LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102618\
Data File : VX005641.D

Aca On : 27 Oct 2018 08:14

Operator : JC/MD

Sample : J5690-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 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\82X102418W.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

1.337 25 30 32 rBv2 19046 33355 1.77% 0.197%
2.611 230 239 247 rBV 14699 26969 1.43% 0.159%
454 rVB2 14121 38094 2.02% 0.225%
5.507 702 714 728 rBv2 129912 376979 19.98% 2.222%
5.665 728 740 756 rvv2 238907 653057 34.62% 3.849%
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6.061 794 805 814 rBv2 156708 402918 21.36% 2.375%
6.135 814 817 830 rvB2 15614 41927 2.22% 0.247%
952 rBvY 330112 804330 42.63% 4.741%
8.713 1234 1240 1248 rBV 606379 987861 52.36% 5.822%
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1 9.024 1279 1291 1299 rBvV2 120872 210743 11.17% 1.242%
11 9.110 1299 1305 1310 rVvVv 65061 99013 5.25% 0.584%
12 9.165 1310 1314 1321 rVB 12429 20469 1.08% 0.121%
13 9.573 1375 1381 1386 rBv4 10342 19848 1.05% 0.117%

14 10.116 1463 1470 1478 rBV 621352 871707 46.21% 5.138%
15 10.250 1486 1492 1502 rBV 554959 755558 40.05% 4._.453%

16 10.359 1502 1510 1520 rVB2 15356 34094 1.81% 0.201%
17 10.701 1562 1566 1574 rVB 30234 41043 2.18% 0.242%
18 11.018 1612 1618 1632 rBV 544465 671841 35.61% 3.960%
19 11.140 1632 1638 1653 rBV 547355 725117 38.44% 4.274%
20 11.359 1669 1674 1683 rBV 351187 428853 22.73% 2.528%

21 11.670 1720 1725 1732 rVB 86598 115011 6.10% 0.678%
22 11.810 1743 1748 1756 rVB 298408 372062 19.72% 2.193%
23 11.945 1768 1770 1775 rVB 17137 19617 1.04% 0.116%
24 12.079 1786 1792 1798 rBV 722800 885236 46.92% 5.217%
25 12.146 1798 1803 1812 rVB 380192 487439 25.84% 2.873%

26 12.298 1821 1828 1835 rBV 867635 1084018 57.46% 6.389%
27 12.371 1835 1840 1848 rVB 161848 222165 11.78% 1.309%
28 12.463 1848 1855 1860 rBV 69692 92401 4_.90% 0.545%
29 12.518 1860 1864 1870 rVB 54543 67061 3.55% 0.395%
30 12.603 1870 1878 1885 rBV2 333475 552030 29.26% 3.254%

31 12.670 1885 1889 1892 rVV 292357 343089 18.19% 2.022%
32 12.700 1892 1894 1899 rVVv2 51118 78646 4.17% 0.464%
33 12.755 1899 1903 1911 rVB2 140044 238366 12.63% 1.405%
34 12.902 1923 1927 1932 rVB 106571 143728 7.62% 0.847%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102618\
Data File : VX005641.D

Aca On : 27 Oct 2018 08:14

Operator : JC/MD

Sample : J5690-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 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\82X102418W.M
: SW846 8260

35 12.981 1932 1940 1943 rBV 425103 530524 28.12% 3.127%

36 13.018 1943 1946 1953 rVB 211514 248909 13.19% 1.467%

37 13.078 1953 1956 1963 rVB3 17399 26541 1.41% 0.156%
38 13.225 1977 1980 1985 rVB 39263 46527 2.47% 0.274%
39 13.316 1990 1995 1996 rBV2 15999 20910 1.11% 0.123%
40 13.353 1996 2001 2007 rVB2 586272 735399 38.98% 4.334%
41 13.481 2019 2022 2028 rVB3 20161 27605 1.46% 0.163%
42 13.566 2031 2036 2039 rBV3 10938 20294 1.08% 0.120%
43 13.633 2044 2047 2054 rvVvB2 55818 89628 4_.75% 0.528%
44 13.731 2059 2063 2069 rvB4 29667 51311 2.72% 0.302%
45 13.834 2073 2080 2086 rBV 200170 257967 13.67% 1.520%
46 13.987 2098 2105 2109 rBvV2 21075 32785 1.74% 0.193%
47 14.030 2109 2112 2116 rVB 19358 22486 1.19% 0.133%
48 14.133 2122 2129 2134 rBV 59433 75199 3.99% 0.443%
49 14.273 2147 2152 2158 rBV 61239 84826 4 _.50% 0.500%
50 14.377 2165 2169 2174 rBV 114403 137814 7.30% 0.812%
51 14.432 2174 2178 2184 rVB 56640 68836 3.65% 0.406%
52 14.700 2214 2222 2226 rBV 27460 43311 2.30% 0.255%
53 14.840 2240 2245 2255 rVB 1620325 1886595 100.00% 11.119%
54 15.255 2304 2313 2318 rBV 23355 38010 2.01% 0.224%
55 15.480 2346 2350 2357 rVB 33946 49126 2.60% 0.290%
56 15.694 2376 2385 2389 rBV 175326 286183 15.17% 1.687%
57 15.895 2410 2418 2419 rBV2 38911 61276 3.25% 0.361%
58 15.919 2419 2422 2431 rVB2 50856 94630 5.02% 0.558%
59 16.072 2440 2447 2457 rBV 50352 85476 4_.53% 0.504%
Sum of corrected areas: 16966813
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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\VX102618\
VX005641.D

27 Oct 2018 08:14

JC/MD

J5690-01

5.0mL/MSVOA X/WATER

46 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VX005641.D
1500000
1000000
500000
5.67
5.51 6.06
1.34 2& 3.87 .13

Time--> 120 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 540 560 5.80 6.00 6.20

Abundance TIC: VX005641.D

1500000

1000000

8.71
500000
6.87
9.02
Nidhe 9.57
OI I T T T T I T T T T I T T T T I T T T T I T T T T T T T T T T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50
Abundance TIC: VX005641.D
14.84
1500000
1000000
13.35
500000
13.83 15.69
134 73\ 13/ L 15.25 15.48 155d96.07
0 ] el | '
Time-- 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102618\
Data File : VX005641.D

Aca On : 27 Oct 2018 08:14

Operator : JC/MD

Sample : J5690-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_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, 1,2,3-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.15 27.53 ug/1 487439 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 93
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 1804 (12.152 min): VX005641.D (-1798) (-) m/z 105.05 100.00%
105
5000 120
w91 11.80 12.00 12.20 12.40
39 51 65
o S RN O N Y |~ O =7 m/z 120.05 43.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000
120 11.80 12.00 12.20 12.40
m/z 77.10 11.83%
15 27 39 51 | 791
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9402: Mesitylene
105
120 11.80 12.00 12.20 12.40
5000 m/z 119.10 10.06%
27 39 51 g 7 O |
I |, | NI | N il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance

5000

m/z-->

10 20 30 40 50 60 70 80 90 100

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

110 120 130 140 150

11.80 12.00 12.20 12.40

m/z 91.00 9.51%

11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102618\
Data File : VX005641.D

Aca On : 27 Oct 2018 08:14

Operator : JC/MD

Sample : J5690-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_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 Benzene, 1-propenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.30 61.23 ug/1 1084020 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-propenvl- 118 C9H10 000637-50-3 91
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 91
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
4 Indane 118 C9H10 000496-11-7 64
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
Abundance Scan 1828 (12.298 min): VX005641.D (-1821) (-) m/z 117.10 100.00%
117
5000 105
o1 "|'A"|" "|""|'““}x
39 51 63 77 1T4 12.00 12.20 12.40 12.60
ek | m/z 118.10  53.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8962: Benzene, 1-propenyl-
117
5000 LR UL LA BRI SR

T
12.00 12.20 12.40 12.60

9 m/z 119.05 36.94%
39 51 g3 77 103

15 27
IR e o e e R IR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117
12.00 12.20 12.40 12.60
5000 m/z 115.10 36.12%
91
39 58 77 ‘ 103
L Y K N | —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8959: Benzene, 2-propenyl-
117 12.00 12.20 12.40 12.60
m/z 105.10 33.79%
5000
77 103
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102618\
Data File : VX005641.D

Aca On : 27 Oct 2018 08:14

Operator : JC/MD

Sample : J5690-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.60 31.18 ug/1l 552030 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 95
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 59
3 1H-1.2.4-Triazole. 3-(2-methvlpr... 125 C6H11N3 040515-29-5 47
4 Cvclopentanone. 3-butvl- 140 C9H160 057283-81-5 46
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 43
Abundance Scan 1878 (12.603 min): VX005641.D (-1870) (-) m/z 83.05 100.00%
83
5000 69
55
\ e 0 12570 140 160 1750 1306
97 - - : - -
...,....|,"...'.',.'.-..n,-!.-..'-,.19?.|,.|..-.,....,....,....,210.7.. m/z 69.00 48.96%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl-
83
69
5000
12.20 12.40 12.60 12.80 13.00
140 m/z 55.05 35.82%
125
. ||.. |
m/z--> 20 40 ' 80 100 120 140 160 180 200
Abundance #17972: Cyclohexane, butyl-
83
55 AU SO BN B
12.20 12.40 12.60 12.80 13.00
5000 m/z 56.10 33.48%
41
140
..1.5,.\.\..w...w,.\.h..,x..%i R
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #10784. 1H-1,2,4-Triazole, 3-(2-methylpropyl)- T T
83 12.20 12.40 12.60 12.80 13.00
m/z 41.10 29.12%
5000
110
o7 4 s | 9% | 125
mz-> 2 40 60 8 100 130 140 160 180 200 | | 1220 1240 1260 12.80 13,00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102618\
Data File : VX005641.D

Aca On : 27 Oct 2018 08:14

Operator : JC/MD

Sample : J5690-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_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, 1l-ethyl-2,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.67 19.38 ug/Il 343089 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 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 1889 (12.670 min): VX005641.D (-1885) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 65 7 105 12.40 12.60 12.80 13.00
..,....,....,....-,....,-..?.8,.'.'..,...':-,....,|...9.,....}.1.3.'.!..1?7,..-..,... m/z 134.05  30.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
o1 m/z 91.00 15.69%
15 27 39 5lgg65 77 7 105 | qp7 |
o> 15 %0 % 4 80 60 70 85 8 100 110 130 130 140
Abundance #14812: o-Cymene
119
12.40 12.60 12.80 13.00
5000 m/z 120.00 10.34%
134
91
15 27 A4l 515865 77 103 Ly 227
m/z--> 10 20 30 40 §0 eb 70 80 §0 160 110 120 1§0 140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 12.40 12.60 12.80 13.00
m/z 117.10 9.38%
5000
134
91
15 27 41 515365 77 103 | 126
m/z--> 10 20 30 Jo §o eb 70 80 §0 160 110 120 150 140 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102618\
Data File : VX005641.D

Aca On : 27 Oct 2018 08:14

Operator : JC/MD

Sample : J5690-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_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, l-ethenyl-3-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.76 13.46 ug/Il 238366 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 90
2 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 87
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 86
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 86
5 Indan, l-methyl- 132 C10H12 000767-58-8 81

Abundance Scan 1904 (12.761 min): VX005641.D (-1899) (-) m/z 117.10 100.00%

147
5000

91
39 51 65 77 12.40 12.60 12.80 13.00
el m/z 119.05  48.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132

12.40 12.60 12.80 13.00
o1 m/z 115.00 39.04%
15 27 39 51 3 77 103

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117
132 12.40 12.60 12.80 13.00
5000 m/z 132.10 28.28%
91
,; 39 51 65 o 105
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14048: Benzene, 2-butenyl-
117 12.40 12.60 12.80 13.00
m/z 91.05 21.15%
132
5000 91
il 3\9 i ?\5 Pt )
I L 1l Il Il | |
L o o o o LIS A I i e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102618\
Data File : VX005641.D

Aca On : 27 Oct 2018 08:14

Operator : JC/MD

Sample : J5690-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_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, 1,2,3,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.98 29.97 ug/1 530524 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 1940 (12.981 min): VX005641.D (-1932) (-) m/z 119.10 100.00%
119
5000 134
39 657791 12.60 12.80 13.00 13.20
51 103 - : :
b ot 0 L I03 h h w9 207 s 134.05  46.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134
5000
12.60 12.80 13.00 13.20
m/z 91.05 15.27%
27 3|5|’ 5165 7|7 |1 105
Ay yl m L | I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
12.60 12.80 13.00 13.20
5000 134 m/z 133.10 9.76%

41 65 77 a1
15 27 11 5\1 > | ‘ 105 M‘ \

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 120.10 9.38%
5000 134
91

15 27 51 65 77 | 108 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102618\
Data File : VX005641.D

Aca On : 27 Oct 2018 08:14

Operator : JC/MD

Sample : J5690-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_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 3
R.T. EstConc Area Relative to ISTD R.T.
13.35 41.54 ug/1 735399 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 91
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 87
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 83
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 83
Abundance Scan 2001 (13.353 min): VX005641.D (-1996) (-) m/z 117.05 100.00%
147
5000 132
91
39 51 65 77 103 13.00 13.20 13.40 13.60
0 ,.-!'~|.--.,1.4.7..,....,....,2.97.. m/z 132.05 37.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132 USSR R AR &

13.00 13.20 13.40 13.60
m/z 115.00 29.02%

27 39 51 65 77

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #14033: 3-Phenylbut-1-ene
117
13.00 13.20 13.40 13.60
5000 m/z 131.05 19.06%
91 132
27 3? 5} 65 77 ‘ 105 |
l 1y Ll I ! Ll L
B e A B o BN B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 13.00 13.20 13.40 13.60
m/z 91.10 13.80%
5000 132
39 51 65 91
B o X
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102618\
Data File : VX005641.D

Aca On : 27 Oct 2018 08:14

Operator : JC/MD

Sample : J5690-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_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 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.84 106.56 ug/Il 1886600 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 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 2245 (14.840 min): VX005641.D (-2240) (-) m/z 142.10 100.00%
142
5000
115
39 63 g9 14.60 14.80 15.00 15.20
Ob i et et o b 299 191 208 269 | 7z 141.05  91.25%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142
5000 LR B LI SR SURS
115 14.60 14.80 15.00 15.20
m/z 115.00 34 .28%
39 58 71 89
iz 3 b 6 85 106 130 140 180 180 5 250 240 20 o
Abundance #19232: Naphthalene, 1-methyl-
142
1460 14.:80 15.00 15.20
5000 m/z 139.00 11.88%
115
3 % 8 I
miz> 30 4 60 85 100 130 140 140 180 200 250 230 2% 230
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- A B o R
141 14.60 14.80 15.00 15.20
m/z 143.10 11.52%
5000 115
39 63 g
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1460 14.:80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102618\
Data File : VX005641.D

Aca On : 27 Oct 2018 08:14

Operator : JC/MD

Sample : J5690-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_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, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.69 16.16 ug/Il 286183 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
Abundance Scan 2384 (15.688 min): VX005641.D (-2376) (-) m/z 156.10 100.00%
141196
5000
. 115155
39 63 15.40 15.60 15.80 16.00
e i 22 Ll aro 207 267 a0 87, 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28469: Naphthalene, 2,3-dimethyl-
141156
5000
15.40 15.60 15.80 16.00
26 115,50 m/z 155.10 27 .06%
15 30 B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28494: Naphthalene, 1,7-dimethyl-
186
15.40 15.60 15.80 16.00
5000 141 m/z 115.00 19.97%
30 46 63 o1 MU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28499: Naphthalene, 1,6-dimethyl-
156 15.40 15.60 15.80 16.00
m/z 128.00 16.10%
141
5000
77 115
15 39 63 102 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX102618\
Data File : VX005641.D

Acq On : 27 Oct 2018 08:14

Operator : JC/MD

Sample - J5690-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102418W_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, 1,2,3-tr... 12.15 27.5 ug/I1 487439 4 12.08 885236 50.0
Benzene, 1-propenyl- 12.30 61.2 ug/l 1084020 4 12.08 885236 50.0
Cyclohexanone, 3,... 12.60 31.2 ug/Il 552030 4 12.08 885236 50.0
Benzene, l-ethyl-._... 12.67 19.4 ug/I1 343089 4 12.08 885236 50.0
Benzene, l-etheny... 12.76 13.5 ug/I1 238366 4 12.08 885236 50.0
Benzene, 1,2,3,5-... 12.98 30.0 ug/I1 530524 4 12.08 885236 50.0
1H-Indene, 2,3-di... 13.35 41.5 ug/1 735399 4 12.08 885236 50.0
Naphthalene, 1-me... 14.84 106.6 ug/l 1886600 4 12.08 885236 50.0
Naphthalene, 2,3-... 15.69 16.2 ug/Il 286183 4 12.08 885236 50.0
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