WO 2013/176756

100 \/

13

PCT/US2013/031661

FflOZ

104  MEMORY
~ 110 OPERATING SYSTEM T 124
CPU T 122 SYSTEM FILES - 126
| ) B
112 PROGRAMMING N 128
= IMMUNOGENICITY PREDICTION PROGRAM -\ |, 132
E | 118 USER INTERFACE N 134
1{s [EETEEEEE DOCKING MODULE - 138
116 ooooooono _
OSER INTERFACE SCORING MODULE "\ 140
RANKING PROGRAM - 142
MODELING MODULE - | 136
CONTROLLER  H (\Lr
J DATA FILES - 130
108
PEPTIDE MODEL - 144
106
DRIVE MHCIl MODEL - 1@
TCR MODEL 4 148
120~{ NIC 150
SEQUENCES Y’

FIG. 1



WO 2013/176756 PCT/US2013/031661

RETRIEVE MODELS FOR SELECTED PEPTIDE,

MHC-Il and TCR
AN
>\206
DOCK PEPTIDE WITH MHCII TO PRODUCE
pMHCII MODEL
\ 08
REPEAT FOR
TO PRODUCE pMHCII-TCR MODEL \)\ PEPTIDE,
210 pMHCII
OR TCR

CALCULATING SCORE INDICATING STRENGH OF
BINDING INTERACTIONS IN pMHCII-TCR MODEL

216 2214

OUTPUT SCORE _/

|

| |
| i
|

| |
| |
| |
| |
| |
| |
| |
| |
| |
| |
| |
' |
|

| DOCK pMHCII MODEL WITH TCR ! DIFFERENT
| |
| |
| |
| |
| |
| |
| |
| |
| |
| |
| |
| |
| |
| |
| |
' |

ALL SEQUENCES NO

ANALYZED

RANK COMPLEXES BASED ON SCORES ‘3\
220

OUTPUT RANKED LIST |~

|
|
|
222 :
|
|
|

FIG. 2



PCT/US2013/031661

WO 2013/176756

3/3

€ (2)1DHINd H, (x)doL

A (L2)I11DHN H (x)doL

! (Ge)IIDHN H (x)doL
juey g

ﬁﬁve:ozzq H (X)40L w

Muel pue Yo usalb Agiuswabebus (1)[|1oHNd [ewndo sulwialag

‘urejoid

uanlb woly apnded
JaW-G| yoe3g =1 aloym

M1IoHWd

(1) *noHINd

(1""*1) epnded

|_|

¢ Dl

(u"e) |IDHIN

®



