LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018773.D

Aca On : 05 Oct 2020 18:20

Operator : JC/SP

Sample : L4239-04DL 100X

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 2.343 200 206 216 rBV2 136068 228869 1.61% 0.681%
2 3.154 330 339 349 rBV 66271 152773 1.07% 0.454%
3 3.495 386 395 408 rBV2 76413 182273 1.28% 0.542%
4 4_.373 528 539 552 rBV2 144846 423209 2.98% 1.259%
5 4.562 554 570 582 rBV2 592956 1722634 12.11% 5.123%

5.135 653 664 678 rBvV 82136 248858 1.75% 0.740%
5.464 703 718 729 rBV 1209872 3747705 26.35% 11.145%
6.044 799 813 830 rBv2 199551 591485 4.16% 1.759%
140634 339759 2.39%% 1.010%
7.366 1019 1030 1040 rBV 120751 270402 1.90% 0.804%
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11 8.696 1240 1248 1253 rBV 304628 482046 3.39% 1.434%
12 8.769 1253 1260 1279 rVB 9250894 14221258 100.00% 42.291%
13 9.427 1360 1368 1379 rBvV 424015 587899 4._.13% 1.748%
14 10.098 1470 1478 1492 rBV 289476 420865 2.96% 1.252%
15 10.342 1512 1518 1525 rBV 225037 307367 2.16% 0.914%

16 10.683 1568 1574 1579 rBV 156996 201120 1.41% 0.598%
17 11.232 1658 1664 1672 rBV 130994 167914 1.18% 0.499%
18 11.421 1689 1695 1702 rBV 132572 225884 1.59% 0.672%
19 11.610 1721 1726 1731 rVV 6639898 7535074 52.98% 22.408%
20 11.793 1751 1756 1762 rVB 251434 307269 2.16% 0.914%

21 11.866 1762 1768 1773 rBV 307786 371483 2.61% 1.105%
22 12.061 1795 1800 1806 rBV 323261 411284 2.89% 1.223%
23 12.359 1844 1849 1857 rVB 374489 479438 3.37% 1.426%

Sum of corrected areas: 33626868
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018773.D

Aca On : 05 Oct 2020 18:20

Operator : JC/SP

Sample : L4239-04DL 100X

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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018773.D

Aca On : 05 Oct 2020 18:20

Operator : JC/SP

Sample : L4239-04DL 100X

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 6

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

3.50 2.68 ug/L 182273 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 86
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 58
4 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 42
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 38

Abundance Scan 396 (3.501 min): VX018773.D (-386) (-) m/z 57.00 100.00%
4157
5000
86 3.20 3.40 3.60 3.80
o! WL%WWWM m/z 41.10 78.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1822: n-Hexane
57
41
5000 IESERRARE SRRSE RAASE AR
3.20 3.40 3.60 3.80
86 m/z 43.10 61.97%
15 ‘
0'VHM”“W““\““w'“V“'v“w'HWH'WH”l““V'“P“'VHW'
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
41 ' '3"26' 340 360 380
5000 m/z 56.10 56.96%
86
o 26
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1820: n-Hexane
57 3.20 3.40 3.60 3.80
4 m/z 42.00 31.44%
5000
86
15 | ‘
O [ e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018773.D

Aca On : 05 Oct 2020 18:20

Operator : JC/SP

Sample : L4239-04DL 100X

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 2 (DEL) Alkane: Cyclic4.37 Concentration Rank 2

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

4_37 6.23 ug/L 423209 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
3 Cvclohexane 84 C6H12 000110-82-7 80
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 538 (4.367 min): VX018773.D (-528) (-) m/z 56.10 100.00%
56
41 JA\
5000 69
“ o | a0 4k 4k 4k 4k
o r—pe e m/z 41.00 53.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69 RARSE LS RN AR
4.00 4.20 4.40 4.60 4.80
28 o m/z 69.10 43.81%
0|||||1|5||||||||||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
41 400 4.20 4.40 4.60 4.80
5000 m/z 55.00 27 .56%
69
27 84
1 15
e A S S R B B S W B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1457: Cyclohexane e AR REE R A
56 4.00 4.20 4.40 4.60 4.80
41 84 m/z 38.95 24 .36%
5000 7
69
15
0 'ﬁ"'P"'P"P"'I”"I”"I'”'I"” [rrrrprrrrprT IENARDENAEDE AR NN N
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018773.D

Aca On : 05 Oct 2020 18:20

Operator : JC/SP

Sample : L4239-04DL 100X

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 3 Benzene, l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.42 2.75 ug/L 225884 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1695 (11.421 min): VX0187d7)3.D (-1689) (-) m/z 105.10 100.00%
105
5000
120
7 91 T 190 1140 1160 1120
39 51 65 11.20 11.40 11.60 11.80
O prrrrprrrrprredprrre e e bl e oS || M/z 120.10  33.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 11.20 11.40 11.60 11.80
o1 m/z 77.00 12.03%
18 27 39 51 65 7ﬁ

| l ! I 1, I
T T T T O R R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

105

11.20 11.40 11.60 11.80
5000 m/z 90.95 11.00%
120

27 39 151 65 77 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9426: Benzene, 1-ethyl-3-methyl-

11.20 11.40 11.60 11.80
m/z 103.10 8.92%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018773.D

Aca On : 05 Oct 2020 18:20

Operator : JC/SP

Sample : L4239-04DL 100X

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 4 A4-Heptanone, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.61 91.60 ug/L 7535070 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 94
2 4-Octanone. 2-methvl- 142 C9H180 007492-38-8 64
3 t-Butvl isobutvl ketone 142 C9H180 014705-50-1 59
4 5-Nonanone 142 C9H180 000502-56-7 59
5 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 52
Abundance Scan 1726 (11.610 min): VX018773.D (-1721) (-) m/z 57.10 100.00%
57
5000
41
e 1120 11.40 1160 11.80 12.00
69 127 . . . . .
ob o Ml 8o | 100013 | e 207 e Tes 05 o1.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57
85
5000 LRI BRI BRI SURIN B
41 11.20 11.40 11.60 11.80 12.00
2 m/z 41.00 35.69%
29 127
e . A W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
8 NN SR BRI B
11.20 11.40 11.60 11.80 12.00
5000 41 m/z 58.00 24 _59%
29
ol 14 71 100 173 127 142
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19992: t-Butyl isobutyl ketone e
57 11.20 11.40 11.60 11.80 12.00
m/z 43.00 17.16%
85
5000 41
29
142
0 15 L‘ Li 1 | 100 127 |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80 12.00

SOMXTR100220WMA .M Mon Oct 12 13:33:13 2020 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018773.D

Aca On : 05 Oct 2020 18:20

Operator : JC/SP

Sample : L4239-04DL 100X

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 5 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.79 3.74 ug/L 307269 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 1756 (11.793 min): VX018773d)D (-1751) () m/z 105.00 100.00%
105
5000 120
39 51 65 7( 91 147 11.40 11.60 11.80 12.00 12.20
o AN A NN | RS NEMBI P | B m/z 120.10 42.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.40 11.60 11.80 12.00 12.20
77 m/z 77.00 12 _.86%
39 91
0"I'%?'P'?ZI“"w'“'?%'“I'??'I“'h“"“IM"W'Hl'l““”ﬂ"“l'"'P"'I'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
120 11.40 11.60 11.80 12.00 12.20
5000 m/z 119.10 11.98%

27 41 51 g 1 a1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9401: Mesitylene

105 11.40 11.60 11.80 12.00 12.20
m/z 91.00 9.97%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018773.D

Aca On : 05 Oct 2020 18:20

Operator : JC/SP

Sample : L4239-04DL 100X

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 6 2-Heptanone, 4,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.87 4_.52 ug/L 371483 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 4.6-dimethvl- 142 C9H180 019549-80-5 90
2 Butanoic acid. 3-oxo-. 2-propenv... 142 C7H1003 001118-84-9 53
3 2-Nonanone. 9-T(tetrahvdro-2H-pv... 242 C14H2603 054699-41-1 45
4 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 43
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 43
Abundance Scan 1769 (11.872 min): VX018773.D (-1762) (-) m/z 42.95 100.00%
43
58
5000

11.60 11.80 12.00 12.20

0 m/z 57.95 64 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43
58
5000 llllllllll/\lllllllllllll
85 11.60 11.80 12.00 12.20
- m/z 84.10 39.90%
0 ..h,ﬂﬂ.h - P Az
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
s RAREs o
11.60 11.80 12.00 12.20
5000 m/z 85.10 38.76%
58
85
013 % 100114 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95668: 2-Nonanone, 9-[(tetrahydro-2H-pyran-2-yl)oxy]- R B e
43 11.60 11.80 12.00 12.20
m/z 69.10 38.40%
000 8
S 58
101 123
O 41 SRS S CHD 1 MMM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100520\
Data File : VX018773.D

Acq On : 05 Oct 2020 18:20

Operator : JC/SP

Sample : L4239-04DL 100X

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 SOMO1.0

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 2.7 ug/L 182273 1 6.83 339759 5.0
(DEL) Alkane: Cyc... 4.37 6.2 ug/L 423209 1 6.83 339759 5.0
Benzene, l-ethyl-_.. 11.42 2.8 ug/L 225884 3 12.06 411284 5.0
4-Heptanone, 2,6-... 11.61 91.6 ug/L 7535070 3 12.06 411284 5.0
Benzene, 1,2,3-tr... 11.79 3.7 ug/L 307269 3 12.06 411284 5.0
2-Heptanone, 4,6-... 11.87 4.5 ug/L 371483 3 12.06 411284 5.0
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