LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX111618\

Data File : VX006057.D

Aca On - 16 Nov 2018 18:28

Operator : JC/MD

sample - J5968-02

Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 22 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\82X110718W.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 1.794 99 105 119 rVB 247486 354011 9.08% 0.955%
2 2.001 134 139 150 rvB 57682 84822 2.17% 0.229%
3 2.611 229 239 250 rBV 36142 68498 1.76% 0.185%
4 2.843 270 277 281 rBV 66671 148457 3.81% 0.400%
5 2.891 281 285 289 rVB 72572 127185 3.26% 0.343%
6 3.172 322 331 350 rVB 136588 311576 7.99% 0.840%
7 3.812 428 436 446 rVB2 18423 42987 1.10% 0.116%
8 3.922 446 454 461 rBvV2 17502 45240 1.16% 0.122%
9 4_.397 523 532 545 rVB 146925 419385 10.75% 1.131%
10 5.299 674 680 695 rVB 19538 62304 1.60% 0.168%
11 5.501 699 713 720 rBV2 78080 229094 5.87% 0.618%
12 5.580 720 726 732 rBV3 19413 41359 1.06% 0.112%
13 5.665 732 740 747 rBV 125256 332689 8.53% 0.897%
14 5.927 772 783 796 rBV5 22264 73586 1.89% 0.198%

15 6.068 796 806 819 rvv 83416 219846 5.64% 0.593%

16 6.263 822 838 847 rvvs 38704 149550 3.83% 0.403%
17 6.354 847 853 862 rvv3 42716 121449 3.11% 0.328%

18 6.452 862 869 881 rvB2 26492 73661 1.89% 0.199%
19 6.860 927 936 945 rBv2 189660 488193 12.52% 1.317%
20 6.939 947 949 962 rVB4 28253 57041 1.46% 0.154%
21 7.256 992 1001 1010 rBV 26813 57500 1.47% 0.155%
22 7.458 1020 1034 1046 rBV3 71599 200099 5.13% 0.540%
23 7.957 1105 1116 1123 rBV5 13990 44871 1.15% 0.121%
24 8.177 1144 1152 1154 rBV 21457 39157 1.00% 0.106%
25 8.214 1154 1158 1162 rVB 37479 61429 1.57% 0.166%
26 8.573 1209 1217 1225 rVB2 51815 98205 2.52% 0.265%

27 8.713 1235 1240 1247 rVV 352089 572884 14.69% 1.545%
28 8.787 1247 1252 1257 rVB 183118 279919 7.18% 0.755%

29 9.165 1306 1314 1319 rBV2 27945 52675 1.35% 0.142%
30 9.219 1319 1323 1335 rVB 58551 97735 2.51% 0.264%
31 9.561 1375 1379 1385 rVB3 20341 40630 1.04% 0.110%

32 10.110 1464 1469 1475 rBV 382077 514198 13.18% 1.387%
33 10.256 1487 1493 1503 rVV 2222699 2908538 74.57% 7.846%
34 10.359 1503 1510 1522 rVB 2538220 3417833 87.62% 9.219%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX111618\

Data File : VX006057.D

Aca On - 16 Nov 2018 18:28

Operator : JC/MD

sample - J5968-02

Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 22 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\82X110718W.M
SW846 8260

35 10.701 1560 1566 1581 rVB 991129 1302202 33.38% 3.513%

36 11.018 1612 1618 1626 rBV 403679 496079 12.72% 1.338%
37 11.140 1633 1638 1643 rBV 297064 377112 9.67% 1.017%
38 11.359 1669 1674 1681 rVB 979656 1156210 29.64% 3.119%
39 11.432 1681 1686 1688 rBV 690237 916361 23.49% 2.472%
40 11.506 1694 1698 1705 rVB 755282 890568 22.83% 2.402%

41 11.670 1719 1725 1735 rBVY 630632 812714 20.84% 2.192%
42 11.810 1743 1748 1753 rVB 3247820 3900588 100.00% 10.521%

43 11.920 1761 1766 1768 rBVY 71960 92086 2.36% 0.248%
44 11.945 1768 1770 1778 rVB 90403 102244 2.62% 0.276%
45 12.024 1778 1783 1787 rBVY 49825 62104 1.59% 0.168%

46 12.079 1787 1792 1797 rVB 393055 512821 13.15% 1.383%
47 12.140 1797 1802 1807 rBV 751011 933868 23.94% 2.519%
48 12.298 1821 1828 1836 rBV 1580726 2075397 53.21% 5.598%
49 12.371 1836 1840 1850 rVB3 381968 601717 15.43% 1.623%
50 12.463 1850 1855 1860 rBV2 108980 152297 3.90% 0.411%

51 12.518 1860 1864 1870 rVB 105408 126544 3.24% 0.341%
52 12.585 1870 1875 1878 rBV 240229 339701 8.71% 0.916%
53 12.609 1878 1879 1884 rVB 175901 148173 3.80% 0.400%
54 12.670 1884 1889 1892 rBV 1005983 1170764 30.02% 3.158%
55 12.701 1892 1894 1898 rVV 227585 241997 6.20% 0.653%

56 12.755 1898 1903 1911 rVV 662121 882769 22.63% 2.381%
57 12.902 1922 1927 1932 rVB2 86011 114112 2.93% 0.308%
58 12.975 1932 1939 1943 rBV 512193 653069 16.74% 1.762%
59 13.018 1943 1946 1952 rVB 320707 375707 9.63% 1.013%

60 13.079 1952 1956 1962 rBV3 55845 98449 2.52% 0.266%
61 13.225 1976 1980 1990 rVB 619613 739927 18.97% 1.996%
62 13.316 1990 1995 1996 rVVv2 43747 59738 1.53% 0.161%
63 13.347 1996 2000 2006 rVvVv2 1071141 1526834 39.14% 4.118%
64 13.402 2006 2009 2011 rVVv2 58398 78208 2.01% 0.211%
65 13.426 2011 2013 2018 rVvVv 57413 62530 1.60% 0.169%

66 13.481 2018 2022 2029 rVB 161772 199530 5.12% 0.538%
67 13.560 2029 2035 2038 rBV2 52604 74244 1.90% 0.200%
68 13.603 2038 2042 2045 rVvV 117800 172131 4.41% 0.464%
69 13.639 2045 2048 2053 rVV3 132573 218058 5.59% 0.588%
70 13.700 2053 2058 2059 rVvv2 57807 85414 2.19% 0.230%

71 13.719 2059 2061 2067 rVB2 114799 174433 4._.47% 0.471%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX111618\
Data File : VX006057.D

Aca On : 16 Nov 2018 18:28

Operator : JC/MD

Sample : J5968-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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\82X110718W.M

Title : SW846 8260

72 13.834 2073 2080 2089 rBV 1221894 1473853 37.79% 3.976%
73 13.926 2089 2095 2099 rVB2 41427 59744 1.53% 0.161%
74 13.981 2099 2104 2108 rBV2 49885 71558 1.83% 0.193%
75 14.030 2108 2112 2116 rVB 40663 48000 1.23% 0.129%
76 14.133 2124 2129 2135 rBV 81130 97925 2.51% 0.264%
77 14.273 2147 2152 2162 rBV 64766 115979 2.97% 0.313%
78 14.377 2165 2169 2174 rVV 38802 55179 1.41% 0.149%
79 14.432 2174 2178 2182 rVB 46915 56614 1.45% 0.153%

80 14.694 2217 2221 2232 rVB 693457 833323 21.36% 2.248%
81 14.840 2239 2245 2254 rBV 357220 452412 11.60% 1.220%
82 15.688 2378 2384 2387 rBV 30187 44700 1.15% 0.121%

Sum of corrected areas: 37072593
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX111618\
VX006057.D

16 Nov 2018 18:28

JC/MD

J5968-02

5.0mL/MSVOA X/WATER

22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_M
SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

04
Time--> 1

.20 1.

TIC: VX006057.D

1.79

2.00 4.40

261 2389 317 3.83.92
I T I I T T I I T T I T L T
40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80

7 5907 6.3

Ty T
6.00 6.20

Abundance

3000000
2500000
2000000
1500000
1000000

500000

6.45
05—

TIC: VX006057.D

10.36
10.24

10.70

8.71
8.79
7.96 8818l 857\\_ 9982 956

6.86
7.26 746

T
Time--> 6.50

Je:34
|

T T I T I
7.00 7.50 8.00 8.50 9.00 9.50

Abundance

3000000

2500000

2000000

1500000

1000000

11.67
500000

TIC: VX006057.D

11181

12.30

13.83

13.35

12.67

12.14
2.76 13.22

12.97
.02

——

12.9813.08 /1.3 15.69

13.00

L I S I7 T T I T T I T T T I T
12.50 13.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX111618\
Data File : VX006057.D

Aca On : 16 Nov 2018 18:28

Operator : JC/MD

Sample : J5968-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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 1 Benzene, l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.43 89.35 ug/1 916361 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 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1686 (11.432 min): VX006057.D (-1681) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 11.20 11.40 11.60 11.80
O prrrr e i el 83l 98 UL 3L Tm/z 120.05  31.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.05 11.95%
Jo1s 2 3 seges ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
11.20 11.40 11.60 11.80
5000 m/z 77.00 11.87%
120
91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9420: Benzene, 1,2,4-trimethyl-
105 11.20 11.40 11.60 11.80

m/z 106.10 8.78%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX111618\
Data File : VX006057.D

Aca On : 16 Nov 2018 18:28

Operator : JC/MD

Sample : J5968-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X110718W.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 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.14 91.05 ug/1 933868 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-2-methvl- 120 C9H12 000611-14-3 93
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 1802 (12.140 min): VX006057.D (-1797) (-) m/z 105.05 100.00%
105
5000 120
7 91
39 51 65 11.80 12.00 12.20 12.40
Ol ek o e 84 98 Ll U3 sz 120.10  41.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120 A
5000 NN BN B
11.80 12.00 12.20 12.40
77 m/z 77.00 12.42%
ol 15 2 Steges o Seg ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105
120 11.80 12.00 12.20 12.40
5000 m/z 91.05 10.02%
77
o 15 2r 39 Sleses e Tes | |,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.80 12.00 12.20 12.40
m/z 119.10 9.52%
120
5000
ol 15 27 39 Sl 58 65 Ve tes ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX111618\
Data File : VX006057.D

Aca On : 16 Nov 2018 18:28

Operator : JC/MD

Sample : J5968-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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-ethenyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.30 202.35 ug/Il 2075400 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 86
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 70
3 Indane 118 C9H10 000496-11-7 70
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 58
Abundance Scan 1828 (12.298 min): VX006057.D (-1821) (-) m/z 117.05 100.00%

5000

A B

12.00 12.20 12.40 12.60

0 m/z 118.10 54 _43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117
5000 A ------|----|----|---/-\
91 12.00 12.20 12.40 12.60
m/z 115.10 33.67%
- 39 515865 77 ‘ 103
Y A Y VY N R 1 | NA—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8964: Benzene, cyclopropyl-
117
12.00 12.20 12.40 12.60
5000 m/z 119.05 20.16%
91
27 39 515865 77 ‘ 103 ‘
e et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117 12.00 12.20 12.40 12.60
m/z 91.10 19.22%
5000
39 53 91
51
o1z A B 774 103110“
R L B L Al EASERESRLE EEEEs EEEE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX111618\
Data File : VX006057.D

Aca On : 16 Nov 2018 18:28

Operator : JC/MD

Sample : J5968-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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, 1l-ethyl-2,4-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.67 114.15 ug/Il 1170760 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 1889 (12.670 min): VX006057.D (-1884) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 17 il 105 ‘ 148 12.40 12.60 12.80 13.00
Ohrrrprerr e et et e b e | M/z 134.100 29.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
m/z 91.10 15.55%
o5 2 3 s e T T s ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-

12.40 12.60 12.80 13.00
m/z 120.05  10.03%

5000

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14887: Benzene, 4-ethyl-1,2-dimethyl-

12.40 12.60 12.80 13.00
m/z 105.05 8.73%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX111618\
Data File : VX006057.D

Aca On : 16 Nov 2018 18:28

Operator : JC/MD

Sample : J5968-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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, l-ethenyl-3-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.76 86.07 ug/1 882769 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
2 Indan. 1-methvl- 132 C10H12 000767-58-8 90
3 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 90
4 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
Abundance Scan 1904 (12.762 min): VX006057.D (-1898) (-) m/z 117.05 100.00%
147
5000
132
91 UNRA BN SUNRRA BUNLAN I
39 51 65 77 12.40 12.60 12.80 13.00
O e e et er e e el b 48 sz 11505 33.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
147
5000 132
12.40 12.60 12.80 13.00
01 m/z 132.10 28.87%
15 27 39 b 6 TP | 108 N
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14031: Indan, 1-methyl-
147
12.40 12.60 12.80 13.00
5000 m/z 91.05 14 .45%
132
91
o 2 % 81 & 7 | a3 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117 12.40 12.60 12.80 13.00
m/z 119.10 9.64%
5000 132
91
¥ S T |
o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX111618\
Data File : VX006057.D

Aca On : 16 Nov 2018 18:28

Operator : JC/MD

Sample : J5968-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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, 1,2,3,4-tetramethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.97 63.67 ug/l 653069 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 1938 (12.969 min): VX006057.D (-1932) (-) m/z 119.05 100.00%
119
5000 134
91
39 51 65 77 | 105 148 12.60 12.80 13.00 13.20
R A Y S HUSRO PR S 11| B m/z 134.10 43.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134

12.60 12.80 13.00 13.20
m/z 91.10 17.16%

91
15 27 39 51 65 77 105

Ot et et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134 12.60 12.80 13.00 13.20
5000 m/z 120.10 10.89%
91
39 65 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 133.10 9.35%
5000 134
91
77 Tosr e Mol
O A T e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX111618\
Data File : VX006057.D

Aca On : 16 Nov 2018 18:28

Operator : JC/MD

Sample : J5968-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.22 72.14 ug/1 739927 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 90
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
Abundance Scan 1979 (13.219 min): VX006057.D (-1976) (-) m/z 117.05 100.00%
147
5000 132
91 T IR00 1290 12140 12 €0
39 51 64 77 103 | 13.00 13.20 13.40 13.60
0..,....,....,....',....i'....,.'!'..,...':,....-,l....,:-.-..,..!.',...-!',-l.-...,...1.4,9.... m/z 132.10  36.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
147
5000 132

13.00 13.20 13.40 13.60
m/z 115.10 26.53%

27 39 51 g5 ;7 91

i il " 1(.):.3 Al
Otrrprrrr et P R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132 13.00 13.20 13.40 13.60
5000 m/z 131.10 16.01%
91
51
" 7 39 ‘ 65 77 ‘ 105
0..P”.P”hpnﬂpn.H”uﬁM.PnWP”nH”.“%.P”h.”ﬂﬂnq.”q”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 13.00 13.20 13.40 13.60
m/z 91.05 13.01%
5000 132
39 51 91
27 65 77 ‘
0 ..,....,...‘.,....‘,‘....H...,a‘l‘..,...‘a,....,....,123..,...l,...‘l‘,.‘...,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX111618\
Data File : VX006057.D

Aca On : 16 Nov 2018 18:28

Operator : JC/MD

Sample : J5968-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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 Naphthalene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.69 81.25 ug/1 833323 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 47
Abundance Scan 2220 (14.688 min): VX006057.D (-2217) (-) m/z 142.05 100.00%
142
5000
115
39 63 g9 14.40 14.60 14.80 15.00
bbb ot 22 M 198 20028l Tm/z 141.10  89.36%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142
5000 L AL AL S B
115 14.40 14.60 14.80 15.00
m/z 115.05 34.72%
obrd? 51 /1 89 128 |
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
14.40 14.60 14.80 15.00
5000 m/z 143.05 11.90%
115
I P o - X
miz-> 20 45 60 85 100 150 140 160 180 200 220 240 260 280
Abundance #19231: Benzocycloheptatriene T
141 14.40 14.60 14.80 15.00
115 m/z 139.05 11.09%
5000
63 89
O,H.W.HWULWPM.“.MP.”iL..”...”..”..”...”P.”,” SRMMESSSEMED B SN GBS
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111618\
Data File : VX006057.D

Acq On : 16 Nov 2018 18:28

Operator : JC/MD

Sample - J5968-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W_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]
Benzene, l-ethyl-_.. 11.43 89.3 ug/I 916361 4 12.08 512821 50.0
Benzene, 1,2,3-tr... 12.14 91.0 ug/I 933868 4 12.08 512821 50.0
Benzene, l-etheny... 12.30 202.3 ug/l 2075400 4 12.08 512821 50.0
Benzene, l-ethyl-._... 12.67 114.2 ug/1 1170760 4 12.08 512821 50.0
Benzene, l-etheny... 12.76 86.1 ug/l 882769 4 12.08 512821 50.0
Benzene, 1,2,3,4-_... 12.97 63.7 ug/l 653069 4 12.08 512821 50.0
1H-Indene, 2,3-di... 13.22 72.1 ug/l 739927 4 12.08 512821 50.0

4

Naphthalene, 1-me... 14.69 81.3 ug/Il 833323 12.08 512821 50.0
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