LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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 1.392 46 50 56 rBv 71773 76488 8.34% 0.795%
2 1.697 95 100 107 rBV 58580 74801 8.16% 0.778%
3 2.343 200 206 214 rBV 133108 210665 22.97% 2.190%
4 2.873 278 293 302 rVB3 21366 63837 6.96% 0.664%
5 3.154 329 339 348 rBV 42357 102233 11.15% 1.063%
6 3.501 388 396 406 rBV 77470 175910 19.18% 1.829%
7 3.672 418 424 430 rVB5 4474 11522 1.26% 0.120%
8 4_.373 530 539 551 rVB2 53566 155452 16.95% 1.616%
9 4.568 559 571 584 rBV2 101256 376873 41.10% 3.918%
10 5.141 654 665 678 rBV 86170 264958 28.89% 2.754%

11 5.464 705 718 727 rBV2 58782 188438 20.55% 1.959%
12 5.550 727 732 737 rVB6 4344 10669 1.16% 0.111%
13 6.044 800 813 829 rBv3 207092 611704 66.71% 6.359%
14 6.830 931 942 957 rBV 148541 353517 38.55% 3.675%
15 7.373 1020 1031 1044 rBV 127998 285740 31.16% 2.970%

16 8.372 1188 1195 1205 rBV 84476 138227 15.07% 1.437%
17 8.696 1241 1248 1254 rBV 335798 506225 55.21% 5.263%
18 8.763 1254 1259 1268 rVB 582627 916982 100.00% 9.533%
19 8.994 1292 1297 1305 rBvV 62236 89423 9.75% 0.930%
20 9.427 1362 1368 1379 rBvV 427336 631247 68.84% 6.562%

21 9.738 1411 1419 1426 rBV 23066 34465 3.76% 0.358%
22 10.098 1472 1478 1486 rVB 305998 419917 45.79% 4 _365%
23 10.238 1496 1501 1505 rBV 60827 82872 9.04% 0.862%

24 10.342 1512 1518 1531 rVB 227474 302801 33.02% 3.148%
25 10.683 1568 1574 1579 rBV 115954 151097 16.48% 1.571%

26 11.000 1622 1626 1632 rVB 24547 32786 3.58% 0.341%
27 11.232 1658 1664 1673 rVB 142967 181096 19.75% 1.883%
28 11.347 1676 1683 1689 rBV 63903 85799 9.36% 0.892%

29 11.421 1689 1695 1702 rVvV 292593 498420 54.35% 5.181%
30 11.488 1702 1706 1715 rVB 137871 177900 19.40% 1.849%

31 11.610 1720 1726 1729 rVV 267257 327273 35.69% 3.402%
32 11.652 1729 1733 1739 rVB 149129 184565 20.13% 1.919%
33 11.793 1750 1756 1763 rBV 498166 596925 65.10% 6.206%
34 11.866 1763 1768 1772 rBV4 7669 10698 1.17% 0.111%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 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
Title

= Z:\VOASRV\HPCHEM1I\MSVOA_X\METHOD\SOMXTR100220WMA .M
- TRACE VOA SOMO1.0

35 12.061 1795 1800 1806 rBV 332184 416947 45.47% 4 _.334%

36 12.128 1806 1811 1819 rVB 134877 164129 17.90% 1.706%

37 12.280 1830 1836 1844 rBV 55363 82720 9.02% 0.860%
38 12.360 1844 1849 1857 rVV 392310 504205 54.99% 5.242%
39 12.573 1880 1884 1886 rBV2 7495 11500 1.25% 0.120%
40 12.652 1891 1897 1901 rBV 13049 16068 1.75% 0.167%
41 12.890 1931 1936 1943 rBV5 7416 10006 1.09% 0.104%
42 12.963 1943 1948 1951 rVvVv 8138 10163 1.11% 0.106%
43 13.000 1951 1954 1958 rVB 12670 14759 1.61% 0.153%
44 13.329 2003 2008 2013 rvB2 11830 18306 2.00% 0.190%
45 13.817 2082 2088 2094 rBV 29527 38955 4.25% 0.405%
Sum of corrected areas: 9619283
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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 : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 10

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

3.15 1.45 ug/L 102233 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 72
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 72
3 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 56
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 50

Abundance Scan 338 (3.148 min): VX018770.D (-329) (-) m/z 57.10 100.00%
g7
41
5000
86 2.80 3.00 3.20 3.40
0 .,....,....|,'|=..' b e 2 i || m/z 56.00  85.83%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1826: Pentane, 3-methyl-
57
41
5000
2.80 3.00 3.20 3.40
m/z 40.95 64 .65%
1\5\ ‘\‘ ! 86
o e R R R R A LA LA AR AR LAY LARAN RARAN LARAN S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
4 2.80 3.00 3.20 3.40
5000 m/z 43.10 20.77%
0 26 86
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12723: Hexane, 2,2,3-trimethyl-
57 2.80 3.00 3.20 3.40
m/z 39.00 20.42%
5000 41
0 'I”%?IAM'H““‘I”l'ﬁé'ﬂ'%}ﬁ"”l"”l'”'l'”'I”"P"W"”I"“I'“
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
" 3.50  2.49 ug/L 175910  1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 n-Hexane 86 ceH14 000110-54-3 90

2 n-Hexane 86 C6H14 000110-54-3 59
3 n-Hexane 86 C6H14 000110-54-3 59
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 47

5 Hydroperoxide,

hexyl

118 C6H1402

004312-76-9 47

Abundance Scan 396 (3.501 min): VX018770.D (-388) (-) m/z 57.05 100.00%
57
41
5000
86
71 3.20 3.40 3.60 3.80
o/ IR ,..-..,.|...,...??9...........,....,230.7.. m/z 40.95 76.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1821: n-Hexane
57
41
5000
3.20 3.40 3.60 3.80
29 86 m/z 43.00 62.24%
15 H ‘ Lt
o.,..”,..”,...,..”,..”,..”,..”,..” e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 27
29 3.20 3.40 3.60 3.80
5000 m/z 56.05 52.99%
86
, 15 71
O T o o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1822: n-Hexane
57 3.20 3.40 3.60 3.80
43 m/z 42.00 34.70%
29
5000
86
) 15 ‘ 71
O e BRI I i e e LR e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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 : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 (DEL) Alkane: Cyclic4.37 Concentration Rank 6

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

4_37 2.20 ug/L 155452 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 80
3 Cvclohexane 84 C6H12 000110-82-7 80
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
5 Cyclohexane 84 C6H12 000110-82-7 72

Abundance Scan 538 (4.367 min): VX018770.D (-530) (-) m/z 56.10 100.00%
6
5000 4l 69
o » o | a0 4k 4k 4k 4
o e e m/z 41.05 50.28%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.00 4.20 4.40 4.60 4.80
28 o m/z 69.05 41 .57%
0 |||||1|5|||||||||||||||||||||||||||||||||| A REmE
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
56
41 4.00 4.20 4.40 4.60 4.80
5000 m/z 39.10 26.72%
69 84
29
L UL U L WL B L B B S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1457: Cyclohexane
56 4.00 4.20 4.40 4.60 4.80
41 84 m/z 55.05 23.63%
5000 7
69
15
0 .|2....|....|...|....|....|....|....|.... RS R Emm e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 4.80
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M

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, propyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.35 1.03 ug/L 85799 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 Benzene. propvl- 120 C9H12 000103-65-1 87
3 Benzene. propvl- 120 C9H12 000103-65-1 87
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
5 n-Butylbenzylamine 163 C11H17N 002403-22-7 72

Abundance Scan 1683 (11.347 min): VX018770.D (-1676) (-) m/z 91.00 100.00%
91
5000
120
39 51 9 78 105 207 11.00 11.20 11.40 11.60
ot e e m/z 120.10 28.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9407: Benzene, propyl-
91
5000
11.00 11.20 11.40 11.60
65 120 m/z 92.00 11.11%
1527 ¥ 9L B 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
11.00 11.20 11.40 11.60
5000 m/z 65.10 9.91%
120
15 27 39 51 65 78 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9408: Benzene, propyl-
91 11.00 11.20 11.40 11.60
m/z 78.00 7.07%
5000
120
oL 2 3s 7 | 10
mz-> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 Benzene, l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.42 5.98 ug/L 498420 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 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): VX018770.D (-1689) (-) m/z 105.10 100.00%
105
5000
120
77 91 s e 1q A 11 en
39 51 65 11.20 11.40 11.60 11.80
Ol i 2y i 89 98 Ll 1AL Thz77120.10 0 31.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.05 12.61%
s 2 3 sieges T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.00 11.27%
120
39 77 91
O S8 T ea o | 3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 11.20 11.40 11.60 11.80

m/z 106.10 8.55%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 7 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.49 2.13 ug/L 177900 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 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Mesitylene 120 C9H12 000108-67-8 94
Abundance Scan 1706 (11.488 min):VX018770.Dd)(—1702) ) m/z 105.05 100.00%
105
5000 120
® s e |9 | "% Yil40 160 1150
o} Y S S S NN NN | S || RN .S m/z 119.95 50.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.20 11.40 11.60 11.80
7 m/z 76.95 14 .20%
39 91
0"w%§'|“?Z|“'Jﬂ'“'?%'“|'§?'|“'M|'“'|M'“l'“l'v'“wﬂ'“'l"“l"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.05 12.91%

15 27 39 51 65 77 o1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #9420: Benzene, 1,2,4-trimethyl- O E R e AREEa
105 11.20 11.40 11.60 11.80

m/z 91.00 12 .86%
120
5000
27 41 51 g [ 91 |
OH,HH,HA,””ﬂ””imuqmulnﬁu””ﬂh”,MIWHWJH.w”.w”.W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 8 4-Heptanone, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.61 3.92 ug/L 327273 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 91
2 5-Nonanone 142 C9H180 000502-56-7 59
3 t-Butvl isobutvl ketone 142 C9H180 014705-50-1 59
4 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 50
5 3-Buten-2-ol, 2,3-dimethyl- 100 C6H120 010473-13-9 50
Abundance Scan 1726 (11.610 min): VX018770.D (-1720) (-) m/z 57.10 100.00%
g7 8
5000
41
127 1120 11.40 1160 11.80 12.00
69 100 : : : : :
0 ...-:,..-..,.'...i.1.1.1.,.'...,|....,....,....,2.97.. m/z 85.10 90.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57
85
5000 LRI BRI SR SURILN B
41 11.20 11.40 11.60 11.80 12.00
m/z 41.00 34.72%
29 7 142
0 15 1l ‘ \‘ y 69 1 1QO 113 1\ ‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 85
11.20 11.40 11.60 11.80 12.00
5000 m/z 58.00 24 _08%
29 41
142
O e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19992: t-Butyl isobutyl ketone
57 11.20 11.40 11.60 11.80 12.00
m/z 142 .20 17.51%
85
5000 41
29
142
0 15 L‘ W 71 | 100 127 |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 9 Benzene, l-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.65 2.21 ug/L 184565 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 1733 (11.652 midr)w): VX018770.D (-1729) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 11.40 11.60 11.80 12.00
Ot e b bl 149 177207 0 Thz77120.10  29.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.40 11.60 11.80 12.00
m/z 91.00 12.09%
27 39 51 @5 77 91
0"'I'”'”'Nhim"M"M'”M'"f'”'l"”l"'W""I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11.40 11.60 11.80 12.00
5000 m/z 77.00 11.77%
120
15 27 39 51 65 7 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105 11.40 11.60 11.80 12.00
m/z 79.00 8.97%
5000
77 91 120
TR ol Y N Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 10 Mesitylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.79 7.16 ug/L 596925 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 97
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 93
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1756 (11.793 midr)w): VX018770.D (-1750) (-) m/z 105.10 100.00%
105
5000 120
77 91
39 51 65 11.40 11.60 11.80 12.00 12.20
Ot e bl 247207 0 /7 120.10 43.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105
120
5000
11.40 11.60 11.80 12.00 12.20
m/z 119.10 11.65%
27 39 51 5 7 O |
O:::||||“|||‘|”‘|‘|||“||||‘ﬁ::‘:“::::|||| ——rT S ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
120 11.40 11.60 11.80 12.00 12.20
5000 m/z 77.00 11.28%
15 27 39 51 g5 17 01
oL e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.40 11.60 11.80 12.00 12.20
m/z 91.10 10.65%
120
5000
oL1s 27305 65 17 S|
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 11 Benzene, 1,2,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.13 1.97 ug/L 164129 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 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1811 (12.128 min): VX018770.D (-1806) (-) m/z 105.10 100.00%
105
5000 120 A
w5 e T | oo | 1180 1200 150 a0
O e L e I R B S m/z 120.10 39.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120 A\
5000 UL NN SRR SRR
11.80 12.00 12.20 12.40
77 m/z 77.10 12.38%
0 15 27 3\? 5\]" §§ \ 9\1 Wl Ll
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11.80 12.00 12.20 12.40
5000 120 m/z 91.10 10.85%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9410: Benzene, 1,2,4-trimethyl-
105 11.80 12.00 12.20 12.40
m/z 119.10 9.26%
5000 120
28 39 51 77 91
0 .:.L‘Lullu‘...‘l‘..“ﬁ‘.lﬁﬁ..Mluu‘..l‘l‘..‘.“l‘....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018770.D

Aca On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 12 Indane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.28 0.99 ug/L 82720 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 94
3 Indane 118 C9H10 000496-11-7 91
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 81
5 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 74
Abundance Scan 1836 (12.280 min): VX018770.D (-1830) (-) m/z 117.00 100.00%
117
5000 ? ? %
12.00 12.20 12.40 12.60
o 2. "m/z 118.10 56.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
5000
12.00 12.20 12.40 12.60
o1 m/z 115.00 35.75%
ol 15 27 %9 81,9 77 | 103 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
A SRR SUNLIL BN BN
12.00 12.20 12.40 12.60
5000 m/z 91.00 14 .07%
91
. ,7 39 8, 103
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117 12.00 12.20 12.40 12.60
m/z 116.00 12.66%
5000
39 91
27 %8 77 103 ‘
0:|]|-3|||‘|||“|||“||‘|“|‘|||“|||“|||‘|||l|||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100520\
Data File : VX018770.D

Acq On : 05 Oct 2020 17:03

Operator : JC/SP

Sample : L4239-05DL2 400X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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... 3.15 1.5 ug/L 102233 1 6.83 353517 5.0
(DEL) Alkane: Str... 3.50 2.5 ug/L 175910 1 6.83 353517 5.0
(DEL) Alkane: Cyc... 4.37 2.2 ug/L 155452 1 6.83 353517 5.0
Benzene, propyl- 11.35 1.0 ug/L 85799 3 12.06 416947 5.0
Benzene, l-ethyl-_.. 11.42 6.0 ug/L 498420 3 12.06 416947 5.0
Benzene, 1,2,3-tr... 11.49 2.1 ug/L 177900 3 12.06 416947 5.0
4-Heptanone, 2,6-... 11.61 3.9 ug/L 327273 3 12.06 416947 5.0
Benzene, l-ethyl-_.. 11.65 2.2 ug/L 184565 3 12.06 416947 5.0
Mesitylene 11.79 7.2 ug/L 596925 3 12.06 416947 5.0
Benzene, 1,2,4-tr... 12.13 2.0 ug/L 164129 3 12.06 416947 5.0
Indane 12.28 1.0 ug/L 82720 3 12.06 416947 5.0
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