LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072019\
Data File : VX011003.D

Aca On 19 Jul 2019 15:28

Operator : JC/SP

Sample : K3884-17

Misc : 5.0mL/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: 0.2 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\82X071619W.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 1.788 99 104 115 rVB 185055 274653 2.04% 0.439%
2 2.001 134 139 150 rvB 205360 292924 2.17% 0.468%
3 2.849 270 278 280 rBV 78339 156330 1.16% 0.250%
4 2.891 280 285 289 rvVv 209027 456006 3.38% 0.728%
5 2.934 289 292 302 rVB 123927 231019 1.71% 0.369%
6 3.172 321 331 343 rBV 251543 583017 4.32% 0.931%
7 3.525 379 389 405 rBV 157859 355772 2.64% 0.568%
8 4.403 523 533 548 rVB 455222 1331956 9.88% 2.127%
9 5.501 700 713 718 rBV2 131045 377018 2.80% 0.602%
10 5.580 718 726 734 rVV 360164 1122561 8.33% 1.792%

11 5.659 734 739 747 rVB 182421 464074 3.44% 0.741%
12 5.940 771 785 796 rBV3 89847 316418 2.35% 0.505%
13 6.062 796 805 818 rVB 132514 343934 2.55% 0.549%
14 6.263 825 838 847 rBv4 75349 249709 1.85% 0.399%
15 6.360 847 854 862 rvv3 74677 205549 1.52% 0.328%

16 6.458 862 870 881 rVvB 98655 271185 2.01% 0.433%
17 6.860 927 936 946 rBV 334945 794971 5.90% 1.269%
18 7.464 1023 1035 1045 rBvV 769871 1751266 12.99% 2.796%
19 7.732 1072 1079 1090 rVB 70997 141172 1.05% 0.225%
20 8.665 1225 1232 1235 rBV2 127162 221603 1.64% 0.354%

21 8.714 1235 1240 1247 rVV 737826 1180290 8.76% 1.884%
22 8.781 1247 1251 1256 rVV 121172 186974 1.39% 0.299%
23 9.037 1288 1293 1301 rVB 143558 232083 1.72% 0.371%
24 9.622 1385 1389 1393 rVB 119635 160248 1.19% 0.256%
25 9.677 1393 1398 1402 rBV 104447 150048 1.11% 0.240%

26 10.110 1464 1469 1476 rBV 723301 962532 7.14% 1.537%
27 10.250 1486 1492 1498 rBV 3332902 4248120 31.51% 6.782%
28 10.360 1502 1510 1516 rBV 9962853 13480903 100.00% 21.523%
29 10.701 1560 1566 1576 rVB 4997976 6582144 48.83% 10.509%
30 11.018 1612 1618 1628 rVB 581805 746204 5.54% 1.191%

31 11.134 1631 1637 1642 rBV 664419 826416 6.13% 1.319%
32 11.359 1668 1674 1681 rBV 747410 919867 6.82% 1.469%
33 11.433 1681 1686 1693 rVV 2123205 3737237 27.72% 5.967%
34 11.506 1693 1698 1706 rVB 1304245 1571363 11.66% 2.509%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072019\
Data File : VX011003.D

Aca On 19 Jul 2019 15:28

Operator : JC/SP

Sample : K3884-17

Misc : 5.0mL/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: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_M
SW846 8260

35 11.664 1718 1724 1734 rBV 1427009 1741163 12.92% 2.780%

36 11.804 1742 1747 1752 rVB 3496216 4147069 30.76% 6.621%
37 11.945 1767 1770 1775 rVB 128864 153112 1.14% 0.244%
38 12.024 1778 1783 1786 rBV 201096 239136 1.77% 0.382%
39 12.073 1786 1791 1797 rVB2 844181 1145290 8.50% 1.829%
40 12.140 1797 1802 1807 rBV 1800762 2101657 15.59% 3.355%

41 12.298 1821 1828 1831 rBVY 780399 1080638 8.02% 1.725%
42 12.371 1835 1840 1849 rVB3 370539 582741 4._.32% 0.930%
43 12.518 1859 1864 1869 rVB 163301 201188 1.49% 0.321%
44 12.585 1870 1875 1877 rBV 210735 287759 2.13% 0.459%
45 12.609 1877 1879 1883 rVV 239406 240617 1.78% 0.384%

46 12.664 1883 1888 1891 rVV 406838 475109 3.52% 0.759%
47 12.756 1898 1903 1910 rBV3 280961 479658 3.56% 0.766%
48 12.902 1922 1927 1932 rVB2 176768 244696 1.82% 0.391%
49 12.975 1932 1939 1942 rVV 303032 379410 2.81% 0.606%
50 13.018 1942 1946 1952 rVB 331888 393980 2.92% 0.629%

51 13.225 1976 1980 1983 rVB 138562 166211 1.23% 0.265%
52 13.341 1995 1999 2005 rVB2 716352 973554 7.22% 1.554%
53 13.475 2016 2021 2027 rVB 299761 378146 2.81% 0.604%
54 13.829 2072 2079 2088 rVB 773194 1063504 7.89% 1.698%
55 14.286 2145 2154 2161 rVB2 75876 150519 1.12% 0.240%

56 14.694 2213 2221 2225 rBV 493074 609204 4._.52% 0.973%
57 14.834 2239 2244 2249 rBV 375701 474230 3.52% 0.757%

Sum of corrected areas: 62634157
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072019\
Data File : VX011003.D

Aca On 19 Jul 2019 15:28

Operator : JC/SP

Sample - K3884-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .M
Quant Title : SW846 8260

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\VX072019\
Data File : VX011003.D

Aca On 19 Jul 2019 15:28

Operator : JC/SP

Sample - K3884-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .M
Quant Title : 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 Pentane, 2-methyl- Concentration Rank 6

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

2.89 49.13 ug/1 456006 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 43
3 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 38
4 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 38
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38

Abundance Scan 285 (2.891 min): VX011003.D (-280) (-) 43.00 100.00%
43.0
5000 Ll g
57.0
| | 861 gg, 2.60 2.80 3.00 3.20
SRURRERSBERBESBMBRRMSMBBMBMSMSMSMUN 1 HEMNGFS 1] HINESSSIN | SISO 2. m/z 71.10 49.91%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1823: Pentane, 2-methyl-
43.0
5000

2.60 2.80 3.00 3.20

27.0 . 1.0 m/z 41.00 43.20%
so |, R
L B o o e o o i e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1828: Butane, 2,3-dimethyl-
43.0
2.60 2.80 3.00 3.20
5000 m/z 42.00 42 .48%
71.0
27.0 55.0
86.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4476: 1-Butanol, 2,3-dimethyl- SRS U HER S A NN
43.0 2.60 2.80 3.00 3.20
m/z 39.00 20.95%
5000 10
31.0 55.0 ‘ 84.0
H\\\\mlo
m/z--> 0 10 20 40 50 60 70 80 90 100 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072019\
Data File : VX011003.D

Aca On 19 Jul 2019 15:28

Operator : JC/SP

Sample - K3884-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .M
Quant Title : 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 Pentane, 3-methyl- Concentration Rank 5

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

3.17 62.82 ug/1 583017 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
3 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 59

Abundance Scan 331 (3.172 min): VX011003.D (-321) (-) m/z 57.10 100.00%
57.1
41.0
5000
710 g1 2.80 3.00 3.20 3.40 3.60
..,....,....,....|i!...,'.-.|.:,....,'....,...-.,.9.‘?-.1,..?.1?:9..,....,... m/z 56.10 86.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1824: Pentane, 3-methyl-
57.0
5000 4o NSNS R
29.0 2.80 3.00 3.20 3.40 3.60
m/z 41.00 60.59%
15.0 | .| 1l 7]I"0 8‘?'0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12711: Hexane, 2,2,3-trimethyl-
57.0
2.80 3.00 3.20 3.40 3.60
5000 m/z 42.95 23.89%
41.0
29.0
71.0
..,.”.,..ﬁt...ﬁzy..P.M:,”..H.”.,?99,.910...ﬁ%%9w.4?§9..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57.0 2.80 3.00 3.20 3.40 3.60
m/z 39.00 18.22%
5000 41.0
29.0 71.0
150 | \“‘ I, | 80 990 1130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072019\
Data File : VX011003.D

Aca On 19 Jul 2019 15:28

Operator : JC/SP

Sample - K3884-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .M
Quant Title : 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 n-Hexane Concentration Rank 9

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

3.53 38.33 ug/1 355772 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 1-Pentene. 4-methvl- 84 CG6H12 000691-37-2 38
3 Methane. i1socvanato- 57 C2H3NO 000624-83-9 37
4 1-Butanol. 3.3-dimethvl- 102 C6H140 000624-95-3 36
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 35

Abundance Scan 390 (3.532 min): VX011003.D (-379) (-) m/z 57.10 100.00%
57.1
41.0
5000
86.1 SR RN RS S
‘ 711 1218 3.20 3.40 3.60 3.80
e m/z 40.95 63.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1821: n-Hexane
57.0
41.0 /\
5000 SRR AR RS R
3.20 3.40 3.60 3.80
29.0 | 86.0 m/z 42.95 57.39%

71.0
..W}EQP.LL”.4.”.“JJ,”.WHH.“.L,”.W.”.“.”,“.w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1485: 1-Pentene, 4-methyl-
43.0

3.20 3.40 3.60 3.80

5000 56.0 m/z 56.10 45.28%
27.0
69.0 840
T A T = e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #190: Methane, isocyanato- AP T
57.0 3.20 3.40 3.60 3.80

m/z 42.00 29.76%

5000
28.0

15.0 ‘L 38.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072019\
Data File : VX011003.D

Aca On 19 Jul 2019 15:28

Operator : JC/SP

Sample - K3884-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .M
Quant Title : 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 4 Cyclopentane, methyl- Concentration Rank 2

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

4.40 143.51 ug/Il 1331960 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclohexane 84 C6H12 000110-82-7 78
3 Cvclopropane. propvl- 84 C6H12 002415-72-7 78
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72

Abundance Scan 532 (4.397 min): VX011003.D (-523) (-) m/z 56.05 100.00%
5d.0
5000 410 69.0 J\
I, « | 84.0 400 420 440 4.60 4.80
e el Tm/z 41.00 49.18%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.00 420 4.40 4.60 4.80
28.0 m/z 69.05 44 _79%
|
"I}ﬁql"JLP"'IJ”'I'”"P"ql'jzg""l”"l
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1455: Cyclohexane
56.0 84.0
400 420 4.40 4.60 4.80
5000 41.0 m/z 54.95 26 .37%
69.0
27.0 ‘
"|'1?P'|""”|" "i'h'4?P”l AR '”*I"7ZPI”'“' T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1490: Cyclopropane, propyl-
41.0 56.0 4.00 420 4.40 4.60 4.80
m/z 39.00 23.22%
5000
27.0
69.0
‘ | ‘ L 84\'0
m/z--> 10 20 30 40 50 60 70 8 90 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072019\
Data File : VX011003.D

Aca On 19 Jul 2019 15:28

Operator : JC/SP

Sample - K3884-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .M
Quant Title : 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 5 Aziridine, 2,2-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
" 5.04 34.09 ug/l 316418  Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Aziridine. 2.2-dimethvl- 71 caHoN 002658-24-4 59

2 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 50
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 49
4 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 47
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 43
Abundance Scan 785 (5.940 min): VX011003.D (-771) (-) m/z 56.00 100.00%
430 5.0 494
5000
5.60 5.80 6.00 6.20
..P”w””,”dLh.ﬁ m/z 43.00 98.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #620: Aziridine, 2,2-dimethyl-
71.0
42.0
5000
5.60 5.80 6.00 6.20
m/z 41.00 86.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56.0
41.0 69.0 5.60 5.80 6.00 6.20
5000 83.0 m/z 70.10 82.25%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3977: Hexane, 3-methyl-
43.0 5.60 5.80 6.00 6.20
m/z 71.10 77.09%
5000 57.0 70.0
29.0
15.0 “ ‘ ‘ 85.0 100.0
m/z--> 1|O 2|O 3IO 4|0 5|0 6|0 7|0 8|0 9|0 1(|)O 11|O 12|O 1§O 14|10 15|O 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072019\
Data File : VX011003.D

Aca On 19 Jul 2019 15:28

Operator : JC/SP

Sample - K3884-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .M
Quant Title : 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 6 Benzene, l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.43 163.16 ug/Il 3737240 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1686 (11.433 min): VX011003.D (-1681) (-) m/z 105.05 100.00%
105.1
5000
120.1
390 5.0 g50 /70 910 1360 11.20 11.40 11.60 11.80
Ol e i e b e 382 m/z 120.10  32.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.20 11.40 11.60 11.80

m/z 91.00 12 _.58%

77.0 91.0
150 27.0 390 510 650 7,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-meth
105.0

11.20 11.40 11.60 11.80
5000 m/z 76.95 11.33%
120.0

390 77.0 91.0
15.0 270 ‘ 510 650 R |

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

Abundance #9402: Mesitylene

105.0 11.20 11.40 11.60 11.80
m/z 105.95 8.82%
120.0
5000
270 390 510 g59 (70 9LO
] | 1 | N
L I b e s o o e RSN R R R AN RS SRy

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

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072019\

Data Path :

Data File : VX011003.D

Aca On - 19 Jul 2019 15:28
Operator : JC/SP

Sample - K3884-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .M
Quant Title : 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

8 Benzene, 1,2,3-trimethyl-

Relative to ISTD

Concentration Rank 3

R.T. EstConc Area
12.14 91.75 ug/1 2101660
Hit# of 5 Tentative ID

1,4-Dichlorobenzene-d4

12.08

1 Benzene. 1.2.3-trimethvl-
2 Mesitvlene

3 Benzene. l1l-ethvl-3-methvl-
4 Benzene. 1.2.4-trimethvl-
5 Benzene, l-ethyl-4-methyl-

000526-73-8 95
000108-67-8 91
000620-14-4 91
000095-63-6 91
000622-96-8 90

Abundance Scan 1802 (12.140 min): VX011003.D (-1797) (-)
105.1
5000 120.1
77.0 91.0
990 510 &80 | L 150.2
O et e e e e et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
77.0 91.0
LA50 210 D S0 60 e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9401: Mesitylene
105.0
120.0
5000

39.0 51.0 77.0 910
15.0 27.0 3 ‘ 65.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

Abundance

5000

#9426: Benzene, 1-ethyl-3-methyl-

10

27.0 390 5109 g5 77.0 910

5.0

120.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

m/z 105.05 100.00%

11.80 12.00 12.20 12.40

m/z 120.05 43 .30%

11.80 12.00 12.20 12.40

m/z 77.00 12_.17%

11.80 12.00 12.20 12.40

m/z 91.00 10.39%

11.80 12.00 12.20 12.40

m/z 119.05 9.80%

11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072019\
Data File : VX011003.D

Aca On 19 Jul 2019 15:28

Operator : JC/SP

Sample - K3884-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .M
Quant Title : 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 9 Benzene, l-ethenyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.30 47.18 ug/1 1080640 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 83
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
4 Indane 118 C9H10 000496-11-7 64
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 52
Abundance Scan 1828 (12.298 min): VX011003.D (-1821) (-) m/z 117.10 100.00%
1171
5000
91.0 105.1
39.0 51.0 63.0 77.0 134.1 12.00 12.20 12.40 12.60
S N NN SO M S | N m/z 118.10 54.91%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117.0
5000 ’\ |||||||||||||||||||||/|\
91.0 12.00 12.20 12.40 12.60
m/z 114_.95 34_.33%
970 390 510 650 770 ‘ 103.0
..P”q.JQ.”L”.JhA,N“P.Mpnﬂﬁnw:nq”.wnnluup.“P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8966: Benzene, cyclopropyl-
117.0
12.00 12.20 12.40 12.60
5000 610 m/z 119.10 26.31%
51.0
70 39.0 ‘ 630 479 103.0
..ﬂﬁgpnﬁ“”J““.h”ljﬂ.“mupnjp”.ﬁh.“nnp”.“”.“”.“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8961: Benzene, 2-propenyl-
117.0 12.00 12.20 12.40 12.60
m/z 105.10 22 .44%
5000 91.0
39.0 510 Gi'o 78.0 103.0
1 I LI, | |11
T T R T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60

82X071619W.M Mon Jul 22 18:50:55 2019 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX072019\
Data File : VX011003.D

Aca On 19 Jul 2019 15:28

Operator : JC/SP

Sample - K3884-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .M
Quant Title : 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 10 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.34 42 .50 ug/1 973554 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 64
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 64
3 p-Cvmene 134 C10H14 000099-87-6 64
4 o-Cvmene 134 C10H14 000527-84-4 64
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 64
Abundance Scan 1999 (13.341 min): VX011003.D (-1995) (-) m/z 119.05 100.00%
119.1
5000 134.1
91.0
39.0 51.0 65.0 /7.0 103.0 | | 1578 13.00 13.20 13.40 13.60
S S UGN PSS W OO | N7 FC m/z 117.00 53.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
13.00 13.20 13.40 13.60
91.0 m/z 134.10 40.96%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 A
U BRI A I
13.00 13.20 13.40 13.60
5000 m/z 91.00 21.68%
134.0
91.0
150270 440 80710 | w0z0 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14809: p-Cymene
119.0 13.00 13.20 13.40 13.60
m/z 115.00 20.48%
5000
91.0 134.0
270 470 650770 | 1080 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX072019\
Data File : VX011003.D

Acq On 19 Jul 2019 15:28

Operator : JC/SP

Sample - K3884-17

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W._M
Quant Title : SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Pentane, 2-methyl- 2.89 49.1 ug/1 456006 1 5.67 464074 50.0
Pentane, 3-methyl- 3.17 62.8 ug/I 583017 1 5.67 464074 50.0
n-Hexane 3.53 38.3 ug/I1 355772 1 5.67 464074 50.0
Cyclopentane, met... 4.40 143.5 ug/l1 1331960 1 5.67 464074 50.0
Aziridine, 2,2-di... 5.94 34.1 ug/Il 316418 1 5.67 464074 50.0
Benzene, l-ethyl-_.. 11.43 163.2 ug/l 3737240 4 12.08 1145290 50.0
Benzene, 1,2,3-tr... 12.14 91.8 ug/1 2101660 4 12.08 1145290 50.0
Benzene, l-etheny... 12.30 47.2 ug/l 1080640 4 12.08 1145290 50.0
Benzene, 1,2,4,5-... 13.34 42.5 ug/1 973554 4 12.08 1145290 50.0
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