LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082318\
Data File : VX004226.D

Aca On : 23 Aug 2018 15:00

Operator : JC/MD

Sample : J4579-09

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\82X082218W.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 1.075 75 80 94 rBY 1363833 1795754 5.00% 1.206%
2 1.788 191 197 210 rvVB 766172 1083190 3.02% 0.728%
3 1.995 226 231 246 rVB 540231 764900 2.13% 0.514%
4 2.837 362 369 373 rBV 238774 536799 1.50% 0.361%
5 2.885 373 377 380 rvVv 412168 797247 2.22% 0.536%
6 2.928 380 384 399 rVB 357575 744056 2.07% 0.500%
7 3.166 414 423 436 rBV 769750 1734820 4.83% 1.165%
8 3.513 471 480 493 rBV 349147 777233 2.17% 0.522%
9 4.391 614 624 638 rVB 928460 2706449 7 .54% 1.818%
10 5.501 791 806 810 rBV 214976 586086 1.63% 0.394%

11 5.574 810 818 827 rvVv 697286 2142324 5.97% 1.439%
12 5.659 827 832 839 rvB 230485 554836 1.55% 0.373%
13 5.934 864 877 889 rBv3 161183 560458 1.56% 0.377%
14 6.068 889 899 913 rvv 231374 595131 1.66% 0.400%
15 6.257 917 930 939 rvv3 135211 463557 1.29% 0.311%

16 6.354 939 946 954 rvv 130500 363149 1.01% 0.244%
17 6.860 1019 1029 1039 rBvV 483444 1150327 3.20% 0.773%
18 7.458 1114 1127 1139 rBV 887336 2040588 5.69% 1.371%
19 8.714 1328 1333 1339 rVB 1184967 1883156 5.25% 1.265%
20 8.787 1339 1345 1350 rBV 2396748 3611584 10.06% 2.426%

21 10.116 1557 1563 1569 rVB 940886 1261583 3.51% 0.848%
22 10.256 1579 1586 1592 rBV 10576669 13879867 38.67% 9.325%
23 10.366 1595 1604 1609 rBV 25564527 35892819 100.00% 24.113%
24 10.701 1653 1659 1671 rVB 13407918 16612910 46.28% 11.161%
25 11.018 1706 1711 1717 rBV 1237755 1536885 4.28% 1.032%

26 11.140 1725 1731 1736 rBV 1041319 1329852 3.71% 0.893%
27 11.360 1762 1767 1774 rBV 1539767 1811326 5.05% 1.217%
28 11.439 1774 1780 1787 rVV 3782011 7275596 20.27% 4_.888%
29 11.506 1787 1791 1800 rVB 2295281 2797585 7.79% 1.879%
30 11.670 1812 1818 1827 rBV 3194269 3913529 10.90% 2.629%

31 11.811 1836 1841 1846 rVB 9927946 12291780 34.25% 8.258%
32 12.024 1870 1876 1880 rBV 321026 412286 1.15% 0.277%
33 12.079 1880 1885 1890 rVB2 1405672 1868262 5.21% 1.255%
34 12.146 1890 1896 1901 rBV 4400788 5314453 14.81% 3.570%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082318\
Data File : VX004226.D

Aca On : 23 Aug 2018 15:00

Operator : JC/MD

Sample : J4579-09

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\82X082218W_.M
SW846 8260

35 12.298 1916 1921 1929 rBV2 2322068 3350264 9.33% 2.251%

36 12.372 1929 1933 1943 rVB3 721703 1065404 2.97% 0.716%
37 12.585 1963 1968 1970 rBV 443432 537257 1.50% 0.361%
38 12.609 1970 1972 1976 rVB 492913 533117 1.49% 0.358%
39 12.670 1977 1982 1985 rBV 700028 816048 2.27% 0.548%
40 12.756 1992 1996 2004 rVB3 509263 861535 2.40% 0.579%

41 12.902 2016 2020 2025 rVB2 324696 436038 1.21% 0.293%
42 12.981 2025 2033 2036 rBVY 499532 664217 1.85% 0.446%
43 13.018 2036 2039 2046 rVB 797883 934143 2.60% 0.628%
44 13.347 2088 2093 2098 rVB2 1410534 1872019 5.22% 1.258%
45 13.481 2110 2115 2122 rVB 678968 839640 2.34% 0.564%

46 13.835 2165 2173 2181 rVB 2935928 3735100 10.41% 2.509%
47 14.694 2307 2314 2319 rBV 819652 1112286 3.10% 0.747%
48 14.841 2333 2338 2347 rBVY 817322 1004575 2.80% 0.675%

Sum of corrected areas: 148852020
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082318\
VX004226.D

23 Aug 2018 15:00

JC/MD

J4579-09

5.0mL/MSVOA X/WATER

14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W.M

Quant Title

TIC Library

: SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082318\
Data File : VX004226.D

Aca On : 23 Aug 2018 15:00

Operator : JC/MD

Sample : J4579-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W.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 Butane, 2-methyl- Concentration Rank 7

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

1.79 97.61 ug/1 1083190 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Pentane 72 C5H12 000109-66-0 43
3 1-Butene 56 C4H8 000106-98-9 10
4 Methane. isocvanato- 57 C2H3NO 000624-83-9 9
5 Cyclobutane 56 C4H8 000287-23-0 9

Abundance Scan 197 (1.788 min): VX004226.D (-191) (-) m/z 43.05 100.00%
43
57
5000
72 — 1s 141 1.40 1.60 1.80 2.00 2.20
b e il e m/z 42.05 84 .20%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00 2.20
29 m/z 41.10 83.35%
15 Wl 72
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #706: Pentane
43
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.05 72.02%
27 57 72
'”P”W}?P”M”thWJAP”WL”P”W””P”W””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #173: 1-Butene R e
4 1.40 1.60 1.80 2.00 2.20
m/z 39.05 25.48%
5000 56
28
'”E”W}?P”W””P”W””P”W””P”W””P”W””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\VX082318\
Data File : VX004226.D

Aca On : 23 Aug 2018 15:00

Operator : JC/MD

Sample : J4579-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W.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 Pentane, 2-methyl- Concentration Rank 9

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

2.89 71.85 ug/1 797247 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 64
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 50
3 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 45
4 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 38
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38

Abundance Scan 378 (2.892 min): VX004226.D (-373) (-) m/z 43.10 100.00%
a3
71
5000
57
86 2.60 2.80 3.00 3.20
...,....,....,....,....|i.:..5,°.~.|!|.,....!:..7.?..:.,....,....,....,..1.2]?... m/z 71.10 57.12%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1825: Pentane, 2-methyl-
43 \
5000 ISR AR SRR A
27 71 2.60 2.80 3.00 3.20
m/z 42.10 48 _47%
15 57
2 , |. y Iy 8.6
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1828: Butane, 2,3-dimethyl-
43
260 280 300 320
5000 m/z 41.10 44 _57%
71
27 55
s Tl T e &
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4476: 1-Butanol, 2,3-dimethyl-
43 2.60 2.80 3.00 3.20
m/z 57.10 22.81%
5000 n
31 55 84
...,”..,”..,.HMU.”.h.J”,.wa§?..h...“l..“..?ﬂ¥..“...,”..,”. \ AN LR AR MR AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082318\
Data File : VX004226.D

Aca On : 23 Aug 2018 15:00

Operator : JC/MD

Sample : J4579-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W.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 Pentane, 3-methyl- Concentration Rank 4

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

3.17 156.34 ug/l 1734820 Pentafluorobenzene 5.66
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 78
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
5 n-Hexane 86 C6H14 000110-54-3 47

Abundance Scan 424 (3.172 min): VX004226.D (-414) (-) m/z 57.05 100.00%
57
41
5000
71 86 280 3.00 3.20 3.40 3.60
o..,....,....,....|,:|..?ﬁ-.'.:,§ﬂ.,'...7.8,..:.,..9.6.,....,....,....,... m/z 56.05 83.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29 SRR RARS ----u-- T
280 3.00 3.20 3.40 3.60
m/z 41.05 56.34%
s o] sl o w
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12711: Hexane, 2,2,3-trimethyl-
57
2.80 3.00 3.20 3.40 3.60
5000 m/z 43.05 21.72%
41
29 ‘
71
et bl o s g s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3999: Butane, 2,2,3-trimethyl-
57 2.80 3.00 3.20 3.40 3.60
43 m/z 39.05 14 _.39%
85
5000
29
15 \w 36| 50, 69 77 | 99
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\VX082318\
Data File : VX004226.D

Aca On : 23 Aug 2018 15:00

Operator : JC/MD

Sample : J4579-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W.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 n-Hexane Concentration Rank 10

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

3.51 70.04 ug/1 777233 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 Furan. tetrahvdro-3-methvl- 86 C5H100 013423-15-9 47
3 3-Pentanone 86 C5H100 000096-22-0 38
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 38
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 35

Abundance Scan 479 (3.507 min): VX004226.D (-471) (-) 57.10 100.00%
57
41
5000
86 lllllllllllllll|llll
71 3.20 3.40 3.60 3.80
,..'..,.|...,..1.1.5,....,1‘.“?..,....,....,2]97.. m/z 41.10 67.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1821: n-Hexane
57
41
5000 "'I""I""I""I""I

3.20 3.40 3.60 3.80
29 86 m/z 43.10 64 .12%

15 o
T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1803: Furan, tetrahydro-3-methyl-
56
41

3.20 3.40 3.60 3.80

5000 m/z 56.05 51.43%
86
71
.}?“Wk.Mw.Ju..t.,m..,..”,....,”..,...w....,”..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1711: 3-Pentanone e . P
29 57 320 340 360 3.80

m/z 42.05 32.36%

5000

86
18 || 43 71

m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80

82X082218W.M Fri Aug 24 13:59:25 2018 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082318\
Data File : VX004226.D

Aca On : 23 Aug 2018 15:00

Operator : JC/MD

Sample : J4579-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W.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 Cyclopentane, methyl- Concentration Rank 1

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

4.39 243.90 ug/Il 2706450 Pentafluorobenzene 5.66
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 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 Cyclobutane, butyl- 112 C8H16 013152-44-8 50

Abundance Scan 624 (4.391 min): VX004226.D (-614) (-) m/z 56.10 100.00%
56
5000 41 69
84 4.00 4.20 4.40 4.60 4.80
b e e e 29 || m/z 41.10  47.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methy!l-
56
41
5000 69

4.00 4.20 4.40 4.60 4.80
m/z 69.10 44.77%

28 84
15 ol |
e e
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #1458: Cyclohexane
56

84 R R e e
4.00 420 4.40 4.60 4.80
5000 41 m/z 55.10 25.07%
69
il
.}?“J.ﬂp H‘“u..ﬁ...,”..,”..,”..,.”.,.”.,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1329: 1H-Tetrazole, 5-methyl- EaasEmEa LR EES R
56 4.00 420 4.40 4.60 4.80
27 m/z 39.10 20.50%
5000
42
‘ ‘ 84
ullll Ll
e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082318\
Data File : VX004226.D

Aca On : 23 Aug 2018 15:00

Operator : JC/MD

Sample : J4579-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W.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 7 Benzene, l-ethyl-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.44 194.72 ug/Il 7275600 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. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1780 (11.439 min): VX004226.D (-1774) (-) m/z 105.05 100.00%

105
5000
120
79 11.20 11.40 11.60 11.80
39 51 65
Obrrprrrrprrrr e prrre st b el R 129138 Tn/z 120.05  29.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80

m/z 91.00 11.69%

5 27 39 s e 79

Ll | N L
B o N B O S o e R R e a s e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105

11.20 11.40 11.60 11.80
5000 m/z 77.00 10.86%
120

| i

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

Abundance #9402: Mesitylene

105 11.20 11.40 11.60 11.80
m/z 106.10 8.44Y%
120
5000
27 39 51 e 091
B N o A L S RS L R S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082318\
Data File : VX004226.D

Aca On : 23 Aug 2018 15:00

Operator : JC/MD

Sample : J4579-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W.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, 1,2,3-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.15 142.23 ug/Il 5314450 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1897 (12.152 min): VX004226.D (-1890) (-) m/z 105.00 100.00%

105
5000 120 A
7 o 11:80 12,00 12.20 1240
39 51 65
Ol prrrrrrrrr prrrdprrre o 84 L 8l 113 L 188 T777120.05  46.35%
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 A'I""I""I""I""I'

11.80 12.00 12.20 12.40
m/z 77.00 10.94%

39 51 77 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9401: Mesitylene

105

120 11.80 12.00 12.20 12.40
5000 m/z 119.10 10.28%

77 91
15 27 3? 5158 65 ' g4 7 og

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

Abundance #9420: Benzene, 1,2,4-trimethyl-
105 11.80 12.00 12.20 12.40
m/z 91.00 9.01%
120
5000
o om s T
i TN ! : I I
R R e R AR R s e A e R s

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082318\
Data File : VX004226.D

Aca On : 23 Aug 2018 15:00

Operator : JC/MD

Sample : J4579-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W.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, cyclopropyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.30 89.66 ug/l 3350260 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
2 Indane 118 C9H10 000496-11-7 76
3 1.4:5.8-Dimethanobiphenvlene. 1.... 184 C14H16 001624-13-1 72
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
5 Deltacyclene 118 C9H10 007785-10-6 58
Abundance Scan 1921 (12.298 min): VX004226.D (-1916) (-) m/z 117.00 100.00%
117
5000
91
39 88 77 105 134 12.00 12.20 12.40 12.60
0 e m/z 118.00 56.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8964: Benzene, cyclopropyl-
117
A N
5000 SR VNN BRI UL
o1 12.00 12.20 12.40 12.60
m/z 115.00 36.70%
o7 39 51 65 77 103
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8949: Indane
117
12.00 12.20 12.40 12.60
5000 m/z 90.95 17.39%
39 g3 91 ‘
27
..]i3.|.‘...“,..“..‘,“.‘..7.“7“.“..1-93...|....|....|....,...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48955: 1,4:5,8-Dimethanobiphenylene, 1,4,4a,4b,5,8,8a,8b-...
117 12.00 12.20 12.40 12.60
m/z 119.10 15.47%
5000
91
39 6 79
| I, 127 142 155 169 184

m/z--> 20 40 60 80 100 120 140 160 180 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\VX082318\
Data File : VX004226.D

Acq On : 23 Aug 2018 15:00

Operator : JC/MD

Sample - J4579-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W.M
Quant Title : SW846 8260

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

|--Internal Standard---|

12.08 1868260 50.0

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methyl- 1.79 97.6 ug/1 1083190 1 5.66 554836 50.0
Pentane, 2-methyl- 2.89 71.8 ug/l 797247 1 5.66 554836 50.0
Pentane, 3-methyl- 3.17 156.3 ug/l 1734820 1 5.66 554836 50.0
n-Hexane 3.51 70.0 ug/I1 777233 1 5.66 554836 50.0
Cyclopentane, met... 4.39 243.9 ug/l 2706450 1 5.66 554836 50.0
Benzene, l-ethyl-... 11.44 194.7 ug/l 7275600 4 12.08 1868260 50.0
Benzene, 1,2,3-tr... 12.15 142.2 ug/l 5314450 4 12.08 1868260 50.0

4

Benzene, cyclopro... 12.30 89.7 ug/l1 3350260
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