wo 20207178569 A 1 | AI] NN 0 KO0 00O O

(12) INTERNATIONAL APPLICATION PUBLISHED UNDER THE PATENT COOPERATION TREATY (PCT)

World Intellectual Propert <
O rganiation > 0 0.l
International Bureau / (10) International Publication Number
(43) International Publication Date —/ WO 2020/178569 A1

10 September 2020 (10.09.2020) WIRPO | PCT

(51) International Patent Classification: Marsh Lane, New Mills, High Peak, Derbyshire SK22 4PP
HO1J 49/00 (2006.01) (GB).
(21) International Application Number: (74) Agent: JEFFREY, Philip; Dehns, St Bride's House, 10
PCT/GB2020/050500 Salisbury Square, London EC4Y 8ID (GB).
(22) International Filing Date: (81) Designated States (unless otherwise indicated, for every
02 March 2020 (02.03.2020) kind of national protection available). AE, AG, AL, AM,

AO, AT, AU, AZ, BA, BB, BG, BH, BN, BR, BW, BY, BZ,
CA. CH, CL, CN, CO, CR, CU, CZ, DE, DJ, DK, DM, DO,
(26) Publication Language: English DZ, EC, EE, EG, ES, FI, GB, GD, GE, GH, GM, GT, HN,

. HR, HU, ID, IL, IN, IR, IS, JO, JP, KE, KG, KH, KN, KP,
(30) Priority Data: KR,KW,KZ, LA, LC, LK, LR, LS, LU, LY, MA, MD, ME,

(25) Filing Language: English

1902780.4 01 March 2019 (01.03.2019) GB MG. MK, MN, MW, MX, MY, MZ. NA, NG. NI, NO, NZ.
(71) Applicant: MICROMASS UK LIMITED [GB/GB], OM, PA, PE, PG, PH, PL, PT, QA, RO, RS, RU, RW, SA,
Stamford Avenue, Altrincham Road, Wilmslow Cheshire SC, SD, SE, SG, SK, SL, ST, SV, SY, TH, TJ, TM, TN, TR,
SK9 4AX (GB). TT, TZ, UA, UG, US, UZ, VC, VN, WS, ZA, ZM, ZW.
(72) Inventors: KOZLOV, Boris; 18 Barrowfield Road, Man-  (84) Designated States (unless otherwise indicated, for every
chester M22 IRT (GB). MAKAROV, Vasiliy; 190 Ili- kind of regional protection available): ARTPO (BW, GH,
no, City of Bar, 85000 (ME). RICHARDSON, Keith; 89 GM, KE, LR, LS, MW, MZ, NA, RW, SD, SL, ST, SZ, TZ,

UG, ZM, ZW), Eurasian (AM, AZ, BY, KG, KZ, RU, TJ,

(54) Title: SELF-CALIBRATION OF HIGH RESOLUTION MASS SPECTRUM

0.008; w v B AR o F ey T
0.007: T ‘..‘. R u A s ’%’y“"’w st L P " *
. s
oot N R I O
0005 " P ek e, ey w L
0.004: . .f:.:, :‘._ON uw-‘,o.&:‘ ;‘.& «% 3:;--:‘ %:""{: “‘ N v e . > .
J . .
0003 S e aete EFone e T o,
0002 ; S
I o e ssprim T by GH0 -2 1, .
» 84 22y y e o o
R, - ”", oo M"ﬁ i Lorvert assigrments
P
02 C e il stk e G Ny GH 0
-U « P v a aHs S Fay b gt gaa e s »
0003 R o | R o e FRBN e BT S B0y 5’%’2 s
o 4 [ £, Sy 7 s,
0004 o m‘;‘ '«m Smsa é"“m myx"tt'?:”‘{' 5.‘ Bl i S FRRE Y oe
-0.005 Ty tar ey BT R B AR o
0006 R R L S I I A w..w'.’i"‘.m’a‘ P
o . =
0007 Lo, o %'ﬁgﬁxﬁ* IKARCACEE S .
0,008 £ o = e, ;
XY BRI PR A : o
20,009 o ”q'”“ i S R A -

60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460
Number of Hits

0001 0002 O 003 0 004 0 005 0006 O 007 0 008 0. 009 0 01 0.011
vz error, Da

Fig. 5

3 o

Bxalan oo PP [l | Y pal P St
-0.01 -0009 -0.008 0007 0006 0005 -0.004 0003 0002 -0.001

(57) Abstract: A method of self-calibrating a mass spectrometer or mass spectral data is disclosed. At least some first observed mass to
charge ratios are matched with or against a comprehensive reference set of possible or predicted elemental compositions having known
precise mass to charge ratios. One or more calibration parameters of a calibration routine are then adjusted so as to optimise the match
between one or more of the first observed mass to charge ratios and the corresponding known precise mass to charge ratios of one or
more possible or predicted elemental compositions contained within the reference set.
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