LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100820\
Data File : VX018844.D

Aca On : 08 Oct 2020 17:49

Operator : JC/SP

Sample : L4239-21

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\SOMXTR100220WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.386 46 49 56 rvB 44447 50194 8.73% 1.178%
2 1.696 96 100 105 rVB 48633 56498 9.82% 1.326%
3 2.343 201 206 215 rBV 97655 150783 26.21% 3.540%
4 2.830 281 286 288 rBV6 5932 9243 1.61% 0.217%
5 3.154 330 339 347 rBV7Y 6065 16782 2.92% 0.394%
3.501 388 396 406 rVB2 18065 42575 7.40% 0.999%
4.367 530 538 545 rBV10 4272 12995 2.26% 0.305%

4 _556 557 569 598 rBvV 48840 249948 43.45% 5.867%
5.135 654 664 676 rBv2 73234 230450 40.06% 5.410%
6.043 801 813 833 rBv2 169249 494768 86.01% 11.614%

=
QO ~NO®

11 6.830 931 942 955 rBV 123054 295913 51.44% 6.946%
12 7.366 1022 1030 1042 rVB 110428 241000 41.90% 5.657%
13 8.372 1187 1195 1202 rBV 69918 115609 20.10% 2.714%
14 8.695 1241 1248 1256 rBV 252279 380468 66.14% 8.931%
15 8.994 1291 1297 1305 rBV 48340 70470 12.25% 1.654%

16 9.427 1360 1368 1378 rBV 391954 575214 100.00% 13.503%
17 9.732 1415 1418 1424 rVB5 4282 8169 1.42% 0.192%
18 10.097 1471 1478 1490 rBV 257033 362787 63.07% 8.516%
19 11.231 1657 1664 1672 rBV 130108 166536 28.95% 3.909%
20 12.060 1794 1800 1806 rBV 258831 328576 57.12% 7.713%

21 12.359 1843 1849 1854 rBV 310941 382217 66.45% 8.972%
22 13.883 2095 2099 2108 rBV2 9266 18723 3.25% 0.440%

Sum of corrected areas: 4259918
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100820\
Data File : VX018844.D

Aca On : 08 Oct 2020 17:49

Operator : JC/SP

Sample : L4239-21

Misc - 25.0mL/MSVOA X/WATER

ALS Vvial : 14 Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\SOMXTR100220WMA.M
Quant Title : TRACE VOA SOM01.0

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

Abundance TIC: vX018844.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100820\
Data File : VX018844.D

Aca On : 08 Oct 2020 17:49

Operator : JC/SP

Sample : L4239-21

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
Quant Title : TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

3.50 0.72 ug/L 42575 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 72
2 n-Hexane 86 C6H14 000110-54-3 59
3 n-Hexane 86 C6H14 000110-54-3 58
4 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 38
5 Azetidine 57 C3H7N 000503-29-7 32

Abundance Scan 396 (3.501 min): VX018844.D (-388) (-) m/z 57.10 100.00%
5000
86
71 3.20 3.40 3.60 3.80
T ,..'..,.|...,....,....1,4.2..1?6....,....,2.0.6.. m/z 41.00 91.55%
m/z--> 0 20 60 80 100 120 140 160 180 200
Abundance #1820: n-Hexane
5000
3.20 3.40 3.60 3.80
86 m/z 43.10 67 .63%
T
miz--> 60 80 100 120 140 160 180 200
Abundance #1822: n-Hexane
57
43
29 3.20 3.40 3.60 3.80
5000 m/z 55.95 60.07%
15 86
'F”"I'”'I"'I'7}W""P"'P"'I”" [rrrrprrrrprrT
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #1821: n-Hexane
57 3.20 3.40 3.60 3.80
a1 m/z 42.10 42 .80%
5000
29 86
'w'}ﬁ'H'w"J|'7%w"'w"“|"“|"“ [rrr T
m/z--> 0O 20 40 60 8 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100820\
Data File : VX018844.D

Acq On : 08 Oct 2020 17:49

Operator : JC/SP

Sample : L4239-21

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
Quant Title : TRACE VOA SOM01.0

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

(DEL) Alkane: Str... 3.50 0.7 ug/L 42575 1 6.83 295913 5.0
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