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Qualitative Analysis Report

Data Filename 160114ESIAL.d Sample Name qscl-12c

Sample Type Sample Position

Instrument Name Agilent G6230 TOF MS User Name KIB

Acq Method ESL.m Acquired Time  1/14/2016 2:50:02 PM
IRM Calibration Status Sl oA Method Default.m

Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
200 0 ESI
%10 4 |+ Scan (1.193 min) 160114ESIAT.d
351 437.1214
3
2.5
2
1.5
1
0.5
0
437.12135 437.1214 437.12145
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ton
121.0509 1 [44777.22
232.1119 1 [60764.51
233.1148 1 [9446.49
274.2738 8271.41
301.1406 8627.94
330.3369 1 [12845.95
437.1214 1 |31514.45 C22 H22 Na 08 M+
851.2513 1 [10064.86
922.0098 1 [55923.52
923.0129 1 [8965.4
Formula Calculator Element Limits
[Element Min Max
C 0f 200
H 0] 400
(9] 0 15
Na 1
Formula Calculator Results
Formula [CalculatedMass [Mz [Diff.(mDa) [Diff. (ppm) [DBE
[c22 H22 Na 08 | 437.1212]  437.1214] 0.2 04  115]

--- End Of Report -
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Qualitative Analysis Report

Data Filename qscl-37f.d Sample Name qscl-37f

Sample Type Sample Position P1-F1

Instrument Name Instrument 1 User Name

Acq Method SIBU.m Acquired Time  8/16/2016 9:35:28 AM
IRM Calibration Status Sl oA Method ESI+.m

Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage Collision Energy Tonization Mode
0
%10 4 | *ESI Scan (0.157-0.274 min, 8 Scans) Frag=136.0V gscl-37f.d Subtract (2)
1 401.1570
2 (M+Na)+
1.75
154
1.254
14
0.75
0.5
0.25
0 T T - T - -
400.4 400.6 400.8 401 4012 401.4 401.6 4018 402
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ton
102.1278 1 128543.66
274.2744 1 163959.22
302.3059 1 126988.31
318.3006 1 143067.45
330.3371 1 |41844.74
336.1233 1 121154.07
401.157 1 |19549.72 C20 H26 O7 (M+Na)+
453.1676 1 124213.2
‘Formula Calculator Element Limits
[Element Min Max
C 3 60
H 0] 120
0 30
Formula Calculator Results
[Formula [CalculatedMass [CalculatedMz Mz [Diff. (mDa Diff. (ppm DBE
[c20 H26 07 [ 378.1679] 401.1571]  401.1570] 0.1] 0.3] 8.0000]
--- End Of Report -
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