LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052618\

Data File : VX002033.D

Aca On - 26 May 2018 21:39

Operator : JC/MD

sample - J3118-16 -
Misc - 5.0mL/MSVOA X/WATER SR N RS 0
ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - W:\HPCHEM1\MSVOA X\METHOD\82X052418W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.075 76 80 93 rBvY 2258551 2665137 100.00% 21.841%
2 1.172 93 96 106 rvB 121045 126530 4_.75% 1.037%
3 1.270 108 112 115 rBvV 21056 27429 1.03% 0.225%
4 1.404 128 134 140 rvB2 72314 107618 4.04% 0.882%
5 1.794 193 198 203 rVvB3 18646 27734 1.04% 0.227%

2.623 330 334 344 rVB 15335 29535 1.11% 0.242%

5.513 796 808 820 rBv2 247580 704597 26.44% 5.774%
rvv 308221 860880 32.30% 7.055%
6.074 889 900 911 rBV 273963 719791 27.01% 5.899%
6.866 1020 1030 1051 rBV 434773 1027284 38.55% 8.419%
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11 8.720 1326 1334 1343 rBV 1343032 2064469 77.46% 16.919%
12 10.116 1557 1563 1575 rBV 868210 1183526 44.41% 9.699%
13 11.140 1726 1731 1745 rVB 1092534 1415774 53.12% 11.603%
14 12.085 1880 1886 1894 rBV 981519 1241879 46.60% 10.178%

Sum of corrected areas: 12202183
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LSC Report - Integrated Chromatogram

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052618\

Data File : VX002033.D

Aca On : 26 May 2018 21:39

Operator : JC/MD

Sample : J3118-16 :
Misc - 5.0mL/MSVOA X/WATER =i
ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\82X052418W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX002033.D
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052618\

Data File : VX002033.D

Aca On - 26 May 2018 21:39

Operator : JC/MD

sample - J3118-16 -
Misc - 5.0mL/MSVOA X/WATER SR N RS 0
ALS Vial : 20 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\82X052418W._M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 3-Butenoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

1.17 7.35 ug/l 126530 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Butenoic acid 86 C4H602 000625-38-7 64
2 2-Butenal. (E)- 70 C4H60 000123-73-9 64
3 Cvclopropanecarboxamide 85 C4H7NO 006228-73-5 39
4 2-Butenal 70 C4H60 004170-30-3 38
5 2-Nonynoic acid 154 C9H1402 001846-70-4 36

Abundance Scan 96 (1.172 min): VX002033.D (-93) (-) m/z 38.95 100.00%
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Abundance #1659: 3-Butenoic acid
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052618\
Data File : VX002033.D

Aca On - 26 May 2018 21:39

Operator : JC/MD

sample - J3118-16 -
Misc - 5.0mL/MSVOA X/WATER SR N RS 0
ALS Vial : 20 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\82X052418W._M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Butane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

1.40 6.25 ug/Il 107618 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 59
2 Isopropvisulfonvl chloride 142 C3H7CI02S 010147-37-2 33
3 Formic acid. chloro-. (3.4.4-tri... 194 C7H11CIl104 107323-92-2 33
4 Oxirane. trimethvl- 86 C5H100 005076-19-7 4
5 Pentane 72 C5H12 000109-66-0 4

Abundance Scan 133 (1.398 min): VX002033.D (-128) (-) m/z 43.00 100.00%
ile]
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Abundance #233: Butane
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Abundance #56651: Formic acid, chloro-, (3,4,4-trimethyl-1,2-dioxeta. ..
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_X\DATA\VX052618\

Data File : VX002033.D

Acq On : 26 May 2018 21:39

Operator : JC/MD

Sample - J3118-16 :
Misc - 5.0mL/MSVOA_X/WATER S TP P
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\82X052418W._M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Butenoic acid 1.17 7.3 ug/l 126530 1 5.67 8608380 50.0
Butane 1.40 6.3 ug/Il 107618 1 5.67 8608380 50.0
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