LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029242.D

Acqg On : 06 Jun 2022 16:44
Operator : JC/MD

Sample : N3160-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X053122W.M

Title : SW846 8260

Signal : TIC: VX@29242.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.142 6 9 17 rVB 183401 153797 9.93% 1.740%
2 1.264 24 29 38 rvVB2 27483 41030 2.65% 0.464%
3 1.367 41 46 54 rVB2 51865 84390 5.45% ©.955%
4 1.745 105 108 117 rVvB2 11481 16379 1.06% 0.185%
5 1.904 130 134 139 rBV2 12692 16743 1.08% 0.189%
6 1.953 139 142 148 rVB2 12586 17811 1.15% 0.201%
7 2.379 207 212 221 rVB 12716 21450 1.38% 0.243%
8 2.538 229 238 247 rBV 22201 41588 2.69% 0.470%
9 2.946 297 305 317 rVB 29074 67968 4.39% 0.769%
106 4.574 559 572 582 rBV 12562 40267 2.60% 0.456%
11 5.098 646 658 674 rBV2 109608 334112 21.57% 3.780%
12 5.391 693 706 722 rBV2 181409 529462 34.19% 5.990%
13 5.556 722 733 752 rVB2 290505 826684 53.38%  9.352%
14 5.958 786 799 810 rBV 192315 511278 33.01% 5.784%
15 6.763 921 931 949 rBV 473386 1143579 73.84% 12.937%

16 8.653 1234 1241 1249 rBV 984144 1548758 100.00% 17.521%
17 8.720 1249 1252 1260 rVB 9835 17283 1.12% ©.196%
18 10.055 1465 1471 1483 rBV ~ 987539 1320822 85.28% 14.942%
19 11.085 1634 1640 1653 rBV 728844 951891 61.46% 10.769%
20 12.024 1788 1794 1803 rBV 932656 1133259 73.17% 12.820%

21 12.859 1926 1931 1939 rBV2 15377 20999 1.36% ©0.238%

Sum of corrected areas: 8839550
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029242.D

Acqg On : 06 Jun 2022 16:44
Operator : JC/MD

Sample : N3160-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX029242.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029242.D

Acqg On : 06 Jun 2022 16:44
Operator : JC/MD

Sample : N3160-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Propene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.142 9.30 ug/l 153797  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Cyclopropane 42 C3H6 000075-19-4 9
3 Cyclopropene 40 C3H4 002781-85-3 9
4 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 4
5 4-Amino-1-butanol 89 C4H11NO 013325-10-5 2

Abundance Scan 9 (1.142 min): VX029242.D\data.ms (-6) (-) m/z 41.10 100.00%

41.1
5000 i
36#‘ 1.201.301.401.50
ot m/z 39.05 80.87%
mlz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
5000
27.0 1.201.301.401.50
m/z 42.10 57.62%
ol 10 10910 |
\\HHH’\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘ \H‘HH‘HH‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance
42.0
1.201.301.401.50
m/z 44.05 34.82%
5000 270
14.0 36.0
Y | R i 4111 TR —
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #54: Cyclopropene ARREEssRREEEEEE S
39.0 1.201.301.401.50
m/z 43.10 33.94%
5000
I
) Y1141 O GNP L G 1 A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.201.301.401.50

82X053122W.M Tue Jun 07 18:54:20 2022 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029242.D

Acqg On : 06 Jun 2022 16:44
Operator : JC/MD

Sample : N3160-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl.367 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.367 5.10 ug/1 84390  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 47
2 1-Butene 56 C4H8 000106-98-9 27
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9
4 Cyclopropanecarboxaldehyde 70 C4H60 001489-69-6 9
5 Butanenitrile, 3-methyl- 83 C5HON 000625-28-5 9

Abundance  Scan 46 (1.367 min): VX029242.D\data.ms (-41) (-) m/z 43.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029242.D

Acqg On : 06 Jun 2022 16:44
Operator : JC/MD

Sample : N3160-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propene 1.142 9.3 ug/l 153797 1 5.556 826684 50.0
unknownl.367 1.367 5.1 wug/l 84390 1 5.556 826684 50.0
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