LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX031619\

Data File : VX008149.D

Aca On - 16 Mar 2019 18:54

Operator : JC/SP

sample - K1960-07 -
Misc - 5_0mL/MSVOA X/WATER LS A
ALS Vial : 17 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\82X031419W.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 1.794 100 105 112 rvB2 19558 28846 2.39% 0.210%
2 2.117 151 158 165 rBvV 49422 77531 6.42% 0.566%
3 2.446 208 212 224 rVB 22354 40833 3.38% 0.298%
4 2.617 230 240 250 rVB 15420 31040 2.57% 0.227%
5 2.861 273 280 283 rBV2 29406 66922 5.54% 0.488%
6 2.934 288 292 306 rVB5 24894 66179 5.48% 0.483%
7 3.172 324 331 346 rVB2 24164 63297 5.24% 0.462%
8 3.415 359 371 379 rBV3 14705 49432 4_.09% 0.361%
9 3.812 427 436 446 rVvV 28519 68973 5.71% 0.503%
10 3.921 446 454 460 rvv3 19239 50922 4.22% 0.372%
11 3.995 460 466 473 rvv3 18216 48402 4_.01% 0.353%
12 4.080 473 480 489 rvvs 8957 27651 2.29% 0.202%
13 4.196 489 499 510 rvv4 21658 59250 4_.91% 0.432%

14 4.403 523 533 543 rvv 73153 215556 17.85% 1.573%
15 4.696 570 581 594 rBV 53566 152707 12.65% 1.114%

16 5.177 650 660 668 rBv2 24306 80280 6.65% 0.586%
17 5.305 671 681 691 rVB 52353 157943 13.08% 1.153%
18 5.500 699 713 722 rBV 146542 433546 35.90% 3.164%
19 5.580 722 726 731 rVVv4 29421 82090 6.80% 0.599%
20 5.665 731 740 766 rVB 286334 882112 73.05% 6.437%

21 5.927 774 783 794 rVB5 12246 39995 3.31% 0.292%
22 6.067 797 806 814 rvVv 147184 384598 31.85% 2.806%
23 6.147 814 819 828 rvv 24606 63152 5.23% 0.461%
24 6.269 828 839 840 rvv4 15802 43314 3.59% 0.316%
25 6.311 840 846 847 rvv2 24848 56924 4.71% 0.415%
26 6.348 847 852 862 rvv3 39177 117848 9.76% 0.860%
27 6.458 862 870 882 rVB3 15110 44590 3.69% 0.325%
28 6.860 926 936 946 rBV 385134 959122 79.43% 6.999%
29 7.256 992 1001 1007 rBV 23366 54230 4._.49% 0.396%
30 7.457 1023 1034 1045 rVB5 51688 141315 11.70% 1.031%
31 8.055 1122 1132 1140 rVB 26251 63611 5.27% 0.464%
32 8.177 1145 1152 1161 rBV2 42099 108575 8.99% 0.792%
33 8.573 1209 1217 1224 rVB 30808 55381 4_.59% 0.404%
34 8.671 1224 1233 1234 rBV3 13632 30452 2.52% 0.222%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX031619\

Data File : VX008149.D

Aca On - 16 Mar 2019 18:54

Operator : JC/SP

sample - K1960-07 -
Misc - 5_0mL/MSVOA X/WATER LS A
ALS Vial : 17 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\82X031419W.M
: SW846 8260

35 8.713 1234 1240 1247 rVV 785455 1207567 100.00% 8.812%

36 10.109 1464 1469 1479 rBV 726540 988306 81.84% 7.212%

37 10.243 1485 1491 1497 rBv4 15723 32003 2.65% 0.234%
38 10.353 1502 1509 1515 rVv2 62347 127579 10.56% 0.931%
39 10.512 1530 1535 1540 rVB 28902 41025 3.40% 0.299%
40 10.640 1549 1556 1563 rBV4 47699 134810 11.16% 0.984%
41 10.701 1563 1566 1575 rVB2 24088 43247 3.58% 0.316%
42 10.835 1578 1588 1592 rBV4 45934 81387 6.74% 0.594%
43 10.914 1597 1601 1604 rBV3 27730 47695 3.95% 0.348%
44 10.945 1604 1606 1612 rVB3 22371 27663 2.29% 0.202%
45 11.018 1612 1618 1621 rBVY 37639 53157 4._.40% 0.388%
46 11.060 1621 1625 1632 rVBS8 16694 28917 2.39%% 0.211%
47 11.134 1632 1637 1642 rBVY 623165 793209 65.69% 5.788%
48 11.182 1642 1645 1649 rVB2 34227 45130 3.74% 0.329%
49 11.274 1656 1660 1665 rVB3 62742 87681 7.26% 0.640%
50 11.359 1669 1674 1677 rBV 62232 78340 6.49% 0.572%
51 11.438 1682 1687 1688 rBV 34393 48638 4._.03% 0.355%
52 11.505 1692 1698 1700 rVV3 16820 32108 2.66% 0.234%
53 11.530 1700 1702 1706 rVB2 29161 31471 2.61% 0.230%
54 11.579 1706 1710 1719 rVB6 17923 32180 2.66% 0.235%
556 11.670 1719 1725 1731 rBV3 47467 86186 7.14% 0.629%
56 11.804 1743 1747 1757 rVB2 76208 130251 10.79% 0.950%
57 11.914 1757 1765 1767 rBV5 21379 49088 4_.07% 0.358%
58 11.944 1767 1770 1773 rVB 25186 32708 2.71% 0.239%
59 11.987 1773 1777 1780 rBV2 20632 28397 2.35% 0.207%
60 12.079 1786 1792 1797 rBV 745403 956871 79.24% 6.982%
61 12.140 1797 1802 1806 rBV 24261 38591 3.20% 0.282%
62 12.268 1820 1823 1824 rBV 42046 42028 3.48% 0.307%

63 12.298 1824 1828 1835 rVB 253887 336964 27.90% 2.459%
64 12.365 1835 1839 1847 rVB4 66022 119262 9.88% 0.870%

65 12.475 1851 1857 1861 rBV2 51913 80428 6.66% 0.587%
66 12.517 1861 1864 1870 rVB3 30347 49097 4_.07% 0.358%
67 12.664 1884 1888 1891 rBV 86749 96419 7.98% 0.704%
68 12.755 1898 1903 1910 rVB2 82651 151371 12.54% 1.105%
69 12.871 1916 1922 1925 rBV3 29369 48742 4.04% 0.356%

70 12.975 1930 1939 1943 rBV 61897 106926 8.85% 0.780%
71 13.017 1943 1946 1953 rVB4 28581 59840 4._.96% 0.437%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX031619\
Data File : VX008149.D

Aca On - 16 Mar 2019 18:54

Operator : JC/SP

sample - K1960-07 -
Misc - 5_0mL/MSVOA X/WATER LS A
ALS Vial : 17 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\82X031419W.M

Title : SW846 8260

72 13.091 1953 1958 1962 rBvV4 21883 36978 3.06% 0.270%
73 13.225 1976 1980 1983 rVB2 34078 45748 3.79% 0.334%
74 13.316 1990 1995 1997 rBV2 67443 94718 7.84% 0.691%

75 13.347 1997 2000 2005 rvB2 159126 214676 17.78% 1.566%

76 13.475 2017 2021 2030 rVB2 63047 112969 9.36% 0.824%
77 13.560 2030 2035 2038 rBv4 17012 29596 2.45% 0.216%
78 13.603 2038 2042 2045 rBV2 24152 42818 3.55% 0.312%
79 13.834 2075 2080 2086 rBV 307876 412158 34.13% 3.008%
80 13.901 2086 2091 2097 rVB7 42523 102523 8.49% 0.748%

81 13.962 2097 2101 2102 rBV2 26501 31354 2.60% 0.229%
82 13.981 2102 2104 2109 rVB3 40554 54960 4 _55% 0.401%
83 14.090 2118 2122 2125 rVB 92239 92591 7.67% 0.676%
84 14.133 2125 2129 2132 rBV2 25958 31200 2.58% 0.228%
85 14.285 2148 2154 2161 rVB3 74852 130655 10.82% 0.953%
86 14.432 2174 2178 2181 rBV 27694 36430 3.02% 0.266%
87 14.474 2181 2185 2190 rVB7 12883 27638 2.29% 0.202%
88 14.535 2190 2195 2204 rBV5 54046 111621 9.24% 0.815%
89 14.670 2213 2217 2219 rBV2 74179 94893 7.86% 0.692%
90 14.694 2219 2221 2225 rVV 75329 75160 6.22% 0.548%
91 14.730 2225 2227 2231 rVB3 27669 30981 2.57% 0.226%

92 14.810 2237 2240 2242 rBV 116549 118946 9.85% 0.868%
93 14.840 2242 2245 2249 rVB 79834 100392 8.31% 0.733%

94 15.249 2307 2312 2314 rBV2 38400 64555 5.35% 0.471%
95 15.273 2314 2316 2320 rVV 63775 77289 6.40% 0.564%
96 15.340 2324 2327 2331 rVB2 22181 27878 2.31% 0.203%
97 15.560 2357 2363 2368 rBv2 106773 165187 13.68% 1.205%
98 15.688 2380 2384 2388 rBV3 22491 31465 2.61% 0.230%
99 16.413 2498 2503 2507 rBV2 24842 44934 3.72% 0.328%
100 16.462 2507 2511 2519 rVvB 24141 41979 3.48% 0.306%
Sum of corrected areas: 13704193
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX031619\

Data File : VX008149.D

Aca On - 16 Mar 2019 18:54

Operator : JC/SP

sample - K1960-07 -
Misc - 5_.0mL/MSVOA X/WATER LS A
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X031419W_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX008149.D
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Abundance TIC: VX008149.D
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Abundance TIC: VX008149.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX031619\

Data File : VX008149.D

Aca On - 16 Mar 2019 18:54

Operator : JC/SP

sample - K1960-07 -
Misc - 5_.0mL/MSVOA X/WATER LS A
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X031419W_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 Cyclopentane, methyl- Concentration Rank 2

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

4.40 12.22 ug/Il 215556 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclohexane 84 C6H12 000110-82-7 74
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 46

Abundance Scan 532 (4.397 min): VX008149.D (-523) (-) m/z 56.05 100.00%
56
5000 41 69
84
3 5053| 6265 | 7477 81 4.00 4.20 4.40 4.60 4.80
o””“”W”qunpuwuquﬁphwuqhn,LWHWJL““WHWHJPHTHW m/z 41.05 47.23%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.00 4.20 4.40 4.60 4.80
o8 m/z 69.10 46.11%
84
O T T T T T e
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
84
4.00 4.20 4.40 4.60 4.80
5000 41 m/z 55.00 25.94%
69
27
0 15 30 38, 44 5053 65 7477 81
AN LA ALY KA RALS ) LARR) RALAN LS ALLS ALY RRAR) ALLE RAALS KAL) LA AL LA
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl-
56 4.00 4.20 4.40 4.60 4.80
21 m/z 42.05 20.85%
5000
42
38 53 84
A AR s A MRS Rk LAY ARAY AL RS LA NS MAMAN AR LRSI AARA MM B
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX031619\

Data File : VX008149.D

Aca On - 16 Mar 2019 18:54

Operator : JC/SP

sample - K1960-07 -
Misc - 5_.0mL/MSVOA X/WATER LS A
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X031419W_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 Cyclopentene, 1-methyl- Concentration Rank 4

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

5.31 8.95 ug/Il 157943 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene., 1-methvl- 82 C6H10 000693-89-0 87
2 1.4-Pentadiene. 2-methvl- 82 C6H10 000763-30-4 86
3 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 86
4 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 80
5 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 80

Abundance Scan 682 (5.311 min): VX008149.D (-671) (-) m/z 67.05 100.00%
67
5000
82
39 79 AR SAREE AR AR SAREE
6|42 5053 63 - ‘ 500 520 540 5.60
Obrerrrrerrrrrrerrprerrrreerre 3Gk A2 O 83U T LIl w/z 82.05 30.16%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1243: Cyclopentene, 1-methyl- /\\
67
5000 82 R ARE ULARE RN LARRE
5.00 520 5.40 5.60
7 39 79 m/z 81.10 15.37%
o 1215 24| 32 36, ‘%2 M Mse 6063 |, 74
miz-> 5 10 15 20 25 3 95 40 45 %0 % 60 65 70 75 80 85 00
Abundance
67
5.00 520 5.40 5.60
5000 41 m/z 39.00 15.18%
27 82
o 31 38 | 45 5154 59 63 74 79
T T T T e e e P e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1231: Cyclopentene, 4-methyl-
67 5.00 520 5.40 5.60
m/z 79.00 14.72%
5000
39 82
27
o 15 24| 31 36|42 4851H 576063, |,70 74 79|
m/z--> 5 10 15 20 2% 35 35 45 45 50 §5 60 65 70 75 80 85 90 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX031619\

Data File : VX008149.D

Aca On - 16 Mar 2019 18:54

Operator : JC/SP

sample - K1960-07 -
Misc - 5_.0mL/MSVOA X/WATER LS A
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X031419W_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 unknown6.35 Concentration Rank 10

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

6.35 6.14 ug/l 117848 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 38
2 2.2.7.7-Tetramethvloctane 170 C12H26 001071-31-4 38
3 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 36
4 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 25
5 2-Decene, 5-methyl-, (2)- 154 C11H22 074645-86-6 17

Abundance Scan 852 (6.348 min): VX008149.D (-847) (-) m/z 57.10 100.00%
7
5000
41
70 83 9 4110 6.00 6.20 6.40 6.60
0 m/z 56.05 46 .66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12738: Pentane, 2,2,3,4-tetramethyl-
57
43
5000 SRS AR SRR
6.00 6.20 6.40 6.60
29 71 85 m/z 41.10  24.42%
0 “l"}ﬁ"”“"'wk"w'J'H"'wk"w"t'"9? ”"}%?'I”"I”"I”"I”"I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
6.00 6.20 6.40 6.60
5000 m/z 55.05 14.11%
41
29 71 85
o 9 110 155
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38359: Heptane, 2,2,4,6,6-pentamethyl-
57 6.00 6.20 6.40 6.60
m/z 43.00 13.91%
5000
41
29 71
0 ”I}ﬂ'P'““"”IJ”'I”k“"”\'”'Péfﬁ'”%?”'i}?”l'”'l”'ﬁ"”l}ﬁﬁl”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX031619\
Data File : VX008149.D

Aca On : 16 Mar 2019 18:54

Operator : JC/SP

Sample : K1960-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X031419W_M

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 1-Ethyl-3-methylcyclohexane... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.64 6.82 ug/Il 134810 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 81
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 81
3 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 81
4 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 81
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 76

Abundance Scan 1556 (10.640 min): VX008149.D (-1549) (-) m/z 97.10 100.00%
g7
55
5000
41 69 126
|| | | 81 111 10.40 10.60 10.80 11.00
Obrr et il b Tm/z 55.00  75.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
97
55
5000
10.40 10.60 10.80 11.00
41 69 126 m/z 69.10 24 .59%
29 81
0 "|}ﬂ'|"'““""“l“"l'“l'l"”*i""“'"'|""|"'}%}'“|""|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
10.40 10.60 10.80 11.00
5000 m/z 41.05 22.31%
41
69 126
29 81
111
s RS R AR RARRA AR RAARN AAARR RSN RAARN LRSS RUSN SAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl- L e e
55 97 10.40 10.60 10.80 11.00
m/z 126.10 18.62%
5000
41 69
0"|""|”'fﬁ"'hl“"|”““|"JJL"'?ﬁ"'w"'l"'}}}“'l'%ﬁél“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.40 10.60 10.80 11.00

82X031419W.M Mon Mar

18 17:52:16 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX031619\
Data File : VX008149.D

Aca On - 16 Mar 2019 18:54

Operator : JC/SP

sample - K1960-07 -
Misc - 5_.0mL/MSVOA X/WATER LS A
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X031419W_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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.30 17.61 ug/Il 336964 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 74
4 Benzeneethanol. .beta.-ethenvl- 148 C10H120 006052-63-7 72
5 Deltacyclene 118 C9H10 007785-10-6 64
Abundance Scan 1828 (12.298 min): VX008149.D (-1824) (-) m/z 117.05 100.00%
117
5000
39 5o 58 77 9|1 105 134 12.00 12.20 12.40 12.60
Obrrrprrrrprerrpreetprre e A9 bt el 2 b2 || M7z 118.10 57 .06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8949: Indane
117
5000 USRS
12.00 12.20 12.40 12.60
39 58 91 m/z 115.00 33.05%
27
0"'ll':'a"|""'|"'*‘|""5ﬁ"l 'ﬁql”??P"W"”fR?'P'”I'”'I”'W"”I”"P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
12.00 12.20 12.40 12.60
5000 o1 m/z 91.05 17.51%
39 51 63
. 15 27 7 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8961: Benzene, 2-propenyl-
117 12.00 12.20 12.40 12.60
m/z 119.10 16.97%
5000 o1
39 51 65 28 103
0'”P”W””P”W””m”thPNh””M”WA”PJ“””P”W””P”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60

82X031419W.M Mon Mar 18 17:52:17 2019 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX031619\
Data File : VX008149.D

Aca On - 16 Mar 2019 18:54

Operator : JC/SP

sample - K1960-07 -
Misc - 5_.0mL/MSVOA X/WATER LS A
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X031419W_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 Indan, l1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.76 7.91 ug/l 151371 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 76
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 76
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 74
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 74
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 72
Abundance Scan 1904 (12.761 min): VX008149.D (-1898) (-) m/z 117.05 100.00%
117
5000
g1 132
39 51 63 77 105 148 12.40 12.60 12.80 13.00
Oberprrrprrrr et e e m/z 119.10 77.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14031: Indan, 1-methyl-
117

5000
12.40 12.60 12.80 13.00

m/z 115.00 37 .99%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
12.40 12.60 12.80 13.00
5000 132 m/z 132.10 28.41%
91

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

Abundance #14056: Benzene, 1-ethenyl-3-ethyl- et L e L iy
1 12.40 12.60 12.80 13.00

m/z 91.10 22.23%

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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82X031419W.M Mon Mar

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX031619\
Data File : VX008149.D

Aca On : 16 Mar 2019 18:54

Operator : JC/SP

Sample : K1960-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X031419W_M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.35 11.22 ug/Il 214676 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 89
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 81
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 76
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 76
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70

Abundance Scan 2001 (13.353 min): VX008149.D (-1997) (-) m/z 117.00 100.00%
147
5000 132
91 13.00 13.20 13.40 13.60
64 77
Obrrrrret 191166 281 | /7 132.10  38.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132
13.00 13.20 13.40 13.60
39 m/z 115.05 25.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
13.00 13.20 13.40 13.60
5000 m/z 131.10 20.07%
91 132
. 39 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117 13.00 13.20 13.40 13.60
m/z 91.00 10.57%
132
5000
91
51 77
owgzw.ﬁ.wnﬁp.”ﬁhﬂhwh,”..”...”..”..”..”.“”.“. LA ~RA e Seldd a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 1340 13.60

18 17:52:18 2019
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82X031419W.M Mon Mar

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX031619\
Data File : VX008149.D

Aca On : 16 Mar 2019 18:54

Operator : JC/SP

Sample : K1960-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X031419W_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7

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

14.29 6.83 ug/Il 130655 1,4-Dichlorobenzene-d4 12.08

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 91
3 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 76
4 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 68
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 68

Abundance Scan 2155 (14.292 min): VX008149.D (-2148) (-) m/z 131.00 100.00%
118 7
146
5000
14.00 14.20 14.40 14.60
0 m/z 118.10 77.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
131
118
146
5000
39 91 105 14.00 14.20 14.40 14.60
27 51 77 m/z 146.10 69.49%
15 ‘ 63
0..t,iunﬂnhuﬁwh$uuh.ﬂm.lth.rM..,.”.,.”.,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118 131
146
14.00 14.20 14.40 14.60
5000 m/z 117.10 42 .55%
105
91
39 51 63 77
o} NSRS IR VI | PN N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethy!- R e e RO R At
131 6 14.00 14.20 14.40 14.60
14 m/z 115.00 27.10%
5000 o1
115
39
27 ‘ 51 g5 " 3 ‘ ‘ ‘
0.}?“ﬂ..L.W.N\Mﬁ\”w.NL.J\AH.,A..,”..,”..,”..
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX031619\

Data File : VX008149.D

Aca On - 16 Mar 2019 18:54

Operator : JC/SP

sample - K1960-07 -
Misc - 5_.0mL/MSVOA X/WATER LS A
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X031419W_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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.81 6.22 ug/l 118946 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tridecane 184 C13H28 000629-50-5 87
3 Dodecane 170 C12H26 000112-40-3 86
4 Nonadecane 268 C19H40 000629-92-5 80
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 80
Abundance Scan 2240 (14.810 min): VX008149.D (-2237) (-) m/z 57.05 100.00%
57
43 71
5000 85
LRI SR BRI SO B
9 113 106 198 14.40 14.60 14.80 15.00 15.20
o i 128 109178 N7 m/z 43.10  69.29%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57
43
71
5000 85 AR AR DR D B
mmmmmmmmmm
29 m/z 71.05 64 .76%
oL 15 J A %9 113 127 141 155 169 198
miz--> B 4 6 B 100 130 1do 1to ko 2%
Abundance
a3
71 14.'40 14.|60 14.I80 15.'00 15.'20
5000 85 m/z 85.10 42 .12%
29 %
ol16 112 127 141 155 169 184
m/z--> ﬁo 45 éo éo 160 150 150 160 180 260
Abundance #38315: Dodecane A AR a S
57 14.40 14.60 14.80 15.00 15.20
43 m/z 41.10 35.64%
| MMNMMUJLVANMWMMNMwA
5000
85
das T L | | w0 PN S ]
m/z--> 200 40 60 80 100 120 140 160 180 200 14. 40 14. 60 14. 80 15. oo 15 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX031619\

Data File : VX008149.D

Aca On - 16 Mar 2019 18:54

Operator : JC/SP

sample - K1960-07 -
Misc - 5_.0mL/MSVOA X/WATER LS A
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X031419W_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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.56 8.63 ug/l 165187 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 97
2 Undecane 156 C11H24 001120-21-4 81
3 Tetradecane 198 C14H30 000629-59-4 74
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 74
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72

Abundance Scan 2363 (15.560 min): VX008149.D (-2357) (-) m/z 57.10 100.00%

57

43 71

5000

HF

99 113 1p7 141 156 15.20 15.40 15.60 15.80

169 183 212

0 m/z 43.10 74.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71396: Pentadecane
57
43
1 g5
5000 LA L L L L L L L I

15.20 15.40 15.60 15.80

29 99 m/z 71.05 66.78%
113
LRMwhmmmeﬂ@W@ﬁ%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
T e R T
15.20 15.40 15.60 15.80
5000 71 m/z 85.10 45 _.86%
85
29
o 15 99 113 127 156
R B o o e R B L B mma e s e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane L RSt s o
57 15.20 15.40 15.60 15.80
43 m/z 41.10 36.74%
71
5000 85
29
oL 15 J ‘ ol 9 113 127 141 155 169 198
R B L o R RS aE e T R ERRA T R
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15. 40 15 60 15. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX031619\

Data File : VX008149.D

Acg On - 16 Mar 2019 18:54

Operator : JC/SP

Sample - K1960-07 -
Misg - 5.0mL/MSVOA_X/WATER ERE e
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X031419W_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]
Cyclopentane, met... 4.40 12.2 ug/1 215556 1 5.67 882112 50.0
Cyclopentene, 1-m... 5.31 8.9 ug/Il 157943 1 5.67 882112 50.0
unknown6 .35 6.35 6.1 ug/Il 117848 2 6.86 959122 50.0
1-Ethyl-3-methylc... 10.64 6.8 ug”/Il 134810 3 10.11 988306 50.0
Indane 12.30 17.6 ug/I1 336964 4 12.08 956871 50.0
Indan, 1-methyl- 12.76 7.9 ug/l 151371 4 12.08 956871 50.0
1H-Indene, 2,3-di... 13.35 11.2 ug/I1 214676 4 12.08 956871 50.0
Naphthalene, 1,2,... 14.29 6.8 ug/Il 130655 4 12.08 956871 50.0
Tetradecane 14.81 6.2 ug/l 118946 4 12.08 956871 50.0
Pentadecane 15.56 8.6 ug/Il 165187 4 12.08 956871 50.0
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