LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019030.D

Aca On : 22 Oct 2020 16:22

Operator : JC/SP

Sample : L4417-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 18 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 > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X102120W.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

1.776 108 113 120 rVB 68184 90229 5.81% 0.983%
1.983 144 147 153 rVB 11541 16303 1.05% 0.178%
rBv 65806 135472 8.72% 1.476%
2.825 277 285 290 rBV 64544 140256 9.02% 1.528%
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3.154 331 339 351 rVvB 27739 64116 4._.13% 0.699%
4.276 513 523 533 rBvV3 13969 44376 2.86% 0.484%
4.373 533 539 549 rvB2 6281 17495 1.13% 0.191%

5.464 706 718 731 rBV 173780 502231 32.31% 5.473%
5.629 734 745 770 rVB 288357 874426 56.26% 9.529%
6.031 800 811 827 rBv2 183819 478585 30.79% 5.215%

=
QO ~NO®

11 6.318 836 858 870 rvB 47835 159097 10.24% 1.734%
12 6.830 926 942 958 rBV 454831 1079365 69.45% 11.762%
13 8.037 1131 1140 1151 rVB 30956 61915 3.98% 0.675%
14 8.159 1151 1160 1169 rBV 51986 105836 6.81% 1.153%
15 8.696 1235 1248 1263 rBV 995587 1554258 100.00% 16.937%

16 10.098 1472 1478 1497 rVB 982560 1355765 87.23% 14.774%
17 11.122 1640 1646 1656 rBV 838015 1070086 68.85% 11.661%
18 12.061 1794 1800 1811 rBV 1187380 1426762 91.80% 15.548%

Sum of corrected areas: 9176573
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019030.D

Aca On - 22 Oct 2020 16:22

Operator : JC/SP

Sample o L4417-07

Misc - 5.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X102120W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX019030.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019030.D

Aca On : 22 Oct 2020 16:22

Operator : JC/SP

Sample : L4417-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

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 Butane, 2-methyl- Concentration Rank 3

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

1.78 5.16 ug/Il 90229 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 3-Buten-1-ol 72 C4H80 000627-27-0 43
3 Pentane 72 C5H12 000109-66-0 33
4 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 22
5 Butane, 1-chloro-2-methyl- 106 C5H11ClI 000616-13-7 12

Abundance Scan 114 (1.782 min): VX019030.D (-108) (-) m/z 43.10 100.00%
48 57
5000
72 o1 104 207 140 1.60 1.80 2.00 2.20
o s X7 Mz 42.05  89.40%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000 L UL LR R
1.40 1.60 1.80 2.00 2.20
29 m/z 57.05 85.51%
72
0 w"}a"'w"'w"'w"'w"“l"“l"“ [rrrrprrrrpTrT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
42
AN
31 RS RALEE ARRE RN
1.40 1.60 1.80 2.00 2.20
5000 m/z 41.10 84 .92%
15 57 72
o s R R I S B B B WA SRR SRR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #708: Pentane
43 140 1.60 1.80 2.00 2.20
m/z 39.05 33.10%
5000 27
57
15 72
0'F”"I”"I”"I”"P"'P"'P"'P"'"'W"'W"”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019030.D

Aca On : 22 Oct 2020 16:22

Operator : JC/SP

Sample : L4417-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

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 2 Butane, 2,3-dimethyl- Concentration Rank 1

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

2.82 8.02 ug/l 140256 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 91
2 Tetrahvdrofuran 72 C4H80 000109-99-9 36
3 1-Pentene 70 C5H10 000109-67-1 28
4 Pvrrolidine 71 CAHON 000123-75-1 12
5 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 10

Abundance Scan 284 (2.819 min): VX019030.D (-277) (-) m/z 43.05 100.00%
43
5000
71
55 ‘ 86 007 2.40 2.60 2.80 3.00 3.20
of S N — m/z 42.10 81.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1828: Butane, 2,3-dimethyl-
43
5000 R AN SRR LR
71 2.40 2.60 2.80 3.00 3.20
m/z 41.05 44 .02%
27 ‘ 55 86
0'}?wb"i“”L|'“'|"“|"'w""w"'l”"l'”'l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42
240 2.60 2.80 3.00 3.20
5000 7 m/z 71.10 31.33%
27
15 53
G S S I SR L S S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #551: 1-Pentene PR
a4 2.40 2.60 2.80 3.00 3.20
55 m/z 39.00 20.07%
5000 70
29
0'}i"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 240 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019030.D

Aca On : 22 Oct 2020 16:22

Operator : JC/SP

Sample : L4417-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

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 3 Pentane, 2,2,4-trimethyl- Concentration Rank 2

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

6.32 7.37 ug/l 159097 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 78
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59

Abundance Scan 858 (6.318 min): VX019030.D (-836) (-) m/z 57.10 100.00%
57
5000 ]/\k
41 - ”,,,,,,,,”|,”,
99 6.00 6.20 6.40 6.60
70
Ob e SOl 0 83 A “m/z 56.10  33.93%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7664: Pentane, 2,2,4-trimethyl-
57
5000 41

6.00 6.20 6.40 6.60

29 m/z 41.10 24 .10%
99
o 15 | ||| 50, 6471 83 \ 113
R LN N o e o o e R NRREEE RS
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57
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T T T T e
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Abundance #7651: Hexane, 2,2-dimethyl-
57 6.00 6.20 6.40 6.60
m/z 39.00 9.51%
5000
29 41
o 15 | s0 . 69 83 9
T T e e e T e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX102220\
Data File : VX019030.D

Acq On : 22 Oct 2020 16:22

Operator : JC/SP

Sample - L4417-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 18 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methyl- 1.78 5.2 ug/Il 90229 1 5.63 874426 50.0
Butane, 2,3-dimet... 2.82 8.0 ug/Il 140256 1 5.63 874426 50.0
Pentane, 2,2,4-tr... 6.32 7.4 ug/l 159097 2 6.83 1079370 50.0
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