22.50
ATOM 4484 . C  CYS B 245 21.537 94.590 11.506 1.00 18.91

ATOM 4485 O CYS B 245 20.475 94.911 11.3%4 1.00 22.00

ATOM 4486 N VAL B 246 22.178 93.463 11.5%6 1.00 20.35

ATOM 4487 CA VAL B 246 21.664 92.510 10.606 1.00 20.75

30 ATOM 4488 CB VAL B 246 22.680 91.385 10.324 1.00 18.97
ATOM 4489 CGl VAL B 246 22.076 90.328 9.398 1.00 19.70
ATOM 4490 CG2 VAL B 246 23.965 '91.952 9.752 1.00 19.92
ATOM 4491 C VAL 8 246 20.374 91.877 11.094 1.00 22.64
ATOM 4452 O VAL B 246 19.347 91.905 10.400 1.00 26.23

35 ATOM 4433 N LEU B 1.00 22.64

247 20.425, 91.310 12.308



ATOWM5000 LEU B 24716. 95991. 26712. 6201. 00 21. 69 ATOMA501N ALA B

33792. 86413. 4321. 00 20.15 ATOMA502CA ALA B 24817.28193.87313.5
10ATOW503CB ALA B 248.17.79595. 11414. 2611. 00 17. 38 ATOWMS504C
71894.*¥80312481621. 00 19. 28 ATOWA5050 ALA B 24815. 507 %@ 13@d129:9951. 00

24818.
20. 23
24816.
17. 25
24917.
22.01
24919.
25. 98
24916.
18. 76
25015.
21.71
25018.
23.16
25013.
23. 52
25113.
23.41
25113.
ATOW5

ATOW506N GLU B 24917.60694. 32211.
18694. 6209. 7981. 00 20. 11 15ATCN%56

ATOMA509CG GLU B 24918. 08195. 4987. 5731. 00 24. 30 ATOMA510CD GU
26695: 6736. 6501. 00 24. 80 ATOWM5110E1 GLU B 24920. 40095. 8187. 1441. 00
ATOWM5120E2 GLU B 24919. 05495. 6845. 4201. 00 27. 66 20ATOWM513C GLU B
22993. 524@ 30hdc 0@alZedS ATOVAS5140 . 3D & 24915, b1Q93. §088. 4661. 00

7B e s 5016 4568

ATOMAS51
76291.1

39088. 2465 314h37 0@p22.e96s ATOM52Q6D2/:L B B22504.2:81689; %584» 3921. 00

s3shee e Booty i Sht

ATOWA52ATH L EY°B Z5113Y(RLE9Y1L. 63918 785131063231 737ATOMG25CB LEU B

ATOV452i

39590. 7

2629

B8 141 o8 or e At

25ATOVABIBCG 24P EUCE 25015 284689, 6698691891880 24.286 ATOMZE19COL LEU B

5

E
1

ST 0655351 36ATQw

%_1

Ao

1. 00 21.23 ATOWM307CA GLU B
GLU B 24918. 40494. 7668. 8671. 00

B

516CA LEO B

9°8749%4981. 00

5220 LEU B
9% £62%°1 . 0391. 00

26791. 684ck3. 2844. Q0 22085 ATOWM526CE 5L B Bs25144209196 5444:3. 6811. 00
35ATOWM528CD2 LEU B

ATOMA52
24489. 2

B, 6551 80 35755718 AR 3058 viB0%

29 C LET® 25E92. 28192286618, 3841708R 1252007 ATOVE330 1O 1L EO. B

YL

PeTIUS81729549 - 135

25110. 9769@. 8984L. 3863. 09 25,53 2ATOMI533 NsLEQ By 25243589598, 9824L. 1911. 00
0. 28,85 5ATOMS533 CB LEO B

27.31 ATOMA532 CA
25213. 24796. 39%1" .

30. 29

15

20

30

“35

ATOM
ATOM
ATOM
ATOM
ATCM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOﬁ
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

3561

4505
4506
4507
4508
4509
4510
4511
4512
4513
4514
4515
4516
4517
4518
4519
4520
4521
4522
4523
1524
4525
4526
4527
4528

B 25212. 27595. 27010, 8621.
60 25°10°Rrowsas 5 L
O ALA B 248 15.507 94.
N GLO B 249 17.606 94
CA GLU B 249 17.186 94
CB GLU B 249 18.404 94.
CG GLU B 249 18.081 95.
CO GLU B 249 19.266 95.
OEl GLU B 249 20.400 95.
OE2 GLU B 249 19.054 95,
C  GLU B 249 16.229 93,
‘©- GLU B 249 15.170 53.
N LEU B 250 16.594 92.
CA LEU B 250 15.762 - 91.
CB LEU B 250 16.456 B9.
CG ' LEU B 250 17.845 89.
col LEU B 250 18.390 BB.
CD2 LEU B 250 17.816 BS.
" LEU B 250 14.372 91.
LEU B 250 13.395 90.
LEU B8 251 14.287 91.
CA LEU B 251 13.016 91.
CB LEU B 251 13.267 9l.
CG LEU B 251 14.091 90.
€bl LEU B 251 14.665 90.
CD2 LEU B 251 13.244 89.

B 25215% 82097 134%%12. 3161. 00

1.00 17.
21.
20.

383

L322
.620

766
498
673
B18
684
521
208
262
119
814
609
246
758
13s
722
592
633
681

544

959
251

11.

[
—

e L e i
T T ]

W OW e W ® W W Y D W D Y -] W

995

171
.798
.867
.573
.650
144
.420
.301
.766
.536
.145
.498
.911
.311
.392
.783
.138
.039
.765
.284
.881
.226
.029

1.

N o L L T T T TN " H Sy SO U

00
.00
.00
.00
.00
.00
.00
.0C
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.Q0
.00
.00
.00
.00

25
23

11
.01
.30
.80
.98
.86
.75
.76
.74
.76
.71
286
.96
.16
.01
.18
.52
.75
.BS
.41
.36
.22



ATOMA535 CDI LEO 8 25213.85798. 45112. 4781. 00 30. 64 ATOMA536 CD2 LEO B
25211. 45397. 93712. 0081. 00 29. 71 ATOMA537 C LEO 8 25211. 866095.4179.?&@%%%&
29. 11 10ATOMA538 0 LEO B 25211. 00996. 2459. 0771. 00 29.16 ATOMA539 N

25312. 48394. 6568.05064 00 30.27 ATOWM540 CA GLY B 25312. 15494 }zégy,zg%l. 00
30. 40 ATOWM541 C GLY B 25312. 90995. 9406. 4471. 00 31.85. ATOMASA3 0 GV B
25312. 67796. 2725. 2911. 00 31.62 15ATOMA543IN-GLN B 25413. 82596. 5457. 2121. 00
32.10 ATOWM544 CA GLN B 23414. 65397. 6656. 7541. 00 30. 81 ATOMA545 CB GLN B
25413. 81498. 9336. 5591. 00 31.22 ATOMA546 CG GLN B 25413.19599. 4777. 8361. 00
31.70 ATOM4547 CD GLN B 25412. 307100. 6777.5951. 00 30. 46 20ATOWM548 OE1 GLN
B 25412. 766101. 87 00 33 TOWM5 2 B

25411. 023100. 43%41382@5&0632%5%2%\/145504}% %ENQ 90415 7779%7.%81%7°%591. 00
30.56 ATOME551 O CaN® é:" 5415897073 4558. H750F2 /PRI IATOMES2 N .PRO B
25516. 84998. 631¥I®51 158D 88, SLU B5ATOMA5532 B85 PRO. 325 117139190%98009188 Ppa1 00
255. 17. 04799. 20Q6w0034300:29 .6 554,

26. 75 ATOMA555 CB PR%%B 2EE18. g??g%v%l? %@5@6% g% Wrovi3B 62t PRO B
25518. 53599. 3995 Y481°HD 93, 37" ATEWMS57 £ BRO B 23981 2158590170123 1611. 00
25. 44 30ATOVI455EI'O® PREB 065160 855200, 6969.537 157 QQ723.285115ATDW53%924\| |LE B
25617. 99899. 221;];.@;94612@3300(;1% 179 sATOV560, £A ) LE, B 35% é\/ﬁ 84211 8931. 00
22.03 ATOVU561 |LE B 25618, 04898. 93113, 080100 362 |LE B
25619. 51998. 531% 04617 00" Y6 1BB B3ERATOWMSES 48851 °T 1987 B 12,008 1.00 29. ?1

25617. 67699. 56244M44433100C 221808128 MAR 210@50m&zbzgsg%sigbwwS%z?EégB

- 136 ATOVU5RYCDIrokLE4By256166; 0. 346 6 2

25618. 218101. 261ng 03531 og 2(% %OZ]A#GW%%%G%E}%Q%M? ?661‘%%%3&52 4731. 00
23. 40 ATOWM567NPEE B Y579, 97280%°3468111%649% . B 650, 09- HATAVESE8CR ?HE B

25720. 091102. 79404, 7370, OO~ 2460 ABOVUS62CBsPHE: .Bss 7.092 1.00 30.40
25721.223102. 8Q0Q3d. 7{d. 00 24188 253 12.909 95.940  6.447 1.00 31.85.
ATOM 4542 O GLY B 253 12.677 96.272 5.291 1.00 31.62

15 aroM 4543 m GLW 2 254 13.825 §4§.545  7.212 1.00 32.10
ATOM 4544 CA GLN B 234 14.653 97.665 6.754 1.00 30.81

ATOM 4545 CB GLN B 254 13.814 98.933 6.559 1.00 31.22

ATOM 4546 CG GLN B 254 13.195 93.477  7.836 1.00 31.70

ATOM 4547 CD GLN B 254 12.307 100.677 7.595 1.00 30.46
20 ATOM 4548 OEl GLN B 254 12.766 101.814 7.605 1.00 33.00
ATOM 4549 NE2 GLN 3 254 . 11.023 100.432  7.382 1.00 32.32

ATOM 4550 C  GLN B 254 15.777 97.8%15 7.75%9 1.00 30.56

ATOM 4551 O GLN B 254 15.697 97.455 8.905 1.00 30.99

ATOM 4552 N PRO 8 255 16.849 98.63%1  7.351 1.00 28.81

25 . ATOM 4553 CD PRO B 255 . 17.047 99.200 6.003 1.00 29.65
ATOM 4554 CAR PRO B 255 17.9%0 98.918 8.228 1.00 26.75

ATOM 4555 CB PRO B 255 18.932 99.751  7.346 1.00 2B.30

ATOM 4556 CG PRO B 255  1B.535 99.399 5.948 1.00 28.37

ATOM 4557 C  PRO B 255 17.565 99.701 9.461 1.00 25.44

30 atoM 4558 0 PRO B 255 16.855 10¢.696 9.371 1.00 23.94
" ATOM 4559 N ILE B 256  17.998 99.221 10.617 1.00 25.79
ATOM 4560 CA ILE B 256 17.662 99.842 11.893 1.00 22.03

ATOM 4561 CB 1ILE B 256 18.048 98.931 13.089 1.00 20.49

ATOM 4562 (G2 ILE B 254 19.519 98.531 13.046 1.00 16.83

35 TOM 4563 C€G1 ILE B 256 17.676 99.562 14.444 1.00 22.30




ATOWM570CG PHE B 25720. 969101. 97214. 0191. 00 20. 01 ATOMA571CD1 PHFB%MRZWS
25719. 896102. 25614. 9571. 00 20. 95 ATOWMS572CD2 PHE B
25721.811100. 92414. 3501. 00 19. 46 10ATOWMS573CE1 ?HE B

25719. 677101. 605H36440911. 00 21. 15 ATOWM574CE2 ?HE B PCT/USOL/29549
25721.595100. 17015. 4941. 00 20. 25 ATOWM57 PHE B
25720. 527100. 46116. 319. 1. 00 17.61 ATOWA EKE B

25720. 625103. 30310. 3781. 00 23. 72 ATOWM5770 PUS B 23721. 799103. 11610. 0501. 00
24.92 15ATOWS578N PRO B 25819. 774103. 9599. 5711. 00 24. 77 ATOMA579CD PRO B
25818. 355104. 2329. 8591. 00 24. 97 ATOMA580CA PRO B 25820. 173104. 4928. 2581. 00

26. 83 ATOVA581@B»PRO $3425318:1838184. 56274552611 30325. 37 A OWME820GPRO B

25817. 861104. 9 011.00. 26 ATOW583C PRO B 25820. 801105 8928. 3331. 00
27. 49 ATovn5848¥‘%ho ‘%155 820. ‘f%aiég 8908.16278. ¥ -3¢ 4% -AFOVASESR &Y B

25922. 072105. 9BF®! 728E50® 28IL588 ATOMA586CAIE 2Bl 25922 47631050, 2388. 8091. 00
30. 88 ATOVA587€rdlY B625923. 0664077 815714303 00 32 7B 2PATOWIS5880QGLY B
25923. 07410 g%@ 4411, 0Q 3%% g 589N ASP B'26023.'304109, 1277, 3531. 00
33. 18 ATOMABOOCA ASP B 26023880709, 7626 081160’ %4, ¥2 ' Xro91esoAsS? B
26022. 530110. 8ATH 730E0FE3FHEE ATOMA592C@2ASR 2B8 6022 75471 1@, O7.26. 6491. 00
37. 21 SOATOVSREEDL ASP Be26421s 477112 6826,8361,00 38,35 ATMASH4OD2 ASP B
26023. 622112, 4247. 1721, 00 41. 05 ATOMA595C ASP B 26025. 004110 2085 8971. 00
34.80 ATOW5960"Ksp B 26695 . %8210 9764 801, ¥6-35. 69 - ATOVBFS 7R SER B
26125. 919110. 038, 84572 0F03LHR(E 35ATOVABOSCA DBRIB  14.350 1.00 19.46

26127. 262110. 5. 653%30Qr33u# 0% 358 NAR@O&E- MO 02/ 24893 PCH US0L, 529549
-137 ATOWA599 SER4g126127 282112. 0657.0731. 00 34. 65 ATOMA6000G SER B

26126. 660112, 2479. 333170634715 ATOMa602E BERB: D818 - 4%5169088% 253381. 00
33. 14 ATOWMG0287O8ER 45725 T29.588 F1097 776627%21.100. 88, 18 . STOMABOBNsGLY B

26228. 169109. 388%. 5463500 3lkxbl ATOMI6046A,GL%3B:262295215108. 7419 3161. 00

28. 23 ATOM 4577 O  PHE B 257 21.79% 103.116 10.050 1.00 24.92
15 aToM 4578 N PRO B 258 19,774 103.959  9.571 1.00 24.77
ATOM 4579 CD PRO B 258 18.355 104.232  5.859 1.00 24.97

ATOM 4580 CA PRO B 258 20.173 104.492 8.258 1.00 26.83

ATOM 4581 CB PRO B 258 18.838 104.562 7.526 1.00 25.37

ATOM 4582 CG PRO B 258 17.861 104.907 8.601 1.00 26.59

20 aToM 4583 C PRO B 258 20.801 105.892 B.333 1.00 27.49
ATOM 4584 O PRO B 258 20.148 106.890 B.027 1.00 23%.44

ATOM 4585 N GLY B 259 22.072 105.958 8.723 1.00 28.58

ATOM 4586 CA GLY 8 259 22.763 107.238 8.809 1.00 30.88

ATOM 4587 ¢ GLY B 253 23.086 107.815% 7.430 1.00 32.75

25 aATOM 45838 0O GLY B 259 23.074 107.080  6.441 1.06 32.73
ATOM 4589 N  ASP B 260 23.304 109.127 7.353 1.00 33.18

ATOM 4590 CA A3P B 260 23.580 109.762 6.066 1.00 34.42

ATOM 4591 CB ASP B 260 22.530 110.847 5.730 1.00 35.586
ATOM. 4592 CG ASP B 260 - 22.547 112.072 6.649 1.00 37.21

30 aroM 4593 oODL ASP B 260 21.477 112.692 6.836 1.00 38.35
ATOM 4594 OD2 RSP B 260  * 23.622 112.424 7.172 1.00 41.05

ATOM 4595 C  ASP B 260 25.004 110.298 5.897 1.00 34.80

ATOM 4596 O RSP B 260 25.282 110.976 4.901 1.00 35.69

ATOM 4597 N  SER B 261 25.919 110.032 6.843 1.00 34.20

35 ATOM 4598 CA SER B 261 27.262 110.591 6.653 1.00 33.70




ATOWM605C GLY B 26229.127109. 22810. 7491. 00 29.20 ATOMA6060 GLY B 1§ MAR 2005
26229. 340108. 47511. 6991. 00 27. 66 ATOWMG07N VAL B 26328. 734110. 49110. 8791. 00
28. 32 10ATOW6608CA VAL B 26328.510111.12712.1611. 00 27. 43 ATOM4609CB VAL B
26328. 983112, 39102248571. 00 27. 60 ATOVMA610CGL VAL B PCT/US01/29549

26328. 678113. 24613. 4931. 00 26.91 ATOVH61%%§2 VAL B

26330. 474112. 66111. 8441. 00 26. 99 ATOWMG612C VAL B 26327.012111. 07212. 4341. 00
27.34 15ATOMA6130 VAL B 26326. 580110. 86613. 5671. 00 27. 77 ATOVA4614N ASP B
26426.226111. 19811. 3511. 00 24. 33 ATOM4A615CA ASP. B

26424, 772111. 10011. 4201. 00 22. 03 ATOM4616CB ASP B

26424. 145111, 44500, 0@44s 008 22508 ATOVA61FACHASE: Bes  7.073 1.00 34.65

26422. 630111. 3754). 0864, 09 2 ATOWA, B

26422. 010112, 13}%0. 853%0. ogG 2%7‘%% gA‘%oanfg”lo%@D%\%‘ﬁ% 8.333 1.00 34.15

26422. 062110. 557"339%%200° 285H0 B RFOMI620C - ABP1EP - 98U 247 38810996 2311, 8141. 00
20.79 ATOWM621(RTABP Bs®64@3. 288230514201 2:3074 160722, 24 787 OVE2 3N GLN B
26525. 30510857 k. 6 0Q 19,0 AT

26525. 08610 32@%1 9%%‘%3 og 2‘?)L 2% %maz@cﬁ%ﬁ%g‘aﬁ 8.546 1.00 31.51

26526. 275106. 517%Pf . 4968%. 0B 16188 Kfowme2BCe SGLM§ B4l 9-316 1.00 28.23

26526. 099105. 01804. 692%. 00 28.168 ATOWME26CD71GLN .Bes 10.745 1.00 29.20

26524. 668104. 4 9 00 24..9 OWK6

26524. 425105. 0%%%997?11%01600927&28§32§£T0VI46%298 2%&\‘]&%5 11-69% 1.00 27.65 |
26524. 308103. 4061, 5387, 0¥ 28187 KTOWK629C7 LB P657% 88921000, 28583, 4931. 00
20. 32 ATOVMBBOO:GEN Bs@652¢. @914 0634331359511 001340, 37 1 ATOMAGS 2N 3EU B

26625. 612108. 07, 2 0Q, 22..2 o4
26625. 469108. oes%%é 74216;0% o% 2%“9% ZggATO\/%é%éBﬁgE[%ng 12.157 1.00 27.60
26626. 575108. 844%6. 4790 0FF12RI5] 268 VAR 288618 VIO 8%y 248938 PETPUSD 9t/ 29549

-138 ATOWM634CETLEU Bs2662%2. ©024 383 70218002011 3082 624 .AJOVY635€PIs5LEU B

26626. 751107. 24818. 449%. 0018,,03; ATOMI636CI2 ,LEU B,, ., | |
26627.695109. 54218. 6371.0019.32BATOVI46372D%I§UELB{ 2 12.434 1.00 27.34

26624. 099108. 5897 6. 1341. 02537 BATOMESST LEG-#66 13-567 1.00 27.77
26623. 478108. 02407 . 063k, 028292908 AFOVU632MN. A2AL 118 .198 11.351 1.00 24.33
26723.625109. 5994%. 39d:L. 00242885 264 ° 24.772 111.100 11.420 1.00 22.03
ATOM 4616 CB BASP B 264 24.145 111.447 10.064 1.00 22.91
ATOGM 4617 CG ASP B 264 22.630 111.375 10.086 1.00 23.28
20 AToM 4618 0Dl ASP B 264 - 22.010 112.133 10.859 1.00 27.20
ATOM 4619 ODZ ASP B 264 22.062 110.557 9.339 1.00 28.80
ATOM 4620 C ASP B 244 24.384 109.673 11.814 1.00 20.79
ATOM 4521 O ASP B 264 23.292 109.420 12.307 1.00 22.24
" ATOM 4522 N GLN B 265 . 25.305 108.749 11.607 1.00 19.00
25 ATOM 4623 CA GLN B 265 ©25.086 107.361 11.963 1.00 20.26
ATOM 4624 CB GLN B 265 26.275 106.513 11.496 1.00 16.83
ATOM 4625 CG GLN B 265 26.099 105.018 11.6%2 1.00 22.64
ATOM 4626 CD GLN B 265 24.868 104.484 10.994 1.00 24.93
ATOM 4627 OL1 GLN B 265 24.425 105.033  9.974 1.00 27,28
30 ATOM 4628 NE2 GLN B 265 24.308 103.408 11.538 1.00 26.87
ATOM 4629 C GLN B 265 24.892 107.241 13.493 1.00 20.32
ATOM 4630 O GLN B 265 24.091 106.433 13,951 1.00 19.37
ATOM 4631 N LEU B 266 25.612 108.079 14.275 1.00 22.23
ATOM 4632 CA LEU B 266 25.469 108.062 15.742 1.00 24.94
35 ATOM 4633 CB LEU B 266 26.575 108.844 16.472 1.00 22.54




ATOVAG40CA VAL B 26722. 312110. 19815. 6221. 0024. 12 ATOA641CB VAL B ¢ 10 9nqe
26722.065111. 43014. 7161. 0024. 95 ATOMA642CGL VAL B

26720. 651111, 96714. 9011. 0023. 98 10ATOVE6430& VAL B

26723. 0831125324k 041. 0025. 79 ATOMA644C VAL B PCT/USOL/29549
26721.183109. 18215. 4241. 0024. 25 ATOMA6450 VAL B :
26720.201109. 17616. 1771. 0023. 82 ATOMA648BB-GLU B

26821. 319108. 32414. 4081. 0025. 05 ATOVA647CA GLU B

26820. 299107. 30714. 1221. 0023. 51 15ATOV4648CB G.' U B

26820. 515106. 69312. 7321. 0024. 47 ATOV4649CG GLU B

26820. 293107. 67611. 5841. 7 G
Seo1s. 551100 B6HLT % @@ﬁujzﬁ %%% @U?E otk 100 10,09
26818. 8811009. 1 1. oV 6 §.4 1.00 18.03
26817.923107. 6821 1. 46361.c0023u30 220 ATOWMG53C GdJsB: 13.637 1.00 19.32
26519 237105, S5Me G141 0095 dh 2T OMHQRAN LR R8s  16-13¢ 1.00 25.37
26921.472165.83%&5.%@91F002@97ﬂZNTCNHGBGCWSIHE-B”= 17.064 1.00 28.29
26921. 612104. 8&:8116.475441.N003,4\L4562A;rg¥n653%5| L@IEQQ 15,350 1.00 2.9
26923.102104. 6. 1.00 0

26923_314103_8{0}18_4%@1?80%’%%3872% ov%/ggé&ﬁl%lgg 15.622 1.00 24.12
26923. 656103. F8W15.95761 CO02BL 00 2ATOVA66OCHE 11E4P 14.716 1.00 24.95
26925. 164103. 64815.46(31 00 1AL 3D 26TOVM663 GsliLE1Bss7 14.301 1.00 23.98
76920, 166104 Tom1a B 1 HOSR 70 B ATOVRGERSR TS 15-00¢ 1.00 25.79
27021.406106.6@?‘18.4&@&1.‘3002"?@%ZQWOVMGGAGMana-w 15.424 1.00 24.25

27020. 911107.sﬁmg.q@@mooom@?:zﬁovm%@llLd:‘;.Brs 16.177 1.00 23.82

2102 sahon ages. g pegr e froweeecs (e 1L L

27022. 859108, #0420, 44831 CAOFAY B5Q6B5ATORRAGHSCT - BUE ©.122 1.00 23.51

27023. 784199. mzo 259210020y 7 245 6 I\/ABoZﬁtaiio\ééoa&ﬂ/ %8%%%%%@%@9219
139 ATOMA669 7 107. 43919, 6 .

27018. 766107. g’é’g 5&% géo gq% gZATOmgc}l%‘E}LIYO%'%73%71112@9475&10(97.36(%18.4561. 00
31. 75 ATOMAG 73N L\‘SSCB 591 570 208407, 6753 63360, PP 34L-688 SATOMIBE3CB LYS B
27116. 859107. £52:16.4807 1000 cB2 .598s ATOVU 07 4G5 10¥SHB  11.611 1.00 22.02

[

4.408

27116.767109. 260416.,4321,00 395195 17.923 107.632 11.706 1.00 23.39
20 ATOM 4653 C GLU B 268 20.292 106.224 15.207 1.00 23.03
ATOM 4654 O GLU B 268 19.237 105.731 15.613 1.00 22.81

ATOM 4655 N ILE B 269 21.472 105.884 15.683 1.00 21.74

ATOM 4656 CA ILE B 269 - 21.612 104.898 16.744 1.00 24.456

ATOM 4657 CB ILE B 269 23.102 104.574 16.970 1.00 23.40

25 ATOM 4658 CG2 ILE B 269 23.314 103.814 18.275 1.00 22.87
ATOM 4659 CGl ILE B 269 23.656 103.780 15.776 1.00 20.00

ATOM 4660 CDl ILE B 269 25.164 103.648 15.773 1.00 14.35

ATCM 4661 C  ILE B 269 20.998 105.450 18.041 1.00 26.26

ATOM 4652 O ILE B 269 20.166 104.797 18.672 1.00 26.78

30 ATOM 4663 N ILE B 270 21.406 106.677 18.404 1.00 27.54
ATOM 4664 CA ILE B 270 20.911 107.364 19.600 1.00 29.63

ATOM 4665 CB ILE B 270 21.524 108.780 19.734 1.00 27.82

ATOM 4666 CG2 ILE B 270 20.561 109.740 20.414 1.00 27.92

- ATOM 4687 CGl ILE B 270 22.859 108.714 20.483 1.00 24.59
35 ATOM 4668 CD1 ILE B 270 23.784 109.873 20.192 1.00 20.57




ATOWMGE675CD LYS B 27115. 829109. 38315. 2371. 00 39. 78 ATOMA676CE LYS B

27116.
27115.
27116.

31. 32

27216.
27217.
27216.
27216.

29. 05

27318.
27319.
27320.
27321.
27322.
27320.
27319.

33.10

27419.

28. 22

27520.
27521.
27521.
27520.

27523.

337110. 37414. 1991. 00 40. 13 ATOM4677NZ LYS B 16 MAR 2005
626110. 22012. 8951. 00 43.26 10ATOMA678C LYS B

635106. ¢3B:9731. 00 31.09 ATOMA6790 LYS B 27115. 500 16140594501, 00
ATOM4680N VAL B 27217.341105. 29718. 936' 1. 00 30. 13 ATOVA681CA VAL B
820104. 03319. 4631. 00 29. 49 ATOWMG6823%2 VAL B

077102. 86516. 4791. 00 29. 16 15ATOM4683CGL VAS. B

785101. 52019. 1391. 00 26. 10 ATOWM684CE2 VAL B

254103. 03717. 2081. 00 28. 45 ATOMA685C VAL B 27217.-439103. 67320. 8111. 00
ATOVOBOQIYAL B B7216 1129003, 34321, 7031, 00,30 AL ATMASIN LEU B
763103. 70620. 8851. 00 29. 13 20ATOMIBBECA LEU B

475103. 3239% 1467, G JBE9B 2ATO\VM6688CEELED- @36 20.688 1.00 31.63

936103. 0243 . 7861. B0 2%s18 2ATOVA690CG2LEI. Bis  18.455 1.00 31.75

202101. 6 1 76 ,ATOVH6 U

65210 .2%%%. 2%3% %% gL?i 2%2%%63%%% togueg‘la'm 1.00 31.08

273100. 66591, 613, 66 Z7¥S5 225ATOVEEF3E 1E L 16.907 1.00 32.98

413104. 463@8. 1661. @8 3ks2¥ 2ATOVA6940 st FldoB2 2731194 6891 (. 23324. 3441. 00

ATOA695N,.GLY B-27419.0 6642 TOMAGO6CA GLY B
030106. 753% 5%9% éc(jg 2L8§61%95AITGVJ46§57€9%1’\?98 4%0256” %@g %1153 8161. 00
30ATOVU 6988 ALAP'B F743¢53981b6. 622233494P- B0 24 8% ATOWMEDIN THR B
548108. 52324. 3631. 00 285 2ATOVA7Q0CGAs THR. B¢ 12.895 1.00 43.285

8741Q9. 06824 554 7. ATOVA7 T

282119, 49035 2331 5o %g.siaezﬁlmvn?g%‘% PPy 1eom Lo

977111. 30534, 4439 . 0 F1SAS2T5ATOBTFIECEPSTHR B9-45C 1.00 31.32

127111, 13295, 4#E81. G0 2AL30212 8 MAR 2005100002/124893 PGY/ 4SO 1129549

- 140 ATOWA704C,i&R B (37522 7&:3390%21322516%% Q0 3. 21%

27522.
29. 38

5
255107. 61826. 4551. 00 30. 69 ATOMA706N PRO B 27623, 0 %é@ %9%? 0361. 00
ATOVMO?(‘:%?%RGS%%%M%%?LUB 455%°éé2~f20?f52718647795Air®*M427908i:A PRO B

27624. 8971G7. 021R6. 7F81. 061 281 222 ATOVM7000Bs PRO. B¢ 15.133 1.00 25.10

27626.

006106. 73824. 74694 . @Q2 %4: 8027 16.254 103.037 17.208

1.00 28.45

ATOM 4685 € VAL B 272 17.439 103.673 20.811 1.00 29.05
ATOM 4686 O VAL B 272 16.729 103.343 21.753 1.00 30.91

ATOM 4687 N LEU B 273 18.763 103.706 2C.885 1.00 29.13

20 ATOM 4688 CA LEU B-273 19.475 103.352 22.106 1.00 28.93
ATOM 4689 CBR LEU B 273 20.936 103.024 21.786 1.00 27.13
ATOM 4690 CG LEU B 273 21.202 101.678 21.103 1.00 25.78
ATOM 4651 CDl LEU B 273 22.6852 101.264 21.268 1.00 24.23
ATOM 4692 CD2 LEU B 273 ©20.273 100.605 21.641 1.00 27.25

25 atoM 46931 C LEU B 273 19.413 104.483 23.136 1.00 31.27
ATOM 4694 O LEU B 273 19.689 104.233 24.344 1.00 33.10
ATOM 4695 N GLY B 274 19.081 105.664 22.709 1.00 30.29

" ATOM 4696 CA GLY B 274 19.030 106.7%3 23.599 1.00 28.69

' ATOM 4697 C GLY B 274 20.424 107.311 23.816 1.00 28.22
30 aToM 4698 -0  GLY B 274 21.393 106.622 23.4%94 1.00 27.85
ATOM 4659 M THR B 275 20.548 108.513 24.353 1.00 28.54
ATOM 4700 CA THR B 275 21.874 109.068 24.585 1.00 29.17
ATOM 4701 CB THR B 275 21.782 110.445 25.22% 1.00 28.46
ATOM 4702 OGl THR B 275 20.977 111.305 24.448 1.00 31.45

35 ATOM 4703 CG2 THR B 275 23.127 111.112 25.418 1.00 27.39



ATOWM710CG PRO B 27626. 039107.
27625.

28. 30

27726.
27725.
27726.
27724,
27727.

30. 78

27829.
27829.
27B29.
27828.
27828.
27826.
27825.
27826.

32.74

27929.
27930.
27929.
27930.
27932.
27932.
27932.

27930.
28029.

89

700106 761. 00 29.19 ATOWM7160GL THR B
399105. 54230. 5931, 00 29. 41 ATOM741AGR TER B
222106. 46730. 6901. 00 28. 20 15ATOW718C THR B

571107. 84529. 2821. 00 31.58 ATOMA7190 THR B 27728. 264107. 20328. 4901. 00
ATOWM720N ARG B 27828. 063108. 77330. 1111. 00 32. 07 ATOWM721CA ARG B

485109. 10430. 1481. Q0 33. 38 ATOMA722CB ARG B

761110. 17081, 3434 B0 38 P9l PoATOVIE 7 330& hRE2 B 25-439  1.00 29.25

811109. 585882. 62%1. 00 46r 2R2ATOVU724C> ARG6BI 26.455 1.00 30.69

417109. 34B33. 346%L- RO s 6, ATOMTLOME ARG:B: 55 936 1.00 20,38

111107. 96233.5131. 00 44. 31 ATOWM726CZ ARG B

871107. 468%3. 0%1. 00 A®° 897 ATOWM 7 7RER 1ARG B 23-832 | 1.00 27.67

8081(8. 2183, 48%1. 0O 2F P12 B5SATOMA7Z2SNH? ARG B5.778 *1.00 28.22

690106, 16233, 8361, 046,93 ATCVAT29C, ARG, B 37839 340107, 85530. 3561. 00

PCT/US01/29549

ATOMA7300 ARG B 27831.452107. 76029. 8401. 00 34. 25 ATCNﬂ?Sl

811106. §66%1. 1641, o 3 82 7ATowm752630 &1°kt 23

529105. G5081. 3781. 00 Bdo BRTB0ATOME738CBOGLkR B2s.
874104. §4832. 4¥1. 90 3y 89, ATOHTIACL E%JeU Ez 25.

599103. 55032. 8411. 00 35. 58 ATOWM735CD G

113103. 698%2. §5b1. Do W §§’ATGW7§6EE11@_U3% 28.
825102. 67482. 8341. 00 3% BRIATOATS7CE2 LELELB 29.

589104. 83433 181351 80 3 §82735AT0\4%7$§3015§-9 B 5
601104. 81730. 0, 681, 00_28.

471104. A3929. 3701. O 288 8BRIATOVA741ER GN«Br  30.

280_29. 390503.,95928,4;551: 00~ @5BZETATCW%%4?QBL§%NM5 29

:28027.

28027.
28025.

947103.94227. 5951. 00 24. 23 SATOMA743CG GLN B

039102. 979%8. 3551. 90 P Ef’ATovnfM%ij N 28

564103. FI228. O7231. 00 A8 6478 8.063 108.773 30,
ATOM 4721 CA ARG B 278 29,485 109.104 30.

ATOM 4722 CB ARG B 278 29.761 110.140 31.

20 aATOM 4723 CG ARG B 278 29.811 105.553 32.
ATOM 4724 CD ARG B 278 28.417 109,370 33,

ATOM 4725 NE ARG B 278 28.111 107.962 33.

ATOM 4726 CZ ARG B 278 26.871 107.469 33.

ATOM 4727 NHl ARG B 278 25.808 108.271 33.

25 ATOM 4728 NH2 ARG B 278 26.690 106.1.67 33.
ATOM 4729 C ARG B 278 30.340 107.855 3¢
ATOM 4730 O ARG B 278 31.452 107.760 29.

ATOM 4731 N GLU B 279 29.811 106.890 31

ATOM 4732 CA GLU B 279 30.529 105.650 31

30 arom 4733 CB GLU B 279 29.874 104.848 32
ATCM 4734 CG GLU B 279 30.599 103.350 32
ATOM 4735 CD GLU B 279 32.113 103.698 32
ATOM 4736 OEl GLU B 279 32.825 102.674 32
ATOM 4737 OE2 GLU B 279 32.589 104.831 33

35 aToM 4738 € GLU B 279 30.601 104.817 30.

B MAR 2005 WO 03] 24
-141 ATOWM739G7 €U B $79%E %%E§173042§°7%9211%52§ 89 SATOWY46Rt GLN B

9594
918
122
354

€90

.282

490
111
148
245
6418
243
513
607
4835
831

.356

840

.101
.348
.482
L8411
. 960
.834
.183

068

1.

00

1.00

-

1.

1.

00
00

30.

1.00 28.

1.
.00
.00
.00
.00
.00
.00
.00
.00
.00
O
.00
.00
Q0
.00
.00
.00
.00
@0
.00
.00

[l o R R R B e I L N L o R R R R R ]

00

31.
30.

32
33

40.
44.
44 .
46.
47,
45.

a2
34
32
31

35

38
39

94123. 9011. 00 24.60 ATOWM711C PRO B
462107. 73226. 9961. 00 30. 33 ATOM7120 PRO B 27625. 782108. 94226. 9181. 00
10ATOMA713N THR B 27725.564107. 03628. 1221. 00 30. 45 ATOWA714CA 1T5HRABL005
072107“8%%%% 541. 00 30.41 ATOMA715CB THR B

GLU B
4.60

30.
2B.
30.

33
30
45
41 -

1893 Bt USot/ 29549

20
58
78

.07
.33
36.

is
29
36
31
69
71
93

.14
.25
.02
.30
31.
.58
3a.

99

93

.36
.38
28.

54



ATOWM7450E1 GLN B 28025. 120104. 25627. 7121. 00 21. 44 ATOW746NE2 GLNI# ;
28024. 789102. 10928. 2421. 00 22. 07 ATOWM747C GLN B 28030.355104.53éﬁ7.MWEQ.00
27.30 10"ATOW 7480 GLN B 28031. 039103. 78726. 3721. 00 28. 93 ATOMA749N | LE B

28130. 441105. §aP@AH231. 00 28. 72 ATOMA750CA | LE B PCTIUS01/29549
28131. 350106. 55526. 1061. 00 28. 63 ATOMA75 | LE B -
26131. 120108. 07926. 1001. 00 29. 61 ATOVA75 | LE B

28132. 235108. 79825. 3441. 00 30. 25 15ATOMA753CGL | LE B
28129. 758108. 40725. 4891. 00 28. 88 ATOMA754CD1 | LE B

28129. 439109. 88525. 4601. 00 28. 04 ATOM4755C | LE B 28132. 809106. 26126. 4451. 00
30. 30 ATOMA756QrbiE B;38133. £524 06, 142253154%11@03&0 éﬁvé\zTOYn(?éZb' ARG B
28233. 109106. 13827. 7391. 00 30. 28 20ATOMA758CA

28234, 470105. 84858 1817 o9 2§@8§2R%cwn7é§c§”Aﬁé E” o.am 100 27.38

28234. 605106. 02029, 7001, 00 3328 2ATOMA 760CHARG. B9  28.115 1.00 26.77
28235.923106. 71430 11ch. 09 3852 ATOVATOLCR, ARG 27,555 1.00 24.23
28235..700107. 94730. 9901. 00 40. 01 ATOM4762NE ARG B :
28236. 769108. 94439, 8957, 0 41V6B 235 ATOVFT65CZ- RAr 28355 1.00 21.13
28238. 015108. 7SE8Y . 34BE. O 42LNO® 2ATOVA764NHE ARGLB 28.073 1.00 18.64
28238. 374107. 66431 941 09,40452 ATOVITESNR ARCH 1,00

21.
28238. 911109. 01. 00 46,24 ATOVA766C ARG B 58234, 8655104, 41397. 8161. 00
28. 46 ATCNM?G?@TRhG E 582§€‘8T656ﬂ 111275491 G0' V8. F5250AaTWM 768N GLO B
28333. 869103. 5362%. 79%1. 0D 2BN28 2ATOMA7E69CKSGLAY. 85 27.077 1.00 27.30

28332, 931105, 278837, 978100 30, B4 ATQVATTICS (LU 10 100 20

28332. 371101. 7672%. 2?%% do 34773 %K#cwn7fﬂéﬁ Gﬁ% §§ 27.023 1.00 28.72

28331: 757100. 57A230. 0632, 0B 3BE2D 285ATOVEZ7BOELSGAY B26.106 1.00 28.%63

28330. 531100. 60430. 287%1. 08 35259 23: 8 MAR; 20051050502/24693 1 RETALISQL/ 29549
-142 ATOA7740E2 GLU B 28332 50599, 654304 0. 38. 74 ATOWATT UB
28334. 314101. 9839%. 9§§f éﬁ %g%cwn7f% Q%L%ﬁ 5%83§B3ﬁ%010 g%f 5. 4941. 00
30. 56 ATOVUF77NTRET Bh28433.B@6302+86928?15@1M@0“81.S@égﬁTCNw7¥8@A MET B
28433. 824102. 82823. 694L. 0013305 :ATOMA759CB oMEE. &5  25.460 1.00 28.04¢

Setsr S3etos SaupL S4B B0 SRl AL B 2ot s s
ATOM 4756 ILE B 281 33.652 106.142 25.549 1.00 30.53
ATOM 4757 N ARG B 232 33.109 106.138 27.739% 1.00 30.23

20 AToM 4758 CA ‘ARG B 282 34.470 105,848 28.181 1.00 29.89
ATOM 4759 CB ARG B 282 34.605 106.070 25.700 1.00 33.28
ATOM 4760 CG ARG B 282 35.923 106.718 30.111 1.00 35.32

* ATOM 4761 CD. RARG B 282 35.700 107.947 30.990 1.0C 40.01
ATOM 4762 NE ARG B 282 36.76% 108.%44 30.842 1.00 41.68

25 ATOM 4763 CZ ARG B 282 38.015 108.7%1 31.316 1.00 44.99
ATOM 4764 NEl ARG B 282 38.374 107.669 31.946 1.00 45.32
ATOM 4765 NH2 ARG B 282 38.911 109.763 31.150 1.00 46.24
ATOM 4766 C ARG B 282 34.855 104.413 27.816 1.00 28.46
ATOM 4767 O ARG B 282 36.016 104.111 27.5%49 1.00 2B8.25

30 AToM 4768 N GLU B 283 33.969 103.536 27.794 1.00 28.29
ATOM 4769 CA GLU B 283 34.09% 102.143 27.448 1.00 30.36
ATOM 4770 CB GLU B 283 32.931 101.276 27.929 1.00 30.84
BRTOM 4771 CG GLU B 283 32.371 101.707 29.277 1.00 34.73
ATOM 4772 CD GLU B 283 31:757 100.572 30.063 1.00 35.22

35 aroM 4773 OEl GLU B 1.00 35.59%

283 30.531 100.604 30.287



ATOWA781SD MET B 28430. 074103. 76922. 1831. 00 28. 71 ATOW782CE MET B
28429. 055104. 90123. 1201. 00 28. 37 10ATOWM783C MET B 18 MAR 2005
28435, 274103. 06. 623. 2091. 00 35. 36 ATOMA7840 MET B
28435. 627102. %632286951. 00 36. 19 ATOMA785N ASN B 28536. 126 4313824490961, 00
40. 09 ATOMA786CA ASN B 28537. 565103. 87823. 8851. 00 41.52 ATOMA787CB ASN B
28538. 228102. 60123. 3721. 00 41.35 15ATOWI4BCG ASN 3

28539. 010101. 81024. 4251. 00 41.10 ATOWM789001 ASN B 285

. 38. 641100. 68724. 7431. 00 39.10 ATOMA790ND2 ASN B 28540. 070102. 41224. 9491. 00
39. 99 ATOVE791C ASN B 28537.889105. 06022. 9691. 00 43. 22 ATOMA7920 ASN B
28538. 927105. 0 3 AT P

28636. 949106. ogg%% 9%2% %824’233%72%%03\14@ % P%gsg“ 30.460 1.00 38.74

26635. 613105. 53539, 61091. G0 42V 2ATOVM7FSCA47RD- @83 25.938  1.00 30.59

28637. 137107. 29522, 14u4d. @0 43036 2630 736CBoPRA.Be3 25.49¢ 1.00 30.55

286635. 773107. Q4622. 2311,,00 ,42. 17 ATOMAT, -
286- 34. R80106. 74222. 145. 1. 00 41, §1 25AT6%14%8@S 92%52‘“"153 1.00 31.80

28638. 281108. 265%2. 5031. Gé AET 30 2Mr OV 799 0P 2PRO2BE 2B63D. 6643108 2341, 7111, 00
46. 02 ATOVGS0ONIOASN 48728788 MB641G8: 29723284611 00746, 64. ATOWMKDLCA ASN B

28739. 252109. 17324 5924. T
28740.695109.00024.%241 gg jﬁ qg §% cm8§8§é£§%&§?%523397 .00 28.45
28741. 483108. 03%¥4. #3§1. 6B AFTAL 2ATOMMSGR0U1 WSN'E 22.183 1.00 28.71
28742. 702108. 04624, 9184. @0 4T A7 2NTOMA8B5 N2 ﬁﬁNmﬁ Bz 100288
28740. 769107. 24425. 7301. T

45. 96 ATCW&%O?%&%SN4%Q%89 §§9i§‘57023§§5 %% ibzg%Aﬁthéééﬁ TYR B
28839.234111. 654, 2184. 60 A‘ET@QZE’B MAR320G5 %0123/2218935 PCTYOUSENY929549
-143 ATOWMB809COKCHYR 4Bs 28B38 2481125 942246 24311030547 . £0 0 AT OMAR1QERTYR B
28839. 422114. 01.423. 7;9 D 46,88, T

28839.402114.3%%%2 é go 47 % ﬁ% %%ggi]¥%d§§ 23-885 1.00 41.52
28839. 909113. 37 PH¥1. 33%1 69 A8V P1285ATOVEBRIEED2THR B23.372 1.00 41.35

23839. 9141138. 64@49. 9984. 60 4T BA2ATOVU814GD2 IBYR B 24.425 1.00 41.190

28838-901115-5Q§ﬁ1-Z@@Q-QQxﬂZw%@zﬁqv %%g%?f$é3§ﬁ 24.743 1.00 3%.10
28838. 902115. 77520. 4111. 00 47.45 ATOWM

28839. 410114. 8¥PY¥9. 32¥1. BYr A8 £2285 -070 102.412  24.949 1.00 39.99

ATOM 4791 C  ASN B 285 37.889 105.060 22.969% 1.00 43.22

ATOM 4792 O ASN B 285 38.927 105.089 22.316 1.00 44.35

20 arom 4733 ﬁ PRO B 2B§ 36.949 106.038 22.3916 1.00 42.77

ATOM 4794 CD PRO B 286 35.613 105.535 22.609 1.00 42.20

ATOM 47395 CA PRO B 286 37.137 107.295 22.114 1.00 43.36

ATOM - 4796 CB PRO B 286 - 35.773 107.9%46 ~22.211 1.00 42.17

ATOM 4797 CG PRO B 286 34,880 106.742 22.145 .1.00 41.91

25 ATOM 4798 C PRO B 286 38.281 108.205 22.503 1.00 45.30

ATOM 4799 O PRO B 286 39.043 108.744 21.711 1.00 46.02

ATOM 4800 N ASN B 287 38.364 108.297 23.816 1.00 46.61

ATOM 4801 CA ASN B 287 39.252 109.173 24.502 1.00 46.03

ATOM 4802 CB ASN B 287 40.635 103.000 24.024 1.00 46.35

30 aroM 4803 CG ASN B 287 41.483 108.033 24.931 1.00 47.41"

ATOM 4804 ODl1 ASN B 287 42.702 108.016 24.913 1.00 47.27

ATOM 4805 ND2 ASN B 287 40.769 107.244 25.730 1.00 48.69

ATOM 4806 C  ASN B 287 38.572 110.544 24.324 1.00 45.96

ATOM 4807 © ASN B 287 37.338 110.570 24.291 1.00 46.40

35 aArTOM 4808 N TYR B 288 39.234 111.651 24.213 1.00 45.99




ATOVE8170H TYR B 28839. 414115. 10618. 1761. 00 43.51 10ATOM818C TYR B
28837. 066113. 05423. 6311. 00 48. 12 ATOMA8190 TYR B 26836. 086112. 6930k MR 1005 00
48.23 ATOP4820N TER B 28936. 934113. 52322. 3981. 00 49. 01 ATOV4821CA TER B
28935. 644113. G@92246771. 00 50. 53 ATOMA922CB TER B PCT/USOL19549

28935. 006112. 21121. 5831. 00 49. 77 15ATCNﬂi%§§Eﬂ THR B

28935. 396111. 56820. 3631. 00 47.97 ATOW82 TER B

28933. 491112. 31221. 6291. 00 48. 53 ATOMA825C TER B 28934. 609114. 57422. 2681. 00
52. 67 ATOMA8260 TER B 26933, 934114, 25423. 2561. 00 53. 68 ATOMAB27N GLU B
20034. 502115. 76821. 6291. 00 54. 04 20ATOVA828CA GLU B

20033. 338116. 68604 . 853, GO 55R39ZAECNngZ@C&1GUH.Bu 24.243 1.00 47.00

20033. 580117. 9 0 oV

29033.431119.2%%%% 8%%% 8% ggﬂégz CNMB%%ggngH'gA 23.729 1.00 46.88

29034. 524119. 4239%. g861. 66 SR 2AFOMSIICE? QUPSE 22.265 1.00 47.95

20035. 513120. 13832, 6041. @mlagaayzzsAIcwnsaa@EaaGkuggu.352 0asa
29034. 391118. 84023. 98 TOV4S

56. 39 ATcwn§35%‘%fu Z%9ggiqgog§i§’0942§6§§3LH60‘é %; %gckw§ééh'¢55 B
20131. 251115. 96595, gtfd1. §62 ¥R F2MrovmsITCALPES - 3 21.768 47.29

29129. 884115. 38522, 7881. 002 38R 28 2B80ATOVAS3BER BEESB 20,411 1.00 47 45

20129. 463114. 9 . .00 5 TOV4S .
29130.191115.5%%%@.%%%%.%8 Sgéégzﬁ%cwnsigggi Eéﬁé 19.528 1.00 48.12
29129.563116. 46796, 16#1. 66 S8R 302%rOowms4iche PEEOGS 18.176 1.00 43.51

29131. 500118. 187@6. 6634. 60 58r 382ATOMA842GEE RERB 23631 48.12

29130. 226117. 04127. 0 59, 94, 35ATOV4S

29132. 168115. 7§%§% %%g% go §9R$b 23 CNE %§g§%6t5§25%4§§3 bé?[ﬁééﬁ/29549
-144 ATOVA844C2TPHE B229¥31 TH3E® %%B 674279823130 3I5R259ATOWS45CLPHE B
29128. 841 116. aﬁnazemeﬁlc@oTa@alauATcwn846@4HHE45959¢28n225oo 053 oe
116. 43520. 9791 5 7NLYS B

SATOVISA0CA. LYS b 5053% Santin e A D et B8 d il il o A h et 18 B
29227.321 118. BEBL1.“81% 100 Thd B6 P ATOMBEGEE HYS 6B 2@2?@ gL@O 47.97

117. 94120. 0641AT® 6086¢ ATONMSH1ED LYS B3.292252643 ©1866521%0421%3:00 61. 74

ATOM 4825 C THR B 289 32.609 114.574 22,268 1.00 52.67

ATOM 4825 O THR B 289 33.934 114.254 23,256 1.00 53.88
ATOM  4B27 M  GLU B 2990 34.502 115.768 21.629 1.00 54.04

20  ATOM 4828 CA GLU B 290 33.338 116.686 21.857 1.00 55.39
ATOM 4829 CB GLU B 250 33.580 117.961 21.042 1.00 56.12

ATOM 4830 CG GLU B 290 33.431 119.24% 21.842 1.00 57.86
ATOM 4831 CD GLU B 290 34.524 119.422 22.886 1.00 59.39
ATOM 4832 OE1 GLU B 290 35.513 120.138 22.604 1.00 59.57

25 ATOM 4833 OE2 GLU B 250 34.391 118.840 23,987 1.00 60.09
ATOM 4834 C GLU B 290 31.900 115.202 21.684 1.00 56.39

ATOM 4835 O GLU B 290 31.408 116.094 20.558 1.00 55.69

ATOM 4B36 N PHE B 291 31.251 115.905 22.805 1.00 57.38

ATOM 4837 CA PHE B 291 29.884 115.385 22.788 1.00 58.23

30 ATOM 4838 CB PHE B 291 29.463 114.915 24.213 1.00 S9.40
ATOM 4832 (G PHE B 291 30.191 115.516 25.370 1.00 59.05
ATOM 4840 CD1 PHE B 291 29.563 116.464 26.167 1.00 59.39
ATOM 4841 CD2 PHE B 291 31.500 115.157 25.668 1.00 58.98
ATOM  4B42 CE1 PHE B 291 30.226 117.041 27.239 1.00 59.94

35 ATOM 4843 CE2 PHE B 291 32.168 115.732 26.736 1.00 59.79




ATOWH852CE LYS 3 29224.974 117.80518. 3421. 00 61. 38 10ATOMAS53NZ LYS 3
20224. 644 116. 43018. 8261. 00 63. 08 ATOWMS854C LYS B 29225. 657 18 MAR 2005
117.20322. 5581. 00 56. 54 ATOM48550 LYS 3 29224.670.117.72722.0311. 00 59. 16
ATOVH856N PH 6645 115.96523. 0581. 00 57. 33 ATOWA857

20324, 461 115“'@35’2@;’3221 00 55.98 15ATOMAS85BCB PRE B 29324. Sf:@?PSHE”B”
1_13.669823.560], .00 54.70 ATOW859CG PREM4B 29326. 048 113.10523. 0011. 00

53. 63 "ATOMAS60CDL PRE B 293. 26. 233 112.99421. 6311. 00 53. 34 ATOMA861CD2 PEE
B 29327.054 112. 66523. 8441. 00 53. 03 ATOWMS862CEL PHE B 29327. 397

112. 45521. 1141. 00 52. 99 20ATOMAS63CE2 PRE B 29328.219 112.12323.3351. 00

53. 14 ATOMA864CZ PHE B 29328.393 112.01921.9671.00 53.19 ATOM4865C PRE B
29323. 246 115. 87823 47481 560 BA. BE°ATOWMEE60'PHE - B/ ©9%232D6@-00 59.54

115. 85924. 9701AT8 54805 ATOMASGYRsPRO B229%221156534115. 9@l 22. @944..160 54. 22
25ATOM868CD PRQW3 %%42200679&15523?521 %é”vlzaoﬂ ok 04, AL QV”?Q%% RRO B
29420. 913 116, 47323.5411. 00 53. 37 ATOM 4870CB PRO B 29420

116. 99022. 2961>%8 54567 }E{Towgﬂé?ﬁ PRO B 294247098 1%%6%80321°0129P500 53.92 . °
ATOVA872C PRO BrP942044 0021155372924, 22025 005527665 230ATEMISTR PRA:B

29419. 065 114. 9o5R23.,6081 .80 133. B‘SégﬁTOVﬂg?‘H\Jl%'é' B29520, 5 g

114. 90925. 3761. 00 51. 64 ATOWMAS B 29519 078 11384426 1857200 50. 54
ATOMES76CB GLN*B™205$8% 9F6 143, B2@8)327. 6721.966 4G o8 MPoRMB7Y (G 69.144B

29521. 056 113. 58628144971 c00 148.579385ATORMSB8CRs G 313295207 83561 .74

112.03728. 6561 4 Q2/ 9 5
ATO\MS?QGEi @g, 235% %ﬁoﬁ? %gg 8. 414% 9238%? ggr #o%/ssg%é ijfﬁl
295. 21. 88014 1. @%294663711*‘60 Y7 BA*ATOWMEBTE QLR B0 18.828 63

29519. 576113. 486R85. A244. @0 49s b 2AT0M88205sGLN7B03 22.558 1.00 58.54
U g L A O

29617.226111. 78%Y4. 8439 §0 A¥Z@42ATOVMBBECEH |L1E- TS 23.058 .00 57.33

29617.139111. 75TR2. 9891. @0 4¥e052/MTOVABB6GER kB 23.022 1.00 55.98

29618. 317142. 48242. 3824 - 00 4856055, 24.787 113.698 23.360 1.00 54.70
ATOM 4859 CG PHE B 253 26.048 113.105 23.001 1.00 53.63 ¢

- ATOM 4860 CDl PHE B 293 .26.233 112.994 21.631 1.00 53.34

RTOM 4861 CD2 PHE B 293 27.054 112,665 23.844 1.00 53.03

ATOM 4862 CE1 PHE B 293 27.397 112.455 21.114 1.00 52.99

20 ATOM 4863 CEZ2 PHE B 293 29,219 112.123 23.335 1.00 53.14

ATOM 4864 CZ PHE B 293 29.393 112.019 21.967 1.00 §3.19

ATOM 4865 C PHE B 293 23.246 115.676 23.749 1.00 54.8C

ATOM 4866 ©O PHE B 293 23.260 115.859 24.970 1.00 54.06

ATOM 4867 N PRO B 294 22.165 115.944 22.994 1.00 54.22

25 ATOM 4868 CD PRO B 234 22.067 115.735 21.547 1.00 54.04

ATOM 4863 CA PRO B 294 20.913 116.473 * 23.541 1.00 53.37

ATOM' 4870 CB PRO B 294 20.163 116.990 22.296 1.00 54.04

ATOM 4871 CG PRO B 294 21.099 116.803 21.140 1.00 53.92

ATOM 4872 C PRO B 294 20.100 115.372 24.220 1.00 52.60

30 ATOM 4373 O PRO B 294 19.065 114.955 23.703 1.00 53.54

ATOM 4874 N GLN B 295 20.595 114.909 25.376 1.00 51.64

ATOM 4875 CA GLN B 295 19.978 113.844 26.186 1.00 50.54

ATOM 4876 CB GLN B 235 19.970 114.220 27.672 1.00 49.98

ATOM 4877 CG GLN B 295 21.056 113,536 2B.497 1.00 48.79

35 ATOM 4878 CD GLN 3 2895 20.835 112.037 2B.656 1.00 48.49




ATOVA887CGL | LE B 29617.011110. 33222. 4221. 00 47.81 10ATOVA888CD) g IMAR 185
29615. 633110. 02221. 8791. 00 47.64 ATOVM889C | LE B 29616. 928110. 37025. 1291. 00
47.17 ATOVM8900 | LE B 29617. 835109. 66225. 5721. 00 47. 85 ATOMA89IN LYS B
23715. 650110. ABRE#631. 00 46. 24 ATOVM692CA LYS B PCT/USO1/29549

29715. 228108. 73725. 7341. 00 46. 31 15ATOMA893CB LYS B |
29713.770108. 81926. 1951. 00 47.40 ATOVM894@6: LYS B

29713. 624109. 11227. 6821. 00 48. 65 ATOWM893CD LYS B

29713. 321110. 58227. 9381.00 49.80 ATOVA896CE LYS B

29713. 284110. 90529. 4311. 00 49. 46 ATOMAB97NZ LYS B

Sorie. Sea107. ni JeRr 08 42 %é R OvnBobD TYRITEE 28,416 1.00 45,23
29715: 210107. 71%9Y. 584801 WP 367 6528 TOVAQDORBARAL B25 29.067 1.00 47.84
29B15. 725106. 42(35. 32241, 00 4bL:88 AFOVA901:CAT ALA 335 25.724  1.00 49.95

29815. 8987. 05. 4, 0 0, ATOVA902CB ALA B
29316. 74710 2(2)‘%% 2%99210(8 4@%@ 5 ATOVAD0 g% AtAR® - 25-982 1.00 50.65
20814. 549104, 67594, 178 00 45LE3 RPOVIO0Y0 L M AL B229823. 034511040 32825, 0611. 00

45. 66 ATOVAOOSNTEMS BsdA99dM. 3138064462287 100 745. 97. ATOWINEGA H S B

29913. 073103. 8 .3971. 00 4 OM 49 H S
29912. 970104. 0%8%%.88%%.d%;4%¥g§ZQ%ATCNﬁgoggb hlégb 22.989 1.00 47.03
29911. 687103. 5679, 2938F. 0TF244LE83 AFOMAGOTCEDT HISIB 22.362 1.00 46.60
20911. 433102. 54540. 433kb. 0145638 ATOVEITOND 5302352 22.422 1.00 47.81
29910. 469104, 151 00Q..44. 5 oVl

2999. 518103. 51?1%989 %%odg’ %ﬁ2§ﬁégwn9 %ﬁgthﬁ 'Q%‘ 1.879 1.00 47.54
29910. 077102. 53339 . 208P. 00 4ZLE7D 235ATOVYG13B HIS3IB 25.129 1.00 47.17

29913. 066102. 374a2. 7660:h. 0P 4&&19zbsgggﬁavz&ﬂﬁlwikaﬁg2g§9§Tg§%g%§Q%/é&gﬁg
- 146 ATOWO14 S B.29913. 877

30012. 166101. 9%3553 g?%l%%o %%.%%%Arcwmé%eé%tﬁ¥%é§%sébdii 188145: %19
24.3531. 00 42. 8FONTOMES1 CACALPRD 287 3001 25063108 BY5 2471861, 00 442183
S5ATOWMO18 CB PROxB 300:50.cA111030s 335 24. 85642000:642:70: ATGWILE, 65 BRO B

22,9858, 00 42. 36, KTOU2 -0 PAGTB730011. 36390, 656 27 bith. 0473

[g]

ATOM 4895 CD LY¥S B 297 3.321 110.582 .938  1.00 49,80
ATOM 4896 CE 1LYS B 297 13.284 110.305 29.431 1.00 49.46
ATOM 4897 NZ LYS B 297 14.326 111.907 29.813 1.00 49.34
‘20 ATOM 4898 C  LYS B 297 15.394 107.577 24.766 1.00 46.58
ATOM 4893 O LYS B 257 15.21C 107.717 23.554 1.00 45.85
ATOM 4900 N ALA B 298  15.725 106.420 25.322 1.00 45.88
ATOM 4901 CA ALA B 298 15.898 105.221 24.529 1.00 45.60
ATOM 4902 CB "ALA B 298 16.747 104.203 25.271 1.00 45.85
25 ATOM 4903 C ALA B 298 14.549 104.623 24.178 1.00 45.64
ATOM 4904 O ALA B 298 13.745 104.318 25.061 1.00 45.66
ATOM 4905 W HIS B 2399 14.313 104.446 22.879 1.00 45.97
ATOM 4906 CA HIS B 299 13.073 103.860 22.397 1.00 44.58
ATOM 4907 CB HIS B 299 12.970 104.049 20.883 1.00 44.27
30 AToMm 4908 CG HIS B 299 11.687 103.567 20.292 1.00 44.81
ATOM 4509 CD2 HIS B 299 11.433 102.545 19.437 1.00 45.61
ATOM 4910 ™Dl EIS B 299 10.469 104.151 20,559 1.00 44.53
ATOM 4911 CEl HIS B 299 9.518 103.511 19.898 1.00 44.42
ATOM 4912 NE2 HIS B 299° 10.077 102.533 19.208 1.00 44.70
35 ATOM 4513 C  HIS B 299 13.066 102.374 22.760 1.00 44.19




ATOMA922 N TRP B 30113. 05098. 602 23.1181. 00 41.90 10ATOMA923 CA TRP B
30113. 25397. 562 22.1101. 00 42.83 ATOWM924 CB TRP B 30114 .20996. 480MAR 2005
22.6291.00 41.84 ATOMA925 CG TRP B 30115. 664966. 775 22.3821.00 39. 53
ATOVH926 CD2 Hidh:BiR9116. 28897. 049 21. 1191. 00 39. 21 ATOVA927c-GE 55 B
30117. 65697. 263 21. 3661. 00 39. 10 15ATOMA028 CE3 TRP B 30115. 82097. 139-
10. 8061. 00 38.84 ATOMA929 CD1 TRP B 30118466096. 828 23.3141.00 39. 66
ATOMA930 NE1 TRP B 30117, 85897. 124 22.7161.00 37.86 ATOMA931 CZ2 TRP B
30118, 56197, 554 20.3471.00 39.02 ATOMA932 CZ3 TRP B 30116, 71897, 428

18. 7981. 00 38. 68 .20ATOMI933 CH2 TRP B 30118. 07297. 635 19. 0731, 00 38. 45
ATOMA934 C TRP.B.3011d.,92996, 94 63410 T 50

30111, 74596. 705‘%%. 4%951915 (2)% 45 % 3 2%%'%9%163 8 ?flfé%ﬁé 821%%1&5%@05
22.5721. 00 44. 33ONTOAMHEI A CAPRPI—I?? 3803029.1#03%1@@622 23601. 000253025
25ATOMAO38 CB TEbY B 8028. @078, 844023, 5451100 145,654 AIG%Q&QO@G& JER. B

3027. 55195. 537 2541.0 9 3 9
24.5451. 00 44. 8SC?MATCJ?\}’;LJLES4(2C C E"F%ﬁre %g\/g 31820@%8 gg!g gi %E&}fg 8‘?% 65 ATOVHO42 -
0 THR B 3028. 08796, 4658 2(F5508%0. BF0A5. 10 BOATOVRDASS N2E \BS6B 13089:2080.98. 327
21.4011. 00 44. ZBorATOMA944:cCAPHOYS 3B03038.1327901853520254k3. 0Qoé 42924 ATOVM945

o Se1 00 4o B hreuer ootk B 055 BaT60 Ba o oE, ol B0 04

35ATOMAO48 CE AY&! B 4835 031731628 £65 10, 199613200955’2.59702%_ BL MARCR G50 3D

02/ 24893 PCT/ USEi 29549 -bﬂ.47TBAT10\2!I@949'NZ 1Y 80342 64610%. 9834811681, 00
52.78 ATOM{50G,4.YS 5,30 5.19.1981 0 3 9510.LYS 8
3038. 497100. oagis 27%91%00%%42 A@g\mgsiﬁ'% 87@8%118?%%@%6‘59?%941. 00
41.74 SATOVA953ER! VA28 3963_4111%?0'66*99. 08117.8681?00%%120¢2ATOMID34CB VAL B
30412. 54698, 71448+ 095sk500:c4 1raé7s ATOMAO55GCA6VALs B7 804438323980 58446, 7851. 00

42. 51 ATOWHOS6GL, VALL,B %99%%?%?%%?'628%%:%§915994§02§%19 1.00 39.21

ATOM 4927 CE2 TRP B 301 17.656 97.263 21.386 1.00 38.10
15 ATOM 4328 CE3 TRP B 301 15.820 97.13% '19.806 1.00 38.84
ATOM 4925 CDl TRP B 301 16.660 95.828 23.314 1.00 39.66
ATOM 4930 NE1 TRP B 301 17.858 97.124 22.716 1.00 37.86
ATOM 4931 Cz2 TRP B 301 18.561 97.554 20.347 1.00 39.02
ATOM 4932 CZ3 TRP B 301 16.718 -97.428 1B.798 1.00 38.68
20 aTOM 49337 CH2 TRF B 301 18.072 97.635 19.073 1.00 3B.45
ATOM 4334 C TRP B 301 11.92% 96.945 21.634° 1.00 43.72
ATOM 4935 © TRP B 301 11.745 96.702 20.439 1.00 43.72
ATCM 4336 "N THR B 302 11.011 96.704. 22.572 1.00 44.52
ATOM 4837 CR THR B 302 9.703 96.124 22.260 1.00 45.04
25 ATOM 4938 CB THR B 302 8.907 95.844 23.545 1.00 45.51
ATOM 4939 OGl THR B 302 7.551 95.537 23.254 1.00 45.99
ATOM 4340 C©G2 THR B 302 8.926 95.984 24.545 1.00 44.89
ATOM 4941 C THR B 302 8.883 97.008B 21.308 1.00 45.16
ATOM 4942 O THR 8 302 8.097 96.498 20.502 1.00 45.19
30 ATOM 4943 W LYS B 303 9.061 98.327 21.401 1.00 44.79
ATOM 4344 CA LYS B 303 8.327 99.257 20.541 1.00 44.92
ATOM 4945 CB LYS B 303 8.124 100.605 21.251 1.00 46.86
ATOM 4946 CG LYS B 303 6.664 101.044 21.336 1.00 45.87
ATOM 4947 CD LYS B 303 §.934 100.861 20.003 1.00 51.82
35 aATOoM 4948 CE LYS B 303 5.317 102.165 19.496 1.00 52.70




ATOWA' 957C VAL B 30410.49098. 18916. 7661. 00 41. 97 10ATOVA9580 VAL 1B wap 2005
30410. 23998, 64415, 6511. 00 42. 22 ATOMA959N PHE B 30510. 30096. 9171770801, 00
41.01 ATOM 4960CA PHE B 3059. 76795. 94716. 1411. 00 40. 52 ATOV4961CB ?HE B
30510. 46094. 5HEB28B21. 00 37. 42 ATOMA962CG ?HE B 30511. 95534 TABBLHs4531. 00
34.99 15ATOVH963CDL PHE B 30512.57294. 84@5_. 6841. 00 32.56 ATOWMM964CD2 ?HE B
30512. 74694. 60315. 3171. 00 32.98 ATOWMO965CET PHE B 30513. 94594. 93117. 7831. 00
31. 01 ATOMA966CE2 PHE B 30514. 12194. 68515. 4101. 00 31. 65 ATOMA967CZ PHE B
30514. 72294, 84816. 6461. 00 32. 89 20ATOMA966C PHE B 3058. 26995. 81216. 1861. 00
42.03 ATOVH9690 PHE B 3057.62696. 15317. 1771. 00 43.48 ATOWM970N ARG B

3067. 71295. 3101:9098749460 ¥3. 132 ABOMIO71CA. ARG.B . 30661278051 1th5344.,9521. 00
44. 86 ATOVH972CB ARG 5213. 5661. 0 3 TOVH973CG ARG B -
3065. 77895. 620 °@93i§80qgo %’g #’ 974(:% ‘%G% é‘%es th %S@ Ogh%aﬁgg‘zm. 00
52.92 ATOVHO75NEOMRG B13065. 7193981611, 6711, 0065, 18 - ATOVBIPECZ 3ARG B
3066.52993. 092 18066349500 155. 49 ABEM 97 7Nbil> ARG aBsF0616. 54293, $88i1.G42311. 00
54. 95 ‘30ATOYHI78NH2 3046. 1.77110.6711. 0Q 55. 57 ATOWM979C ARG B
3065. 73094. 65f§?“§16€£850%2?49§‘g ‘32?’ 9802)&A$§g 15’3938%6.%5%%. gf?l%l §§81 00
44.17 ATOVHO81RTRRO 53078, 4309 308516, 324350(P845:46 TLSATEMVAOSRCE. .PRO B

3073. 49195. 2581&5@759&95@0'/0@5.\&9 @56\1%49;13%3%@ Bv4301753735659;’uo44128152- 3311. 00
46.08 1 8- MAR 2 USOL/. 29549 - 14 984CB PRO.B

3072. 31593, 850%‘98‘?93@580 %B@ AZ%MQBS&% %éogé %% 51 2243%.°6991. 00

45. 88 ATOVHO86ETRRO £53073. 8851 306816. 991419.0008417&92416A_T®vn%m04IPRQ) B

3073. 95691.1655h50p7184195@0 A3.31 HATOVHI88H, ARG &B. aﬂ8315925’51911 3854x/28991. 00

3083, 07089, 157187645} 50 '50. 0% Ailhinos185 Ae i F0b1eAbe: J40%7 0621, 00

53. 29 _ ATOM. 4960 CA PHE B 305 .787 .947 16.141 1.00 40.52
ATOM 4961 CB PHE B 305 10.460 94.596 16.352 1.00 37.42

ATOM 4962 CG PHE B 305 11.955 94.683 16.453 1.00 34.99

15 ATOM 4963 CD1 PHE B 305 12.572 94.848 17.6B4 1.00 32.56
ATOM 4964 CD2 PHE B 305 12.746 94.60G3 15.317 1.00 32.98

ATOM 4965 CEL PHE B 305 13.945 54.931 17.783 1.00 31.01

ATOM 4966 ' CE2 PEE B 305 14.121 94.685 15.410 1.00 31.65

ATOM 4987 CZ PHE B 305 14.722 94.848 16.646 1.00 32.89%

20 ATOM 4968 C PKE B 3035 8.269 95.812 16.186 1.00 42.03
ATOM 4969 O PHE B 305 7.626 96.153 17.177 1.00 43.48

ATOM 4970 N ARG B 306 7.712 95.310 15.087 1.00 43.32

ATOM 4971 CA DBRG B 306 §.273 95.115 14.952 1.00 44.8%

ATOM 4972 CB ARG B 306 5.551 94.552 13.566 1.00 46.33

25 aTOM 4973 CG ARG B 306 5.778 95.620 12.493 1.00 50.23
ATOM 4574 CD ARG B 306 5.129 95.056 11.22% 1.00 52.92

ATOM 4975 NE ARG B 306 5.371 93.616 11.070 1.00 55.18

ATOM 4976 CZ ARG B 306 6.529 93.092 10.663 1.00 55.49

ATOM 4977 NH1 ARG B 306 7.512 93.883 10.231 1.00 54.95

30 aATOM 4974 NH2 ARG B 306 6.696 91.771 10.671 1.00 55.57
ATOM 4979 C ARG B 306 5.730 94.165 16.016 1.00 44.89

ATOM 4980 O ARG B 306 6.452 93.317 16.528 1.00 44.17

ATOM 4981 N  PRO B 307 4.430 94.285 16.344 1.00 45.67

ATOM 4982 CD PRO B 307 3.491 95.258 15.759 1.00 45.99%

35 ATOM 4983 CA PRO B 307 3.785 93.418 17.331 1.00 46.08




ATOM4992CD ARG B 3062. 09986. 83616. 8751. 00 57. 25 10ATOMH993NE ARG B%g MAR 2005
3063. 41386. 38317. 3561. 00 59. 65 ATOWM994CZ ARG B 3084.24385.57616. 6631. 00
60. 80 ATOMA995NH1 ARG B 3083. 92485. 12815. 4461. 00 61. 02 ATOVA996NH2 ARG B
3085. 40585. 2 00 60.97 ATOW997C ARG B 3085. 46389. 00
45.19 15ATOVI}1§$’£ %%é B 3085. 74387. 98517. 3191. 00 45. 53 ATOJ\P}%S%RF’T'%

3096. 38590. 14117. 2221. 00 42. 87 ATOVBOOOEMSTHR B 3097. 78889. 79116. 9941. 00
40. 94 ATOMGO01CB THR B 3098. 66491. 05016. 9141. 00 39. 67 ATOM60020GL THR B
3098. 36891. 81715. 7671. 00 38. 33 20ATOMG003C& THR B

30910. 15090. 76516. 9111. 00 37. 91 ATOVE004C THR 9 3098. 26088. 92018. 1641. 00
41.33 ATOMG0050 THR %30%8. 04489, 27919. ?6%9% 4@5 36 ATOMBOQGN, PRO B

3108. 89087. 76017"8841°H0“39 753 Ba 007 Pod718¥871 9829% 8511. 00
39. 12 25ATOVEOSBEA PRES BC31099 36286, 85318.3338 19500143 7.6849ATOVB0ODEB PRO B

31010. 30985. 88 20335 08 37:5% AFOVBE0109GsPRQ; Bys310105 409860397 16. 7971. 00
38.47 ATOMBO11C PRO B 31010.10087,59520. 0571. 00 35.75 ATOMG0120 PRO B

31011. 04888. 3311¥ 8d31’ 0§ 35784 3VATOVEOIZR® PRY B 319’ 67687 40571, 3221.00. °
35. 09 ATOVED14CDMPRAE: 3518 ABG®88054421. 7321, G0. B4, 88 . WPOVEOLSCA1PRO B

31110. 315. 88. 05022. 4334. B 33c 203 ATOVB016GBs PRY £1341965208%,53523. 6761. 00
33.84 ATOMBO17(CG PROB 3118. 22587, 08823. 0951. 00 34. 61 35ATONBO1SC PRO B

31111. 78687. 6755%. 5471° 06533748 I MAR 20050 WB 097 24893 PCrPBS 49549 - 149
ATOMB0190 PRO Bra@11%2951989 A48622090721. 00-681. 36. ATOMBOREN GoU £8.22

31212. 09986. 43622, 1%32 00529266 AROVB0215A 6L WsBi:312%35 47585093422, 2171. 00
29.89 ATOVBO22CB GLU 8 31213 50584 44421, 8571. 00, 33. 20, 5ATOVB023CG GLU B

31212. 895830 5285% 93713 08E 325 Afovb024t e 858831 113%7583051%292 . 8991. 00
40. 54 ATOVEO258@Y Gl4898 822186 P8TSY. 99128.287 1 8501642 55@8ATONBORBEE? GLU B

31210. 76784. 030wk 92635 0QzA2:@@ 308 3.924 85.128 15.445 1.00 61.02
ATOM 4995 N2 ARG B 308 5.405 85.218 17.208 1.00 60.97

ATOM 4997 C ARG B 308 5.463 89.183 17.371 1.00 45.19

15 ATOM 4998 O ARG B 308 5.743 87.385 17.319 1.00 45.53

ATOM 4999 N THR B 309 6.385 90.141 17.222 1.00 42.87

ATOM 5000 CA THR B 309 7.788 83.731 16.994 1.00 40.94

ATOM 5001 CB THR B 309 8.664 91.050 16.914 1.00 39.67

ATOM 5002 OGL THR B 309 8.368 91.817 15.767 1.00 38.33

.00 37.91
.00 41.33
.00 42.36
;00 39.38
.00 39.12
.00 37.84
.00 37.57
.00 38.47
.00 35.75
.00 35.84
.00 35.09
.00 34.88
.00 33.20

20 ATOM 5003 CG2 THR 309 10.150 - 90.765 16.911
309 .260 BB.%20 18.164
309 .044 89.27% 19.329

ATOM 5004 C  THR 8
B

310 B.89C B7.760 17.888
9
9

ATOM 5005 O THR
ATOM 5006 N 2RO
ATOM 5007 CD ©PRO
25 aToMm 5008 CA PRO

310 182 87.232 16.551
310 .362 B6.853 18.938
310 10.309 B85.889 18.203
310 10.409 86.397 16.797
310 10.100 87.595 20.057
310 11.048 88.331 19.803
311 9.676 87.405 21.322
311 8.560 B&.544 21.737
311 10.315. 88.05%9 22.473
311 9.520 B87.535 23.676
311 §.225 87.08B8 23.095
311 11.786 87.673 22.581

ATOM 5009 CB BRO
ATOM 5010 CG PRO
ATOM 5011 C  ERO
ATOM 5012- O PRO
30 "atoM 5013 N PRO
ATOM 5014 CD 2RO
ATOM 5015 CA PRO
ATOM 5016 CB PRO .00 33.84
.00 34.61

.00 30.46

ATOM 5017 CG PRO
35 aATOM 5018 C PRO
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ATOMB027C GLU B 31214. 36086. 72921. 2491. 00 27. 38 10ATOMG0280 GLU g
31215. 51687. 01621. 5491. 00 27. 56 ATOMBO29N ALA B 31313. 79587. 094208 d#8 20050
26. 37 ATOMBO30CA ALA B 31314.52287.87119. 0811. 00 26. 28 ATOMG031CB ALA B
31313. 73487. 9v8i#rIH31. . 00 25. 20 ATOVB032C ALA B 31314. 813821a81®s6931. 00
24.09 15ATOM60330 ALA B 31315.90789. 80419, 4071. 00 26. 54 ATOMB6034N | LE B
31413. 83489. 86820. 2641. 00 23.59 ATOVBO35ER"|I LE B 31413. 96991. 19620. 8461. 00
23.45 ATOMBO36CB | LE 3 31412. 62391. 67821. 4071. C0 23.44 ATOMB037C32 | LE B
31412. 78692. 99022. 1651. 00 26. 62 20ATOVB038CGL | LE B

31411. 61591. 83020. 2621. 00 24. 35 ATOMG039CDL | LE B 31410. 33492. 54720. 6351. 00
S1415. 65505 00Can 00LT 00 26 e A enbodan A e A Sy a8 8 151 00
25.59 25ATOVGO é% A%éGthl .%§%§2§03é§§ﬁ%oé¥: 2% 388 ATABB24ER ALA 8
31515. 57588. 88422 83Y0RL0(FA2 1GLI6E ATONE045C. AISA B. 315172.37089. 8502333581, 00
22.54 ATOVbO46QrALA £23151E8. #29890:54323.:48%L. OQ . 23 29, ATOVRO4/R; LEU B

31617. 53788..92 3921.00 19, 48 TOVBQ48CA LEU

31618. 86088.5702‘%‘. 7 ?o&%&é& i%wsowl@%&b%ﬁ%es%.9%7262%7‘?05%“92“6. 7431. 00
20. 12 ATOVB050@EM ES B4 3162051087872 3651918721 . 5005178, BB 3 ATOVGD51TH2 LEU B
31621. 33687. 216264 716bs00s1 %138 ATOVB0536DR 1LEY. £1316:197 92686, 15G13. 9611. 00
18. 18 35AICN50§%§ nggg %%?19U38é£g.001%%E}§51.00 17,97 18 MAR 2005 WO

02/ 24893 PCT/ UST 1/ 29849 =150 Ardne0540 L ES'B #1850, 85890, 32421% %811, 00

20. 62 ATOVBOS55NI@YS B231718:&9290173520.15050. (0. 123, 40. . ATOVBOBG LA 3EYS B

S 28 SATONEOSEE v A T e Ao Aot 00 ae s Aroorse Gy B
31719. 33593. 05g“§§f 85%%?0%2%’&“31‘3 %?%\606(1)‘3'%33%"8%72@:%%@9&:@5?%@7 5791. 00

21. 64 ATOVBO61NTRER B331818.768003115722 0242, 00-P3. 217-081  1.00 26.28

ATOM 5031 CBE ALA B 313 13.734 B87.91% 17.773 1.00 25.20
ATOM 5032 C ALA B 313 14.813 89.281 19.593 1.00 24.09

15 ATOM 5033 O ALA B 313 15.907 89.804 19.407 1.00 26.54
ATOM 5034 N ILE B 314 13.834 89.868 20.264 1.00 23.59

ATOM 5035 CA ILE B 314 13.969 . 91.196 20.846 1.00 23.45

ATOM 5036 CB ILE B 314 12,623 91.578 21.407 1.00 23.44

ATOM 5037 CG2 ILE B 314 12.786 92.990 22.16% 1.00 26.62

20  aTOM 5038 CGl ILE B 314 11.615 91.830 20.262 1,00 24.35
ATOM 5039 CBIL ILE B 314 10.334 $2.547 23.635 1.00 21.48

ATOM 5040 C ILE B 314 15.029 91.197 21.946 1.00 24.53

ATOM 5041 O ILE B 314 15.885 92.090 22.001 1.00 26.34

ATOM 5042 N ALA B 315 14.987 90.172 22.812 1.00 25.59

25 nTOM 5043 CR  ALA B 313 15.958 90.036 23.902 1.60 23.39
ATOM 5044 CB ALA B 315 15.575 88.884 24.837 1.00 21.46

ATOM 5045 C ALA B 315 17.370 B9.850 23.3%8 1.00 22.54

ATOM 5046 © ALA B 315 18.298 90.543 23.78% 1.00 23.20

- ATOM 5047 N LEU B 316 17.537 88.928 22.392 1.C0 19.48

30 aToM 5048 CA LEU B 316 18.860 B88.708 21.798 1.00 13.69
ATOM 5049 CB LEU B 316 18.826 B87.569 20.743 1.00 20.12

ATOM 5050 CG LEU B 316 20.0B7 87.365 19.872 1.00 18.08

ATOM 5051 CDl LEU B 316 21.336 87.216 20.716 1.00 13.38

ATOM 5052 CD2 LEU B 31§ 19.926 86.150 18.961 1.00 18.18

35 ATOM 5053 € LEU B 316 19.381 90.001 21.185 1.00 17.97




ATOMBD62CA SER B 31819. 08494. 12823. 0541. 00 21.97 10ATOVB063CB SER BP9
31818. 07594. 21924, 2241. 00 23.01 ATOVE0640G SER B 31818. 00493. 00124 AR 2085
20.21 ATOMBO65C SER B 31820. 46893. 76523. 5801. 00 21. 85 ATOM60660 SER B
31821. 22894. 63p%329941. 00 22. 20 ATOMBO67N ARG B 31920. 787912%%%%%§£§§1 00
21.62 15ATOVB06SCA ARG B 31922. 07991. 96924. 0381. 00 22.39 A ARG B
31921. 93790. 55024. 5891. 00 22. 99 ATOVBO70M6)-ARG B 31920. 67190. 33825. 4261. 00
27.25 ATOMBO71CD ARG B 31920. 83690. 75726. 8881. 00 25. 70 ATOVGO72NE ARG B
31922. 04891. 53727. 1271. 00 27.16 20ATOMB073CZ ARG B _
31923. 18591. 03827. 6321. 00 27. 95 ATOMBO74NH1L ARG B 31923. 25889. 76928. 0231. 00
26.91 ATOMBO75 A 31924, 25691. 82427. 7521, 00 30, 55 ATOME076C ARG B
31923. 16791. 993"5_%“. ngéf?od" 23" C]VEO?% %ﬁe ¥ 339241 364901 9729521891, 00
22.19 25ATOVBOZBNW LEODSE 3202XXS88392. 597 2AE. 892819003 2220.50 ATOMEOI9QA LEO B

32023. 88392. 67126k 7535600l 34 AIQVBO8Q@Badiqungogﬁ-aé@Z%lo@é%le% 4771. 00
17.86 ATOVb081CG LE 32023. 20590, 48719..5631. 00 ) ATCNBOSZCDl LEO B

32022. 56289, 95818 28‘%?% 70617547 30ATOVBOE 3t iEEi*B +011 1.00 24.28
32024. 538895 8021Bt 83F58 0GC16:1PP ATOVE084€- EO B 82021234894, @9620114621 00

16. 70 ATOVB085@rduO 3532025. 36694, 44920.,354:k. 0f 20 26, AJOVBOGHEN, LEO
32123. 20294. 913§ 34%% 00, 17,99 ATOVB087CA LEU B 32123. 39396. 31520. 0621 00

18. 47 35ATOVE08 PB 32195 53806, 62879° 405 60 19 A0 11 PMRR 005 WO
02/ 24893 PCT/ USTIY 29849 N1 5I1SEATIONBEOS9CG IEFS0B B21971. D9596. 035173 061. 00
17. 58 ATOVG090GRA, LEJcB 33120550296 27017, 404100,116,19 ATENG09I G2 LEU B
32123. 02796.40316. 8511, 00 14. 68 ATOMB092C LEU B 32123. 52197. 11321. 3601. 00
19. 25 SATOMBO9ATM EFOR3 3582 °E850 878 003228 7071. F0o? 6. 25 2 ATOVERAN ‘%GLU B
32224. 61296. 86672, 07RE4 006252518 ATONG09SEA0GL 1938082224 589397005624 23. 3541. 00

23.76 ATOVBO96GRWMGL WoBs 32225:302965 4252403701 20, 24. Bilsas 1.00 21.85

ATOM 5066 O SER B 318 21.228 94.637 23.994 1.00 22.20
ATOM 50867 N ARG B 319 20.787 92.463 23.558 1.00 21.62
15 ATOM 5068 CR ARG B 319 22.079 91.%69 24.038 1.00 22.39
ATOM 5069. CB ARG B 319 21.937 30.550 24.589 1.00 22.99
ATOM 5070 CG ARG B 319 20.671L 90.338 25.426 1.00 27.25
ATOM 5071 CD ARG B 31% 20.836 90.757 26.888 1.00 25.70
ATOM 5072 NE ARG B 319 22.048 91.537 27.127 1.80 27.16
20 aToM 5073 CZ ARG B 319 23.185 91.038 27.632 1.00 27.95
ATOM 5074 WNH1 BRG B 319 23.258  89.769 2B.023 1.00 26.51
ATOM 5075 NH2 ARG B 319 | 24,256 91.824 27.752 1.00 3C.55
ATOM 5076 C BARG B 319 23.167 .91.990 22.969 1.00 22.03
ATOM 5077 ©O ARG B 319 24.264 91.471 23.189 . 1.00 22.19
25 AroM 5078 N LEU B 320 22.883 92.597 21.818 1.00 22.15
ATOM 5079 CA LEU B 320 23.883 92.671 20.753 1.00 1B.94
ATOM 5080 CB LEU B 320 23.382 91.389% 19.477 1.00 17.86
ATOM 5081 CG LEU B 320 23.205 50.487 19.563 1.00 16.03
ATOM 5082 CDl LEU B 320 22.562 §9.959 18.288 1.00 17.54

30 _ ATOM 5083 CD2 LEU B 320 24.538 89.802 19.838 1.00 16.7%
ATOM 5084 C LEU B 320 24.218° 94.096 20.462 1.00 16.70
ATOM 5085 O LEU B 320 25.366 94.449 20.351 1.00 20.20
ATOM S086 N LEU B 321 23.202 94.913 20.342 1.00 17.99
ATOM 5087 CA LEU B 321 23.393 $6.315 20.062 1.00 1B.47
B 321 22.238 96.B25 19.195 1.00 17.40

35 ATOM 5088 CB LEU




ATOVB097CG GLU B 32225. 02896. 76625. 8291. 00 30. 02 10ATOMG098CD GLUA MAR 2003
32223. 71096. 20626. 3251. 00 27. 86 ATOWO099CE1l GLU B 32223. 59794. 97426. 4331. 00
30. 28 ATOWb1000E2 GLU B 32222. 79297. 00326. 5971. 00 29. 21 ATOW101C GLU B
32226. 03498. 493P8122031. 00 21. 13 ATOVG1020 GLU B 32227. 06898CI4801296671. 00
25.15 15ATOVG103N TYR B 32325.85999.70522 7101. 00 20. 92 ATCN5104CA TYR B
32326. 915100. 71523. 6361. 00 21. 89 ATOMb10 %B TYR B

32326. 536101. 95324. 4261. 00 21. 76 ATOMb106CG TYR B

32325. 653102. 89523. 6761. 00 23. 58 ATOW107C01 TYR S

32326. 065103. 45122. 4711. 00 22. 37 20ATOVG108CE1 TYR B

32325. 255104. 3382a4. 7863. Q@ 22uly :ATOVWD109CE2 BYRI 17.306 1.00 17.58

32324. 411103. 23624. 1741 51 ATOVG1 T
32323. 595104, 1%8%&.4%”%.%315‘%?7% ’%ovsl%?%%ﬂ?@d% 17.404 1.00 16.19
32324. 022104, 63320 3021 §022E078 ATOVG1 227 TYR 93 16.851 1.00 14.68
32323. 205105. 52534 625%. G0 24089 :25ATOMEIL3C BYRB 21.350 1.00 15.25

32328.24110Q. 1 1 0 TOVG1 Y 2329 3. 4951. 00
24,24 ATOV5%15%§‘$HR %%%2%282%ng9‘5%7225]2%36§{ 56892“% A%ov%%%a%ig%m B
32429. 44399. 036981 919PL0¢ 1FLY5E ATONG11 2CE ITHRE B 95242200727 0D@08TR237. 4191, 00
égégisgog?gglm@% sTdsiRlaAgwsa &6@_}_(&(\)/5 ae%sT&sﬁlgoz%BsmlAECM;M%C%ZIH(F;O
19. 46 ATQVBlZlg‘aﬁlZ—(R %'%nggﬁjfgfgé ‘5?942512%03% gg\ %5 % 271980\/2%5 6

32530. 97497. 80533 475897 0FC2(FLY2 38BATOVBLZ3ED 9BRSER 25-829 1.00 30. 02

32531. 8709809732y 316bs0@p16:1068 28 MAR220Q5 A, 2/ 24893 PCEHHUS0:d/ 29549

152 ATOVB124CA 2531. 66323 5CB. PRO 8 325
. 32. 75497. 1372§T§g01§’83 ?’é} g‘%aa?g%mzescé@%% %93%3%&6% ég %B 5731 00

15. 966 ATOVB12PESPRO B0 33 CLEGR 305 36422492531, G 2504 SAPOML280 PRO B
32531, 26294, 28023 9361510@ 175138 ATOV129h 5k 5B, 32632, 0757 95.0462253 7001. 00

19. 19 ATOVE130GA.JHR 5, %)6 28599, 26226, 534100, A8. 37 ATARL3ACS, THR B

32633. 21294 52

zk'I'OM 5103 TYR B 323 25.85%9 99.705 23.710 1.00 20.92

ATOM 5104 CA TYR B 323 26.915 10C.715 23.636 1.00 21.89

ATOM 5105 CB TYR B 323 26.536 101.953 24.426 1.00 21.75

ATOM 5106 CG TYR B8 323 25.653 102.895 23.676 1.00 23.58

ATOM 5107 CD1 TYR B 323 26.065 103.451 22.471 1.00 22.37

20  AToM 5168 CE1 TYR B 323 25.255 104.328 21.786 1.00 22.17
ALTOM 5109 CD2 TYR B 321 24.411 1¢3.236 24.174 1.00 23.51
ATOM 5110 CE2 TYR B 323 23.595 104.109 23.435 1.00 25.70

ATOM 5111 C2Z TYR B 323 - 24.022 104.653 22.302 1.00 24.73

ATOM 5112 OH TYR B 323 23.205 105.525 21.625 1.00 24.89

25 aToM 5113 C  TYR B 323 28.241 100.186 24.149 1.00 22.26
ATOM 5114 O TYR B 323 29.276 100.338 23.495 1.00 24.24

ATOM 5115 N THR B 324 28.220 99.572 25.333 1.00 21.86

ATOM 5116 CA THR B 324 29.443 99.038 25-915 1.00 19.7S
_ATOM 5117 CB THR B 324 29.270 98.8G7 27.419 1.00 19.32

30 aToM 5118 OGl THR B 324 28.880 100.009 28.035 1.00 1B.31
ATOM 5119 CG2 THR B 324 30.531 98.334 28.113 1.00 15.93

ATOM 5120 C THR B 324 29.839 97.776 25.192 1.00 19.46
ATOM 5121 © THR B 324 29.105 96.794 25.215 1.00 22.97

ATOM 5122 N  PRO B 325 30.974 97.805 24.472 1.00 20.22.

35 atoM 5123 CD PRO B 325 31.870 98.973 24.316 1.00 18.04




ATOMB1320GlL THR B 32632. 85495. 72428. 3851. 00 19. 48 10ATOMG1330G2 THR B
32634. 67294. 62327. 3131. 00 14. 73 ATOMB134C THR B 32630. 92593. 70027 (ﬂg@gugg)o
16. 62 ATOMB1350 THR B 32630. 86692. 56027. 4891. 00 20.08 ATOVBE136N ALA B

32729. 86094. 50326:283851. 00 17. 88 ATOVB137CA ALA B PCT/US01/29545

32728. 50894. 10827. 3661. 00. 17. 42 15ATOVG138CB ALA B

32727. 67995, 34427. 6491. 00 18. 02 ATOVE138IG2ALA B 32727. 77493. 22526. 3421. 00
18. 63 ATOMB1400 ALA B 32726. 79092. 54326. 6831. 00 17. 38 ATOMB141N PRG B
32328. 23393. 24925. 0821. 00 19. 14 ATOVB142CA ARC B 328

. 27.60292. 45824. 0161. 00' 15. 59 20ATOMB143C3 ARG 3 32928. 11092. 91922. 6331. 00
17. 66 ATOMB144CG A 3 694. 3552 1.00..15. 25 ATOVE145CD ARG B
32828. 70494, 91@1’ R%% §§ é%é %?’%14%%%9% &%@3?@2@@4%’%. g%ﬁl. 0481. 00
19. 03 ATOVB147RIZMARGLE 39828R B, 1872826601 900-314 22 70USATANGINENHL ARG B
32630. 59496. 72620 2@6;16 06c 14r2@ AFEOVB149NR22 ARG 3732828319198 49120. 6481, 00

14. 60 ATOVB150 2827 90. 98224 Q0 1. TOVB1510 ARG B
32829. 02890. 61 gi;’ g 11%8 % ATOVB152N gﬁéug%33’%9%%.’%59%)‘%3%%9.18761. 00
15. 38 30ATC§\/51%1@€A 5EEY BC32987 B132388. 699235028480 £7. U6 ATONGIH4EB LEU B
32925. 95987. 908R8. 45445 00 17:2@ AFOVB155CG11Ebs B63292476538%0036534. 1781. 00
20.30 ATOVB156 L 9 0487. 124 41.0Q 47 ATOVR157Q02 LEU B
32924. 84587. 73@% GS%LEFO Jg2%%‘03 %%ATC]VE%S@?LJ éiﬁ% 3%6 434088, 35523, 0161. 00
19.84 18 MAR 20008 \WOLD2/ 08 895 PCEBUSOL/ IDBLD 94538 ARONBL59D ODELS B9

32928, 68689 125428 09792 086124408 AFOVB16ON3THR.B 133028, 90687 .c3772352111. 00

33091, 00988 867 % G651 B0 35 7 SATOU T I TR g 71 33 1100047 1Y 2

33030. 44284. 71328, 66034 00 224%8 KFOVE168CES TRR B0 32030575086, B2624. 1531. 00
24.53 ATOVE165GodiHRsB;3302912798558662132624. 09.516. 21. ATOMp 1668, THR B

33028. 15885. 4%@%& 4§%§509 1gm§§:n7 29.860 94.502 26.935 1.00 17.88
ATOM 5137 CR ALA B 327 28.508 94.108 27.366 1.00 17.42

I5 aroM 5138 CB ALA B 327 27.673 95.344 27.649 1.00 18.02
ATOM 5139 C ALA B 327 27.774 93.225 26.342 1.00 18.63
ATOM 5140 O  ALA B 327  26.790 92.543 26.683 1.00 17.38
ATOM 5141 N ARG B 323 29.233 93.249 25.082 1.00 19.14

. ATOM 5142 CA ARG B 328 . 27.602 92.458 24.016 1.00 15.59

20 ATOM 5143 CB ARG B 323 28.110 92.919 22.533 1.00 17.66
ATCM 5144 CG ARG B 328 27.778 94,355 22.308 1.00 15.25
ATOM 5145 CD ARG B 328 28.704 94.916 21.237 1.00 18.95
ATCM 5146 NE ARG B 328 28.488 96.349 21.048 1.00 19.03

ATOM 5147 CZ ARG B 328 29.428 97.187 20.660 1.00 14.77

25 ATOM 5148 NE1 ARG B 328 30.594 96.726 20.266 1.00 14.20
ATOM 5149 NH2 ARG B 328 29.191 98.491 20.648 1.00 14.50
ATOM 5150 C ARG B 328 27.910 90.982 24.169 1.00 11.42
ATOM 5151 O ARG B 328 29.028 90.611 24.489 1.00 11.88
ATOM 5152 N LEU B 329 26.935 90.135 23.876 1.00 15.38

30 AaroM 5153 CA LEU B 329 27.179 89.699 23.928 1.00 17.98
ATOM 5154 €B LEU B 329 25.959 B7.908 23.414 1.00 17.20
ATOM S155 CG LEU B 329 24.653 BB.035 24.178 1.00 20.30
ATOM 5156 CDl LEU B 329 23.594 B7.124 23.574 1.00 21.47
ATOM 5157 CD2 LEU B 329 24.845 B7.731 25.661 1.00 22.07

35 »aroM 5158 C LEU B 329 28.340 88.355 23.016 1.00 19.84




ATOMB167N PRO B 33129. 69885. 64920. 0991. 00 19.52 10ATOM6168CD PRO B
33131. 22086. 16219. 6961. 00 18. 68 ATOVB169CA PRO B 33129.26984.84ét§a&@§@500
18. 22 ATOMB170CB PRO B 33130. 39084. 66118. 0181. 00 16. 44 ATOVB171

33131. 24985. 86¥A&AB1. 00 20. 49 ATOMB172C PRO B 33128. 80083pE06%926081. 00
15. 48 15ATOMB1730 PRO B 33127. 65983. 13919.4471. 00 19. 60 ATOMB174N LEU B
33229. 68082. 80020. 2901. 00 18. 96 ATOVB175CA LEU B 33229. 32081. 50720. 8851. 00
21.83 ATOMB176C3 LEU B 33230.53280. 81321. 4891. 00 22. 46 ATOMG177CG LEU B
33230. 50879. 29421. 4101. 00 24.80 20ATOMG178CDL LEU B -

33230. 21978. 83819. 9821. 00 28. 10 ATOMG179CD2 LEU B 33231. 82678. 72121. 9091. 00
2897, S1080. 131 an 03a 00 2 A0 RN LBAN G B aan b 2aa 0 AL 1. 00
33227, . . . . . .

21. 24 25ATCN51§§%% G%%m81§333%282é§2§03 3! 3%?gg§26?leAfCW%f§4%B GLU B
33327. 35584, 27492Y 4281610(°32 171878 APOVD 1 850C° GL LB B 738328. 38783098928, 6601. 00
20. 42 ATOVB166GRo@EL Us B2333287:86786022626312601. £ s20. 58. ATONBISEEEL GLU B

33329. 94485..07926. 8171..00. 24 35 30ATOVB1880E2
33328, 34186.5(3)3%2’?01%3000 1?%252’?5&%1819%%u %gégzé?ﬁ§8§.'ﬁ%&éi%l31. 00
19. 41 ATOVB190GTeXU B'8333754. BHIBE382223. 308, 08F-$95 724 ATONG100 R4 AA B
33425.86084.024&&M70§ﬁ5803ggmﬁﬁaA£62652$ﬁﬁqﬁtémﬁa§Bgaﬂ?@3?&go@Q%Zgbgg4atPO
17. 94 35ATOVB1 . .

02/ 24893 PCT/U%%%?ZQ%@%Q(fléﬁgAgéé§194C2ﬁLK%B é%gg%.%57@%.606%@?4ﬁb1.00

15. 00 ATOVB195GTRLA BH6334D2. B©4BE3IB2320.2418%. 08P -$59 260 AFONVB10BN° GYS B
33524. 943821008 At8m 95611580001 62388 AsEQ\/51973@_AzﬁYSBeBl&f:SZél..é@3&00079@ésh9-0¢?é9é- 00
19. 80 5ATOMB198CR CYS B 33525 7 . 94318. 9581. 0Q 22.65 AT

33526. 49580. 41 .35§T§oo 5 3&§%3N620é%'%$8 %-§§§2é§655885§%3305%021.oo
22.56 ATOMG201GIeS B-7935%2 . TRO7F $333820.3077%0. 04 -38L 578.018 1.00 16.44

ATOM 5171 CG PRO B 331 31.249 85.864 18.210 1.00 20.49

ATOM 5172 C PRO B 331 28.800 83.506 19.608 1.00 15.48

15 aAToM 5173 © PRO B 331 27.659 83.13% 19.447 1.00 19.80

ATOM 5174 N LED B 332 . 29.680 82.800 20.290 1.00 18.95

ATOM 5175 CA LEU B 332 29.320 81.507 20.885 1.00 21.83

ATOM 5176 CB LEU B 332 30.532 80.813 21.489%9 1.00 22.456
ATOM 5177 CG LEU B 332 30.508 79.294 21.410 1.00 24.80

20 aToM 5178 CD1 LEU B 332 30.219 78.838 19.982 1.00 28.10

ATOM 5179 CD2 LEU B 332 31.826 78.721 2i.%09% 1.00 27.01

ATOM 518¢ C LEU B 332 28.130 91.635 21.%09 1.00 20.95

ATOM 518l © LEU B 332 27.370  80.737 22.032 1.00 23.46

ATOM 5182 N GLU B 333 28.122 -82.77% 22.599 1.0C 21.24

25  ATOM 5183 CA GLU B 333 27.046 83.035 23.563 1.00 20.71

ATOM 5184 CB GLU B 333 27.355 84.274 24.426 1.00 21.87

ATOM 5185 CG GLU B 333 28.187 93.989 25.660 1.00 20.42

ATOM 5186 CD GLU B 333 28.867 85.226 26.207 1.00 20.58

. ATOM 5187 OEl GLU B 333 29.944 85.079 26.817 1.00 24.35

30 ATOM 5188 OE2 GLU B 333 28.341 86.337 26.011 1.00 21.62

ATOM 5189 C GLU B 333 25.755 83.284 22.813 1.00 19.41

ATOM 5190 © GLU B 333 24.6%1 82.822 23.208 1.00 19.72

ATOM 5191 N ALA B 334 25.860 84.024 21.707 1.00 20.30

ATOM 5192 CA ALA B 334 24.676 84.307 20.9%04 1.00 17.9%4

35 aToM 5183 CB ALA B 334 25.014 85.247 19.740 1.00 22.73




ATOVb202N ALA B 33624.10980. 13421. 7771. 00 23. 39 10ATOVb203CA ALA B MAR 2005

33623.

24. 40

33621.

22. 20

33720.

12.51

33718.
33717.

10. 75

33719.

21. 84

33816.

26. 16

33815.

24. 14

33916.

24. 35
33914.

43879. 44822, 8911. 00 22. 44 ATOMG204CB ALA 3 33624.36479. 32324. 0901. 00
ATOVG205C ALA B 33622. 13880. 12223. 3001. 00 22. 49 ATOM62060 ALA B
34879. BA7 A A51. 00 23.53 ATOV207N HI 'S B 33721. 90883-354R%e8Q91. 00
15ATOMG208CA HI'S 8 33720. 69082. 09023. 1291. 00 19. 18 ATOM6209CB HI S B
67783. 46222. 4761. 00 17.44 ATOVG210C4 H S B 33719. 68384. 41223. 0831. 00
ATOVG211CD2 HI S B 33719. 85485. 44423. 9511. 00 10. 60 ATOVG212NDL HI'S B
34384. 38022. 7991. 00 12. 23 20ATOMG213CEL HI'S B

72485. 34923. 4561. 00 11.82 ATOVB214NE2 HI S B 33718. 62686. 00924. 1621. 00

40980, 49051 8301 00 2306 AYoveo1 7N GEr ‘& Fha1 Srah 1655 5051 0o
25ATOM SFZPBCASSER B 33817 1P480. 822734 4461300 22482 APOVE2$9CB SER B -
24381. O4kndd. 684ds 00 2tv8E AOVD2200G4SER2Be338k595:3282030224. 6881.00

ATOVB221C, SER.B..33816.37581..17122 . . T 2
43780 4&%?% 7?3?[‘30%;‘L 5§%§ %E%Icwsiég P%E'é%s 1§3§“g§§ %ﬁg 1, 4551 00
ATOVER 2 4CAY PRELE 38816Y3 8483 5522057881 .700°433. U5 9RTOMB2 25 CB5?HE B

71183. 86@b9. 6554a 08 23v83 AECN5226€G9PHEOBu&BQﬁGaﬂﬂZB%oZﬁﬁbB 2501. 00

51284, 27518 011 0b 2451 15 MAR S005 W00 24805 P USH1 39540 - 155

ATOVb229CE1 PEE®SB 33%6. 548845 §68%%5. 946?20972?94@3AT@NB@30CE2 PHET3
33914.
21. 68
33915.
21. 16
34019.

31784. 612da. 76i&30@ 241.5% AEOVB231L4 0PHE0 B 333%05719284094035. 7271. 00

57987 15978 2891 00 2340 AFaVe23aN L B 91017 40980 JT619" 5861, 00

ATCNBZBBE%#PHENB 3491 #9411, 61118496117605@1:$90%WCN@QSGCBOPHE B

45279. 723p8. 396ds 00 18168 336 22.138 80.122 23.300 1.00 22.49
ATOM 5206 © ALA B 336 21.348 78.537 24.045 1.00 23.53

ATOM 5207 N  HIS B 337 21.908 81.351 22.80% 1.00 22.20

15 artoM 5208 cCA HIS B 337 20.690 82.0%0 23.129 1.00 19.18
ATOM 5209 CB HIS B 337 20.677 83.462 22.476 1.00 17.44

ATOM 5210 CG HIS B 337 19.633 84.412 23.083 1.00 12.51
ATOM 5211 CD2 HIS B 337 19.854 85.444 23.951 1.00 10.60
ATOM . 5212 NDL HIS B 337 18.343 84.38C 22.799 1.00 12.23

20 AToM 5213 CEl HIS B 337 17.724 85.349 23.456 1.00 11.82
ATOM 5214 NE2 HIS B 337 . 18.626 B84.009 24.162 1.00 10.75

ATOM 5215 T HIS B 337 19.431 81.301 22.787 1.00 23.47

ATOM 5216 O  HIS B 337 19.408 80.490 21.828 1.00 24.86

ATOM 5217 N SER B 338 18.391 B81.51l6 23.5%5 1,00 21.84

25 AroM .5218 cA SER B 338 17.124 B0.824 23.446 1.00 22.52
ATOM 5219 CB SER B 338 16.243 81.045 24.8674 1.00 21.81

ATOM 5220 OG SER B 338 15.732 82.352 24.68B9 1.00 26.16

ATOM 5221 C SER B 338 16.375 81.171 22.154 1.00 21.98

ATOM 5222 © SER B 338 15.437 80.480 21.778 1.00 20.29

30 aTroM 5223 N PHE B 339 16.800 82.215 21.455 1.00 24.14
ATOM 5$224 CA PHE B 339 16.144 82.552 20.186 1.00 23.45

ATOM 5225 CB PHE B 339 16.71%t 83.863 1%.615 1.00 23.33

ATOM 5226 CG PHE B 339 16.172 84.233 18.250 1.00 24.35

ATOM 5227 CD1 PHE B 339 17.034 84.532 17.202 1.00 24.89

35 AToM 5228 CDZ2 PHE B 339 14.812 84.276 18.013 1.00 24.61




ATOVB237CG ?HE B 34019. 86481. 00717. 7201. 00 17.61 10ATOMG238CDL PEE B

34019. 36181. 34216. 4611. 00 17.37 ATOVB239CD2 PHE B 34020. 74781. 8761883 0o
16. 89 ATOMB240CE1 PHE B 34019. 74082. 51715. 8341. 00 16.28 ATOVB241CE2 ?HE B
34021. 13183. 056LR/A801. 00 16. 48 ATOVB242CZ PHE B 34020. 62688:BIS16954661. 00
16. 07 15ATOMB243C PHE 3 34017.55278. 22219,0841. 00 24.76 ATOMG2440 PHE B
34018. 00977. 20618. 5321. 00 25. 73 ATOVB245N°ASP B 34116. 69978. 16320. 1211. 00
25.74 ATOVB246CA ASP B 34116. 25676. 87720. 6741: 06 26. 49 ATOVB247CB ASP B
34115. 38377. 06621. 9231. 00 26. 51 20ATOV6248CG ASP B .
34116. 16577. 51423. 1661. 00 27.55 ATOM62490D1 ASP B 34117. 39777.28923. 2321. 00
24.76 ATOVE250@R2u ASP:2B 341 154:58%48. 090. 24507444 068 295 1{s ATQNG251G - ASP B
34115. 51176. 037191. 6321. 00 26..3 OVB2520. ASP. B_34115..65274. 81919. 5991. 00
27.59 25ATOV525%%}GL%%é 35%51 E?%G% 693. 187 73&&682 2%‘."(32? Z\T@\%gsﬁ’m GLU B
34213. 98475. 983TM 72FBL0(-Z2 7E438E APONG2550RL B LB BIBU21S. 7200760083816, 8511. 00
28. 41 ATOVB256GEeuE sB23421 151835 4394741614041, £Q0330. 04, 1A OVbEH 7LD GLU B

34211.29677..14415 1411.00. 30..63. 30ATOV62580F1
34210. 40176.555481‘%%? 499700 33?*%4‘3 iﬁ’&vszé%éﬁg_%gsaﬂf?’mé?%’. 3a7P4.7991. 00
32. 10 ATOVE260GTY U B34 4 BE6T5405516. 8529, 00265 809 ATOVB2E10L QsU B .
e 14 oA TV o OaC Lot B o Caert g 3 e e e 0
02/ 24893 PCT/ uggﬁzgggé -%56‘% 64CB ]lj_gEﬁzB é4g?318.§%8§°75.19%i%‘.61981. 00
24.38 ATOVB265CEN ELSAR 73451 32608 A1035314.9863 1. D023, 80 ATOVERE6THL LEU B
34319. 30678002914k 448350002 3r433 ALOMD26 AGDZ: 1L B Baz  16.4651 1.00 17.37

it ST b T e AAS ) Bl e o o

34417.71073. 753T™ 7152E000-E2 7EHE8R AFONG 27 1'CA’ ARG B584418 8389720567918, 4611. 00

28. 04 ATOM 5241 CE2 PHE B 340 21.131 83.055 17.710 1.00 15.48
ATOM 5242 CZ PHE B 340 20.626 83.376 16.456 1.00 156.07

15 atoM 5243 €  PHE B 340 17.552 78.222 19.084 1.0D 24.76
ATOM 5244 © PHE B 340 18.009 77.206 18.532 1.00 25.73

ATOM 5245 N  ASP B 341 16.599 78.163 20.121 1.00 25.74

ATOM 5246 CA ASP B 341 16.256 76.877 20.674 1.00 26.49%

ATOM 5247 CB ASP B 341 15.383 77.066 21.923 1.00 25.51

20 ATOM 5248 CG ASP B 341 16.165 77.514 23.166 1.00 27.55
ATOM ~ 5249 ©OD1 ASP B 341 17.397 77.289 23.232 1.00 24.76

ATOM 5250 QD2 ASP B 341 15.535 78.090. 24.074 1.00 29.17
ATCOM 5231 € - RSP B 341 15.511 76.037 19.632 1.00 256.31

ATOM 52527 O ASP B 341 15.652 74.819 19.53% 1.00 27.59

25 ATOM 5233 N GLU B 342 34.726 76.693 18.773 1.00 28.02
ATOM 3254 CA GLU B 342 13.984 75.989 17.723 1.00 27.38

ATOM 5255 CB GLU B 342 13.200 76.983 16.851 1.00 28.41

ATOM 5256 ©G GLU B 342 11.835 76.474 16.404 1.00 30.01

ATOM 5257 €D GLU B 342 11.296 77.144 15.141 1.00 30.63

30 ATOM 5258 OEl GLU B 342 10.401 76.558 14.499 1.00 33.14
ATOM 5259 OE2 GLU B 342 11.755 78.247 14.799 1.00 32.10

ATOM 5260 C GLU B 342 14.936 75.155 16.852 1.00 26.89

ATOM 5261 © GLU B 342 14.823 54.028 16.487 1.00 27.34

ATOM 5262 N LEU B 343 16.104 75.722 16.543 1.00 26.14

35 ~ATOM 5263 CA LEU B 343 17.121 75.056 13.734 1.00 26.03




ATOMB272CB ARG 8 34418. 63972. 98719. 8731. 00 26. 77 10ATOVG273CG ARG 3
34420. 06573. 50019. 9181. 00 23. 60 ATOVE274CD ARG B 34420. 37274. 20121 1R 108p
20. 43 ATOVB275NE ARG B 34419. 65675. 46821. 3701. 00 15. 24 ATOMB276C2 ARG B
34420. 23376. 6wé6d128341. 00 14. 32 ATOVB277NHL ARG B PCT/US01/29549
34421.514766. 78421. 0111. 00 16. 66 15ATOMG278NH2 ARG B

34419. 52077. 75021. 5351. 00 13. 81 ATOVB279€°ARG B 34417.12171. 49118. 5331. 00
29. 05 ATOMB62800 ARG B 34417.41370. 34818. 8771. 00 29. 56 ATOV6281N ASP B
34515. 89171. 84718. 1771. 00 32. 04 ATOVB282CA ASP B 34514. 78070. 90518. 1591. 00
34. 68 20ATOVG283CB ASP B 34513. 52371. 63217. 6961. 00 36. 26 ATOM6284CG ASP B
34512. 25070. 8824 995%40%3%878 ATOVB28560k s ASR By 3451 %02527dy 545:8. 3461. 00
40. 08 ATOMB2860D2 ASP B 34512, 24469. 64117. 8771: 00 38. 07 ATOV6287C ASP B
34515. 11669, 77310 189F°00°34EY 2 35ATOVE 3888 ASB  #345185513 7% 8306, 0551. 00
37.90 ATOVB289AFIPRO B6846&05..80168450917.1630%. 00 . 83, 35 .ATOMG2G0ED. PRO B
34614. 56268, 11244, 9801, 0038:8% ATOV291CA RRQ-B, 34615 ;4426 70,3961 805 00
38. 95 ATOMB292CB PRO B 34615, 28766. 18517, 7961. 00_ 38. 46 30ATOM6293CG PRO B -
34614. 329. 65. 63518, 368, G0 38V 2313?3\3I'OV52§462|%RC33B76§46]16 3%8%987°0881F. 6521. 00
40. 21 ATOVB2958TPRO B634614 LES066: 211314 16980, 00 . 20, 40 .ATOVG 2966 ASN B
34713. 17167. 64245, 75bie0Q 4ha66: 4\;@1\/529?%1ASN;.;By:;@,4711727iL763§7004§51f19 7121. 00
43.83 35ATOMB298CB ASN B 34710. 81467. 11415. 3481. 00 4 18 MAR 2005 WO
02/ 24893 PCT/ USEHY 29848 “h57RATOE2000G AR 3470 J896(‘5%’5 859188 1481. 00
46.39 ATOVE300ERM ASNB 347 P0G32665. 81517.6398 17207471887 ATOMEBOEND2 ASN B
34711. 498649 BLid% 66235 00:46:93 ATAVB303C ASN 8 24712 91768, £7933,7821. 00
44.37 S5ATOVB3030 ASN B 34711, 17168. 66612, 8871. 00 45. 46 ATOV6304N VAL B
34812. 83069. 70854 0061% 0644756 ATOVE3038A YAl ‘B2 %348422%707(P 91813 1871. 00
44. 40 ATOVB306EBMVALS2BS 34813R643724 0591323 #5651, 1004643, 82370 1.00 15.24

ATOM 5276 CZ ARG B 344 20.233 76.664 21.314 1.00 14.32

ATOM 5277 NH1 ARG B 344 21.514 756.784 21.011 1.00 16.66

15 artoM 5278 NH2 ARG B 344 19.520 77.750 21.535 1.00 13.81

ATOM 5279 C ARG B 344 17.121 71.491 18.533 1.00 29.05

ATOM 5280 O ARG B 344 17.413 70.348 18.877 1.00 29.56

ATOM 5281 N  ASP B 345 15.891 71.847 18.177 1.00 32.04

ATOM 5282 CA ASP B 3435 14.780 70.%05% 18.159 1.00 34.68

20 ATOM 5283 CB ASP B 345 13.523 71.632 17.696 1.00 36.26

ATOM 5284 CG ASP B 345 12.250 70.882 17.999 1.00 36.87

ATOM 5285 ©Dl ASP B 345 11.252 71.545 18.346 1.00 40.08

ATOM 5286 0D2 ASP B 345 12.244 69.641 17.877 1:00 38.07

ATOM 5287 C ASP B 345 15.116 69.773 17.189 1.00 36.77

25 ATCM 5288 O ASP B 345 15.513 70.030 16.05% 1.00 37.90

ATOM 5289 N PRO B 346 15.001 68.509 17.630 1.00 38.35

ATOM 5290 CD PRO B 346 14.562 £8.112 18.990 1.00 38.83

ATOM 5291 CA PRO B 346 15.342 67.346 16.805 1.C0 38.95

ATOM 5292 CB PRO B 346 15.287 66,183 17,796 1.00 38.46

30 aToM 5293 CG PRO B 346 14.329. 66.639 18.836 1.00 38.21
ATOM 5294 C  PRO B 346 14.379 67.098 15.652 1.00 40.21

ATOM 5295 ©O PRO B 348 14.730 £5.413 14.696 1.00 40.40

ATOM 5296 N ASN B 347 13.171 67.642 13.751 1.00 41.66

ATOM 5297 CA ASN B 347 12.163 67.455 14.712 1.00 43.83

B 347 10.814 67.114 15.348 1.00 45.27

35 aToM 5298 CB ASN




ATOVB307CGL VAL B 34815. 10671. 86313. 3991. 00 41.21 10ATOMG308CGE2 Vg MaR 2005
34813. 14673. 41113. 2741. 00 42.08 ATOVB309C VAL B 34813.15170. 66711. 7251. 00
44.95 ATOV6310.0 VAL B 34B14.17470.04311. 4281. 00 44.90 ATOV6311N LYS B
34912. 32171. 17800¥88%1. 00 45. 79 ATOVB312CA LYS B 34912. 5547#CcD02028381. 00
46. .82 15ATOVB313CB LYS B 34911.55770. 0578. 7581. 00 48.92 ATOM6314CG LYS B
34911. 51768. 6929. 4311. 00 51.59 ATOM6315COYYS B 34912. 58767. 7578. 8851. 00
54.24 ATOVB316CE LYS B 34912. 60166. 4339. 6381. .00 56. 09 ATOVG317NZ LYS B
34913. 90565. 7189. 5071. 00 58.50 20ATOM6318C LYS B 34912. 41872. 3938. 7001. 00
46.09 ATOV63190 LYS B 34911.78173. 3149. 2271. 00 45.54 ATOVB6320N LEO B
35012. 99672. 494n:n07%,00 45. 35 ATQMD321CH LEO %s%%@l%s%%§73l 6098 {971: 00
43.22 ATOVB322CS LEO B 35013, 90073. 5825. 5351, 00 43. 49 25ATOMB323CG LEO B
35015. 22274. 336583800 42 83 ATENG324CH SREOSB 83801%.2?83714.0%@7?’0501. 00
45. 17 ATOVB325C02M EG3® 382 65122073, 783416254, 00.843. 94. ATOME326G. bEO B
35011. 50973. 87164561300 41. 98 ATOVB3270, L BY, B3%910.,¢5372..9036,,1171. 00
42.03 30ATOMG328N PRO B 35111, 12575. 0905, 7091. 00 41. 39" ATOV6329CD PRO B
35111. 94776.3075% 1073060 91. 4% RATENG330CKH PRO B8 959917975 848551451, 00
41.01 ATOVB331CGBOPROSBIGB589. YABE63 8664, 9595300640062 1ATm/53132m4PRo B
35110. 90977. 39055341500 Ad. 32 35AFOVE333LC,PRO,B 93§1g0v§ gg,zl% §cle 00
40.65 | B MAR 2005 WD 02/ 24893 PCT/ US01/ 29549 -158 ATOMb3340

3518. 47374. 5953861 6% 495 9TAIAPCME335N AsRtB 35910. d36FA. 0‘156%.425%21. 00
41. 95 ATOVE336GA0ASNSB B50d0vE4B872133161. 98816 001 433 673 AFOVEIB7GR. ASN B

35211. 62073,7260763500 45, 35, SATGNBIIBLD, ASN, B 35213, 441341210414, 1. 00

44. 84 ATOMb3390D1 ASN B 35214.00173. 6510. 78 ATOVb340ND2 ASN B
35213. 19972. 6727 4981700 44. B¥ RT&%341013AéRF BT%ééloleé?l 17882423%31. 00

44" . 56 ATOM 5310 .0 VAL B 348 14.174 70. 043 11.428 1.00 44.90
ATOM 5311 N LYS B 349 12.321 71.178 10.822 1.00 45.79

ATOM 5312 CA LYS B 349 12.554 71.042 9.388 1.00 46.82

15 atoM 5313 CB LYS B 349 11.5%7 70.057 8.758 1.00 48.92

ATOM 5314 CG LYS B 349 11.517 68.692 9.43%1 1.00 51.59

ATOM 5315 CD LYS B 349 12.587 67.757 8.8835 1.00 54.24

ATOM 5316 CE LYS B 349 12.601 66.433  9.638 1.00 56.09

ATOM 5317 NZ LYS B 349 13.90% 65.718 9.507 1.00 58.50

20  mTOM 5318 C  LYS B 349 12.418 72.383  8.700 1.00 46.09

ATOM 5319 O LYS B 349 11.781 73.314 9.227 1.00 45.54

ATOM 5320 N  LEU B 330 " 12.996 72.494  7.507 1.00 45.35

ATOM 5321 ©A LEU B 350 12.928 73.709 6.707 1.00 43.22

ATOM 5322 CB LEU B 350 13.900 73.582 5.535 1.00 43.49

25 ATOM 3323 CG LEU B 350 15.222 74.336 5.638 1.00 44.81

ATOM 5324 CD1 LEU B 350 15.783 74.263  7.050 1.00 45.17

ATOM 5325 CD2 LEU B 350 16.220 73.783  4.625 1.00 43.94

ATOM 5326 C LEU B 350 11.509 73.871 6.156 1.00 41.98

ATOM 5327 O LEU B 350 10.753 72.903 6.117 1.00 42.03

30 AroM S328 N PRO B 351 11.125 75.090 5.709 1.00 41.39

ATOM 5329 CD PRO B 351 11.947 76.307. 5.710 1.00 41.42

ATOM 5330 CA PRO B 351 9.792 75.345 5.145 1.00 41.01

ATOM 5331 CB PRO B 351 9.748 76.866 4.959 1.00 40.02

ATOM 5332 CG PRO B 351 10.909 77.39¢ 5.734 1.00 41.12

35 aATOM 5333 C PRO B 351 9.584 74.634 3.802 1.00 40.65




ATOV63420 ASN B 35210. 55071. 0241. 2551. 00 44. 91 10ATOV6343N GLY B 1§ MAR 2005
35310. 47571. 3823. 4921. 00 45.59 ATOVG344CA GLY B 35310. 43069. 9623. 8391. 00
45.61 ATOMB345C GLY B 35311. 78569, 3344. 1081. 00 45. 64 ATOMG3460 GLY B

35311. 89068. dGPkh3881. 00 45.91 ATOMB347N ARC B 35412. 818696%@3% é%q;. 00

45. 87 15ATOVG348CA ARG B 35414. 16869.-3203. 6071. 00 46.82 AT JEE A

35415. 11670. 0222. 6421. 00 48. 66 ATOVG350Q68ARG B 35415. 87969. 0681. 7391. 00
51.69 ATOMB351CD ARG B 35416. 78969. 8260. 7821. 00 54. 15 ATOVB352NE ARG B
35416. 02370, 611- 0. 1661. 00 55. 74 20ATOM6353CZ ARG B

35416. 47170. 956- 1. 4021. 00 56. 23 ATOVB354NH1 ARG B 35417.69070. 599- 1. 8061. 00
55.16 ATOVB353NH2 Ag,? B 35415. 69371. 668-2. 2101. 00 56, 28 ATOW 5356C ARG 3
35414. 67769. 4905 036 00° 457855 AFOVE3578 ARG B 382143135870.-83%4%: 8241. 00
46.19 25ATOVB3BON ASRSB 855481 76868. 7908..86417005d4. 32SATAVBBEACA ASP B
35516. 36968. 83264 68%60%A43A3%58%E9V53601G854%5P75a§§517 9%§6q703%éD g8961. 00
43.57 ATOVMB361CG ASP B 35516. 79166. 3396. 9301. 00 44. 36 ATOVE3620D1 ASP B
35517. 54565. 3838 667°C 00 243> BUE 30ATOVG 363012 ASB2B 38576, 584663167, 2291. 00 -
46. 22 ATOVB364CMSPsB835%1 7asi1 87621886, 182044 003.417 991 ATOVE366Q4 AP B :
35517. 51070..8Q88 82d3L40Q,:41x 385 AEGMB366N JHR By %@?170 3:%67‘1 %\gg £571.00
39..66 ATOVB367CA THR B 35618. 10071. 8118.2911. 00 36. 95 35AT 58CB THR B
35618. 01672. 2339" 7624200036 235 152 VAR ?@OSQS\AD7%27%48§3‘9?>C'F/ Riséi/ 89549 - 159
ATOVB3690GL THR®B 35818.0489%N. 20620. 6150. 60 35..158 ATOWE3 700G 4THR B

35616. 62672. 62040. 293%% QD 34598 ATOM 534165,THR B, 35619594371, 3434 9301. 00
35.17 ATOVR3720 THR B 35620. 01270. 4188. 0581. 00 34. 12 SATOVB373N PRO B
135720. 27272. 578 48#300" 345M03 AFENE374CD PRO B385719.478873°994537593041. 00
33. 98 ATOVB375GM PRO:B 357 24.¥68032. 425701811, 60982, 20.6ATO8Y 6EB:1PRO B

35722. 11573. 8458 72850Q. 34;:845 155 11.785 69.334  4.108 1.00 45.64
ATOM 5345 O GLY B 353 11.890 68.383  4.888 1.00 45.91

ATOM 5347 N ARG B 354 12.818 69.845 3.450 1.00 45.87

IS5 ATOM - 5348 CA ARG B 354 14.168 639.320 3.607 1.00 45.82
ATOM 5349 CB ARG B 354 15.118 70.022 2.642 1.00 48.66

ATOM 5350 CG ‘ARG B 354 15.879 69.068 1.73% 1.00 51.69

ATOM 5351 CD ARG B 334 16.769 69.826 0.782 1.00 54.15

ATOM 5352 NE ARG B 354 16.023 70,611 ~0.1B8 1.G0 55.74

20 aTom 5353 CZ ARG B 354 16.471 70.9%6 -1.402 1.00 56.23
ATOM 5354 NHI ARG B 354 . 17.690 70.599 -1.B06 1.00 55.16

ATOM 5355 NH2 ARG B 354 15.693 71.668 -2.210 1.00 56.28

ATOM "5356 C. ARG B 354 14.677 69.490 5.036 1.00 45.85

ATOM 5357 ©O ARG B 354 14.109 70.244 5.824 1.00 46.19

25 aToM 5358 N ASP B 355 15.763 &B.790 5.334 1.00 44.35
ATOM 5359 CA ASP B 355 16.369 68.872 6.680 1.00 43.25

ATOM 5360 CB ASP B 355 17.386 67.737 6.896 1.00 43.57

ATOM 5361 CG ASP B 355 =~ 16.791 66.339 6.930 1.00 44.36

ATOM 5362 OD1 ASP B 355 17.545 65.382 6.667 1.00 43.84

30 AToM 3363 OD2 ASP B 355 15.584 66.196 7.229 1.00 46.22
ATOM 5364 C  ASP B 355 17.118 70.188  6.820 1.00 41.99

ATOM 5365 O ASP B 355 17.510 70.808 5.821 1.00 41.58

ATOM 5366 N THR B 336 17.354 70.595 8.057 1.00 39.B6

ATOM 3367 CA THR B 356 18.100 71.811 B.291 1.00 36.95

35 ATOM 5368 CB THR B 358 18.016 72.233  9.762 1.00 36.53



ATOVB377CG PRO B 35721. 05774. 7557. 2561. 00 34. 63 10ATOM6378C PRO B
35722. 49671. 9378. 3311. 00 35.29 ATOV63790 PRO B 35721.93971. 55809: 37%#3@@2%5
35. 46 ATOVG38ON ALA B 35823.81271. 9578. 1991. 00 34. 83 ATOVB381CA ALA

35824. 70771. 52De2ai. 00 35. 70 ATOVB382CB ALA B 35826. 1177 hc3A%ByHidl. 00
35. 68 15ATOMG383C ALA B 35824. 72872. 50110, 4371. 00 36. 22 ATOVB3840 ALA B
35824. 97973. 70210. 2851. 00 37. 18 ATOVE385MNTEU B 35924. 50571. 94511. 6121. 00
34.98 ATOMB386CA LEU B 35924. 52672.66212. 8861. 00 35.55 ATOVG387CB LEU B
35923. 13573. 17113. 2981. 00 34. 14 20ATOVB388CG LEU B

35922. 24573. 72812. 1751. 00 35. 54 ATOMB389CD1 LEU B 35920. 77573. 62912. 5591. 00
3556 ATOVG390GHY: LEUIS3 3692364 %25, 16943, £521:100335, 80, ATOMRIGLC; LEY B
35925.02471.67§%ﬁ39é%%: g 8 A; 3920 LEO. B 35924.87870. 45913.7191. 00
39. 28 25ATOMB3 B 3548 6&§ 15118 041 208 R35 %7 40 ATEONB3Y%CA 2HE B
36026. 14071. 24416 078r10F 341HR0B ATONVG3953ER PHE 1B 86025 910170020216, 5081. 00
29. 33 AT%396@@OEHE5£$23@023PH§895@56661@04&51 R0.A8. 3o ATORROICRL PRE B
36022.75269..92515. 69§ 400 23, 97 30ATOVG

36023, 27571°8474 7 0051 06" 2&*@33&?bw539§&éfzpdﬁ §”%6db18ﬁ467@ 3¥51%5. 5791. oo
21.97 ATOVBA00GEX PHETB 360 ERCOBIFR. 27716, B96173085322.1810ATOMBAN.EZ PRE B

36021. 05171 52546 1804300522155 ATOVGA03C. JGE 3, 38027, 43770, 55156381, 00
33. 93 35ATOWB4030 PHE B 36028. 00769. 74916. 3711. 00 33. 1 MAR 2005 WO

02/ 24893 PCTI USST! 20348 “F60 RTONBA04 NZASN’B B61Y7. ébé#b bfﬁﬁ% -£471. 00
34. 31 ATOVBA05 AT ASNB 361 2%0183%0. 39923, B58174005534.7365 ATOMBA06 €8 ASN B

36129. 057700666234 349:L50Q 362658 61%4032%5'551@ 537 8 331 1.00 35.28
36129. 83769. 677, %1 g%%% 00 40.02 5ATOMB408 OD1 A
1

36129. 92268. 48517 00 402 ATOVB408 ™ NS AénFﬁ %5371 100 35,46
36130. 41470. 17104 4028000 4RI84 ATOVEA103 GLASN1B36130: 8307.0015414. 4581. 00

33. 34 ATOVb411 A@cMASN B1 3633 131D 835 430134 AH441.Q0s31. 31,51 1 00 35.70

ATOM 5382 CB ALA 8 358 26.117 71.327 8.712 1.00 35.68
15 aTtoM S383 ¢ ALA B 358 24.728° 72,501 10.437 1.00 35.22
ATOM 5384 O ALA B 358 24.379 73.702 10.285 1.00 37.18
ATOM 5385 N LEU B 359 24.505 71.945 11.612 1.00 34.93
ATOM 5386 CA LEU B 359 24526 72.662 12.886 1.00 35.55
ATOM 5387 CB LEU B 359 23.135 73.171 13.283 1.00 34.14
20 ATOM 5338 CG LEU B 359 22.245 73.728 12.175 1.00 35.54
ATOM 5389 CDl LED B 359 20.775 73.629 12.559 1.00 35.56
ATOM 5390 D2 LEU B 359 22.617 75.163 11.852 1.00 35.80
ATOM 5391 C LEU B 359 25.024 71.670 13.922 1.00 36.61
ATOM 5392 O LEU B 359 24.878 70.45% 13.71% 1.00 39.24
25 aTOM 5333 N PHE B 360 25:618 72.151 15.014 1.00 35.74
ATOM 5394 CA PHE B 360 26.140 71.244 16.070 1.00 34.1C
ATOM 5395 CB FPHE B 360 25.101 70.202 16.508 1.00 29.33
ATOM 5396 CG PHE B 360 23.680 70.666 16.405 1.00 26.36
ATCM 5397 CDl PHE B 360 22.752 69.925 15.695 1.00 23.97
30 aATOM 5398 (D2 PHE B 360 23.275 71.847 17.005 1.00 24.93
ATOM 5399 CEl PHE B 360 '21.446 70.351 15.579 1.00 21.97
ATOM 5400 CE2 PHE B 360 21.969 72.277 16.896 1.00 22.81
ATOM 5401 Cz PHE B 360 21.051 71.525 16.180 1.00 22.58
ATOM 5402 C PHE B 360 27.437 70.555 15.638 1.00 33.93
35 ATOM ' 5403 O  PHE B 360 28.007 €9.749 16.37%i 1.00 33.19




ATOW412, N ?HE B 36230. 19671. 52115. 7431. 00 31. 80 10ATOWb413 CA PEE

36231.

26. 16

36228.
36230.
36227.
36229.

21.78

36232.
36333.

30. 32

36337.
36335.

36335. 68172. 36218. 0341, 0Q 30, 21 A cw54zg '8 Tg q33;329773 35718, 6431 00
28. 68 ATOVB430~NMTHR ‘B’ 35538574174 68718° 3361500 ATOVBA33° A THR B
36437. 682725 0581CM9. 4384 . 001 33N (B2 3ATOVGA 32 9B ?BRSB 11.828 1.00 40.13
2043 23470 S5l S0 D0 BATIBIBS, AT . 30 .0
36439. 49471. 16850 9§§%°06 3397 A%cw543§°g§%H£1éﬁéeiés?%be%ﬁ?lﬁkfé.9421.00
34. 09 ATOVBA36ATPMTHRA4BL 36439SY 5779 9451615781 700:385.1927 ATOMBA3TL N1 GLN B
36538. 03274. 35845 9161, 0Q 3%ﬂ§4§3@ATCW5§§§9§A7§QH1515'M3 1.00
36538. 68272 57818. 4681, 00 31. 88 MAR 2005 VO 02/ 24893 PETLUSO. [/ 29549
-161 ATOVBA39 &BMa N* %336%3§“§§3%§33691%1fi©1 6033, 46- ﬂ#tm%ﬁﬁo”té GLN B
36539. 72376. 65818, 36@14 0080.P97 SATENG4413CHSGLN2 B60 17.885 1.00 26.16
36541. 06977. 252K 73415 0030..44 ATEVBA42,0k1 GEN B3 17.848 1.00 22.34
36541. 16678. 439, 17. 0281. 0031, 75 HATOMB443 NE2 GIN'B _ ’s
36542. 11276. 43858 7261% 065 284 *attMb4447E 24 N'B -918 1.00 22.56
36537. 59176. 62FLS. 3GG17 062D 280 BATEVB44530 G N7B. 081 17.724 1.00 22.48
36537. 726775 748458 84415 0080 .036 sATEIVDA462 N6t U7B 496 17.867 1.00 22.49
36636. 48676. 20517 7721, 0026. 33 .
Cz2 PHE B 362 29.118 76.099 17.673 1.00 19.68
ATOM 5420 €2 PHBE B 362 27.775 75.807 17.744 1.00 21.78
ATOM 5421 C PHE B 362 32.537 71.5%1 1s.625 1.00 27.92
ATOM 5422 0 PHE B 362 32.612 70.376 16.705 1.00 29.45‘
20 ATOoM 5423 N THR B 363 33.601 72.388 16.658 1.00 29.26
ATOM 5424 CA THR B 363 34.954 71.859 16.783 1.00 30.32
ATOM 5425 CB THR B 363 35.778 72.29% 15.%82 1.00 29.40
ATOM 5426 OGl THR B 363. 37.077 71.7%4 15.666 1.00 32.75
ATOM 5427 £G2 THR B 363 35,928 73.795 15.485 1.00 29.08
25  artoMm 5428 C THR B 363 35.681 72.362 18.034 1.00 30.21
ATCM - . 5429 O TYR B 363 35,297 73.357 1B.643 1.00 28.68
ATOM 5430 N THR B 354 36.794 71.687 18.336 1.00 32.03
ATOM 5431 CA THR B 364 37.682 72,050, 19.433 1.00 33.902
ATCOM 5432 CB THR B 364 38.534 70.857 19.B66 1.00 30.93
30 arom 5433 OGL THR B 364 37.735 69.764 20.246 1.00 30.53
ATOM 5434 CGZ THR B 364 39,494 il.lGG 20.993 1.00 33.47
ATOM 5435 ( THR B 364 38.596 73.166 18.9%42 1.00 34.09
ATOM 54386 O THER B 364 39.757 72.945 18.578 1.00 35.982
ATOM 5437 N GLN B 3865 38.032 74.353 18.916 1.00 33.64
35 ATOM 5439 CA GLN B 365 38.682 " 75.578 18.468 1.00 31.88

19672. 28916. 4961. 00 28. 71 ATOVB414 CB PRE B 36230. 65372. 66017 Ed@&zﬁﬁ
ATOVB415 CG PHE B 36229. 64073. 76317. 8481. 00 22. 34 ATOMB416 CD1 PRE B
29073. 7,9181. 00 22.56 ATOVB417 CD2 PHE B -
04275.3%JO f%%ﬁl 00 22.48 15ATOMBA18 CE1 PRE B PCT/USON29549

35674. 49617. 8671. 00 22. 49 ATOMB419l6672 PRE B

11876. 09917. 6731. 00 19. 68 ATOMB420 CZ PRE B 36227. 77575. 80717. 7441. 00
ATOMB421 C PRE B 36232.53771.59116. 6251. 00 27.92 ATOVB422 0 PRE B
61270. 37616. 7051. 00 29. 45 20ATOM6423 N THR B

60172. 38916, 6581, 0 ATOMGA42 T 34 95471 85916. 7831. 00
ATCN54ZSRé§ ﬁ%%% %esgﬁggﬁé . 296 %%Aﬁz?ﬁﬁg' tﬁé4§% &Gl THR B
07771. 75810%, 66825 0GA32SYH ATOVE427% Q62 TPRM 13858 1.00 34.35 :
92873. 795w 48R350@52%:0& 26ATOVD428sE Fﬁ%d@ 12.340 1.00°



. ATOVb447 CA GLU B 36635. 30677. 02617. 6141. 0026. 16 10ATOMb440 CB GLU 8

36634. 36376. 31316. 6361. 0024. 51 ATOWb449. CG GLU B 18 MAR 2005
36633. 27277.17916. 0261. 0022. 75 ATOW450 CD GLU B
36632. 24976. 3881&22621. 0020. 29 ATOW451 CE1 GLU B PCT/US01/29549

36631. 13076. 85115. 0571. 0021. 44 ATOVb452 2 GLU B
36632. 56475. 21514. 8801. 0021. 96 15ATOVbB45 G.U B
36634. 60277. 19518. 9691. 0026. 22 ATOW454 0 GLU B
36633. 84278. 13719. 1721. 0026. 02 ATOVWb455 N LEU B
36734. 85776. 25719. 8841. 0027. 86 ATOW456 CA LEU B

36734.25176. 26924y 2144350028. 4 AREHDASTY 3@31.9'55955359 17.1139

1.00 32.40
36733. 83974. 84021 6311 0026. 52 20ATOMB458 OG LEU B
36732. 72774. 155328" 818*°0d%4. Y ATOVB459 “SOE LES B> 16-360 1.00 30.97
36732. 72672. 654294 075410023, ¥ AFEM6460 {COBILED. B2 15.737 1.00 30.44
gg;gé ggs;g gg%éﬁ: 13%20%‘3 c%g %g%jg% 4§ llsgD‘rg.mg ,17.028  1.00 31.75
36734. 7987710 43 NZsgR- 98 16.726 1.00 30.94
36836. 48476. 94 B2 90BM10029. &4 MFENGA64 3THISERSB527 18.360 . 1.00 29.09
36837. 56577. 40333 778450031, 3R ATONGAE5 2689 Bran 20,341 1.00 30,39
36838.84377.63121&97‘%60032 29 A$%%E466 g@ RB .
36838. 69578. 71921 0731°0035.87 A 467°C'SER 8- 17.772  1.00 26.33
36837. 26078. 613231 675K 70032. B2 BOATOVG4B8- B6SER. @6 17.611 1.00 26.16
36837. 8227807233y 774dks00%4. 50 ATOVBACO W BR 8 213 16,635 1.00 24.52
36936. 41879. 53123 2191 0031. 73 AJOMB470 CA SER B
36936. 10780. 72934 008%°00%50. B4 EaTe\B471 28 SER RIS 16-026 1.00 22.75
36935. 44681, 808231 14900027, B8 ATENEA72 3DRISEREBISE 15.262  1.00 20.28 |

36934. 05581. 58326y 0144k 0026. H2 334 OVBA£3 1GoSER. &) 00
36935. 26680. 42725 2521, 003 MAR 2005 WO, 072/ 24893 PCT/USC&/29549 162

O a0 SER BT eae20 88T S 5a% hor 60 35 05 R onEata heR
37034. 632793256284 26BB30F 30GLEE ATOVB476CA0ASN7BL93703396P8878082326. 3771. 00

29.03 ATOVBA77GBoASNs B 43710321537 3% 707. 26.545355004730,595, 5ATQYBAT 386G ASN 6

37031. 88279. 69 §%¥ 0%7 %i% %CNB47§§Q% A 15 3703%316880 62328. 1971. 00
30. 56 ATOMG480 B 37035 11478, 638 ?8 {0 3074 ATtﬁB4§l& ASN 8
37033. 38577. 352TP6. 220%. 08 2BV B 387 -251 £269  21.217 1.
ATOM 5457 CB LEU B 367 33.839 74.840 21.631 1.00 26.52
20 aTOM ™ 5458 CG LSU B 367 32.727 74.155 20.818 1.00 24.71
ATOM 5439 D1 LEU B 367 32.726 72.654 21.075 1.00 23.77
ATOM 5460 CD2 LEU B 387 31.362 74.745 21.135 1.00 24.85
ATOM 5461 C LEU B 367 35.209 76.829 22.272 1.00 29.25
" ATOM 5462 O LEU B 387 34.798 77.109 23.393 1.00 28.89
25 ATOM 5463 N SER B 368 36.484 76.%41 21.906 1.00 29.41
. ATOM 5464 CA SER B 368 37.565 77.401 22.778 -1.00 31.33
ATOM 5485 CB SER B 368 38.843 77.631 21.871 1.00 32.29
ATOM 5466 OGC SER B 368 38.635 78.719 21.073 1.00 35.87
ATOM 5467 C _ SER B 368 37.260 78.613 23.675 1.00 32.52
30 artom 5468 O SER B 368 37.822 78.722.24.774 1.00 34.50
ATOM 5469 N SER B 369 36.418 79.531 23.219 1.00 31.73
ATOM 5470 CA SER B 369 36.107 80.729 24.006 1.00 30.54
ATOM 5471 CB SER B 369 35.446 91,806 23.140 1.00 27.93
ATOM 5472 OG SER B 369 34.055 81.585 23.014 1.00 26.02
35 aToM 5473 ¢ SER B 369 35.266 80.427 25.252 1.00 31.02




ATOVBA4820 ASN B 37032..22577. 05025. 9691. 00 29. 86 10ATOMB483N PRO 8
37134. 34776. 41926. 3521. 00 25.41 ATOVB4B4CD PRO B 37135. 76576. 70226, g@f@u&o
25. 72 ATOMBA85CA PRO B 37134. 11674. 96926. 2031. 00 26. 79 ATOVBA86CB IB

37135. 32274. 3Gb36:28081. 00 26. 64 ATOVB487CG PRO B 37136. 4107&:3a826:6301. 00
26. 89 15ATOMB488C PRO. B 37132. 79074. 42326. 7761. 00 28. 36 ATOVH4890 PRO B
37132. 10073. 65826. 1001. 00 -29. 50 ATOVB490MNPRO B 37232. 41974. 75828. 0311. 00
29. 03 ATOVB491CD PRO B 37233. 17875. 60928. 9651. 00 29. 71 ATOMB492CA PRO B
37231. 18074. 24928. 6381. 00 29. 24 20ATOMB493Ca PRO B

37231. 15874. 67030. 0421. 00 29.18. ATOVB494CG PRO 8 37232. 15475. 98030. 0021. 00
31. 38 ATOMVB495 7229. 9127 527.8641. 00 26.57 ATOM64960 PRO B
37228. 87673. 97%55801%5)’ (23’ 99%%% iﬁ%vmg? %eU B 393286 47875 6702720421, 00
28. 85 25ATOMB4SSTA LECS BN37328.579876. 08 2RE:327670.- 075 285.285 ATONMG4090B LEU B

37329. 05577, 37326 48kis 00526,8% ATOVES00OG &b EG B 27 328,99218,081 20, 2721. 00
29. 03 ATOMVMB501CD1 LEU_B 37329.17079. 89125. 3761. 00 4 ATOMB502CD2 LEU B

37327.57778. 78¥"%%6. 9391. 68 29" 15 50ATOMBEOEE LEY ‘?57 (32458 00036 53
37328. 26674595 EB. 3418 062 A50S ATOVB5040. 88EU B 876277 11674, @862459561. 00

27. 47 ATOVGS0SRholl A 737439.409%73:94625916L). U 27, Ty ATVGSOOCA S ALA B
37428. 73172. 77424. 3671 00 52. ATOMB507CB ALA B 37429.91271. 82824 2381. 00

28. 86 35ATOMB5OBY ACA®H §%2"*?N5926’7°z 029329361 %06°%R02%87% 8- WnE2 2805 WO
02/ 24893 PCT/ USOM 29849 <163SIWEOVB5090 AB/AIB 37428 SOGZ10 3532424901, 00

30,95 ATOVBSIONGIHR 53,87527.,2(%73,443262531. 08 3, 43 ATOVESHICA IR B
37526. 13371.45426. 8681, 00 31. 02 ATOMB512CB THR B 37526. 13071. 567. 28. 4061. 00

31. 88 SATOVB513T¥ TR BY37238 B1352. 901858%820F: 6 335612 ATAEBI4 102 THR B
37527. 28370. 864T%. 07984 00D3CR8A ATOVE515E TRER B . 375246.80971. @332622881. 00

29.69 ATOVBS16Rr0lHR 329 7223.,83%7 47118526 3234%. 0Q 28 64 203 1.00 26.79

ATOM 5486 CB PRO B 371 35.322 74.361 26.903 1.00 26.64
ATOM 5487 CG PRO B 371 ©36.410 75.338 26.630 1.00 26.89
15 arom 5488 C  PRC B 371 32.790 74.423 26.776 1.00 28.35
ATOM  548% © PRO B 371 32.100 73.658 26.100 1.00 29.50
ATOM 5490 N  PRC B 372 32.419 74.758 28.031 1.00 29.03
ATOM 5491 CD PRO B 372 33.179 75.609 28.965 1.00 25.71
ATOM 5432 CA PRO 8 372 31.180 74.249 28.638 1.00 29.24
20 aTOM 5493 €3 PRO B 372 -31.158 74.870 30.042 1.00 29.18.
ATOM 5434 CG PRO B 372 32.154 75.980 30.002 1.00 31.38
ATOM 5495 C  PRO B 372 29.912 74.625 27.864 1.00 28.57
ATOM 5496 O PRO B 372 29.876 73.977 28.015 1.00 29.72
ATOM 5497 N  LEU B 373 29.978 75.670 27.042 1.00 28.8B5
25 ATOM 5498 CA LEU B 373 28.7%8 76.087 26.276 1.00 28.73
ATOM 5499 C€B LEU B 373 29.055 77.373 25.481 1.00 28.B3
ATOM S5S500 CG LEO B 373 28.932 78.681 26.272 1.00 29.03
ATOM 5501 CD1 LEU B 373 29.170 79.89% 25.376 1.00 27.s64
ATOM 5502 CD2 LEU B 373 27.377 78.781 .26.959 1.00 29.15
30 aTtoM /5503 ¢ LEU B 373 '28.266 74.957 25.387 1.00 27.06
ATOM 5504 O LEU B 373 - 27.118 74.986 24.956 1.00 27.47
ATOM 5505 N ALA B 374 29.099 73.946 25.161 1.00 27.71
ATOM 5506 CA ALA B 374 28.731 72,774 24.367 1.00 29.52
ATOM 5507 CB ALA B 374 29.912 71.8289 24.238 1.00 28.86
35 ATOM 5508 C RLA B 374 27.520 72.029 24.336 1.00 30.78




ATOVB517N | LE B 37624, 78073. 17725. 8461. 00 30. 31 10ATOMB518CA | LE g 0
37623. 57773. 75425. 2541. 00 30. 34 ATOMB519CB | LE B 37623. 42775. 236. 24 B4t
31. 90 ATOMB520C® | LE B 37622. 13075. 81125. 0931. 00 33.49 ATOVb521CGL | LE B
37623. 49475. 4880321661. 00 33. 13 ATOVE522CD1 | LE B 37623. 394¢f/186523496031. 00
30. 17 15ATOMB523C | LE B 37623. 64873. 67223, 7201. 00 29. 48 ATOV65240 | LE B
376.22. 70673. 23123. 0631. 00 28. 38 ATOVB52EN-LEO B 37724.78074. 12323. 1821. 00
29. 90 ATOVB5266CA LEO B 37725. 05774. 16321. 7461. 00 29. 31 ATOV527CB LEO B
37726.47374. 66721. 5091. 00 27.56 20ATOMG528CG LEO B

37726. 72976. 10521. 9531. 00 25.82 ATOMB529CD1 LEO B 37728. 18576. 48321. 7391. 00
24.88 ATOMB530GRR, LEQ,B 37725, %9977 0612}. 225,09 ,25,, 7;90AT%5$6L§ LEO B
37724. 83872, 82821, 0541- 00 29 70 ATOVB533.0 LEO B 37724 19272 77620. 0191. 00
30. 42 25ATOVBS3SN | LB1B 378 58R F6377. 75431. 64317200 33(R5785ATONES34CA | LE

B- 37825. 211' 70 A4d82155097 tA0Ga8(%: 505 ATOVBS3SEB 7LL&4B 25.868 1.00 31.02 -

37826. 55969. 6692 07%170(3 3Q4R% ATOVE5360G2, | LE 57372%2@06409%0%% 0. 4281. 00
30. 35 ATOMB537CGL | LE B 37827.60770.51120.3231. 00 28.02. 30A 8CD1 | LE
B 37829. 01689. 47420. ¥#161 °6b ™% 08" ATOVE589¢° | 'E B53728282% 7869, 8D921. 8821. 00
32.15 ATOVB5406T0M E B187822. 149 6879982229081, 00.83. 568 . ATOVESH1Ab RRO 3
37922. 90869. 5982Jy 4181: 0@ 32,79 ATOMB542C0PRO, B, 37922, 41334%% %;%g 2151 00
34. 93 35ATOMB543CA PRO B 37921.81968. 87522.0841. 00 33.56 1 05

02/ 24893 PCTI U 29546 216 FATFORE544CBZPRA° B '37°850. 8389, D 14239 ?441.00

33. 64 ATOVB545G@WPRGSB7 3792124 276% 63319: 9221.700.134. 898 ATOVERAE6LC 3PRO B
37922. 05367736922 1261, 0Q,33,49 ATOVB5470 PRO.B. %792% 9856 “Cé} 3851. 00
34. 07 SATOVB549N PRO B 38021 32886 65923 0201. 00 33.74°A 43¢3°PRO B
38020. 33367. 233%%! 9591° 06534186 ATOVB558CA2PRO 36 25- 645 1.00 31.30

38021. 45865. 19728 19620 0083182 ATOVB552C3 3PRAsB3139020080064085024. 1391. 00

33.23 ATOM 5521 CGl ILE B 376 23.434 75.418 27.166 1.00 33.13
ATOM 3522 CD1 ILE B 376 23.3%34 76.B65 27.603 1.00 30.17
15 aTom 5323 ¢ ILE B 376 23.648 73.672 23.720 1.00 29.48
ATOM 5524 © ILE B 378 22,706 73.231 23.063 1.00 28.38
ATOM 5525 N LEU B 377 24.780 74.123 23.182 1.00 25.30
ATOM 5526 CA LEU B 377 25.057 74.163 21.746 1.00 23.31
ATOM 5327 CB LEU B 377 26.473 74.657 21.509 1.00 27.56
20 nmvom 5528 CG LEU B 377 26.729 76.105 21.953 1.00 25.82
'ATOM 5329 ¢D1 LEU B 377 . 28.185 76.483 21.739 1.00 24.88
ATOM 5530 CD2 LEU B 377  25.799 77.061 21.225 1.00 25.71
ATOM 5531 C LEU B 377 24.838 72.828 21.054 1.00 29.70
ATOM 5532 .0 LEU B 377 24.192 72.776 20.01l9 1.00 30.42
25 ATOM 5533 N ILE B 378 25.363 71.754 21.643 1.00 30.75
ATOM 5334 CA ILE B 378 25.211 70.413 21.0%7 1.00 30.50
ATOM 5535 CB ILE B 378 26.559 69.669 21.074 1.00 30.22
ATOM 5336 CG2 ILE B 378 26.400 6B.295 20.428 1.00 30.35
ATOM 5537 CGl ILE B 378 27.607 70.511 206.323 1.00 28.02
30 arom 5538 cCD1 TLE B 378 29.016 69.974 20.416 1.00 27.08
ATOM 5539 C ILE B 378 24.173 69.605 21.882 1.00 32.15
ATOM 5540 O ILE B 378 24.491 68.998 22.905 1.00 33.58
ATOM . 5541 N PRO B 379 22.908° §9.593 21.418 1.00 32.79
ATOM -5542 CD PRO B 379 22.434 70.307 20.215 1.00 34.93
35 aToM 5543 CA PRO B 379 21.819 68.875 22,084 1.00 33.586




ATOVB552CG PRO B 38020. 07266. 10024. 9171. 00 34. 15 10ATOMG553C PRO B

38021. 33864. 40521. 8901. 00 33.59 ATOVE5540 PRO B 38022. 15363. 52921 . 611781 MaRH2005
33.92 ATOVB555N HI' S 3 38120. 32064. 71321. 0961. 00 35.19 ATOVB556CA HI S 3
38120. 08164. 0g3k928351. 00 37.19 ATOMB557CB HI'S 3 38118. 759?%3@%@&%85;01'00
38.15 15ATOMB558CG HI S B 39118. 81265. 87418. 6041. 00 38.93 A HSB
38118. 39267.-07019. 0771. 00 39. 05 ATOVB560NBL- HI' S B 36119. 34166. 12917. 3531. 00
39. 55 ATOVB561CEL HI'S 3 38119. 24667. 42017. 0841. 00 38. 69 ATOVB562NE2 HI S B
381118. 67368. 01318. 1151. 00 38.31 20ATOVE563C HI' S B
38121.22164. 21518. 8171. 00 39. 12 ATOMB5640 HI S B 38121. 35763. 42717. 8761. 00
39. 80 ATOVB565N ALA B 38222.01365. 27319. 0021. 00 40. 26 ATOVB566CA ALA B -
38223. 11965. 5941%! 101 *00-*4 1FR508 ATOMB56 78BS ML ASB 238223, 214256172 00 FA1 74 8661. 00
40. 37 25ATOVB568@ ALFS5iB 382 2¢rAT3IH5. 09318..5961696342.18%2ATAVEH68. 69 ALA B :
38225. 48565. 30 9351,..0Q. 41,90 570 832 521.00
43. 81 ATCNBS?l%%ﬂ%RdE%633%25P%% A‘EQMSO20"%@?5 gb% 2 %5%%%cé5§3%%3 %RG B
38325. 71163. 94833 831700 447792 FGATOVE5A3ERS ARGSS¢ - 21-385 1.00 34.07

38325. 911655324@2«44&ﬂ300¢42@608Aﬁ@NBS?4ﬁIBﬁF&£BsBBBZS(ﬁ2965082ﬂ2349371 00

41.32 ATOVB575NE,A 438325,.02 58624,3761
38324.25966.72025.2%%%.o§§§8f%7g§$%w557 % R%?é%gsggiégC%EQZggzb 2501 00
37.27 35ATOVB5TERID FRG B238%938 A4967. 9025357595 160 36:5F 1S OMAR-5B05 WO
02/ 24893 PCT/ US@it 29549 -cB65:ATOMB579C ARG:R 3813260 06262553338.38894L. 00

48. 67 ATOVB530Q.ARG R:38325. 15061,,44519. 0 21 5 | B
38427. 35562, 22319, 6711.00 51.03 ATOVE582 §%LEQE4§%42%é§ggg0§é%%:kg.2051.00
52. 96 SATOVB583ER! | LTF°B 38428°09(F84%. 013123 31#815008052 227G 0ATORS 584832 | LE B
38429. 15759. 6581k 496540 520245 ATOM 5585CGEE | §EsB 21.517 1.00 33.92

38428. 56362. 05914, 086100, 51,93, ATOVE586GDL | LE, B, 38429,,49263 25317 068L. 00

51.77

ATOM 5556 CA HIS 8 381 20.091 64.027 19.825 '1.00 37.19
ATOM 5357 CB 4IS B 3Bl 18.759 64.499 19.210 1.00 3B.15
15 ATOM 5558 CG HIS B 381 18.812 §5.874 18.504 1.00 3B.93
ATOM 5553 CD2 HIS B 381 18.332 67.070 19.077 1.00 35.05
ATOM 5560 NDL HIS B 381 19.341 66.129 17.353 1.00 39.55
ATOM 5551 CEL HIS B 381 19.246 67.42C 17.084 1.00 38.69
5562 NEZ2 HIS B 331 | 18.673 68.013 18.115 1.00 38.31

5563 C  HIS 3 381 21.221 64.215 18.817 1.00 39.12

5564 O HIS B 381 21.357 63.427 17.876 1.00 39.80

5555 N ALA B 382 22.013 65.273 19.002 1.60 40.26

5566 CA ALA B 382 23.119 65.554 18.101 1.00 41.09

3567 CB ALA B 382 23.175 67.097 17.866 1.00 40.37

5568 C ALA B 382 24.473  $5.093 18.596 1.00 42.29

5569 .0 ALA B 382 25.485 65.306 17.935 1.00 41.80

5570 N ARG B 383 24.504 64.439 19.752 1.00 43.81

5571 CA ARG B 383 25.757 §3.8940 20.299 1.00 46.02

5572 CB ARG B 383 25.711 63.948 21.831 1.00 44.99

5573 CG ARG B 383  25.911 65.324 22.441 1.00 42.50

5574 CD ARG B 383 25.629 65.324 23.937 1.00 41.32

5575 NE ARG B 383 25.029 66.586 24.376 1.00 40.35

S576 C2Z ARG B 383 24.259 66.720 "25.458 1.00 38.67

5577 NHL ARG B 383 24.014 65.677 26.250 1.00 37.27

5578 NH2Z ARG B 383 23.741 67.308 25.751 1.00 36.51




ATOVB587C | LE B 38428. 27260. 04120. 3721. 00 54. 86 10ATOVG5880T1 | LE B
38428. 00158. 81520. 3441. 00 55. 31 ATOVB5890XT | LE B 38428. 90960. 59321. 30 MARDAI0S
55.89 TER55901 LE B 384 ATOVB5910H2 TI P120. 18497. 2099. 9781. 00 14. 30
ATOVB592032 TWB286:850249. 06710. 1831. 00 15. 43 15ATOVB5930H2 pCT/US01/29540

TI P317. 05566. 01622. 2461. 00 16. 08 ATOVB594QH2 TI P443. 67699. 23210. 7341. 00
18. 27 ATOMB5950H2 Tl P574. 05743. 51023. 6481°00 B. 65 ATOVB5960H2

TI P679. 15041. 1997. 6621. 00 16. 64 ATOMB5970H2 TI P773. 60448. 33414. 2571. 00

17. 10 20ATOMB5980H2 TI P871. 71051. 5823. 8001. 00 26. 80 ATOVE5990H2

TI PO74. 64744. 64812. 3011. 00 25. 74 ATOVB6000OH2 TI P1068. 18450. 1395. 1141. 00
22,46 ATOVBGO1OH, TIR113Q. 99507 37213. 533100 24539 ATANGEO2GHG:

TI P1231. 47394. 965116%%%1 00 35. 85 25ATOVB6Q

Tl P1388. 6665473871 4P 0355 %%3ATcwééoféHfoﬁéldéz5@%1&?°1§3£1 0831. 00
15. 13 ATOVB605&12 TIS153¥. 58983 54820. 78813500 212289 WTENG6080HE: . 03

TI P1676. 92836. 7&L1. 2561. QR 35z 32 :ATOVE6Q7GHR TPHET 734240, 3579256921. 00
20. .20 SOATCN5608OH§ TI P1839.99874. 58511. 8641. 00 33. 26 ATOVE6090H

TI P1975. 90825, ¥78%. 3131 68 FHE 7 ATove6 10 T EYG36:530%011 #8282 -8591. 00
20. 75 ATOVB611&¥42 TI5P24. 342 22987 388520. 2665706530578 TATGVEEL20H2 75

TI P2269. 81537. §260. 0454 00, 315 95,35 ATOVBEIIOH 0., 1102378, 4494 0546324 7961 00
15.46 1 8 MAR 2005 WD 02/ 24893 PCT/ USQl / 29549 - OVB6140H2
T|P2467.94151.5%@13.&%%1.Bbrt%Fhé,ATcwséiééﬁzS?HEQSéé.%@62%980@&6?6501.oo
25. 99 ATOVG616&H® TISP2ES2Z. 05856 5608. 5294.200 32.89 ATONBG1T7.0H2s4. 86
TIP2734. 97982 £69319:866300012% 3 SATONALIOR 015 20,344

TI P2823. 280100 04725, 4841. 00 24. 88 - ATOVB6190OHD T| P2935. 28897, 6095. 9051. 00
22.00 ATOVE6200%Y TP&%%78X2&E%§ 39510, 8317°°00 "26°°49 AT¢NB62 PBYES - 82

TI P3131. 02690. P&121.56081. 00 I118.24884

ATOM 5591 OH2 TIP 1L . 20.184 97.209 9.978 1.00 14.30
ATOM 5552 OH2 TIP 2 86.592 49.067 10.183 1.00 15.43
ATOM 5393 OH2 TIP 3 17.055 66.016 22.246 1.00 16.08
ATOM 5594 OH2 TIP 4 43.576 99.232 10.734 1.00 18.27
ATOM 5395 OH2 TIP 5 74.057 43.510 23.548 1.00 B.65
ATOM 5536 OHZ2 TIP 6 79.150 41.19% 7.662 1.00 16.64
ATOM 5597 OH2 TIP 7 73.604 48.334 14.257 1.00 17.10
ATOM 5598 OH2 TIP g 71.710 51.582  3.800 1.00 26.80
ATOM 5599 OH2 TIP 9 74.647 44548 12.30L 1.00 25.74
ATOM 5600 OH2 TIP 10 68.184 50.133 5.114 1.00 22.46
ATOM 5601 OHZ TI® 11 30.995 97.272 13.532 1.00 24.09
ATOM - 5602 OHZ TIP 12 31.473 94.065 11.111 1.00 35.85
ATOM 5603 OH2 TIP 13 88.6565 47.357 16.164 1.00 21.52
ATOM 5604 OHZ TIP 14 62.931° 47.153 11.083 1.00 15.13
ATOM 5605 OH2 TIP - 15 32.589 83.518 20.788 1.00 21.19
ATOM 5606 OH2 TIP 16 -  76.928 36,781 1.256 1.00 35.32
ATOM 5607 OH2 TIP 17 77.542  40.357 22.692 1.00 20.20
ATOM 5608 OHZ TIP 18 39.998 74.585 11.864 1.00 33.26

ATOM 5609 OHZ2 TIP 19 75.908 25.776 8.313 1.00 31.07
ATOM 5610 OH2 TIP 20 36,308 91.732  5.629 1,00 20.75
ATOM  S611 OH2 TIP 2L 34.229 87.485 20.2656 1.00 30.78 .
ATOM 5612 OH2 TIP 22 69.815 37.826 0.045 1.00 31.95
ATOM 5613 OH2 TIP 23 78.14% 47.4563 24.796 1.00 15.46




ATOVE6220H2 Tl P3216. 27285. 21327. 1681. 00 31. 73 10ATOVG6230H2

TI P3339. . 62380. 20920. 6381. 00 22.53 ATOV66240H2 Tl P3423. 50983. 34625. 9304 MAM 2005
26.25 ATOMB6250H2 TI P3568. 47135. 753- 6. 9411. 00 31. 74 ATOVE6260H2

TI P3642. 70891wh3riks2001. 00 30. 13 ATOMB6270H2 Tl P3773. 8825 7n @0k, 72l 00

.30. 46 15ATOM66280H2 TI P3819. 201109. 5048. 5361. 00 27. 81 ATOVE6290H2

TI P3966. 02753. 74825. 0751. 00 23. 62 ATOVG6BEOH2 Tl P4032. 82876. 4553. 1431. 00
18.78 ATOVE6310H2 TI P4131.29775.533-5. 0441. 00 34. 74 ATOV66320H2

TI P4246. 75286. 1159. 5001. 00 41. 15 20ATOV66330H2 Tl P43 . 45. 96590. 4759. 9411. 00
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23. 75 ATOVBS00OH2 TI P21089. 73238. 50210. 6241 .00 45.38 ATOVBS010OH2

TI P21157. 99553&/@@%3}37421. 00 45.45 ATOVB8020H2 PCT/US01/29549

TI P21241. 221100. 360- 7. 7181. 00 49. 06 15ATOVES030H2

TI P21372. 09237. 62932. 4751. 00 61.51 ATOVGE0AOH2 TI P21437. 77674. 11523. 5131.°00
53. 60 ATOVBS8O50H2 TI P21595. 63349. 03319. 2391. 00 39. 53 ATOVG8060H2

TI P21615. 80072. 93222. 6181. 00 47. 69 ATOVBS07OH2 TI P21763. 63726. 80629. 9991. 00
42.46 20ATOMGS808OH2 Tl P21848. 89466. 556- 18. 2121. 00 40. 87 ATOVB809OH?

TI P21976. 99721. 64Q4. Q961. OO 34 21, ATOVBELOENR J{ 592086.521826 §E§2&52241 00
45. 02 ATOVBS8110H2 TI P22144. 24376.22910. 4201. 00 38. 37 ATOMB

TI P22225. 18288. 88H8- 6554812107 . gP025 ATAVBRAR3OHR 520 15903 l 00 56.60

TI P22399. 60846. 589- 25491 10:Q0T52. 75 1ATOVBS140H243TH P2 246410985680 Q2525. 9881. 00
34.05 ATOVB815QHRy T PR2549:,995102,:41619. 84 0 44, 14, ATOVESIEQH2, .
TI P22691. 13636. 314114461, 00 47. 05 ATOVESLZOH Tl P2278T. 38755, 14627, 7781. 00
47.39 30ATOVESIHOHR TIP22860781169301615 %8941, 0028, 72 SATONVB YL SEHS

TI P22960. 94661. 26426 580910:20T54. 584 ATOVES200H25sThR23083252574d0 @E5¢ 1301. 00
51.65 ATOMB821QH2y Tl PZ3185:,43032. 491- 10. ﬁﬁ?ﬁr0@;3%:5636I§W§8%?§H%u

TI P23212. 28091. 312- 6.3381. 00 37. 69 35ATOVG8230H

TI P23329. 66183.4F88- 4565719560743, 69¢1 6 Mﬁﬁﬂﬁooﬁleﬁéoéyéﬂégé BCPAUSOL/ 29549
-172 ATOVB824 Q2uT| P2B46S1289U24. B722. 936140 81368 ATAYH825000H2 . 51
TI'P23584. 37821. 82427 59091,00:38. Q%SATCNB%ZﬁnCH% 166 16.710 1.00 44.90

TI P23661. 77041. 53629, 7801. 00 28. 87 ATOVB827

TI P23722. 52669. 576122 1181°430" 56. 62§95ATO\76’8% O‘N. 922 19.53% 1.00 23.75

TI P23872. 57340. 684 - 45865 10:00r %1 . 360 ATOVEB29320H2 . To P239.641 589d%.45664. 4031. 00

21, 60 ATOVGB30 2 TLP24039. 92176,1650- 25,5401. 0:42- 95 ATOVBE3L: 2
T1 ?24137. 40283. 02826 8171 00 45

TI 212 41.221 160.360 -7.718 1.00 49.06

15 »arom 5803 gHZ TIP 213 72.092 37.629 32.475 1.00 61.51
ATOM 5804 OH2 TIP 214 37.776 74.115 23.513 1.00 53.60

ATOM  5B0% OH2 TIP 215 95.633 49.033 15.239 1.00 33.53

ATOM 5BO& OH2 TIP 216 15.800 72.932 22.618 1.00 47.69

" "ATOM 5807 OH2 TIP 217 $3.637 26.806 29.999 1.00 42.45
20 naToM %808 OH2 TIP 218 48.5894 66.5%56 -18.212 1.00 40.87
ATOM 5809 QH2 TI® 219 76.997 21.645 4.056 1.00 37.21

ATOM 5310 OH2 TIP 220 86.518 26.866 20.224 1.00 45.C2

ATOM 5811 -OH2 TIP 221 44.243 -76.229% 10.420 1.00 38.37

- ATOM 5812 OH2 f:e 222 25.192 88.366 -5.548 1.00 37.81
25 ArOM 5813 OH2 TIP 223 99.608 46.589 ~2.471 1.00 52.75
ATOM 5814 OQH2 TIF 224 54.098 S5.015 25.988 1.00 34.05
ATOM 5815 OH2 TIP 225 49.905 102.416 19.68B4 1.00 44.14
ATOM 5316 OHZ TIP 226 91.136 36.314 11.446 1.00 47.05
ATOM 5817 OH2 TIP 227 B1.387 55.146 27.778 1.00 47.39

30 nroM 5818 oH2 TIP 228 60.811 69.016 15.8%94 1.00 48.74
ATOM 5819 OH2 TIP 229 §0.946 61.261 26.309 1.00 54.59
ATOM 5820 OH2 TIP 230 33.525 74.075 4.130 1.00 51.65
ATOM 5821 OH2 TIP 231 85.430 32.491 -10.569 1.00 31.56
ATOM 5822 CH2 TIP 232 12.280 91.312 -6.338 1.00 37.69

35 ATOM 5823 OH2 TIE 233 29.661 83,838 -4.637 1.00 33.62




ATOVES32 OH2 Tl P24233.29071. 18424. 4381. 00 41.99 10ATOVG833 OH2
TI P24320. 114105. 28326. 9101. 00 42. 62 ATOV6834 OH2 AR 7005
TI P24472. 44242. 86029. 0821. 00 42.21 ATOVE835 OH2 Tl P24513. 99282. 1489T[§
38. 85 ATOVB83GoQh3sshs P24641. 90997. 92217. 5481. 00 41. 20 ATOVBE37,QH2- 10
TI P24772. 47245. 7098. 5881. 00 21. 46 15ATOVG838 OH2 ,
TI P24870. 42154. 773- 0. 6611. 00 43. 75 ATOVBS39 OH2 Tl P24967. 14338. 4630. 2151. 00
36. 80 ATOVB840 OH2 Tl P25087.97655. 45318. 3191. 00 28.56 ATOM6841 OH2

TI P25169. 99946. 34631. 2471. 00 39. 70 ATOVES42 OH2 Tl P25254. 53950. 7474. 8301. 00
37. 48 20ATOVGS43 OH2 TI P25321. 02880. 51726. 8531 00 44.29 ATOVBS844 OH2

TI P25418. 68498. 98225, 5941, 00 37. 90 ATOVB845 '

TI P25570. 22934 2885- 158243 1°%60" 60. @f"ATC]VBﬁgAf%%CI-@ 672 2.93% 1.00 31.68

TI P25687. 10648 A8@91 958250104007 32. 345 ATOVES47780H2L .827 27.009 1.00 38.47

TI'P25747. 42088324 975638115:00:35. 645 25AT@VBBA8 (H21: 55 730 1.00 28.87

TI P25821. 063115. 43817. 3161. 00 35. 89 ATOVG849 OHZ

TI P25924. 427116T8482°833 2 1°f 90T B4, 337 ATOVERST:OHP -1 P269592 8304%.5505%. 0841. 00
39. 87 ATOVES51 A0 Ti82261042. 26594380519.762075. 00 .2d1 074 AFOVESHR DHs
TI'P26256. 05757 3/3321553601,,00: 42. 444 30ATIBER3 (Heee 4 403 1.00 21.50

TI P26319. 35182, 73826, 3601. 00 35. 37 ATOVb854 OH )

TI P26423. 14473218430°%688 LH80F 47, 32° ATOVEESHIOHE 650 ~25.542 1.00 42.9%

TI P26563. 01362299625:98801:00rr38. 651 ATOVB858120HX . 028 26.817 1.00 45.34
T1726641. 85970029~ 1,808, 00,43 ,16 ATONB8RH OH2, 84‘24438 1.00 41.53
TIP26741.03§94 499- 12,2521, 00 30. 89 35ATOVBS58

TI P26849 442583243346 PROTFI87. 56° 18 MER: 1260503\/\6?02?62@8@3 lp@r|4@s@/29549
-173 ATOVBES59CREMT| P2B914134583. 25427. 07214400 47378 ATOMBSGOMHA2. 21 ‘

TI P27084. 43123, 3 50. AT 27 719 . 7021. 00
46. 11 ATovssezoﬁ—fg“le]S%fgz% 2%57622%0 %2%11’0&% yfp ﬂgi’?oilﬁgoag&w |

TI P27343. 175412534 .%8531.950 46. 22*ATOVBE64332 |- P27 458.59915195327290031. 00
54.17 ATOVE8658H®: TIF2A755k2 32590288614, 2291200542067 AFM6R66:042. 46

TI P27686. 09956}&';&3[923:?8%?8361{90?140 QQB 70.421 54.773 ~0.661 1.00 43.75

.00

ATOM 5839 OEZ TI2 249 67.143 38.463 0.215 1.00 36.80
ATOM 5840 OH2Z TIP 250 87.976 55.453 1B.319 1.00 28.56
ATOM 5841 OH2 TIP 251 £9.939 45.346 31.247 1.00 39%.70
ATOM 5842 ©OH2 TIP 252 54.539 50.747 4.830 1.00 37.48
20 aroM 5843 OH2 TIP 253 21.028 B80.517 26.B53 1.00 44.29
ATOM 5844 OH2 TIP 254 18.684 98.982 25.59¢ 1.00 37.50C
ATOM 5845 OH2 TIP 255 70.229 34.803 -1.368 1.00 60.61
ATOM 5846 CH2 TIP 256 B7.106 48.869 18.010 1.00 32.54
ATOM 5847 OH2 TIP 257 _  47.420 88.243  7.951 1.00 35.67
25 ATOM  5B48 o0H2 TIF 258 21.063 115.438 17.316 1.00 35.89
ATOM 5849 OH2 TIP 259 24.427 110.948 2.222 1.00 34.03
ATOM 5850 OH2 TIP 280 52.830 46.305 6.084 1.00 39.87
ATOM 5851 OHZ2 TIP 261 42.265 94.805 19.620 1.00 24.07
ATOM 5852 OH2 TIP 262 $6.057 5$7.733 27.560 1.00 42.47
30 nToM 5853 OH2 TIP 263 19.351 82.738 26.3860 1.00 35.37
ATOM 5854 OH2 TIP 264 23.144 73.194 30.698 1.00 47.32
ATOM  5B55 OH2 TIP 265 £3.013 62.906 25.680 1.00 38.65
ATOM 5856 OH2 TIP 266 41.85% 70.029 ~12.808 1.00 43.16
ATOM 5857 OH2 TIP 267 41.047 94.499 -12.252 1.00 30.B89
35 aTOM 5BS5B OH2 TIP 268 49.322 44.383 24.746 1.00 57.50




ATOVB8670H2 Tl P27750. 96645, 96921. 2031. 00 32. 47 10ATOVE8680H2

TI P27889. 10042. 1353. 5271. 00 47. 40 ATOVB869CH2 TI P27917. 27395. 041118684 Bl

43.83 ATOMB8700H2 TI P28058. 67398. 407- 7. 0461. 00 45. 08 ATOMG8710H2

TI P29178. 1631 ®6ds95891. 00 46. 28 ATOVB8720H2 Tl P282101. 34535,962756501. 00
41. 44 15ATOVB8730H2 Tl P29358. 56228. 21631. 0371. 00 37. 19 ATOVB8740H2

TI P2843. 43193. 23620. 8661. 00 46. 44 ATOVBSABHH2 Ti t 28546. 206100. 45811. 2781. 00
42.03 ATOMB8760H2 TI P2867. 14499. 4685. 0331. 00 60. 41 ATOVG8770H2

TI P28756. 44216. 40316. 2951. 00 48. 75 20ATOVE8780H2

TI P28872. 65159. 07736. 5051. 0045 43 ATOVB8790H2 Tl P28915. 52586. 890- 5. 2521. 00

45,27 ATOUSER0GR, T EPS0SS. TS 914 OUILED 52,02 QRIS

Tl P29246. 78690.“63['721.594@019"@01‘—39. 680 25ATANB8B3CHR 892 ~19.636 1.00 50.82
TI P29385. 51548.:64127. 5091. &0 B4. 4%7ATOV5884€>H2 Jd.B20473 94573. &ﬂ%%1111021 00

42.36 ATOVG885 TI 115. 7861..00. 43. 51 ATOVG6886
Tl P29654. 03438(?3@ g%% 0%6(1)%% fgg %“’64 7%??5297%}?6%963%” d484%0. 0001. 00
42.56 30ATONGSSST¥ ﬁﬂ$2g@83Tlfl725332221434251 00198, 65 SATOVGSBA0HR. -

TI P29979. 66723 A@&72858762410H@0r131 364 ATGVB_@9@Q4251TB?§00%09525&> £4126.7941. 00
43. 24 ATO\/BSQlC%(éaTI g%% 0%60 ﬁgsze 79 %?é 8?3398 2, ATOVB8920HR

Tl P30227. 53889 35AT
Tl P30355. 07040 A5%’29-‘3%@11%@01“38 3361 8 NEROZ00S WO 027-24893. RCTH US01/ 29549
-Tllz)goéggvgmggmzoq |1 P§a’d)54é03142918[839 294%7 55%8%6004#3@%8?215@/593&%%1477 1591 00
47.55 AT ?9769@;? 3‘}3 %5{9 g é%m?g(\)@% %H 5155 §g$o%5‘§’9éb4£
TI P30844. 73492 2791 - 18 5906E2 (00U P41 246 ATONBSBEIOHE - 041 1 165 1.00 43.83
TI P30939. 43270..028- 854496 10400r143. 090 ATOVE0OGH2:sThP31078.91422 19Q352. 5251. 00

38. 49 ATOVBOO1QER, TI £ 119, 80410232397 24140040, 40 4 565 100 46.28

ATOM  S872 GH2 TIP 282 101.345 35.952  7.650 1.00 41.44

15 aToM 5873 OB2 TIP 233 53.562 28.216 31.937 1.00 37.19
ATOM 5874 OQHZ TIP 284 3.431 93.236 20.466 1.00 46.44

BTOM 5875 OH2 TI? 285 46,206 100.458 11.278 1.00 42,03
ATOM 5876 OH2 TIP 288 7.144 99.468 5.033 1.00 60.41
ATOM 5877 OQH2 TIP 287 56.442 16.403 i6.295 1.00 4B.75

20 aroM 5878 OH2 Tip 288 72.651 59.077 36.505 1.00° 45.43
ATOM  587% O©H2 TIF 289 15.525 86.890 ~5.252 1.00 45.27

ATOM 5880 OQHZ TIP 290 52.750 73.9%1 4.087 1.00 52.62

. ATOM 6881 OQH2 TIP 291 48.875  99.238 -12.260 1.00 44.5%
ATOM 5882 OH2 TIP 292 46.736 90.537 21.400 1.00 39.68

25 aTtoM 5383 OH2 TIP 293 35.515 48.612  7.509 1.00 34.49
ATOM 5884 CH2 TIP 294 7.945 73.643 11.102 1.00-42.3%

ATOM 5885 OH2 TIP 295 - 1B.140 70.001 15.786 1.00 43.51

ATOM 5886 OH2 TIP 296 54.034 38.692 ~2.318 1.00 46.78

ATOM 5887 0H2 TIP 297 58.790 38.984 30.000 1.00 42.56

30 artoM 5888 OH2 TIP 298 5§3.117 25.322 21.425 1.00 4B8.65
ATCM 3883 OH2 TIP 299 79.667 23.687 28.724 1.00 31.36
ATOM 5890 QHZ TIP 300 65.052 55.747 26.794 1.00 43.24
ATOM 5891 CHZ TIP 301 82.283 36.4%3 26.079 1.00 36.32

ATOM 5892 CH2 TIP 302 27.533 89.554 -2.616 1.00 41.41

35 ATOM 5893 CHZ TIF 303 55,070 40.395 29.011 " 1.00 38.03




ATOMBO020H2 Tl P31262. 50532. 78830. 1401. 00 27. 47 10ATOVB9030OH2
TI P31316. 926100. 52824. 1251. 00 42. 11 ATOV6904CH2
TI P31488. 34239. 72321. 1241. 00 27.74 ATOVWHI050H 2 Tl P31566. 66957. 207
37.58 ATCNBQQgSP%%g%PBIGSQ.98592.952-1.7311.00 41. 14 ATOVB9070H2

4

TI P31775. 20040.
TI P31889. 89031. 77517. 4211. 00 43. 01 ATOVRPRQOH2
T1 P31936. 40468. 064. -5. 9051. 00 56. 47 ATOVb9100H2
TI P32084. 30638. 43522. 9611. 00 30. 27 ATOW9110H2

TI P32137. 79696. 408-12. 7741. 00 61. 55 ATOMb9120H2 Tl P32219. 42869. 3972. 0231. 00

. 0501. 00 46. 78 15ATOVE908COH2

33. 71 20ATOWL3130H2 TI P32357. 496690. 6361. 0671. 00 54. 98 ATOMb9140H2

TI P32412. 053822 BP9198654 2400188, 301 ATOMBOIBOH2 9TR32588344518. 6282. 0381. 00
43. 48 ATOVBI164de T's@3?6@92 21%34 8555 4. 132951190%3@236813“1&%\/591070*@ 73

TI P32770. 95838, 574-3. 9941. 0 25ATOMVB918

TI P32685. 34060”?@‘414?86%15%6153 6%‘5 ATovsé)i@mfaTHﬂsz@ﬁ“%Bg)P 32954, 4281. oo

61. 14 ATOVbO20%ER TIsP3BORA2 24587331326. 79FE8 00.74676 2 CATEAIVBO 2DOKR. 07

T1 P3314. 49997. §0419.5434 1 oQP 156. 45 ATOVDIL 262 11 R3328542440Q,,20
40. 83 30ATOWB3230H2 T|P33333 13494, 962- 3. 8571. 00 32 00 ATCN5924

TI P33481. 53566" 8%7207324750G 1. 8% ATOVBYZSErD°
TI P33522. 50511450886 52003942 G0 42378 ATOVES260H2.

.02
700

T1 P33651. 44046,:9(]913,0644,00Q:66. §&.TER5931553%§62§

G0L52979. 43625. 57017. 9481. 00 44. 78 18 MAR 2

-175 ATOVB92901EHL5288D. Y& J4° 75747, 061i?c§@54z?.23'238

ATOVE930C280L 5293177 59002648954 7. 6241. 00146269%.00.
ATOVBO3102C0L529/47. 24224 @B@%B 7941. 00 49.98 55,

ATOM6932C3G0L52977. 69024, 40216. 4461. 00 47.719
5ATOVB93303G0LESY 76 238529438695, 8651 00545694 57
ATOVE934C GOL580%S. BE52607729° 6520c 00 549035 92

ATOVb936C2G0L53079. 28425. 3569. 2581. 00 55, 43
ATOM 59370"

ATOM 5909 OH2z TIP 319 36.404 63.
ATOM 5910 OHZ TIP 320 84.306 38.
ATOM 5911 OK2 TIP 321 37.796  S6.
ATOM 5912 OK2 TIP 322 19.423 9.

20 AToM 5313 OH2 TIP 323 57.496 90.
ATOM 5314 OE2 TI? 324 12.053 g2.
ATOM 5915 082 TIP 325 88.445 13.
ATOM 5916 CH2 TIP 326 63.293 34.
ATOM 5917 OH2 TIP 327 . 70.958 38.

25 ATOM 5318 OH2 TIP 328 B5.340 60.
ATOM  §919 OHZ TIP 329 15.966 91.
"ATOM 5520 ©H2 TIP 330 20.245 B87.
ATOM 5921 OQH2 TIP 331 4.489 97.
ATOM 5922 OH2 TIP 332 85.224 40.

30 AToM 5523 OH2 TIP 333 33.134  94.
ATOM 5924 OH2 TIP 334 81.535 66,
ATOM 5925 OH2 TIP 335 22.505 114,
ATOM 5325 OHZ TIP 336 51.440 46.
TER 5927 TIP 336

35 ATOM 5928 Cl1 GOL 529 79.436 25.

GOLE5H78 58312975369 0. 6521. 00855799 31-

528
723

.207
.952

ATOVB93501G0L53049. 76927 ,60510. 1321. 00 51..36 .,

815
775
064
435
408
3387
636
679

57¢

5
VO 0

-8.496 1.00 43.09
12.525 1.00 38.49
ATOMR928(, 44
2/24893 P&T? G§& 129549
(140 1.
24.125 1.00 42.11
21.124 1.00 27.74
0.563 1.00 37.58
~1.731 1.00 41.14
31.050 1.00 46.78
17.421 1.00 43.01
-5.905 1.00 56.47
22.961 1.00 30.27
~12.774 1.00 61.35
2.023 1.00 33.71
1.067 1.00 54.98
19.654 1.00 3B.70
2.038 1.00 43.48
-4.128 1.00 36.68
~3.994 1.00 40.95
14.081 1.00 43.08
~4.428 1.00 61.14
26.799 1.00 46.63
19.737 1.00 56.45
1.203 1.00 40.83
-3.857 1.C0 32.00
20.224 1.00 41.87
12.039 1.00 42.78
13.064 1.00 66.48
17.948 1.00 44.78

%h52031-00

0.55HaR B

PCT/USH1/29549



10ATOVb938C3G0OL53080. 81-025. 2709. 5081. 00 56. 669

ATOVb93903G0L53061. 30323. 9319. 4051. 00 58. 79 18 MAR 2005
ATOVB940C GOL53179. 93536. 62323.9171. 00 28. 32
ATOVE94101COLSRir2489938. 04624. 0061. 00 31. 93 PCT/GS0O1/29549

ATOMB942C2G0L53178. 44936. 14424. 1391. 00 2%
15ATOVMB94302G0L53177. 99735. 40522. 9971. 007 5@ 88
ATOMb944C3GE0L53177. 48137. 34324. 3801. 00 23. 38

ATOVB94503G0L53176. 11936. 91324. 5481. 00 26. 36

ATOMB9460 GOL53279. 31052. 60422. 1011. 00 21. 78

ATOMB94701GOL53289. 23053. 48829, 79%3. 00 1% 99 24,757 17.061 1.00 44.32
20ATOVB948C2G0L 53276, 80651. 10922. 0921. 00__14. 64 .
ATOVE94902G0L5329%8. 91%%80. F905% 447200 18 %4 25-395 17.624 1.00 46.09
ATOVB950C3G0OL53278. 31680. G570, 6889. 00 2/0. 52 24.886 13.794 1.00 45.98
ATOVB95103GOL53237 . 64949. 38829, 6783. 00 1. 2% 24.402 16.446 1.00 47.15
ATOM952C 0353312 96490. 7436. 1671.00 35. 75 )
25ATOVB9530PGOPE3%14° %3690 othe. 6L81. 00 403 To 24-3%6 15.965 1.00 45.74
ATOVE954C2G0L53398. 37282, AI68HRIG55BO00 35184BL5 26.772  9.652 1.00 54.03
ATOVB95502G0L53343. 09492. 27442665000 3252055 27,505 10.132 1.00 51.36
ATOMB956C3G0OL53314. 90492. 3935. 8001. 00 31. 71

ATOVB95703G0L5331%. 27693, 7675 1694T 00 28 °g6 ¢ 25-356 9.258 1.0C 55.43
30ATOVE958C GOEBM5557834@. 0929, (981. 00 B25B3 24.336 10.032 1.00 55.99
ATOMB95901GPL53456. 864:39. 43587385000 24506di0 25.270  9.508 1.00 56,69
ATOMB960C2G0L53456. 23041. 1938, 1641, 00 25 10 : i
ATOVB96102G0L5348%. 90040. 826671823 00 20799’ 23-931  9.405 1.00 58.79

ATOVB962C3G0L534567. 76841. 3878124 25B2100 23799835 36.623 23.917 1.00 28.32
35ATOVE96303C01:534585 46842, 7428. 0:81. 00 25.49 48 MAR, 2005 0,024 24893
PCTI US01/ 29549 -176 TER 5964 GOL 534 The three dlnen5|ona structure of the
GSK3-0 const r uétOhasd 2orts KT dertved crystal *sttlcture’i ¢ SeHémtical Iy
illustrated3i na3FPGURE4E. Phet@onst3tuct’ 17n%37ud%;65 ANt @2 f%hall - 8hd2G8t er m nal
ﬂf{mi ns \M|tg th@o@CtE?@Qdeat ecd;x.grbr@(ﬂ th weepg it h%?: 94 W@% depriing 23hs ! ud

erm na omai n i ncludes a arre AC Si [ eqi i ncl udes
the ATP bindiné‘svteggvhe nagﬁé5|uﬁ1b|nd|ng ca%ggf% %4%§%eqsw{56j%hd
substrate bi ndi*igMsi t&s The % ee3di mensiofrdl %Ztﬁ%t 8? e %of 1t #e 265K3- (3
construct's actqu:u@ Sk$€ d: nedrudigig t he gatal yid eesi be 7and 1Supstrat e

1008 P S B, OB YL 0 g TRl

ATOM 5949 GOL 532 79.917 .290 447  1.00 18.34
ATOM 5950 C3 GOL 532 78.316 50.657 20.683 1.00 21.57
ATOM 5551 03 GOL 532 77.64C 49.3B8 20.678 1.00 14.27
ATOM 5952 C1 GOL 533 12.964 30.743 6.167 1.00 35.75
25 aAToM 5853 01 GOL 533 14.136 90.064 6.618 1.0C 40.00
ATOM 5954 €2 GOL 533  13.372 92.168 5.655 1.00 35.48
ATOM 5955 02 GOL 533 13.004 92.274  4.266 1.00 32.20
ATCM 5956 C3 GOL 533 14,904 92.33%3  5.800 1.00 31.71
ATOM 5957 03 GOL 533 15.276 93.767 5.694 1.00 28.86
30 aATom 5358 Cl1 GOL 334 55,733 4¢0.012 9,098 1.00 22.83
ATOM 5959 Ol GOL 534 56.861 39.435 9.733 1.00 24.61
ATOM 5960 C2 GOL - 534 56.230 41.193 B8.164 1.00 25.10
ATOM 5361 02 GOL 534 55.900 40.826 6.823 1.00 20.99
ATOM 5952 €3 GOL 534 $7.766 41.387  8.242 1.00 23.90
35 ATOM 5963 03 GOL 534 58.169 42.742  8.018 1.00 25.49




and Phe67 anong other ami no acid residues. Structural information of the
apoprotein active site can provide a basis for the rational desiignMef 2005
| i gands | eading to therapeutic conpounds effective in the treatnment of
various di seaweogopsi tions nmediated by GSK3-J3 activity. ThigydhSosss
structural 15 information obtained fromthe crystall ographic data can be
used to develop a ligand profile and fot?’®he rational design of drugs for
medi ati ng GSK3-G3 activity as described bel ow GSK3 Structural
Representation. As noted above, in one aspect, the invention provides a
met hod for identifying possible therapeuti c conpounds in the 20 treatnent
of various disggse cpditi or&g ated by GSK3-(3 activity. The nethod

i nvol ves the use of_a three |rren5| onal structural representation of the
GSK construct. Theltenfiues-dmsasiaiab suyctee ofc thyr SSKAdhcaetmetabisod omyhdve a
repr esent at i ondafved (cagstal kgudaaps edhemaflalle dnssnateatin (IGURE If r ageRphs:@f: GSK3

t hat i ncl udes fr of.. t.he const ruct
that includes %ﬂhgldgéﬁllﬁﬁ% aci %[HJ@ a&é&&a{%erégg] {fYﬂl ﬁ”‘"& ﬁKﬂ'éete
medi at e GSK3 altq famdjos. This %fttFlEIB‘WrdaFla‘rﬂelﬁPléé@rﬁ ﬁtb@@ﬂ |'§lcpﬁ0€f¢@sla¢3tgg1dmsed on

or derived fromchis thatamPchindiof ditnaihesmagmesieln bullinkRadight Ba% b ghy
represents the, @géﬂgg#&ﬁ of. the conplete GSK construct. Suitabl e
structural representations 1 nclude three-dinmensional nodels and nol ecul ar
surfaces derived fridh thies@msasrek sgoctesoptlithat @8K3-Fheorstrastdi mditvessiten Tabl e

2 incl UdebSt r g@im@{" mt‘)@tﬁlyﬁadﬂ@hﬁcﬁbmme pRbes léit@)%aséﬁhﬁlﬁ‘rlﬁﬁevﬂc}ﬁ{fedv &% ¥al and
my even a %Etr tur.a t f

resol uti on%and&%&m fs%Cig?a}lﬂ?ldaei%Dﬂ &g #es ?OI { ?/eLéﬂ'I'% P\%Pﬁ(; vary
from crystal t"ﬁ‘dcpﬁlﬁé @mng\%lﬂalﬁ{ﬂ@aé*ﬂ residiieat oni ¢ coor d| nates noted in Tabl e
2 can al so be used St@ktutdlefordfatibbyenRE ksprotsid @Ri@Sity 8dd RE¥i8e h Pasihiios fhet he RVS

devi ation of t - es 1.8 I\i}‘\o

PCT/ USO1/ 29519 Igﬁ(iﬁ?.l/d%/ nao@‘lﬂr,éﬁig ?e%ﬁlg% Poat.rherapeutlf: Cﬂmaoung ec&’{%‘ﬁg‘g%g%ﬁﬁ“é%ts t han
about 2.5A, foff kighpHiscase éggquqﬁaﬁeda%@i;by ﬂsKspB @p@wafm Jhuseds sthahralbout

| A, nore pref emfdnﬂngmdnecﬁﬁalﬁdd&fbrﬁbﬁwtys&%érapm@lﬂatﬁ&&ﬂi b@ﬁ@ﬁ% d@Jelbpl @ﬁ tihan

about 0.1A) coum @I’ Legd 4 V"fo’i'}}hl ?ﬁno@&loﬂ%s? f)dglgs or me lr‘r%nSI ongl actlgét{/la& 5

Coor di nate transtor mations
rel ati onshi ps ¥Fcdredheovan al so be used to gi ve sw tabl e variants. The

at oni ¢ coor di nat es @B isdeduheriiprsgafioal SAdaokseshods hendasper:ofne nodel s
of further P ahelilof HHHEYE SRenddOfr RERIRIS pAsORTRLOR, (RS Saul e based

on the GSK construct "struc es can
sol uti on of? rtéqaf%ﬁeﬁvar@w fiﬁﬁ%Sﬁé@ndetf%ﬁétnaqdwéchcﬁaﬂé@ whivigeKBhe ssttedas
co-crystal stridediusetmevitdzhof h0tonewlihbgands sl Stpretehtdfic oRape egsrt ati on

St orage Medi Uonth%t AT e GRMAbNREER s representation may be a representation of
{a) the complete GSK construct, (b) a fragment of GSK3 that includes the GSK
construct, or (c) a fragment of the GSK construct that includes the amino acids that

23 interact with ligands that can mediate GSK3 activity.
The structural representation is preferably based on or derived from the

atomic coordinates as set out in Table 2, which represents the structure of the

complete GSK  construct. Suitable structoral representations  include

three-dimensional models and molecular surfaces derived from these atomic

30 coordinates. The coordinates in Table 2 include structural water and glycerol

molecules. These will vary, and may even be absent, in other models derived

structurally (they are resolution and space group dependent). These solvent
molecules will vary from crystal to crystal.

Variants of the atomic coordinates noted in Table 2 can also be used for the

35  invention, such as variants in which the RMS deviation of the x, y, and z coordinates




the GSK construct can be stored on a nediumfor subsequent use Wltﬂ 6@ 005
conput ati onal device, such as a conputer (e.g., superconputer, ? H\g
m ni conput er, or mcroprocessor). Typically, the coordinates are stored on
a 15 medi um used ed2449% hol d | arge anobunts of data, such as negnesueIses
optical nedia (e.g., floppy disks, hard qgsks conpact di sks,

magnet o-optical nedia ("floptical" disks] magnetic tape) or electronic
nmedia (e.g., random access nenory (RAM, or read- only nenory (ROM. The
storage nedium can be local to the conputer, or can be renpte (e.g., a
net wor ked storage nedium including the Internet). The choice of 20

conput er, storafg@amﬁ r(raen@tt WoakEHg ato%ﬁ%@lé@@fha@@ydtﬁe%ﬁprfoﬁé&ﬁ&]leqp;@ss Wil

be famliar toth i,n_the uraI/c ch stry
arts. The i nvertFoRod g{, Pﬁéjmﬁaé%s%ha&oaﬁﬁﬁ L R S i gt oA
conput er, whi ch mootrefereblydessian abosOdiAapmparah ditb theatdnkip e@}rdhmtenmtuhal

structural reppesgrbat iRBdatd H@n@lﬁaﬁ&ﬁsﬂnﬁﬂlﬁeﬁam Tﬁbet}ﬁécodﬂn‘éns‘%&ﬁf ‘é'%d’t‘ﬁf es are
preferably those éS not e vari ant of . -Any suitable

conputer can béf %’ﬂh‘ﬁc’%ﬁ%n ??P@JSS&I?F ufer‘?\}%ﬁ’tVFSWt %]6% “Ligand Profile
Devel opnent . As not dde atrove coeidarates ipuevidedalierein mﬁmrabatheowwbbs dhenbabif pDM t he

ﬂ] yst alt | ogr fipghﬁoc&l@to@ﬁﬁ@l@r ﬁ}@teumﬁ?msdegﬂxeﬂp@ 4k d%daf b bbsl?afséﬁ for
e rational desi ounds. f or...nmedi

[ gand profil e Rt BKIB0RShRICH 1 TG IS HbLRuR: “Phed Lietiuech af
informati on obtiaiement efsfudthsscwystd dradieree of GBKE haclapo pr-otyethinstniFtvess| wigand
profile camgbe funfhess devel oped and refined with the determnation of
addi tional structur f.protein with. bqund Ligands, The ulti telg
devel oped |igand pr gﬁ@é—&&%@&?@%—t %Mé\%p@lﬁﬁ@uﬁ(ﬁ gﬁﬁﬁ% for
medi at i ng GSK3-th8 G iopnstyct Tad BEAROCREOE WD ra2)i2u 808 sRGEAWSON/S2 96U a 178
The |igand profdyh uﬁ@dhabedep{cb W%ﬁdh' Yas bﬁs%ﬁa&ra(e%ﬁa&@peld& LRet hﬁﬁlﬁtaﬁ{eween

the | d and t t t t he
Shape | ot or act CBHERISH ) THHETRE Hor PVER b1t RATHRYEHATS CBH 8F it i onal

properti es, 5 arkédign hiegH haold agpegnayntstof date, sagi dsimagnits caeplicalmedia . @ner gy

conformations Bk ﬁa:\dﬁd'isl&:. toB&xp&Hd&sﬁl@ﬂﬁhgbst%ﬂ@l sl ("ﬂmﬁca‘f h&Re, or
i nteracti on can m ze interacti betwe n the

li gand and t he %lgﬁ%ﬁcntap% ¥ e?ec‘tlrﬂgc 5 e§ orfm% e‘i°835|‘ﬁeg“‘°fyl(uﬁ§§@d pf’%&l l e can
vary w dely. meYemmwéROM)e Tq@rsmilaeen@atnn pan bmk@eﬂl@p&@ CPRRPYtes @8 Fan be

i nspection of aehbtdge 5l boeSidriit #6858 Birdi@mPeichiling ththeradt).| TEPRRIILOBE Can
i nclude the,consi dgtrefatslt on eorfneéllhe bi ndl Salnt ergmc and, 10 .st ructur es and
conpound dat abasSe sear chif K& deVer op REGFeT s Eiony 8 IR Wil %%
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representation of the GSK construct. The atomic coordinates are preferably those

25 npoted in Table 2 or variants thereof. Any suitable computer can be used in the
present invention. _ '

GSK3-B Ligand Profile Development. As noted above, the structural

information obtained from the crystallographic data can be used to develop a ligand

profile useful for the rational desipn of compounds for mediating GSK3-B activity.
30 A ligand profile can be developed by taking into account the structural information
obtained as described above for the apoprotéin. The ligand profile can be further
developed and refined with the determination of additional structures of protein with
bound ligands. The ultimately developed ligand profile identifies possible

therapeutic compounds for mediating GSK3-[ activity.




interactions including primary and secondary interactions and resul ;H'SMWZUUS
defining the 15 pharmacophore. The term "pharnacophore” refers to

coll ection of chemical features and three-di mensional constraints that
represent speghflgggharacteristics responsible for a Iigan gT%S@B‘Ed:YQI ty.
The phar macophore I ncl udes surface-accessible features, rogen bond -
donors and acceptors, charged/ionizable -gf&ups, and/or hydrophob| c

pat ches, anong other features. 20 In addition to the process for |igand
profile devel opnment noted above, other structure-based drug design

t echni ques can be applied to the structural repr esentation . of the GSK3
construct in order to de ounds_ t interact with K3 to

medi at e GSK3 act | vifhy ety g Ps?maf%}b{] o4 %ﬁﬁbﬂaaégera%t@ngwaﬁl‘?ee to
one of ordi nalganglend khei proteheh@anﬂ buRBngSatet \iEreeevpimetkmgefsthé eltape mbmm i ng
nmol ecul ar node C ! :
i ncl ude SYBYL é(%ggﬁh?c%b%hﬂ%’%%% Qfl't;l?%%and s”co%%}ﬁ‘&&dﬁ%ﬁp@éﬁﬁ% Tl co ; AI\/BER
(avai | abl e f r oPASESk PBrtaciVBPIEB] o Ak l°""I’*’rt lop- ?W%@Fﬂa“% Pt E:EF?‘IﬂU

(avai | abl e F r olgakt |béslihakitsSi Mk ahipenmtdrition cahtalsp: setkwavhngimieo rhihalpid\SI GHT
Il (avail able f O http://ww nmsn.com);
CATALYST (avai {nfég% msﬁjgknlﬂl{éhtﬁ g‘?aﬁﬁgf@?@ ﬁlstéal nc. http://ww msn con1)
QUANTA (avail abl e FroEmRragsreddestiontng s lgrod areily pan vary widely. /%P m):
HYPERCHEM ( av aprbfil| can fheodavilppet bulbudlniaspectidut dfpdckiveveird L‘tymmrescm,rrkiperﬁl RST

DI SCOVERY ( avai bl:irf s @Rbochy 9 anlm%e'eaﬁsmmtr&t& B b6 WASCBRO NGt Lo
MOE (avai l from m cal ting Group WO 02 24893

PCT/ US01/ 2 gstfui%*-s r?t“flpfoF’/PWé%G/ 59 mTheaC}?aeleEm ES(BPET & e from
Pyram d Lear ni aigy conkidtpbiblogival ddvensd steucarrghdtivigmelaiprohipe (SAR ) Tisewatbded i ng

sof twar e can Bgnsathidiortleheh Hofl R, RlhlinguitbhacRatbihe T evea

features such as van der \Wa contacts,. el ectrostatic mtgl |ons and/ or

5 hydrogen bondi ng %@6@%1@«%@“#?@@? ‘Bldﬁ&‘?l?iﬁ’ Sy PEuding bidiig t o
nodel docki ng mferdctigrandsiuding lprifSai3indtsecandary isteattiqoh andresdphiodefiiyp dicheses,

d to desj t t
and to esiﬂ”nﬁalﬂﬂﬁ&bgﬁo@%r NefARGH "Spﬁaglgxga[m 1o S relfes rﬂ&"ﬁo lﬁﬁﬁfh 6P ché:ﬂl%ﬁfj

Virtual Scree ee-.di nen ucture of poproteln,
the structure %‘mfeﬁew 16ssrBmensenel sepstptss #taé TPR{eS5Rly ﬁﬁe&fﬁic pharagfqristies for
the det er m naticgrengbletibe aflighnd¥f adtioitpo dhd pharimtaphbizeinelodeds werfaictagceskibld | zi ng

a fast dockin RLAG! Bflirod eadbaaddmorscgﬁmwa%mf rcﬁépgedflfo&l’zat%%mpe medzsprrpound

dat abase, can ga}euate for active site, binding. The f

particul ar con 8 RRIBReS PRI L1 e&ﬁﬂesscored Setting a score threshol d
can then ¥rovi des Ia afldinbh yo i preepaion tigarssprafils dkvelepoent wotedhebovier otherd

screen. 15 At &henfd §88d LY Qbsigh BEuYdUeS LA beSEhEET o Rk@Scthl RpREEAMYn t he

three-di mensi Onfatlhe GSK3 construct in order to identify compounds that interact with GSK3 to
mediate (GSK3 activity. A variety of suitable techniques are available to one of
ardinary skill in the art.

25 ' Software packages for implementing molecular modeling techniques for use
in structure-based drug design include SYBYL (available from - Tripos Inc,,
http:/fwwwitripos.com); AMBER (available  from Oxford Molecular,
http://www/oxmol.co.uk/); CERIUS? (available from Molecular Simulations Inc.,
http//wwwi/msn.com/); INSIGHT II (available from Molecular Simulations Inc.,

30 http/iwww/msn.com/); CATALYST (available from Molecular Simulations Inc.,

 http:/fwwwimsn.com/); QUANTA (available from Molecular Simulations Inc,
http://'www/msn.com/); HYPERCHEM (available from  Hypercube Inc,
http://fwww/hyper.com/); FIRST DISCOVERY (available from Schrodinger Inc.,
http://wwwi/schrodinger.com), MOE (available from Chemical Computing Group,




structure of the apoprotein's active site. At the second |level, the virtual
screen considers the ligand profile and can utilize information obt@g ﬂﬁﬂjﬂ]ﬂﬁ
fromthe determ nation of the structure of protein with bound |igand.
virtual screekgyd & §9ssible even if there is no structural ﬂc”r‘h%[;@siaon on a
bound ligand. 20 Information gained fromthe virtual screen can be
considered to further develop the ligand7profile. Alternatively, where the
results of the virtual screen indicate a prom sing conmpound, the conpound
can be obtained and screened for the relevant biological activity. -
Docki ng. Docking refers to a process in which two or nore nol ecules are 25

al i gned based r C i deration , | l.igns the \

t hr ee- di nensi Oﬁgt'ﬁ A r%lclz nﬁcrrag?'c(? ’tf‘/\bﬂ(@%1 @Fmﬁsﬁiﬁ%a@%}ﬂ?&?% gﬁﬁ?@dir‘&i‘m’r“ﬁe

conf or mat i on of MME/EEAYFemsitepreddameneoiberhe ol ecul es (see, e.g., Blaney &
Di xon, (199?) Eer speThé ¥R8slingnboRh g ca@b&ﬁ&}d% Met@:&dn@@siég gm&j ?ﬁéafahce& Qn&ng
practice of t eat. invention cul es, are, docked with the
construct str ug? Eévgélt%&gsegesgésh ‘é?rc{‘ggg?aﬁ#tco_n a_(gts’i ﬂ?cgﬁgﬁé?c RTFHon50 5&3.
Docki ng can Sbe B8earsbpastrg opgeranitiner Thewsnkinding snefeeshicay befustheo Imagand and

its receptor ordoblingtdflighhdy wigh GBE3&DQFHY¥ aOpharBiRpRsit hAbthe R OMBLS &sigRt chi ng
al gorithns arepgg %J[e red ecause (af th%l r relative speed. Suitabl e docking
al gorithms i nclfUde %{58213 Uit ZPet 3f¢"9"2982) J Mol. Biol. 35 161:269- 288,
avai | abl e from UCSFESKaHeLigewst Wirtypli Seadening ogr am f or st ruct ur e- based WO

22/0 24893( . 188) 1P8 L\ﬁﬁﬁe &Q%?inﬁﬁ%fédiﬁ@r&dh&@%ﬁ%éﬁﬂbﬂg@%@i eglta_;the%ﬂs{%%%g gﬁoodzel !
son roteins. Structur unctign . and Genetics. 8.195- an
avai | abl e 18 r%omg e BF %%‘76???% Ipﬁftff'uleaﬁt“ﬁ?)‘??%\%ﬁlld(?t,eg’i’t‘ﬁ?tp@&f LL]:Ieg:’/()’f CARHCR docks

| i gands in a fl&Rith ativgpirer Utibzing e épt deakingumrprgmg idividakethpvbmdsefr@ar | 0

si mul at gdb_annead)d' dt@mplENecdrh@xh heanal, Wae bOEvadle dFoMTiCDGE Hindocedus e hel ps
to avoid bias

. 1,0 orientation and conf.ormati of the |1 din the
active site) i %f ?g%(&&elg By It Hnedacuagg)re E""S'E[ehélart% aeptds{3 ‘f\?ﬁé/eg‘%}%‘fg %ﬁc.ore(t&rﬁﬁg’@caﬁer sp.
Drug Disc. 3:16Bnggyvidssedimily ofgempeaunds es ssodwtionngtheoifusl sweeeion in a rigid
Fl_ocki gg is r15\0[) mal | yabiashet lbana hd$irt@a1n§gf8eﬂltﬁl&f elrh@:r Qaeoff@rﬁieoth_ féaidh ir@%hs@:fualt he |
i gand, the bi on of, relativ i conf or mati ona
energy (Nickl aagﬂ!“gl.}g Ogﬁﬂ%ﬁgﬁ_’aﬁ%@g)a%@l eoalregar‘ﬁtptg%ﬁ\%a‘?é?vﬁgl KBS PFY3: 411) .
Ot her sui t abl e “esEkisndhealligend ttimie | ard wae Witize DoBkmgdamiobaliee fremmthe
Chen} cal dCorrpuHisﬂa_gniﬁtmp)fl e Sfum Q)glﬁrw @ng mse@mﬂiga@mb A ivgmaﬂ isfr_@enaisd 4
simul ated ann Q is used to.flex. ock ligands an
a grid-based eﬁgérsgjgbqevgggf‘l’%% ?s_or% Slgr'élénﬁrsme ?tr%a%oéloo 5y b(%ﬁ@é%f‘n ‘onf or mati ons;
FLExX (avaifPabl e frodmatigpgained five the wirtay: soremmnianr bepewnsidewy toviaithdr docks
conf or mat i onal Kyveldpetht igand pgditdls Alltain@tively, where the results of the virtual screen

indicate a promising compound, the compound can be obtained and screened for the
relevant biological activity. '

Docking. Docking refers to a process in which two or more molecules are

25  aligned based on energy considerations. Docking aligns the three-dimensional
structures of two or more molecules to predict the conformation of a complex formed
from the molecules (see, e.g., Blaney & Dixon (1993) Perspectives in Drug
Discovery and Design 1:301). [n the practice of the present invention, molecules are
docked with the GSK3 construct structure to assess their ability to interact with

30 GSK3.

Docking can be accomplished by either geometric matching of the ligand and
its receptor or 'by minimizing the energy of interaction. Geometric matching
algorithms are preferred because of their relative speed.

Suitable docking algorithms include DOCK (Kuntz ez al. (1982) J. Aol Biol

35  161:2659-288, available from UCSF), the prototypical program for structure-based



bi nding site using an increnental construction algorithmthat builds the
ligand in the site, and scores docked confornmati ons based on the strength
of Iigand-receptor interactions; GOLD (Jones et al. (1997) J. 3WOhAR2M5
267:727- 748) /gﬁ t|c algorithmfor flexible Iigand do%g ng, mnth fu

| i gand and paPtla protein flexibility, 20 and in which e 6% ¥untti ons
are partly based on conformation and namggoonded contact information;
AFFINITY (avail able from Mol ecular Sinmulations Inc., http://ww nsn.cont),
whi ch uses a two step process to dock ligands: first, initial placenents
of the ligand within the receptor are nmade using a Monte Carl o-type
procedure to search both conformational and Cartesian space; and second, a
25 si mul at ed a msssem YRARECESCopiisell & Dlvan (1900 Frgteinst Swaetra, iFgaeripr

pl acenent, dumkdg Geidtiss ph&rses-209-F| MdTY availatike tffﬁsm bubkfor®f Medugept or
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sur f ace- aressidbinewhielatekrgs funtsistiscge partly dastddanesmorandon atd Iﬁblﬁ}b&}ded
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features. These features can be wel epend on t err

i nport ance i RPRIAYEVITRSE RO i"’\l}iqlﬁlsissae%"o %ePngoce@bF?pf{ﬂc audsi ety miteah g
Fi ndi ng and gDdehehizadifi the ligadswitdie she eec8ptbroirk enimle kg7 Monte Carlo-type

procedure to search both conformational and Cartesian space; and second, a

25  simulated annealing phase optimizes the location of each ligand placement, during
this phase, AFFINITY holds the "bulk” of the receptor (atoms not in the binding site)
rigid, while the binding site atoms and ligand atoms are movable; C? LigandFit
(available from Molecular Simulations Inc.,. http://www/msn.com/), which uses the
energy of the ligand-receptor complex to automatically find best binding modes and

30  stochastic conformation scarch techniques, with the best resulis from the
conformational sampling retained. A grid method is used to evaluate non-bonded
interactions between the rigid receptor and the flexible ligand atoms. DOQCKIT
(available from Metaphorics LLC) uses distance geometry for fast flexible ligand
docking. GLIDE {available from Schrodinger Inc.) uses a pre-computed energy grid

35  and an efficiently pruned systematic search for flexible docking.



Phar macophores can be determ ned using software such as CATALYST

(i ncluding HypoGen or Hi pHop, avail able from Mol ecul ar Simul ations Inc.
http://ww/ nsn.conf’), CERIUS2, or constructed by hand froma known 268 MAR 2005
conformation Qfg @ k@3d conpound. The phar macophore can be W%s&ﬁzﬁﬁr een
structural libraries, using a program such as CATALYST. The CLI program
(Davic & Lawence (1992) Proteins 12:31-48)- can al so be used, which

searches for orientations. of candidate nol ecules in structural databases
that yield maximum spatial coincidence with chem cal groups which interact
with the receptor. 25 The DI SCO program (avail able from Tri pos) uses a

nmet hod of clique de I i t.i ; p Qphoric fegtures in

each structure, progﬁegéer%ﬂg’ @?n“é’iﬁgg@ d%?ﬁ%%%ﬁu@%@é%ﬁ%pg&wg%t "t he key

features- of the'IbapeEbsD Hg}aéae strpgualdmaris of gptamial dgaids ats|seretaedragFinktpos)

uses a geneti c tiad 9e@pidr Budr@e AMuGRRIISCR). Wedf Chash 3phassmmgophores with

conformational flexighilit . Vi shan. ~The biadi surface

or phar maco;gho;ce oﬁ%ﬁ; %gﬁgﬂﬁgﬁgg‘%%ﬁd & ﬁ%ﬁ;ﬁ%ﬁlf%gqgﬁ

i nteracti on-pos? f18¢-):f Fopiaret, gPBAsRex; dngg Uervymnbt | Dimyed dodex!

gr ?_ups, ) am ne gwwn.tpfJ Sthe &tn€hct SgﬂiJQHFItSOthMjﬂI‘cﬁ@b@bj QabcgE?,ugﬁe[ﬁEfﬂggr Egigrgﬁljegt

cations) or snwl : : o c - he i,.gn e

novo in whi chnié_é(‘ @iﬁ%ﬁi if%ﬁ%\fqi%fé?e %%bgigi}éﬁ%%gg%ﬁ’ 'gggfaé%fl ?elect 35

spatial relati i F et » R AL, 22 basanengd 2y 2ages

PCT/ US01/ 29549 cardiBgs. (THeee drdR6hmemonlly gv-aluls (04, SeBlTk onphesn kaltiagnpat s

o oh, Gon, 19! SRSk Ml PRSI pia L9 o0 horbl ng surface of GG have

bri dgi ng fragments R@%&MM@M-Z&MW?@@@%;PWWMPWQW@ whi ch

can support théefineddbi tirakSIr eassucatthat aahidad befabe-adckRitlafehiNns, hidigdaby

Funct] onal - gr ongs panoR AR et LS RARL oy, MUE myd b ines 1

of sof tware suéRosEotenirnres: SvBvieatuss cohht vashied derndiag oarfitieFlaieenovo

desi gn apprsachesornate &l sanfleingaaility Gkt apl €odpupodiaSiQl Eofikpare

i ncl udes I\/CDLN@rUg{?EJH}m HS‘%Sﬁ!&Fé&%?’ﬁbgglo J. Med Chem 38:466-72), which.
In te w aclo

fills a recepto I ng Si se-packed array of generic atons
and uses a Monte CaFpmpiogbersurd: by desraior ysipaspitarsmuch oA THbERT| ons,
bondi ng arr angénandisg agpodidietr [Hipiey,t hadabld5Hh HAOK{&aSihshionst [mt, (1993)
J. Med Chem 3§ ﬂ,@g,‘-ﬁ s8N cghmabs  (1994)Prat 8j,NS, St Fyn Genet .
19:199-221; ava?t}%a : %’rs:g'ml%gl ecul ar 'Si nu?oattlngnes I ﬁ{c%‘m 15fm]m iowa
ht t p: / / wawAHs n CeEagRatigniofi? fsahiemaeHnd; pllee PHNERTPLHAE GRATpYS M P hSSHiSRecul ar
t enpl at es t akesinfcnosh dibtatcabasig hUDtogfdBohmch 1892LATALESTp. AhededLMl ec.
Desi gn = 6: 61- 78,,.aUADAR & {LA8MY1668! A5 ls "l ALL19NE, laRE be used, which
http://ww/ nsn. con, ich | s . L

searches for ortentations.of candidate molecules in structural databases that yield

maximum spatial coincidence with chemical groups which interact with the receptor.

25  The DISCO program (available from Tripos) uses a method of clique detection to

identify common pharmacophoric features in each structure, produce . optimally

aligned structures, and extract the key features of the pharmacophore. The GASP

program (available from Tripos) uses a genetic algorithm to automatically find

pharmacophores with conformational flexibility.

30 de_nove Compound Design. The binding surface or pharmacophore of the

GSK3 construct can be used to map favorable interaction positions for functional

groups (e.g., protons, hydroxyl groups, amine groups, acidic groups, hydrophobic

groups and/or divalent cations) or small molecule fragments. Compounds can then

oe designed. de nove in which the relevant functional groups are located in the correct
35  spatial re[atioﬂnship o interact with GSK3.



conputes the points of interaction that would ideally be fulfilled by a

| i gand, places fragnents in the binding site based on their abi l{igt MARt 2605
interact with the receptor, and 20 then connects themto produce a | i gand,;
GROW ( Mbon  angy g 1991) Proteins: Str. Funct. Cenet. . Whi ch
starts with agvl ni tl9(83.| "seed" fragnent (placed manually or g ’tUS %43al ly)
and grows the |igand outwards; SPROUT (aviazlable from

http://chem | eeds. ac. uk/ | CAVB/ SPROUT. ht nd ), which includes nolecules to
identify favorabl e hydrogen bondi ng and hydrophobic. regions within a

bi ndi ng 25 pocket (H PPO nodule), selects functi onal groups and positions
themat target sites, tqQ formstarting fragl for structure generation
(El eFanT), generat e&@ﬁ&“@ WLWOP%?ISEE'{ liraglge a%‘%eélFsl‘E higly pag nggrant Vi t he
bi ndi ng pocket spycific sites ipths pimdiag st we HSK3 havet et ienafiad; the&rca@BE[iM&edand

t hen connecti ngpthenbesid b{j}gi I ; ytes_hetero
atons into the skele ons % %%F%Mmﬁgﬁ? é‘\%’%ﬁ%h t@ rFeéct(t:ts}z(%s%nat| c

properties thatS8MeTE St FSr YRR FaRoREPYst ﬂf-ehémtcé@:r@bt%@uwl ptefavemlRABOU) , -
and the sol bt i onsnieiensb¢hecdby sprevidiolg an domp@me dzcdGiding ﬁohmeAhtérgi@}[O?mdul e;

LEAPFROG (avaI Ifg,mn% Jfrfx%hJJaﬂ Ros sllﬁ%m m}t&h éJWm‘faﬁhz{?@S% %95 mgﬂ&e sI8i dl y

evaluates lig % se structura
eval uating t hé’ 5P f“ﬁggu ésr égjﬁ WT‘% ﬁé REW Lc GHigBIFY, Orleempsutomayi glearare
changes based aissigiepp3gacidstoan alsb be indi.ng ener gy, and evol ves structures to

increase the intera SNeY, 489
PCT/ CS01/ 29 49 &ﬂ% %;qu ggﬂe%%%ﬁd%%grstel e e}ﬁidé%%% Mel
Chem 36: 1780 Te"héés% -7E) Ybighy il 2 sensaen bdiparsite Ve"léhﬁICéFtSé@a@lwd a

conpl et e enpi r |acraj/ of @eegic fat@hsdanddesc b iNIbrtO Cafd prdredure o BMAdinhg vartLsAct i ons

between a 11 gangheanthsBhEBbMnd BrabORGH! Ui ohd SRR NALARYSORNPILER! 1Y

reasonabl-e StI’UCttJI’e and’ have steric and ati c proper

conpl i nentary 6% KEPeLBEDICMBIMAr AL st b Eiscerypht! 9% drpleiandSBafuricet t
(1994) Conp. Ai&keelt I\/btl9ﬂ)9%‘rlzgh 8: 5@1&3&6@) Woinch Besdcgns | iStkilagodsni t B, to

constrain ycI ( a

Soi . 361187 118 naéézp GSK3 1 E FIEARRY ool HRed g‘gb%glé”‘{“hé‘%‘ﬂ?"r‘h i ate
structure-base® YAk %Fgl?é’s‘? ddhtli (P UE}?Y)%%HIPE Hisddimien Dselgreni ng.
As a result of 6Hilgs, tahmhah]gtﬁwﬂ Mdeedni Siqubrionst he., Hitbgandvpisalbhg amidn

virtual screenigg geser Egﬁ% ARV etidnl ﬂ&%ﬂa@a g%n%}f{ues%g%ygamg, pn?cga Wi th

requisite confqrmtional energies to assume ¢
the protein' s 38RFRR e ginding su fpsed oA they MW (Y IFsH6t VoW B? FReEPenand ener gy
and spat i al015 theompatdctsithdrt yo pmﬂﬁetﬂ@a&q&dﬁk@ﬂé@moa@tnﬂmvﬁd {1891 t e teins:

dentified IToapdsualechbehensbbys), SHRLRBLL Gakla AgeasLA fangHng%g&;}' fied

| i gands can then

obt al ned rcia
and screened f Wnbﬁbfl%éi‘teﬁﬁmé ) thgpws-ﬁmgﬁﬂeéﬁwam%émp&ar(a@@ﬁh g o be
co- cryst al | i zedttpw/tlent. lhedspe o ECAMSERROUWE htrdpd #wHieh includes molecules to

identify favorable hydrogen bonding and hydrophobic regions within a binding
25  pocket (HIPPO module), selects functional groups and positions them at target sites
to form starting fragments for structure generation (EleFanT), generates skeletons

that satisfy the steric constraints of the binding pocket by growing spacer fragments
onto the start fragments and then connecting the resulting part skeletons (SPIDeR),
substitutes hetero atoms into the skeletons to generate molecules with the
30 electrostatic properties that are complementary to those ‘of the receptor site
(MARABOU), and the solutions can be clustered and scored using the ALLigaTOR
module; LEAPFROG (available from Tripos Iné., http://www/tripos.com), which
evaluates ligands by making small stepwise structural changes and rapidly evaluating
the binding energy of the new compound, keeps or discards changes based on the
35  altered binding energy, and evolves structures to increase the interaction energy with




t hr ee-di nensi onal structure determned for the protein with bound |igand.
The 20 information obtained fromstructure of the protein w th boupgaRizggnd
can then be wused to further develop the ligand profile as descri bed above.
Sui t abl e GSK3w® d2h@de9gi cal screeni ng nmet hods for eval uati ngdritganehsso

bi ol.ogi cal activity are knowh and include, for exanple, those noted in U S.
patent application Serial No. 60/193, 04ég"filed March 29, 2000, and
expressly incorporated 25 herein be reference inits entirety. Method for
Rati onal Drug Di scovery Using GSK3 Crystal Structures In another aspect,
the invention provides a nethod for using a GSK3 crystal structure,

specifical ly the fhies @R@@@@W@'R&%ﬁ@:w %f)yh@ecﬁ%%%z bg%@ active
site, to deS|gnI| dsf b|nd|n medj ating the activ

GSK3- (3. 30 | n"%We g‘ﬁ%d? noty ﬂr@gﬁ%ﬁ%@a@% |°P’é‘P]§Eei SPepide! é%rtcarfeldoased
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depi cted by theoldhiy i aymmhﬁtao\eﬁenh&uﬁl Qaiﬁﬁaﬁe s%&&feranaghagg dediGBffg 3. the

crystal stryct U{es of . the Lgrgot el n and L ound | irgand are
deternined ’n ¢ eéﬁgsmi]@?mé’ﬁﬁ‘e GormPURenaRy (4 ?h'Sé‘F%‘?PtOF Gng gike: A YR L legur
i nformati on obtaad Bedizft (s Ceps 4G Ank Defign 88 13%),| wigadndbsighofihkies usits

devel oped in s of 4l I , 2005
WO 02/ 24893 P Q‘E@%ﬁin Sy bRk, %Friedgt%§%]g’% ?%Qeggﬁé i HeComiu W7 2000,

apopr ot ei n. 4ESuI ting profile, new |igands can be desi gned
and/ or obt ai ned, scG88AddLifaxsbi ol ogi cal activity, and/or co-crystallized

with the prgtei n lnme&ﬁ&dl&&pomds%a& ﬁﬁtﬂa@é gzx,eéuya bés&?déslg%paesoglpfdehﬁﬁéaan be
used in aV|rt g}creen in Ste tained . fromth

devel oped pr of -fhgouglput siree Tﬂ i f’éd‘ rf-‘@h% °§th11£’c?‘fﬁ"‘§ Bt 5?‘]‘?’%‘“’&%%@3’}‘9 al is
determ ned in ﬁngmpi frOle amtlvittha scre@sag desarfped bbaves kigaadls dranfdontifetiinaning sheused to

further devel oedulif lda@AfbiRRAl bt AteR: W06kt hlle dlogad pEPtLd e 15

used in a virtu screen | rtua sgreen i s ei

n st he
successtul - and PRISAE FFESTBnd? Ed%w f*% lo papbirmtipnahencset archarsiie
screened, dnid/ epmpoibdry stidl the zagebrvuamsacepe 308 .thd fdehtifedviigandmbre qeefemhlyi S

unsuccessful i R rﬂt@edcﬂﬁzntal:cfdﬁﬂg a 134 fyabirdl ligaad. cahh%eﬁ'&a%gtaﬁ{e@f llg is
further developed |n

ﬁ Lea &Eﬁdsgca E?e fied frﬁl

bi ol ogi cal scr ég‘?ﬁ“ﬁ{jl RERdE v :fgg BY© ?”r‘? Py B‘é? ORMRS

repr esent at i ve ideotihold lifaods icaenpisp fhe egerasthlizad withntho wrdein sodwpicemti they t he
of “the. aponrot o ol S, e e T
st eps 208 ?ﬂ’qd ?gﬁ aP@%BEt@F‘IBQ/ %Pﬁ@eﬁ?tﬁﬁﬁﬁp a]ﬁaﬁgt?wp Loft ai ned
from steps 202 usaddo figther @Vblpgﬁwdllgpmctﬁrpfﬁle ap desgalyedllabpesd i n step 206. A ligand
profile can al so bes&evel aprd-gi 586 icm fseremglem@tw@t #r %b&mﬁlgrﬁgmd t he

apopr ot ei n. Fro resul t| ro a new | i ga
and/ or obt ai ned qé’f& E‘%’?‘l‘% cg?d g %DS%?BTC}; lg;spg%‘ﬁ vity
in step 210 andpldrca@@-mwalﬂwlﬁe@4wfil¢ﬁ Maé:h 29, 000 and expressly incorporated

25 herein be reference in its entirety. '

Method for Rational Drug Discovery Using GSK3 Crystal Structures ‘
In another aspect, the invention provides a method for using a GSK3 crystal
structhure, specifically the three-dimensional structure of the GSK3 construct's active
site, to design ligands for binding to and mediating the activity of GSK3-p.
30 In one embodiment, the method is an iterative structure-based method for

therapeutic compound design. A representative method is depicted by the flow
diagram shown in FIGURE 3. Referring to FIGURE 3, the crystal structures of the
apoprotein and the protein with bound ligand are determined in steps 102 and 104,
respectively. From the structural ieformation obtained from steps 102 and 104, a
35 ligand profile is developed in step 106. A ligand profile can also be developed




20 protein in step 212. If the biological screen is successful, a |ead
compound is identified in step 214. In a subsequent iteration, the 8 BaRIZI0
conmpound can be co- crystallized in step 212 and iterations continued until

a new drug cqp@eeate is identified. If the biological scr  S~,00Q1
successful, that information can be used to further develpggﬂrtshlzﬂf’?)gand

profile in step 206. If the ligand is cbsderystallized, the co 25 crystal
structure can be determned in step 204 and the structural information used
in further developing the ligand profile in step 206. Alternatively, the
results of the ligand profile can be used in a virtual screen in step 216.
If the vi rtuah. Sﬁl’ I%_en Ls suc]cessful aged identifies one or nore |igands, the
ligand can be“BHHAFREST AYERerobs it SrwEindUsing b ssulbing podileaeer m ne
its 30 biol ogligalls ast by idesigmedchnvifvetdbedinady sdiedned dod BladgAMRGvRd hagobeen
identified. T, ] abtal [ 0 1,8 $0 be co- stallized in
step 212 and ?{egryéstgtﬂgﬁég%@g{h@gg?%? H]Sr@%ﬁja%hér %ﬁ%g?‘é%ﬁiﬁﬁ l%‘?gm(:fﬂrpﬁﬁ%cﬁii%gn used
to further deVef&p? YAESrigehid sppdiPy 8 the ligand phtaipeq fropithestevelopedi mofile '
unsuccessfil isroiaesnliyj thy sausutetdhhe cb-tgaadis deRenhbdansePf ilEihel S

further devel j . 200 WD.02/ 24893. PCT1 USQ1/.29519
2185 GSK3 Lj g‘gﬁg{g“éa%é&ﬁf‘ﬁ% r%?%gleaém%ﬁ%/ﬁ%gt_ RO R e i iR i s e

| i gands that &h!dont €rthe diggad profsKis. usedrffes eirtshpuemds steanl IBethdeditgaied de
novo, cgn be dcreamis eiﬂﬁpemtﬁelﬁmi @nd Q&ﬂtﬂfi& onba}wd;r@lngaﬁapmt W%mﬁﬁed,-rhe
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conpound | derfarfricedl usidagiceeby thet How diagtatme shawne FIGIORE flor Referins ta

phar maceut i caIGUERS) 4, thecrita stfict@es OMBO BRhrotdid &AM nb ioﬁa@ei#%tﬂgoﬁﬂaeli%gHKQOd of

the inventdon in_the manufacture { a_nedi.cament fqr nmediating
acti vi ty?b'ana"=1 A ﬁ_?“’%“%ryt& os('fpagbl"[ ?‘éﬂg q4_n{jf’saecﬁé?‘¥'e fa%%lﬁuef%?wf?‘ﬁwé‘m
condi ti on neditied fpm @3 0dend 304, lighed profilcliudesloadhinntept266.i Adligsnd anpunt
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t echni ques Ca}‘ﬁﬁ al s$ .be us,ﬁgl t.o suL%gest librari g}g of conpounds or
traditional iNRAEY 3T SEPEART vl SRFRERI TN B slead) FRSRFONah Cam RErRaceut i cal
notifs crystallized in step 212 and iterations continued until a new drug candidate is

identified. If the biological screen is not successful, that information can be used to

further develop the ligand profile in step 206. If the ligand is co-crystallized, the co-

25  crystal structure can be determined i step 204 and the structural information used in
further developing the ligand profile in step 206. .
Alternatively, the results of the ligand profile can be used in a virtual screen
in step 216. If the virtual screen is successful and identifies one or more ligands, the
ligand can be obtained in step 208 and screened in step 210 to determine its
30  biological activity and whether or not a lead compound has been identified. The

ligand obtained in step 208 can also be co-crystallized in step 212 and its structure

determined and the resulting informatjon used to further develop the ligand profile.

If the virtual screen is unsuccessful in identifying a suitable ligand, the ligand profile

is further developed in step 206. '




in the ligands can be identified and m m cked in conpound libraries (e.qg.,
conbinatorial libraries) for screening for GSK3-binding activity. 1 h@l\ 05
foregoi ng and ot her aspects of the invention nay be better underst Rlth
25 connecti ony $hdohe followi ng representative exanpl es. B#ANRhERsExanpl e
1 GSK3-p Construct Purification In this exanple, the purification of the
GSK3- G3 protein construct is described. -188 The construct was extracted
fromSF-9 cells infected with a bacul ovirus carrying GSK3-(3 530 cDNA
construct and purified to apparent honogeneity using S-Fractogel,

Phenyl -650 M and du-tag affi nity chr omat ogr aphi es as descri bed bel ow.
Extraction. Cell pa fr.om 20L ntatl on of infected SF-9 cells was 35
washed 100 ni PBS ( ail 2150 nM NaCl) and then resuspended 1
9 MAR 2005 WO 02/ 248’9@@@5!1%@161 @9mn4d_eaﬁﬁwltgan®(lﬁatmanmte@ufmm GSKE20 M

Tris, pH 7. 5 IrhedM doHaSh&! &n bk Wvﬁ&ﬁﬁﬁ%v‘% can5lQe Mrgm QQndé%%an be

| eupeptin, statin A cerol % octy cosi
NG Ty GO @%?%Omnw&@m@ Bt S0t Boott S p LR i t
pestel B). The tkmmbivmdomoam@er;abtetym tleevan i eugred fon f@rtHEr%amnetcouuwt 5

40, 000 rpm for r&ﬁmfﬂcﬁ‘tu i8S k& CEEPKGISEh! oﬂéb{o' lﬂH&h? affin 1593@ hat ant
from the centrbﬁr%atlon rere care.full nte ere rough 0. 45

tfilter. S FPAETBEUPEHPomReTa Ay ¢ ?@é%t*ﬁé‘é?ic’EElW%%‘?Oé‘ﬁ‘Ee Cat
#18882) was pagkathacekimetBs)cm x 8.9 cm coI um and equilibrated with 5 col um

vol umes of  Buffer '&cécggmw Th i Siothlh azpeg"* tﬁ@%ﬁ&kﬁ&egm‘ﬁdﬂ P(rI Qrco('rgal ﬁg' 28

the filtere per nat an

mV DTT was @aséfge&tlﬁ?ﬂerm{%@ﬂ e&a‘ﬁ?f Bfé&eeﬁa‘f%%n@? a ?ﬁrépcrqnfiﬂ?%{%léc MERE tthe

previ ous step washddhanthk cadatioratior @0 agly phamartiaal; [{2) tholussmf a Moempooddimm was
washed with 3 ¢l Uty Y@ $nefod o@‘dfeﬁﬁven?‘or?&%@!n%ﬁ&nﬁ@ FME&&&QQ fgr col ‘I\J/I”“

vol unes of Buffer A a en.elute near gradl ent

NaCl in Buffer B§ 5%% SRS &%smetmolgeaéiﬁlﬁan?a%*safﬂf%{n W&Heﬁt ed
into 20 nL fr actndns mediactionSSKEdrtainyi the GSKEsvedmenistedtzeat edoimyt diést ern

Bl ot usi ng I%nt 'c @ﬁmﬁﬁﬁé&ﬁgﬁ ugﬁa@ﬁeamg&l&? oﬂhgtlﬁféﬂtmn tgé’ttls effe&ge zg%le)dmte-rhe

West er n- Bl ot Ive fractions were pool ed m xed equal vol une of
Buffer M (20 gtV 7.5, 10% gl ycerol , 3 1 M NaCI) and filtered
t hrough a 0.45 ? fi Thee cofiheurfds btefattdy xmawsmﬂ F368 RtenyindBEGon@@inMin

chr omat ogr aphy ﬂwﬁﬂﬁ%o‘lﬁ%@ r%rgﬁfe@é@ﬁl QAR ar e 3 H?on%}e nyl -650 M

Tosohass, Cat pack 1’'nto coI a
é‘qUI librated wit h 5 lsaemg use%q compoun mcﬁw)c(iua ﬁgands i enuﬁecp gy the

20 structure- based design techniques can also be used to suggest libraries of compounds
for traditional in vitro or in vivo screening methods. Important pharmaceutical motifs
in the ligands can be identified and mimicked in compound libraries (e.g.,
combinatorial libraries) for screening for GSK3-binding activity.
The foregoing and other aspects of the invention may be better understood in
25  connection with the following representative examples.
EXAMPLES
, Example 1
GSK3-B Construct Purification
In this example, the purification of the GSK3-p protein construct is described.
30 The construct was extracted from SF-9 cells infected with a baculovirus carrying
GSK3-B 5380 c¢DNA construct and purified to apparent homogeneity using
S-Fractogel, Phenyl-650 M, and Glu-tag affinity chromatographies as described
below.

Extraction. Cell paste from 20L fermentation of infected SF-9 cells was
35  washed 100 mL PBS (10 mM NaPi, pH 7.5, 150 mM NaCl) and then resuspended



vol umes of Buffer C (20 nM Tris, pH 7.5, 10%glycerol, 1.6 M NaC ). 18 MAR 2005
Filtrate from S-fractogel step was | oaded onto the colum at 7.5 nlL/mn.
After the | oading was 25 conpl eted, the colum was washed with 5 col umm

vol umes of Bufvioar2@eand eluted with linear gradient from Q%1065 Buf fer

A (20 MM Tris, pH 7.5, 10%glycerol) over 20 colum volunes. Fractions

were collected at 15 mL each and GSK con8éi ni ng fractions were detected by’
Western Bl ot using anti-GSK anti body. The Western positive fractions were
pool ed and | oaded onto a Qu-tag antibody affinity 30 colum. du-tag
Affinity Chromatography. 50 ng of d u-tag antibody was inmmobilized onto 28

Col . The col s enaaE iRt e Ge SR SO, Db, (Padefiale. D Coo
mM Tris, pH 7. 38@3\6&? i ¢ ﬁ@g@@ legpeptigy Na@imL Derstsie & yPYgleliconl.ded 3% mdtyB5 the -
fraction pool glyossidehemNIiMBY). Malseperybsmd@adediad 1@-8L Dt Mt t he 18

MAR 2005 WO 02/ / 49 -187 Io ded was | ete he col um
was wash with 5 s %gtewoﬁﬁ%é}%% egu?%orgeﬁ na- ‘ieﬁg’r%u%BulPe%ldR)\ﬁ ROWH AL i

G u-tag pepti dé ’@QQ)'@”D a ﬁﬁ)‘fu{llﬁe%@ffﬁ@lfwﬁ[ﬁwbm st entrat dtie sttt fiom
fractions. GSKtifeCmeﬁtﬁfnghﬂitgl ddracirbRng dyRned el Beketnwubio $PF-RAGE and

Coomassi e Bl ue stai o actio concent
diafiltered 5 into toed UL L AE ¢ rﬁ Vr\ﬂﬁy§ﬁrp %ﬁ?ﬁ%ﬁoﬁ%ﬁ é&ﬁ%i’iﬁ‘?
concentr at or uﬁaﬁaﬂchedlmtcw CWW&@W@I@W enelibrathé with iohtmaveldmenber i al
was then subm Buffet A qRo c yBhAI bH 78! 10R FX&0D! € PR3 qﬁg rﬁlﬁ%ed

Crystallizggio thls exa ytalllzatJon

protein coﬁést r upLl %l%at gp lﬁey%t{]lg‘tl&il ‘gtcPrﬂ)tﬂmB‘lgo} 0‘33 t|W?%B§SSE%K3( 3
at a concentr aPY® @e@fquwb@tqﬁg@bmmﬂ afie filrata fool Ut povicoe stepives fign 106dEBS:
buffer, 0.3 M Naﬁlumm?&% e YOI, \ThA- R IuMROGhY WwastBh LWEQPY 91@191?1' Humas M DTT,

The crystal S r i.f fusion usin han drop

net hod. Bri efr\g, %g%%on Iiu% 8¢]méw§2~q!v@glzcl° ‘E?ILH’EﬂStogrBé‘ BII%I"“%‘I &}% ei‘ﬁeq‘l 11 ed
with 0.5 nlL of Wih 8 dhepr isrdicgbiemOrie hdyl N4 dufEer Aydvenz) gllyonlol6Heg TREG
6000), 5% 25 medltat: veas4ﬁmaﬁaaaiedﬁ@lzo(nh\f@acu&sl MaHEREQonRHide BSK3 wereOf

prote|n solut X tIO on a
gl ass cover sl éié?e“te\ﬁa R;g?/Ster ?gb WA tzﬁlgLG%%a?:‘éﬂ]j’ofWe af’tﬁer&r"é%e?v’é‘?cp of the
wel | . The plat Qa%%c ?welm The O¥ etkrmBlog 2O5iticy fisttmhs vapppmiadndrmb@d 3a% of t he
vells in 3-30 &@usml&ﬁe Bepuesent abinya ﬁ%K%m ySioah $1RES1 M. 00 W9l yapr phic

of ten shovi néaéf ZQGE i oaﬁbb?F AR 2 R R L NG S M
response t& RAEMPSS. i n conditions. Three space groups have been
identified i n GSK3 %EM&E@bS\@Eﬂroﬁ{aﬁygﬁAﬁhﬁn beh7owar, The-503568 ™M (Tosohass,

* Cat #014943) was packed into 2 2,2 x 10 cm column and equilibrated with 5 column
volumes of Buffer C (20 mM Tris, pH 7.5, 10% glycerol, 1.6 M NaCl). Filtrate from
S-fractogel step was loaded onto the column at 7.5 mi/min. After the loading was
completed, the column was washed with 5 column vohunes of Buffer C and eluted
with linear gradient from 0% to 100% Buffer A (20 mM Tris, pH 7.5, 10% glycerol)
over 20 column volumes. Fractions were collected at 15ml each and GSK
containing fractions were detected by Western Blot using anti-GSK antibody. The

" Western positive fractions were pooled and loaded onto a Glu-tag antibody afﬁnity

column. _

Glu-tag_ Affinity Chromatography. 50mg of Glu-tag antibody was
immobilized onto 28 mL of Affi-Gel 10 (BicRAD, Cat #153-6046) and the packed
into 2.2 x 6.5 cm column. The column was equilibrated with 5 column volumes of
Buffer D (20 mM Tris, pH 7.5, 20% glycerol, 0.3 M NaCl, 0.2% octylglucoside) and
the fraction pool from Phenyl-650 M step was loaded at 2.8 mL/min. After the




group dinensions in all the space groups and the beta angle in space group
C2 can 25 often vary by as nmuch as 10% between i ndividual crystals.| T 2005
space group and dinensions are as follows. C222(1) is the nost preval ent
space group, fadhowesd by C2, and then P222(1). C2 is seen mnigseyhey a
compound has been soaked into the crys[gb. 30 C222(1):

a--89. 874b=102. 514c=108. 194 al pha=90 beta=90 gamma=90 C2: a=102. 366

b=89. 598 ¢=110. 438 al pha=90 bet a=96. 983 ganma=90 P222(1): a=86.328

b=103. 061 c=102. 846 al pha=90 beta=90 gamm=90 35 1 8 MAR 2005 WD 02/ 24893
PCT/ USOL/ 29549 -188 The crystals can be cryoprotected for data collection

i gcya f:r nggl ut icaded mmshﬁktdﬂgthetol&ﬁﬂ(?gﬁﬁaﬁ%&ds é«a}}x%(%%&xm@s d Mﬂ{ég—ﬁggd E"{" 145
per cgn%/ by wei ght Sehﬁela%ﬂﬁ{ %&frgl{ﬁ;g ILQ%FC%EIPQ%EF@@ %@6’)) ﬁ”ﬁ?ﬁﬁﬁﬂ%?ﬁ@‘%te bout 13

percent by wei §ft4 2’15&#“&0}#% Kgopiemingrisagtions wavPBtectechwith rSOIH-BbG@htand 8 t o
?bout ﬁZ E)el’ Ceﬁboxh%mﬁ\l@h@ﬂ'ﬁtalmgk yms@'&act%?w@{e 5%%%%1%&?@@ aﬂ@%ﬁ 1?:819&' OI
rom abou nstruc sta ucture
Resol ution Tn Bgi?&lﬁ ol %ppmmflge}n?es elﬁgpﬁ‘l WeWWBH C?Wntff’é%yqsm"rf’g ]Irﬁ
cryst al structEfWéC@f YMLI@ Fﬁ@b@SKSTKHB cprasigdtnl cowsiel ot then debwiticbelir The
crystal struct e&alofatiGhk30 was sol ved using a conbi nati on of nol ecul ar

repl acenent and cross-crystal averagi ﬁ @ qDI ecul ar repl acenent sol ution
for the C222(1) crystal form was obt sing a honol ogy nodel of GSK30
(containing residues 53-352) 3 oystal P CR K| 55| nger DK

el haar, and DB 1% Hﬁge&mﬁwﬂe %bslsﬁaﬂﬁﬁtﬂﬁ lea%caslsﬁlal-

evo utlonary S sta o r.

D) : 484-911. Th%@ﬁ’%d og‘ﬁsmlpéy‘f’“ p““""g{:%t ﬁ%%%gfuf’s Poftye %Hgg BI‘FET?S‘?Fat ed
form of CDK2 (*FﬂléBnaé%lé@éﬂ MW@B@EIXISfE)buffasOﬁﬁé\ta@hpI% elycdthl, §.2i%iotiyhl

mol ecul ar repl deeppiabossd! ﬂm@@mavgleac@m%m om,nadg, m&gp@pgl%lgﬁu% 9% The

nodel was then,process r,oug ver a UW§1£

macr ocycl e, hQE)lQn il ‘%g néhn%n{h‘?fglgr%agé&eg ?(3’71%4"’5"?@1%?’0%{5“?@ ?‘VB%nds of
conjugate b adﬁ%“ﬁ‘t With ﬁlﬁﬁl%&tfl%ﬁplutmnn@ﬂnm aprepdlyetlylane t dywl 6008r (PESE si on or
Cartesi an dynagiooy 5%ANehe@iyPLl @%@nt@ﬁedldﬂMDSj wal Mtrersy, ghiyr e 4 @I?Bpf:rotem

cal cul ati on. Aﬂo tm%gjas%eenemr}g( Progce ulﬂro% %}e @texecutded uma% Iogram CNX
(Mol ecul ar  Sinu Fnc. )" Thi  ‘wes ‘Y01 TOWed by “C8I Cut o"r‘?"’fc')‘fS

el ectron densith 9P laﬁHaSZEvWTHWéIOVTﬂethINS@Fng obthet iell. nﬁhl%platbmdhun

feat ures wit hisorthasieC mapstalisbigrddhe 50-pIRGF anw|i§ %TM‘A@S AB). Al data from

30A 2. 8A 1 the C2R301Lsel BIdal A8 F Yor, ABRAL WA QIR 00V 5

of refinenent, it waS not
"both the space- cn:oup and unit cell dlmenswns often showing space group transitions

durtng compounds soaking and in response to subtle changes in conditions. Three
space groups have been identified in GSK3 crystals and are given below. The space
group dimensions in all the space groups and the beta angle in space group C2 can

25  often vary by as much as 10% between individual crystals. The space group and
dimensions are as foliows. C222(1) is the most prevalent space group, followed by
C2, and then P222(1). C2 is seen only when a compound has been soaked into the
crystal.

30 C222(1): a=89.874 b=102.514 ¢=108.194 alpha=90 beta=9(} gamma=90
C2: a=102.366 b=89.398 ¢=110.438 alpha=90 beta=96.983 gamma=90

P222(1). 2=86.328 b=103.061 c=102.846 alpha=90 beta=90 gamma=9%0
35




i nprove the nodel to better than an R-factor of 35% (free-R factor of

0.41). This bias towards an incorrect structure was caused by the I@chﬂpjm
hi gh-resolution data and 30 the low ratio of paraneters to neasurabl e data
in the refinevent24s90 alleviate this bias, cross-crystal aygtséingspas used
to inprove the phases provided by the injtial nolecular replacenent
solution. In cross-crystal averaging, W or nore separate "views" of a
structure are obtained fromcrystals of vastly different unit cell

di mensi ons and/ or space-groups. The electron densities of these 35 views
are then averaged together to provide nore accurate phases for the Fourier

18 MAR 2005 VIO 02/ Z4E9%sRRT LSO} Rlccied B HAEURTLIHE O Blosbilfre! et ron
ensity and a Vi ual el ectron _densi wi'thin each o
the separate g?gffgt%ég \éf%rﬁﬁ]@o& Q?%g@ﬁ%étlﬁ RS R, ZQ%é};C@QQZThE) :
crystal data $ket ceyrepigoc ey tindluddatrams ebou olft & mddutl 10rpesRak bigwaighSK3( 3
crystal in 1- 3ol EndCQ ¢ GLsdood, | I e [ ed. .T

nmol ecul ar ? r%ﬁ}gﬂﬁﬂqentﬁg%éﬁt@@ %\eﬁ gg‘%%icbngd%]?}g? l%l\ﬁgr%@sngrvggl\fz'f orm

usi ng the par eV g FBAP ( 1B aorhEs b ahwuti2? errsentdpr weightt ed t he
two nol ecul es gbfer@SKAE3nionolutidnecaa dyveragtH bitfrannaliouo 3 thghoGR7.¢el | . The

real -space transforns between the nolggyl g 5sin the C22(1) crystal formand
the nolecules in the C2 cr al formwere n calculated. Followi ng this,
t he phases and fi gures-ofG BRGLS ¢ Repolutpn1 0 structures run
through the refi nelrghis enaeplacyeprescnativhmethd® & tysobinssSthebryker suWareor

averaged agai ﬂébﬁl@%ﬁ@ie@n@&n@ﬂ&ﬁ%e%b&{yﬁa' formusing the program
DVMMULTI [ K. Covvta@.? o;??t CCP4 9@% E§F- EACBM Newsl etter on Protein
Crystal | ography 19947551 SHpg ol 98i38 ngs stlyedyuing aempinptien ofgpelednlardr ed
cycl es of avercalgiamgnt sud vest-crydtil atvtregingg A andolliskpigtea®nneihaidhTer Wer e

Cal cul ated and Lhe odel Sy SRR S LA, B o ke

cal cul ated and .Ehe magﬁ Wgs r ebui e ano
macr ocycl e, ammiC&Rothet) (Brte s EEME JSR dfisudusr K rigehivay cnd o al
aver ag :c ngk:{j ef Fmgeﬁh@pigﬁc?mtadeﬁle%f atpi@dmedtnbe YebRSoTP , sedFBlL ?VA&.EV ors
were found i|ankhe, 81)C Yo G l?ﬁﬂ 1 g]at% est of t
macr onol ecul e_was %{ |t ’Sr%?k{gl% 37- 38’4?Efv eS%? 2] g‘)ﬂ%gycrrmg al
structure con&P<PUstirtedyaing giephoipenyiand fprm ef QKA (PR peewion codol ffdlers, and
one put ati ve asihokdndate.obhis anghl hadecatur réplécamtorsobiioR Jadk6/aivael with kge- R
factor of 28 .R2%dsSéng el ary BRI 0fus2md A : | Lundsiee N 25
Fol | owi ng, { he 1c_;lorx’rlpl §ti on of the refine nprog?%% Sgg?glt%f'm&sl;t ?ﬁj%t ure,
t he 2 rennement macrocycle. A typical refinement macrocycle consists of 100-200
rounds of conjugate gradient minimization, simulated annealing with either torsion or
Cartesian dynamics, and grouped or individual temperature factor cafculation. All
refinement procedures were executed using the program CNX (Molecular
Simulation, Inc.) This was followed by caicuiation of new electron density maps and
25  manual rebuilding of the model based on features within these maps using the
program O (DATAONO AB). All data from 30A-2.8A in the C222(1) set of data
was used. Despite numerous macrocycles of refinement, it was not possible to
improve the model to better than an R-factor of 35% (free-R. factor of 0.41). This

bias towards an incorrect structure was caused by the lack of high-resolution data and

50 thelow ratio of parameters to measurable data in the refinement.

To alleviate this bias, cross-crystal averaging was used to improve the phases
provided by the initial molecular replacement solution. In cross-crystal averaging,
two or more separate "views" of a structure are obtained from crystals of vastly
different unit cell dimensions and/or space-groups. The electron densities of these

(W)
LA

views are then averaged together to provide more accurate phases for the Fourier




resul ting nodel and nol ecul ar repl acenent were then used to determ ne the
position and structure of the nolecule in the two soaked-conmpound @3 MAR 2005
crystals and the 30 P222(1) crystal. The current best GSK3(3 structure Is
froma P222( Ljygdysdeal form 1 8 MAR 2005 WO 02/ 24893 PCT/ USSHhR95AYy - 190
obtained during a soak with Conpound 2 (illustrated below) which diffracts
to 2.2A. This structure consists of tvvdl%90pi es of the biologically

rel evant nmacronolecule in the asymmetric unit, 336 waters, 6 glycerols;
this structure has an R-factor of 26.2% and free-R factor of 30.8% using
data from 30A-22 A Conpound 2 has not 5 reached hi gh enough occupancy in
the active si t@ecb@str'ﬂ@tldﬁb@fedhé/ %QctroQO&HRBﬂnﬂndzan ﬁe&%e@bﬁ?@%@tﬁﬁa&% Wgs used

to determnetpe strucigtj l[imting nature avai | edta
col | ection facfFIsHy &&t ""l“‘ﬂe t?‘?ré"paf\%“'r EYERlEdi ROF Shafrossett it 2veraging.atde
si ngl e/ nul ti pl €22Hdpronyghiodesa sa&ph@@érmyﬁtal@lntahﬂéﬂthﬂ&ﬂrf@nbyoak{mgrﬁsesm or in
conpuncti on i bRaPheeylal SERAREENnguld NG DaET R Sanalls, as

od her rys Mo

well.  -A de cr %on of these s an gra Aic prl nci pl es
can be foun SRS SORHART e ehvdnas, for thué<i @veal fpe ushgdhepartially
macr onol ecul ar reﬁmyﬁsﬁam;bgmqehyheamblmms wpresemed e toho u®ldiulzs oF 68K38 aglvances

and caveats. Cygrent, ﬂhf?gf{h@ Y T REPUL VoS BRNELRARIR e £00ue 3(4)-

408-422. Wil e the Srre e 1nv
illustrated ant thaég?c? {1pgrstal oy pnd g‘é ‘%ﬁﬁ‘r‘%‘%ll&ﬁ%c@ rraxstal dpb werechgthges can
be made t her ei calwlattétbul?ollo%gjmpamb iphgped firafigune-Endrit fromnch Gsapee of 10 he

nventi on. 11 6.WAR.2055 00, A2024585, EETLRALL29509 cra] Tag AEROAL e S of

t he |nvent|on In alhed are
defined as f ol P6ipsed peaingt thet frdytr warthf'p%mi &lamsatgdhs? erogereRe PMBYIUR TESK3

protein, conpfd.glovgan. (aiht COD¥iadd BFFE ACBEUNSsIdtRAMR P @ei N ETH dolayhn g
stored t her eonls@hogi Bp JQ%@L]Q:ldr‘aﬁltcS%)%o PaYA, dp{aé m%%ed clgsa& a%lhg%mn'%

protein in cryﬁ f[ |C|en
t hr ee- di mensi oh¥lenEer 44 f¥oesm t%“b@@’ef?r pEr&ped. ( 0 awaqay@wngmpmefht oni ¢
coor di nat el - r elgctanf dansict mmps cata caltdared ahd tie mpdelv ivee rabaill folltivadt bydef i ni ng

an atom ¢ nmodel,offer [dHae B InRERYGE Nind ARG & RPS 1 %ﬂg‘) out put
data defining tf? "t reg-dl manscgegna Structure fadngyﬁ g&%&%‘r& edﬁbe
tota avcragmc/leﬁnement cycles were performed. In cycles 2-3, major SITOIS were

found in the C222(1) mode! and corrected, and the rest of the macromolecule was

built (residues 37-384). The final C222(1) crystal structure consists of the
20 biologically relevant molecule, 79 waters, and one putative chloride ion, and has an

R-factor of 22.46% and a free-R factor of 28.22% using data from 30A-2.7A.

Compound 1:

25

Following the completion of the refinement of C222(1) crysta! structure, the
resulting model and molecular replacement were then used to determine the position
and structure of the molecule in the two soaked-compound C2 crystals and the

30 P222(1) crystal. The current best GSK3p structure is from a P222(1) crystal form




2. A conputer readabl e nedium having stored thereon atom c nodel data of
the GSK3 protein produced by the nethod of CAaim1l1. 3. A GSK3-(3 {3 arans
correspondi ng to the physical nodel of the atomc nodel of the Iigand
nmodel producegy PyssbNe method of Caiml. 4. A nethod for dgsigeyAgski gands
that bind to a GSK3 protein, conprisi ng using some or all of the atomc
coordi nates of the GSK3 construct presi Mted in Table 1 5. A method for
designing ligands that bind to a GSK3 protein, conprising: (a) providing a
purified GSK3 protein; (b) crystallizing the purified GSK3 protein to
provide a crystallized GSK3 protein having biological activity; (c)

resol vi ng the oBL.fddg deﬁﬁ: moak Qﬁth%&rﬁ}o%{xdi @%n@ﬁ%%a@&?kvﬁlcﬂ d(%k?}ﬂg{%&it&(z bay

crystallography to obtain data suita striicture
det er ni nat i on Lo STURRTECRORAISS b7 FOPISP thipBiolpieirglly Féevartmayemeeatiedn f r om
resol vi ng t he tistasynmatre wft, 5tewaters,yidlpdetdly elds 5K3urp hat @l Rfdctr af COTput er
al gori thmto denelale cdinielo Of Willg @K%g&%’ooi%'vnz&s“b%?éﬁdf?r {58, 1 1

desi gning Ligands that Wi | ind t rotei n act e; and (e) -
appl yi ng an i refFhadibyeh WB%‘%%%’“%H%Y’@BV %V%ﬁiﬁlt‘ape gbseredures are applied to
t he conput er gener @badoumddel to identify GSK3 binding |ligands. 18 MAR 2005
WO 02/ 24893 PCT/ USO 1/ 29549 -192 6. The nethod of Caimb5, wherein the
protein conprises the atomc cogrdinates set forth in Table 2. 7. The

met hod of Claimb5, wherein the pv“ot ei n conprises the amino acid sequence
set forth in SEQID NGO | or an. alt mut ant orcCivg nCl t hereof 8. A GSK
bi ndi ng |i gand desi gned by theOrret odl of any o off ains 4-7. 9. A nethod
for identifying a GSK3 medi at orHby t e fiwi i ndi ng i nteractions
bet ween a potential mediator and a GSK3!Ibinding _site, the 'binding site
bei ng defined by at |east sone of the atom c coordidhates set forth in
Table 2, the nmethod conprising: (a) generating a Q i¥g cavity defined by
the binding site on a conputer generating conpounds with their spati al
structure; and determ ni ng whet her the conpounds bind at the GSK3 bi ndi ng
site. 10. 1A net hodTlieapproehtwds ykadigo aeanipe thirdtubtai: dieds dlabnitiKdamet i vity,

of available data collection facilitias at the time. More traditional methods such as

single/multiple isomorphous replacement or MAD phasing by themselves or in

conjunction with molecular replacement could have been used equally as well. A

description of these methods and other crystallographic principles can be found in

15  B.K. Shoichet and D.E. Bussiere, The role of macromolecular crystallography and

structure for drug discovery: advances and caveats. Current Opinion in Drug
Discovery & Development 2000; 3(4): 408-422,

While the preferred embodiment of the invention has been illustrated and

described, it will be appreciated that various changes can be made therein without

20  departing from the spirit and scope of the invention.




conprising: (a) designing a potential nediator for GSK3 that will form

non- coval ent bonds with amino acids in the GSK3 binding site basé8 MR 281

| east some of the atomic structure coordinates set forth in Table 2; (b)
obt ai ni ng the Wyowamsbaal nediator; and {c)--- determ ni ng whethesoit2t89
potential nmediator mediates the activity gf GSK3. It. A method for
identifying a conpound that nediates GSK3 activity, conprising: (a) using
a three-dinensional structure of GSK3 as defined by the atom c coordinates
set forth in Table 2 to design or select the potential nediator; (b) (c)
obtaining the potential nediator; and contacting the potential nediator
with GSK3 to det er nilhe embstihents dftke poireinh inahictesh atREvIBdbates difeact i vity
of GSK3. 12. A jconpiHiske deBhedds95HGINY @ three-di mensional representation of
a nolecule or nolecul ar conplex, wherein said nolecule or nolecular
complex 1 B MAR 200§ WO 2/25%2%.PCT/Q§01129549, -193 conprises a binding
pocket defined by at'|ea t 2SHRE T8F Aroveding R domsopaitlapes GFK3GeKeEipr ovi ded
in Tabl e 2, or camph#r®- di nensi onal representation of a honol ogue of the

mol ecul e or ol ecul af) CORFBYiB%g A WRRH BN h DB COMRME ﬁgvi&qgﬁgrreh %hee%éon(aﬁ% a

machi ne-r eadabl e atg storgﬁe neq%yn1co rising a dat@a storage iterial
encoded with mecHiHECPERUAbflactqadate oftihs SSKO Paptein dacarselingipmosthe Heta at omi c
coor di nat es setsuffigientroimeddlahy thre:dirfinsioaalwoudcira gf tive BEKY pf@éinst or i ng

| nstructions for presessiigsais. JFBEN:AGaLE0a0 Siflalah d6) rBn ) o
central-proce55|qﬁg%§5t coupled to said rking ‘menory an 0 safa
machi ne- r eadablP& ¥4t éFEPH%@“WE&FﬁﬁW?%WO BBS PR P4 aRdchi ne readabl e
data into said thr&?- diadnasioamnic epddsentatdranicfiang the three-dinspkiayaicoupl ed
to said centragtﬂﬁ@ggﬁﬁg@gKg@hﬁdgpr di spl aying said three-di nensional
representation. 13. A conputer for determining at | east a portion of the

atom ¢ coordi nates,correspondin é% an %—rgy diffr%ftiqn pattern of a
mol ecul e or nol ecul &r _ conplex, AP e favmginet tebrpraiaws: mpdyl o
machi ne- r eadab#&2@hthg GSKSmatjein modheathbe drrpméthideg Ceindt a storage materia

encoded wi th machi ne-readabl e data, wherein said data conprises at |east a

3. A GSK3-B ligand corresponding to the physical model of the atomic
model of the ligand model produced by the method of Claim 1.

4, A method for designing ligands that bind to a GSK3 protein,
comprising using some or all of the atomic coordinates of the GSK3 construct
presented in Table 2.

5. A method for designing ligands that bind to a GSK3 protein,
comprising; :

(a)  providing a purified GSK3 protein;

(b)  crystailizing the purified GSK3 protein to provide a crystallized GSK3
protein having biological activity;

(¢)  resolving the structure of the crystallized GSK3 protein using x-ray
crystallography to obtain data suitable for three-dimensional structure determination
of the GSK3 protein;

(d)  applying the data generated from resolving the structure of the
crystallized GSK3 protein to a computer algorithm to generate a model of the GSK3

protein suitable for use in designing ligands that will bind to the GSK3 protein active
site; and

(e)  applying an iterative process whereby molecular structures are applied
to the computer generated model to identify GSK3 binding ligands.
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performng a Fourier transformof the nmachine readable data of (a) and for
processing said nmachine readable data of (b) into structure coordi nates;
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met hod of C aisf*8%. 19. The nethod of Claim 1, wherein the atomc

coordi nates conprilse tpseationtanmootsdiitathels speit! stroetidy; ind Tabl e 2. 20. The
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COmprising:

(a) designing a potential mediator for GSK3 that will form non-covalent

bonds with amino acids in the GSK3 binding site based on at least some of the
atomic structure coordinates set forth in Table 2;

(®) obtaining the potential mediator; and

(c}-~- determining whether the potential mediator mediates the activity of
GSK3.

1. A method for identifying a compound that mediates GSK3 activity,
comprising:

(a)  using a three-dimensional structure of GSK3 as defined by the atomic
coordinates set forth in Table 2 to design or select the potential mediator;

() obtaining the potential mediator; and

(©) contacting the potential mediator with GSK3 to determine whether the
potential mediator mediates the activity of GSK3.

12.

A computer for producing a three-dimensional representation of a

molecule or molecular complex, wherein said molecule or molecular complex
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comprises a binding pocket defined by at least some of the atomic coordinates of
GSK3 provided in Table 2, or a three-dimensional representation of a homologue of
the molecule or moiecular complex, wherein the computer comprises:

{(a) a machine-readable data storage medium comprising a data storage
material encoded with machine-readable data, wherein said data comprises the
atomic coordinates sat forth in Table 2;

(b) a working memory for storing instructions for processing said
machine-readable data;

(c) a central-processing unit coupled to said working memory and to said
machine-readable data storage medium for processing said machine readable data
into said three-dimensional representation; and

(d) a display' coupled to said central-processing unit for displaying said

three-dimensional representation.

13. A computer for determining at least a portion of the atomic
coordinates corresponding to an X-ray diffraction pattern of a molecule or molecular
complex, wherein said computer comprises:

(a) a machine-readable data storage medium comprising a data storage
material encoded with machine-readeble data, wherein said data comprises at least a
portion of the atomic coordinates set forth in Table 2;

{b) a machine-readable data storage mediumn comprising a data storage
material encoded with machine-readable data, wherein said data comprises an X-ray
diffraction pattern of said molecule or molecular complex;

(c)  a.working memory for storing instructions for processing said
machins-readable data of (a) and (b);

{d) a central-processing unit coupled to said weorking memory and to said
machine-readable data storage medium of (a) and (b) for performing a Fourier
transform of the machine readable data of (a) and for processing said machine
readable data of (b) into structure coordinates; and

(e) a display coupled to said central-processing unit for displaying said

structure coordinates of said molecule or molecular complex.

14. A method for crystallizing a human glycogen synthase kinase 3
(GSK3) protein, comprising:
(a) providing a purified GSK3 protein; and
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(&) crvstallizing the purified GSK3 protein to provide a crystaliized GSE3
protein having biclogical activity, wherein the protein is crystajlized from a solution
comprising from about 10 to about 14 percent by weight polvethylene glycol, from
about 9 t¢ about 13 percent by weight 2-methyl-2,4-pentanediol, and from about 1§
to about 22 percent by weight glycercl, and wherein the crystallized GSX3 protein is
resolvable using x-ray crystallography to obtain x-ray pattemns suitable for three-

dirnensional structure determination of the GSK3 protein.

15. The method of Claim 14, wherein crystallizing the GSK3 protein

comprises crystailizing by a hanging drop vapor diffusion method.

16.  The method of Claim 14, wherein the protein comprises the atemic

coordinates set forth in Table 2.

i7. The maihod of Claim 14, wherein the protein comprises the amno

acid sequence set forth in SEQ ID NO: 1 oran active mutant or vaxizagt thereof,

——
(e ]

A erystaliized GSK3 protein provided by the method of Claim 14.

19, The method of Claim 1, wherein the atomic coordinates
comprise the atomic coordinates set forth in Table 2.

20. The medium of Claim 2, wherein the atomic model comprises
the atomic coordinates set forth in Table 2.

21. The ligand of Claim 3, wherein the atomic mode} of the ligand
model is derived from the atomic coordinates set forth in Table 2.




