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S Hr{LR%: Prominence UFLCy, & %, B 31F LC-
20ADy x 2( 51 & B ), SIL-20ACy, ( B zh HE #£ 8% ),
CTO-20AC (#£3& 46 ), CBM-20A( R 4t 1= §l 7% ),
DGU-20A,( LM SH] ), SPD-M20A( Z1RE R
M2 ), LCMS-IT-TOF ( BFB - FTRERIE )
LCMSsolution( T{E¥f )o

SRIE. 0.3 mL/min

BILEFE: Shim—pack XR—-ODS ( 75 x 2.0 i.d mm,

2.2 um)

HE: 35C

HHE. RANEFREIE 2 1L

WENtE: AJK +0.1% BFEE B ZhE

PR RN A/B=50/50(v/v)

SMEAE:  190-800 nm
g%

AT EE. LCMS-IT-TOF

EFIE: ESI(+)

BFREOEEK. 45kV

EFHAS. X 1.5 L/min

FHES: ®X 10 L/min

WES: @5

BAFIERE . 200C

IFAEHNEE . 200°C

B SR51E
BRAMEBENREIRERECES BRERWAE 1
Fm, HAplE | ATFERIRME RN

1 492 nm ¥5MEERIFNE B FIRER
REFRERIENE AR

ERE. ABEFEXDRITE | #1704, FRZ%E
BHIE. ABFRIZMNEER, mE 2 Fx, HEEIE.
B FREAAED T EFIEDHA m/z 368.1396 F m/z
366.1270, > FHFUNERDHINE 3 Frm. RI\DT
ATNLER, AMARMERND FRA CH N0, R
Z750.54 ppm,
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File Bait Vie Help File Bait View K

D & BEEOE uwwE ? e & BEEOE wwuE ?

Event#: 1 MS(E+) Ret. Time : 2,967 -> 3,250 - 0,467 -> 2.455  Measured mfz: 368.1396 | Charge: (1 ¥ Event#: 2MS(E-) Ret, Time : 2,967 -> 3.250 - 0,467 -> 2.455 ¢ Measured mfz: 366.1270 | Charge: o Active Min. Max A
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Rank. Score  Formula (M) Ton Meas. mfz Pred. mfz D#f (mDa) Diff (ppm) Iso Score DBE A Rank Score  Formula (M) Meas. mjz Pred. mjz Diff (mDa) Diff (ppm) Iso Score. DBE A
1 8509 C23HITNG 02 fhH] + 366139 3631394 02 054 s 170 4| 1 5193 Cl1H2IN509 3661270 366.1267 03 082 S8 40 -
2 6438 C11H21 NS 09 [M+H] + 368,139 368.1412 1.6 435 7026 4.0 2 41,28 C12HI7 N3OS 366,1270 3661280 1.0 273 43,14
3 5255 C7HI7N1107 [M+H] + 368.139 368.1385 1.1 2.99 55.31 5.0 3 36,61 C23HI7N302 1 366.1248 22 601 45.82 17.0
4 4980 CI19HI3NG [M+H] + 368.139 368.1367 29 7.88 81.37 18.0 L] 36,35 C7HI7N1107 366,127 366.1240 3.0 8.19 62,56
5 44.04 CI2ZHI7N9 OS [M+H] + 368.1396 368.1425 29 7.8 71.97 9.0 s 27.47 C2BHITN 366.1270 366.1288 1.8 4,92 30,45 210
6 37.66 C6H21 N7 O11 [M+H] + 368.139% 368.1372 24 6.52 50.35 00 6 24.06 C6H21 N7 011 366.1270 366.1226 4.4 12.02 69.52 0.0
7 27.72 CI8HI7NS 04 [M+H] + 368,139 368,1353 43 11.68 78.03 13.0 7 1351 CI19HI3NG 366,1270 3661221 49 13,38 43,61 18.0
) 2506 CBHITN M) + 30 3681434 38 1032 602 210 g B 982 CIEH2IN307 3661270 366.1307 a7 1011 2474 80 g
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B Accurate Nass Calculator

Mass Calculator

Farmula Calculator

930583  MresO0ses o chargs: | 1] adduct: -

15835 TS # Mass Diff | Formula

93,0538 0.00447  CH7 N3 02
Error Margin: 93.0651 0.00676 H7 NSO

z2
3
4 93,0704 0.01213 C7HI

5 93.0453 0.01303 CSHSMNZ
] 93.0426 0.01571 CZHFMNO3
7

DBE Range: 93,0413 001705 HS M4 02

Electron Ions:

EBoth configurations w
HC Ratio:

[ apply nitragen Rule

Maxximum Resuls

_ @
7 hits:

DBE Calc. Formulae
0.0
0o NH>
35
4.5
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05

Adducts. .

Advanced Settings. ..
Elements... C6H7N
Exact Mass: 93.0578

6 MS' E MS* R ATNER K TRERLEH

MS® & MS® =4 C,0, IR CH,0, 9 MEEX, HMHPEF 2 M2EEF, 1 -OHH -C=0, MS’ £ MS*
HEATR P EIN CHN IR MEER, HNEFTEEE -N=N- BERAIEED

X MS® 89 m/z 219 BF#HFTHT, m/z 219 BFEILERA CH N, ERRMER 115, NMeEMNEEKR, FEit
EEFSBINLLGEM, 55 -N=N- 2549, N m/z 219 BFIEEFIUTHES (E 7).

4Nﬁ+ O

CisHiN,
Exact Mass: 219.0917

CisH Ny
Exact Mass: 219.0917

B 7 m/z219.0899 B5F o] REFILEHS

FEENEZEBREUE CHN EMEHEN, RAE
RO EH5E 8 i iZE .

oS @
. e

Cy3Hi7N;0,
Exact Mass: 367.1321

Chemical Formula: Cy3H;7N;0,
Exact Mass: 367.1321
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1
MS'(+) MS Precursor: 275.0810
Inten.(x10,000,000) ten.(x100,000)
e 368.1409 219.0899
05 5.0+
: 275.0831390.1238 76.r863
solrr \ FL [4 31837 ' 7572554 ool 1560457, | ‘ ‘ ' ' :
: 100 200 360 400 500 600 760 860 900 miz 100 200 300 400 500 600 700 800 900 miz
2 4
MS* Precursor: 368.1405 MS™ Precursor: 219.0890
Inten.(x10,000,000) Inten.(x10,000)
20 275.0820 ool 192.0639
1.04 1.09
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OH

: CysHy Ny Chemical
19.0917 Exa

Chemical Formula: CysHN:0; Chemical Formula: Cy7H, N;0; Chemic:
EExact Mass: 368.1394 Exact Mass: 275.0815 Ex:
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