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Compound name: S0OM
Correlation coefficient. r=0.999938 2 = 0.9998785
Calibration curve: 5.45803 * x + 0.08635249
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~ A: 0.1% FAin Water (148 & %, £ 495 mm7H)

- B: ACN

- C: MeOH
_ D: Pure Water

X FERE R TR pHALY ik, I VAR HLAE P e A A8 2 7 A
- W RAER TR MR GRS, FRRFREEE, RT LR R A E#iE
e
 F R RS
- FL a#sh#4#% (Fix Loop, B i#tAIRE EIEAE)
o> Weak wash: 35t #, 10% ACN
o Strong wash:3& % 7], 90% ACN
o Seal wash: 10% ACN
- FTN a#h#4 % (Flow Through Needle, R #h4t X2 = 3t4%)
o Wash: 8% F3& %A%, 90% ACN
o Purge: /8% T 3345, 10% ACN Seal wash: 10% ACN
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o Weak wash: 852t 5%, 10% BErsS Eeag ar i G B el i 2o
o Strong wash:5& st 7, 90% AT RGEEIAS/AE |
o Seal wash: 10% ACN

- FTN a#h#4 % (Flow Through Needle, R #h4t X2 = 3t4%)
o Wash: /8% T3&&a%, 90% ACN
o Purge: #8% T353%%5%, 10% ACN Seal wash: 10% ACN
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b e A = HSS ( High Strength Silica)
54 4-48: C18/C8/Phenyl/...... = CSH ( Charged Surface Hybrid)
BRI F = Cortecs (solid-core pariticles)
— AR A K, ACNIEAMeOH? —AM T 44
— R F AL EZRWA, TR RRF? LCEMSAR 2w 7
o BTN, AERIPFESIH FHE; BRI WANAMEHTRE, M ELEN
A F
o HBIFARAF LR, KRKKECHEEQIEEFTI; 122 ELF KR H T304
o VARARMEA A F9 15,
© MNTFMSHH: WEMERLLEST, REFIwF RS LMSq L A A;
« MNFTRAMLCHH: REFFMELR S AR E g ERG, STHE L5 H A LA
CRCFHLC, MSHAEMXFR, KR BESF6AEH R
(FA. NH,OH<0.1%, ¥ #%:<10mM)

j = BEH ( Ethylene Bridged Hybrid)
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= RN &K T RATE (M/Z)  Gresxns)
T

~

~ ¥ BT m/z = (M+H)/1
T m/z = (M+2H)/2
- ZUFTHT m/z = (M+nH)/n

" LW H TR & %0E A 8 1/n Da
— Plde, WEEHTRE2EBESFT 0.5Da
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[M+H] 1002.011 ’ "
AM=1 1003.015 m/z = &
N
501.008 i%%&: lg]'fi%:‘lé'a]ﬁé ~1 Da

W B4z &%\ 3E = 0.5 Da
=i B4 &%\ ¥E = 0.33 Da
W AriE: B4 &% 3E = 0.25 Da

501510

[M+2H
AM=0.

502.011

251.008

51259 [M +4H]
AM=0.25

334.341

M+3 ]334.676
AM:O 3335.010 291910
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Source Voltages

Capillary (kV) [ 3. 00 | .J

LR S q

1. Capilliary: "% % w2/, —#%3.0 for
Positive, 2.5 for Negative

2. Cone: #3lL® /=, 30-50V

Cone (V) o 50 |— —

Source Temperatures
Desolvation Temp (|0 400

Source Gas Flow

Desolvation (L/Hr) o 1300
Cone (L/hr) 0 150
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A&, BxLCHf, 450~550°C

2. Desolvation (L/Hr): k(&7 AR
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3. Cone (L/Hr): #3LAa "k A, =250
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RITH AR ESHTE
Time Of Flight, TOF
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1 2 27V 1/2

ik £ 4 % 5 A4 40 ) #0501, RN

® MIZ)B BT, FAAEFER R, RBLIEHE, DIEANE,
Miz K& % -F, ZHAEHRER, BEAENE, HRIE D) XA E 6
K48, X4 m/z

e AABTAREZHAETAH T, RBRENZFZ TRMESEIA, H
AR KRR

o Mz 89T, BTAANE B AR AR, JHREOZ ), RIA ML
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1\1’517] y%'i‘éﬁ +ﬁ; mz_ml Am
0, 4—.—7\ mAERITIARF, A R AREX
2 B4R 69 ELME 5 AR S5 09 R AN E
Bl B 5 XU h % 5 6910%
08
BEXFFILT, THx—3Ei%,
Max. /Dh id’émSO/ﬁxé/J‘l’é y‘uWO OSEPT
06 L4 EXFPEAmM, Ty #EE
An LA
aEEa '
04 (50 % Max. = FWHM) R=m /Wo.os
de RizEZ ARG, LA
> 10% ey Xt 4R A—H

PG T st FTOFR R, ZRKAE
1000.0 1001.0 1002.0 1003.0 B Am#E 50%% & BT R 694
%, BT
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™ Spectrum - [Quad_Check_1]

EFiIe Edit Display Process Tools Window Help --
AR BRE LODOQABRD QA F ¢ & &L,
JLeucine, MS and MSMS function, transmission check UCAXKX 19-Oct-2008
Quad_Check_1 14 (0.476) Cm (2:56) 1: TOF M5 ES+

0 TE
100 -2 mm= == P ——— 203008 D e e e ST 986

________________________________________________________________________________________________________________________

There is a shortcut to the """"""

. : Resolution = 556.3008/0.0236 = 23572 | . : :
Resolution Calculator on your ' : ; a : ' ' :
desk top, which will display the

*1 resolution using the values
highlighted
(located:
C:\MassLynx\SpectrumTools)
== 556.200 556250 556300 556.350 556400 556450
Mass diﬁerenmhannels 12 556.2859 555.3094

N
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'f‘l‘ /[\ ;E'E*'F*J’I)% })ﬁ %Z’ki? ______ mbDa & ppm THE SCIENCE OF WHAT'S POSSIBLE.
FRERMEZORAL, ...... ARERGANZRESEE

m 3712 £, AE:

QUEESIEIRE (CESRErenoRR Sl .. | euENnk, ESI (+)

— mDa
(milli Da) MW (3Z1£184) = 556.277
MW (] & 44) = 556.277
= ik £, RE: AE = 556.2778-556.2771
, = 0.0007 Da
24 3F 8 3
ATk E X 106 = 0.7mDa

Mass (s a)

RE = 0.0007/556.2771
= 0.00000108
= 1.08 ppm

- ppm
(part per million)
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Mass Tolerance | #4412 £ 4930 &
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File Edit View Process Help
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@ @ &) M ole x|

Single Mass Analysis
Tolerance = 50.0 PPM / DBE:min=-1.5 max=500

Isotope cluster parameters: Separation =1.0 Abundance = 1.0%
Monoisotopic Mass, Odd and Even Electron lons

396 formulale] evaluated with 37 results within limits [up to 50 closest results for each mass)

Mass tolerance:
A4 =T /e P

3 XA

| Calc. Mass | DBE | Farmula

Mass Iscre | ¢ | H In]|ols| =~
3110814 3110814 0.0 00 7.5 CIZHIEN4045 5 12 15 4 4 1 |_
3110821 07 -21 165 C20 HI1 N2 02 3 w11 2 2 —~
3110807 0.7 22 170 CIBHINSO 2 B 8 5 1 ® Elementa -
311.0802 1.2 3.7 11.0 C18 H17 N 52 27 13 17 1 2
3110827 43 43 7.0 CH4HIZNOSS 2 14 17 1 5 1 | FEle Edit View Process Help
311.0794 2.0 6.5 12.0 C17 H13 N O5 23 17 13 1 5
3110841 27 486 120 CISHIINSOS g 5 13 5 1 1) IE B S M & oL
311.0730 3.4 10.8 12,5 (C15 H11 N4 04 22 15 11 4 4 __I _l_l_l _I __I _l_I _I
311.0848 2.4 108 25 C9 HI9 N4 04 52 13 3 13 4 4 2| Single Mass Analysis
- - - - = — —— Tolerance = 3.0 PPM / DBE: min=-1.5, max =500
gradtesto03 101 (4.718) 1. TOF MS ) ! o
311.0814 15§ TEOTOPE cluster parameters: Separation = 1.0 Abundance = 1.0%
100 Monoisotopic Mass, 0dd and Even Electron lons
396 formula[e) evaluated with 3 results within limits [up to 50 closest results for each mass]
% Mass |calc.Mass | mba |Prm | DEE | Formula lscore | ¢ | H [ n]ols]
2120850 311.0814 311.0814 0.0 00 7.5 C12HI5N4 045 1 2 15 4 4 1
e 311.0807 0.7 22 170 CIEHI N5 O 2 @ 08 5 1
293.1138 3011363303 1499 3051582 | | 3140838 3191729 327.1992 33116 3110821 07 -1 165 C20 H11 N2 02 3 w11 2 2
e B an e AT R AEoser 4 e i R RRa R e e S ie b
290.0 295.0 300.0 305.0 0.0 315.0 3200 325.0 3300
For Help, press F1 |
gradtest003 101 (4.718) 1: TOF MS ES+
. 311.0814 1.88e4
Mass tolerance:
I a] 4k :I‘i
aT XA A %7 fe "
312.0850
2931138 301.1563.303.1429_ 3051582 | | , 3140838 3191722 357 4992 .
T T T T T Tt T TP T i =TT P =TT T =TT M
290.0 295.0 200.0 205.0 10,0 5.0 320.0 325.0 330.0
©2017 Waters Corporation For Help, press F1 [ v
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R

A REH —BFASTR

—APF R > BFALHX

BT VAL,

B RO 6 A

YedEET <, WE# “Mass Tolerance” T
AAE )N,

FAFO I AR89 T R a9 B AR )
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