LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112019\
Data File : VX013475.D

Aca On : 20 Nov 2019 14:25

Operator : JC/SP

Sample = K5958-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 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\82X103119W.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 1.070 26 30 43 rBY 3008589 3496768 3.05% 0.699%
2 5.490 743 755 765 rBV2 398938 1161533 1.01% 0.232%
3 5.648 772 781 797 rVB 679656 1892780 1.65% 0.378%
4 6.051 835 847 858 rBV 442886 1176706 1.03% 0.235%
5 6.849 967 978 989 rBVY 1090856 2567989 2.24% 0.513%

8.709 1278 1283 1292 rVB 2378801 3672985 3.20% 0.734%
10.105 1508 1512 1518 rVB 2185481 2993709 2.61% 0.598%
1529 1535 1541 rBV 7188089 9452256 8.24% 1.888%
10.355 1541 1553 1559 rVV 7923410 12318133 10.73% 2.461%
10.635 1592 1599 1607 rBV3 1464478 3224703 2.81% 0.644%

QO ~NO®
=
o
N
N
ol

11 10.830 1623 1631 1635 rBV2 3306214 4992497 4 _.35% 0.997%
12 10.910 1635 1644 1647 rBV3 2684012 4350683 3.79% 0.869%
13 11.013 1655 1661 1665 rBV 13353998 16626800 14.49% 3.322%
14 11.135 1676 1681 1685 rVB 2370718 3155160 2.75% 0.630%
15 11.178 1685 1688 1692 rVB 996641 1180389 1.03% 0.236%

16 11.275 1696 1704 1712 rVB2 1865175 3301442 2.88% 0.660%
17 11.355 1712 1717 1722 rBV 21774026 27345849 23.82% 5.463%
18 11.434 1725 1730 1731 rVV 10933052 14906274 12.99% 2.978%
19 11.452 1731 1733 1736 rVV 14236276 15157344 13.21% 3.028%
20 11.501 1736 1741 1750 rVB 20176685 27752153 24.18% 5.544%

21 11.672 1763 1769 1776 rBV7 1214666 2588931 2.26% 0.517%
22 11.763 1781 1784 1787 rVV 3230144 4371206 3.81% 0.873%
23 11.812 1787 1792 1801 rVB2 83057997 114780899 100.00% 22.931%
24 11.916 1801 1809 1811 rBV 3531375 5484437 4.78% 1.096%
25 11.940 1811 1813 1818 rVV 6473479 7756421 6.76% 1.550%

26 11.995 1818 1822 1824 rVV 1141391 1549946 1.35% 0.310%
27 12.025 1824 1827 1830 rVV 3064398 3809068 3.32% 0.761%
28 12.062 1830 1833 1840 rVV2 4528720 7541578 6.57% 1.507%
29 12.141 1840 1846 1851 rVV 35177976 43837896 38.19% 8.758%
30 12.227 1855 1860 1866 rVB 2772788 3667858 3.20% 0.733%

31 12.294 1866 1871 1879 rBV 20893591 30631454 26.69% 6.119%
32 12.367 1879 1883 1891 rVB3 9968664 17332160 15.10% 3.463%
33 12.458 1891 1898 1903 rBV 2910129 3995051 3.48% 0.798%
34 12.513 1903 1907 1913 rVB 1521276 2083242 1.81% 0.416%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112019\
Data File : VX013475.D

Aca On : 20 Nov 2019 14:25

Operator : JC/SP

Sample = K5958-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 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\82X103119W.M
SW846 8260

35 12.580 1913 1918 1920 rBV 5227371 6629156 5.78% 1.324%

36 12.604 1920 1922 1927 rVV 5661666 6686280 5.83% 1.336%
37 12.665 1927 1932 1935 rVV 12377685 14850964 12.94% 2.967%
38 12.696 1935 1937 1942 rVV 3829074 4341169 3.78% 0.867%
39 12.751 1942 1946 1954 rVB2 8708884 14789543 12.89%% 2.955%
40 12.897 1964 1970 1974 rVB3 3525787 5114873 4._46% 1.022%

41 12.970 1974 1982 1986 rVV 5283558 7603284 6.62% 1.519%
42 13.013 1986 1989 1996 rVB 7185570 8593059 7.49% 1.717%
43 13.080 1996 2000 2005 rBV3 827109 1353875 1.18% 0.270%
44 13.220 2020 2023 2026 rVB 1093150 1197786 1.04% 0.239%
45 13.342 2038 2043 2049 rVB2 8347170 11619819 10.12% 2.321%

46 13.476 2060 2065 2071 rVB 2228935 2818577 2.46% 0.563%
47 13.830 2115 2123 2130 rVB 3723601 4804308 4._.19% 0.960%

Sum of corrected areas: 500558993
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112019\
Data File : VX013475.D

Aca On : 20 Nov 2019 14:25

Operator : JC/SP

Sample - K5958-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.M
SW846 8260

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

Abundance TIC: VX013475.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112019\
Data File : VX013475.D

Aca On : 20 Nov 2019 14:25

Operator : JC/SP

Sample - K5958-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.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 Pentalene, octahydro-2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.83 83.38 ug/1 4992500 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-2-methvl- 124 COH16 003868-64-2 50
2 Propvlidencvclohexane 124 C9H16 002129-93-3 49
3 Bicvclol4.1.01heptane 96 C7H12 000286-08-8 49
4 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 42
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 42
Abundance Scan 1631 (10.830 min): VX013475.D (-1623) (-) m/z 57.10 100.00%

81

5000

113
10.60 10.80 11.00 11.20

m/z 67.10 93.95%

ol 27142157171 192 215 238 260275 298
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #10701: Pentalene, octahydro-2-methyl-
81
67
5000 4l 96
10.60 10.80 11.00 11.20
0
124 m/z 81.10 87.52%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67 81
41 10.60 10.80 11.00 11.20
5000 m/z 82.10 72.01%
95 124
o 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2868: Bicyclo[4.1.0]heptane
67 g1 10.60 10.80 11.00 11.20
m/z 41.10 65.38%
5000
39 96
0,.HWMA.....”.“”.“”.“”.“”.“”.“”.“”..”..”.“”.“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112019\
Data File : VX013475.D

Aca On : 20 Nov 2019 14:25

Operator : JC/SP

Sample - K5958-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.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 Cyclohexane, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.91 72.66 ug/l 4350680 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 81
2 Cvclohexanone. 2.3-dimethvl- 126 C8H140 013395-76-1 80
3 Cvclohexane. undecvl- 238 C17H34 054105-66-7 68
4 Cvclohexane. (l1-methvlethvl)- 126 C9H18 000696-29-7 59
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 59
Abundance Scan 1644 (10.910 min): VX013475.D (-1635) (-) m/z 83.10 100.00%
55 88
5000
3 126
109 10.60 10.80 11.00 11.20
ol 142157 182199 218 240 263279 299 m/z 55.10 85 24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11533: Cyclohexane, propyl-
55 83
5000
10.60 10.80 11.00 11.20
3 126 m/z 82.10 69.30%
oL15 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
8 10.60 10.80 11.00 11.20
5000 m/z 41.10 52.84%
126
98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92571: Cyclohexane, undecyl-
83 10.60 10.80 11.00 11.20
m/z 67.10 35.56%
55
5000
0 \‘ H il MI A 111126 154 238
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112019\
Data File : VX013475.D

Aca On : 20 Nov 2019 14:25

Operator : JC/SP

Sample - K5958-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.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 4 Benzene, l-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.43 98.83 ug/1 14906300 1,4-Dichlorobenzene-d4 12.07
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 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1729 d§11.428 min): VX013475.D (-1725) (-) m/z 105.10 100.00%
105 T
5000
120
. g o 138154 11.20 11.40 11.60 11.80
Obrrprr el o LA 169185199214 231 248264279294 'm/z 120.10  32.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.10 12.49%
39 77
0'”?'”P”?3”JP”'I“W'”W'”W'”W”"”"”"“"””I””I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.10 12.37%
120
) 39 5o 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105 11.20 11.40 11.60 11.80
m/z 106.10 9.30%
5000
77 120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112019\
Data File : VX013475.D

Aca On : 20 Nov 2019 14:25

Operator : JC/SP

Sample - K5958-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.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 5 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.14 290.64 ug/Il 43837900 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1l-ethvIl-3-methvl- 120 C9H12 000620-14-4 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
Abundance Scan 1846 (12.141 min): VX013475.D (-1840) (-) m/z 105.10 100.00%
105
120
5000
| 159 || 135 157172188 212228 245260 278293 11.80 12.00 12.20 12.40
0..w””pJnﬂnJ“”. e G aa m/z 120.10 71.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 120 11:80 12,00 12.20 12,40
m/z 77.05 21.21%

o

7 1
15|||l$%|||1||||| S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105

11.80 12.00 12.20 12.40

5000 m/z 119.05 17.46%
120
i
o 27 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9419: Benzene, 1,2,4-trimethyl-
105 11.80 12.00 12.20 12.40
m/z 91.05 17.03%
120
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112019\
Data File : VX013475.D

Aca On : 20 Nov 2019 14:25

Operator : JC/SP

Sample - K5958-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.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 6 Benzene, 1-propenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.29 203.08 ug/l 30631500 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-propenvl- 118 C9H10 000637-50-3 92
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 91
3 Indane 118 C9H10 000496-11-7 70
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
Abundance Scan 1870 (12.287 min): VX013475.D (-1866) (-) m/z 117.10 100.00%
117
5000
4 154 177 018 12.00 12.20 12.40 12.60
o 194 236252 269284300 m/z 118.05 56920
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8962: Benzene, 1-propenyl-
117
5000 A AU SRR BN B A
o1 12.00 12.20 12.40 12.60
m/z 115.10 34 .30%
o 27 Ol 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 119.10 25.00%
91
o 39 58 74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8949: Indane
117 12.00 12.20 12.40 12.60
m/z 105.10 21.43%
5000
39 g 91
ol 13 74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112019\
Data File : VX013475.D

Aca On : 20 Nov 2019 14:25

Operator : JC/SP

Sample - K5958-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.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 7 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.67 98.46 ug/1 14851000 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 94
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 1933 (12.672 min): VX013475.D (-1927) (-) m/z 119.10 100.00%
119
5000
134
_—_— 12.40 12.60 12.80 13.00
39 : : : :
Obrrerrrsrrteiorby et Mk 190165180 201217 246262277295 | 1777 134.10  31.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
u 12.40 12.60 12.80 13.00
a 1 m/z 91.10 14.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.10 9.76%
91 134
. 15 39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 117.10 8.70%
5000
134
39 g 91
o} R s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112019\
Data File : VX013475.D

Aca On : 20 Nov 2019 14:25

Operator : JC/SP

Sample - K5958-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.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 8 Indan, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.75 98.05 ug/1 14789500 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 93
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 90
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 83
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83

Abundance Scan 1946 (12.751 min): VX013475.D (-1942) (-) m/z 117.10 100.00%

5000

12.40 12.60 12.80 13.00

148 167 186 207 236252 270 291

o m/z 115.05 32.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14031: Indan, 1-methyl-
117
5000
132 12.40 12.60 12.80 13.00
o1 m/z 132.10 28.60%
39 65
O.HP”JquJ”q”.q””,””,””..”..”.”..”..”..uw.”q”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
117132
12.40 12.60 12.80 13.00
5000 m/z 91.10 15.96%
91
39 65
0 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 12.40 12.60 12.80 13.00
m/z 119.10 14.19%
5000 132
91
o2 5t
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112019\
Data File : VX013475.D

Aca On : 20 Nov 2019 14:25

Operator : JC/SP

Sample - K5958-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.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 9 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 10

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

13.01 56.97 ug/1 8593060 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
4 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94

5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 94

m/z 119.10 100.00%

12.60 12.80 13.00 13.20 13.40

m/z 134.10 46.08%

12.60 12.80 13.00 13.20 13.40

m/z 91.10 15.31%

12.60 12.80 13.00 13.20 13.40

m/z 133.10 10.68%

12.60 12.80 13.00 13.20 13.40

Abundance Scan 1989 (13.013 min): VX013475.D (-1986) (-)
119
5000 134
91
o 39 65 U | 151168184 207224 254270285
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134
5000
39 91
o.”,””,”m“hJ“J”“.ﬂ..”“”.“”..”..”w.”w”.w”.w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119
5000 134
91
o 15 39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
39 91
6
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 120.10 9.89%

12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112019\
Data File : VX013475.D

Aca On : 20 Nov 2019 14:25

Operator : JC/SP

Sample - K5958-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.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 10 o-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.34 77.04 ug/1l 11619800 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 60
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 60
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 60
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 60
5 p-Cymene 134 C10H14 000099-87-6 60

Abundance Scan 2043 (13.342 min): VX013475.D (-2038) (-) m/z 119.10 100.00%

119
5000

13.00 13.20 13.40 13.60

152168 191207 227 248 265 283298

o] m/z 117.10 61.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14811: o-Cymene
119
5000
3 13.00 13.20 13.40 13.60
134 m/z 134.10 44 _80%
41 65
L S e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

119
A'I""I""I""I""I'

13.00 13.20 13.40 13.60
5000 134 m/z 115.10 22.10%

91
15 39 65

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
9

13.00 13.20 13.40 13.60
m/z 91.10 21.80%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\VX112019\
Data File : VX013475.D

Acq On : 20 Nov 2019 14:25

Operator : JC/SP

Sample - K5958-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_M
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]
Pentalene, octahy... 10.83 83.4 ug/1 4992500 3 10.11 2993710 50.0
Cyclohexane, propyl- 10.91 72.7 ug/l 4350680 3 10.11 2993710 50.0
Benzene, l-ethyl-_.. 11.43 98.8 ug/1 14906300 4 12.07 7541580 50.0
Benzene, 1,2,3-tr... 12.14 290.6 ug/l 43837900 4 12.07 7541580 50.0
Benzene, 1l-propenyl- 12.29 203.1 ug/l1 30631500 4 12.07 7541580 50.0
Benzene, 2-ethyl-._... 12.67 98.5 ug/1 14851000 4 12.07 7541580 50.0
Indan, 1-methyl- 12.75 98.0 ug/1 14789500 4 12.07 7541580 50.0
Benzene, 1,2,3,5-... 13.01 57.0 ug/1 8593060 4 12.07 7541580 50.0
o-Cymene 13.34 77.0 ug/1 11619800 4 12.07 7541580 50.0
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