LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091619\
Data File : VX012421.D

Aca On : 16 Sep 2019 21:25

Operator : JC/SP

Sample : K4830-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 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\82X091619W.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 rBV 702641 826537 47.48% 3.542%
2 1.777 141 146 156 rvVB 102049 148310 8.52% 0.636%
3 1.991 176 181 190 rvVvB 76487 106398 6.11% 0.456%
4 2.387 238 246 251 rBV 35721 71716 4.12% 0.307%
5 2.594 270 280 290 rBV 42272 81057 4 .66% 0.347%
6 2.832 312 319 322 rBV 64137 128998 7.41% 0.553%
7 2.881 322 327 331 rVVv 144479 319145 18.33% 1.368%
8 2.923 331 334 345 rVV 102331 183330 10.53% 0.786%
9 3.161 364 373 386 rBV 200923 458078 26.32% 1.963%
10 3.515 422 431 445 rVB2 44997 108486 6.23% 0.465%

11 4._.393 565 575 587 rVB 246171 712161 40.91% 3.052%
12 5.228 698 712 726 rBV3 22551 85422 4.91% 0.366%
13 5.490 743 755 761 rBV3 97198 286600 16.47% 1.228%
14 5.575 761 769 777 rvVv3 203669 739175 42.47% 3.168%
15 5.655 777 782 788 rvV 137895 389447 22.37% 1.669%

16 5.716 788 792 810 rvv3 77765 221977 12.75% 0.951%
17 5.923 813 826 839 rvv4 141684 465672 26.75% 1.996%
18 6.051 839 847 854 rvv 119015 316034 18.16% 1.354%
19 6.136 854 861 871 rvVv 237604 619748 35.60% 2.656%
20 6.258 871 881 890 rvv2 83290 296649 17.04% 1.271%

21 6.350 890 896 904 rvv2 77084 213699 12.28% 0.916%
22 6.447 904 912 925 rVB 132172 368320 21.16% 1.578%
23 6.850 967 978 988 rBV 199083 471686 27.10% 2.021%
24 7.459 1065 1078 1089 rBvV 743969 1740641 100.00% 7.459%
25 7.727 1115 1122 1131 rVV 87167 171422 9.85% 0.735%

26 7.843 1133 1141 1149 rVB2 54149 111841 6.43% 0.479%
27 8.026 1164 1171 1182 rVB2 57342 130155 7.48% 0.558%

28 8.337 1218 1222 1225 rVV2 32179 49995 2.87% 0.214%
29 8.386 1225 1230 1236 rVB2 53808 106299 6.11% 0.456%
30 8.496 1244 1248 1252 rVV 45484 77480 4._.45% 0.332%

31 8.660 1268 1275 1279 rBV2 228436 431533 24.79% 1.849%
32 8.709 1279 1283 1291 rVB 550823 926154 53.21% 3.969%
33 8.837 1298 1304 1308 rBV 104185 176599 10.15% 0.757%
34 8.904 1312 1315 1322 rVB 69832 114652 6.59% 0.491%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091619\
Data File : VX012421.D

Aca On : 16 Sep 2019 21:25

Operator : JC/SP

Sample : K4830-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 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\82X091619W_M
SW846 8260

35 9.038 1331 1337 1344 rVB 217050 351890 20.22% 1.508%

36 9.160 1348 1357 1363 rBV 111743 180104 10.35% 0.772%
37 9.569 1417 1424 1428 rBv4 88911 153108 8.80% 0.656%
38 9.617 1428 1432 1437 rVV 223207 317501 18.24% 1.361%
39 9.672 1437 1441 1446 rVV 182598 286884 16.48% 1.229%
40 9.892 1468 1477 1484 rBvV4 38743 84332 4.84% 0.361%

41 10.111 1508 1513 1518 rBVY 405593 542071 31.14% 2.323%
42 10.184 1518 1525 1529 rVB 94591 147836 8.49% 0.634%
43 10.245 1529 1535 1541 rBV 210950 308489 17.72% 1.322%
44 10.331 1545 1549 1551 rBV2 60111 89399 5.14% 0.383%
45 10.507 1574 1578 1584 rVB 37659 55727 3.20% 0.239%

46 10.642 1591 1600 1607 rBV4 60525 162926 9.36% 0.698%
47 10.831 1620 1631 1639 rBV2 94043 180275 10.36% 0.773%
48 10.910 1639 1644 1651 rBV5 55059 108457 6.23% 0.465%
49 11.013 1657 1661 1664 rBVY 48776 62297 3.58% 0.267%
50 11.135 1675 1681 1685 rBV 464225 589915 33.89% 2.528%

51 11.178 1685 1688 1692 rVV 41151 53923 3.10% 0.231%
52 11.276 1695 1704 1713 rBV4 57313 99625 5.72% 0.427%
53 11.355 1713 1717 1727 rBV2 51667 78715 4._.52% 0.337%

54 11.666 1762 1768 1776 rVB2 131882 185805 10.67% 0.796%
55 11.806 1786 1791 1796 rVV 418808 530330 30.47% 2.273%

56 11.940 1810 1813 1819 rVB 39976 56095 3.22% 0.240%
57 12.074 1829 1835 1840 rBV2 565074 747258 42.93% 3.202%
58 12.135 1840 1845 1850 rBV 232414 301404 17.32% 1.292%
59 12.227 1855 1860 1864 rVV 39933 49578 2.85% 0.212%
60 12.294 1867 1871 1878 rVV 214814 298145 17.13% 1.278%

61 12.367 1878 1883 1893 rVB3 173044 287573 16.52% 1.232%
62 12.458 1893 1898 1902 rBV 87785 114079 6.55% 0.489%
63 12.513 1902 1907 1913 rBV 229943 271578 15.60% 1.164%
64 12.580 1913 1918 1920 rBV 129431 167671 9.63% 0.719%
65 12.605 1920 1922 1927 rVV 176562 203903 11.71% 0.874%

66 12.666 1927 1932 1935 rVV 235555 283386 16.28% 1.214%

67 12.696 1935 1937 1943 rVVv4 37114 80713 4.64% 0.346%
68 12.763 1943 1948 1954 rVV3 123124 270625 15.55% 1.160%
69 12.848 1958 1962 1964 rVVv2 35943 53634 3.08% 0.230%

70 12.897 1966 1970 1975 rVB3 154655 216392 12.43% 0.927%
71 12.970 1975 1982 1986 rBV2 141009 230206 13.23% 0.986%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091619\
Data File : VX012421.D

Aca On : 16 Sep 2019 21:25

Operator : JC/SP

Sample : K4830-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 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\82X091619W.M

: SW846 8260

72 13.013 1986 1989 1996 rVB 255655 309392 17.77% 1.326%
73 13.080 1996 2000 2005 rBVZ2 87113 136304 7.83% 0.584%
74 13.147 2008 2011 2015 rVvVv 43198 52968 3.04% 0.227%
75 13.190 2015 2018 2021 rVVv2 91348 111341 6.40% 0.477%

76 13.263 2025 2030 2033 rVB3 39570 61541 3.54% 0.264%
77 13.300 2033 2036 2039 rBV3 70962 100510 5.77% 0.431%
78 13.342 2039 2043 2048 rVV2 308985 471920 27.11% 2.022%
79 13.385 2048 2050 2053 rVvVv 43274 54727 3.14% 0.235%
80 13.476 2061 2065 2072 rVB2 113427 163577 9.40% 0.701%

81 13.556 2074 2078 2081 rBV3 41700 61377 3.53% 0.263%
82 13.598 2081 2085 2087 rVvVv 46368 69486 3.99% 0.298%
83 13.635 2087 2091 2096 rvv2 127843 269905 15.51% 1.157%
84 13.696 2098 2101 2102 rVvV 72757 93926 5.40% 0.402%
85 13.720 2102 2105 2110 rvB2 100105 165133 9.49% 0.708%
86 13.806 2115 2119 2121 rBV 54652 74763 4 _.30% 0.320%
87 13.830 2121 2123 2131 rVB2 100032 186845 10.73% 0.801%
88 13.909 2131 2136 2141 rVB2 60431 91131 5.24% 0.391%
89 13.982 2141 2148 2152 rBV2 102034 155510 8.93% 0.666%
90 14.025 2152 2155 2159 rBV2 40864 55763 3.20% 0.239%
91 14.129 2167 2172 2175 rBV3 33930 57964 3.33% 0.248%
92 14.281 2190 2197 2204 rVB3 85926 196260 11.28% 0.841%
93 14.373 2208 2212 2217 rVB 44308 54645 3.14% 0.234%
94 14.427 2217 2221 2225 rVB2 47971 64933 3.73% 0.278%
95 14.537 2234 2239 2247 rBV2 98824 159262 9.15% 0.682%
96 14.690 2262 2264 2267 rVV2 43700 46890 2.69% 0.201%
97 14.836 2284 2288 2292 rBV2 50369 72834 4.18% 0.312%
98 15.244 2350 2355 2361 rVB2 26884 46783 2.69% 0.200%
99 15.543 2397 2404 2408 rBV2 28182 46685 2.68% 0.200%
100 15.677 2421 2426 2430 rVvV 26857 46096 2.65% 0.198%
Sum of corrected areas: 23335736
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091619\
Data File : VX012421.D

Aca On : 16 Sep 2019 21:25

Operator : JC/SP

Sample - K4830-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091619W_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX012421.D
700000 Lo

600000
500000
400000

300000
4.39 6.14

200000 3.16 5.58

100000

05 T T T T T T T f T
Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
Abundance TIC: VX012421.D

700000

600000 8.71

500000 11.14
10.11
400000

300000
8.66 9.04 9.62 10.25

10.83
~ L |

200000 6.85

6.45 8.84

7.73
1000001253 3 4803 38,50 8.90
0 A A N R A

T T
10.50 11.00

T T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50
Abundance TIC: VX012421.D

700000

600000 12.07

500000
11.81

400000

13.34

300000

200000

37 a0
! . : J3.883.98 14.28 14.54
100000 ' AN IR (1} 16,34 4829 14.6H4.84
wj\ , , 2 702, 15,1839 3: $313 A 15.24  15.54.68

— T
14.00

T —T — T =
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\VX091619\
Data File : VX012421.D

Aca On : 16 Sep 2019 21:25

Operator : JC/SP

Sample - K4830-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091619W .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 Pentane, 2-methyl- Concentration Rank 5

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

2.88 40.97 ug/1 319145 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 47
3 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 38
4 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 36
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 28

Abundance Scan 327 (2.881 min): VX012421.D (-322) (-) m/z 43.10 100.00%
43.1
5000 71.1
57.0
| ‘ | | 86.0 2.60 2.80 3.00 3.20
e e e e e e e e m/z 71.10 45.75%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #1823: Pentane, 2-methyl-
43.0
5000
710 2.60 2.80 3.00 3.20
27.0 ' m/z 41.10 43.62%
o mo ol me |
mz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1828: Butane, 2,3-dimethyl-
43.0
2.60 2.80 3.00 3.20
5000 m/z 42.10 43.38%
71.0
27.0 55.0
150 ‘\ ! \‘ 86\0
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3990: Pentane, 3,3-dimethyl-
43.0 2.60 2.80 3.00 3.20
m/z 39.00 21.19%
71.0
5000
29.0 550 85.0
—A .,}?29,. .ﬂj,.. i .,.uhh SNSRI | PR N1, L0
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091619\
Data File : VX012421.D

Aca On : 16 Sep 2019 21:25

Operator : JC/SP

Sample - K4830-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091619W .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 Pentane, 3-methyl- Concentration Rank 4

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

3.16 58.81 ug/1 458078 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 83
3 Butvl isocvanatoacetate 157 C7H11NO3 017046-22-9 64
4 3.4-Dimethvldihvdrofuran-2.5-dione 128 C6H803 007475-92-5 53
5 Oxetane, 3,3-dimethyl- 86 C5H100 006921-35-3 45

Abundance Scan 373 (3.161 min): VX012421.D (-364) (-) m/z 57.10 100.00%
57.1
41.1
5000
| 711 861 2.80 3.00 3.20 3.40
A N | Y — m/z 56.10 85.62%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1827: Pentane, 3-methyl-
57.0
29.0 41.0 ~
5000 SRR UL
2.80 3.00 3.20 3.40
m/z 41.10 70.49%
20 150 .‘. L, ™0 860
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12723: Hexane, 2,2,3-trimethyl-
57.0
2.80 3.00 3.20 3.40
5000 41.0 m/z 43.05 25.21%
29, 71.0
140 || \“‘ A, 4 850 113.0
miz--> 571 % 9 40 % 60 70 80 9 100 110 120 130
Abundance #29347: Butyl isocyanatoacetate
57.0 2.80 3.00 3.20 3.40
29.0 m/z 38.95 21.08%
"~ 41.0
5000
15.0 Wy l, 74.0 860 1020114.0 128.0
m/z--> 0 10 20 §o 40 50 60 70 80 95 100 110 120 130 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091619\
Data File : VX012421.D

Aca On : 16 Sep 2019 21:25

Operator : JC/SP

Sample - K4830-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091619W .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 Cyclopentane, methyl- Concentration Rank 2

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

4_.39 91.43 ug/1 712161 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 46
5 1-Hexene 84 C6H12 000592-41-6 38

Abundance Scan 575 (4.393 min): VX012421.D (-565) (-) m/z 56.05 100.00%
56.0
41.0
5000 69.1
| 84.0 400 4.20 4.40 4.60 4.80
50.0 || 63.0 77.0
........,....,....,....,....,....,....,....,..:.;.I!.,....i:.::! e | mM/z 41,05 54_60%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.00 420 4.40 4.60 4.80
28.0 640 m/z 69.10 43.30%
.“.“.q.“.p..q.3319.“.“,th.“.“.JIJ!W.ESEQH!:.qgﬁze:h,“.ZZ:ﬂ.“!h.“,“.q
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclobutane, ethyl-
56.0
410 400 420 440 460 4.80
5000 m/z 39.00 25.79%
27.0
69.0
10 150 || Al 50-0”‘ . 630 | 84.0
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl- T T
56.0 4.00 420 4.40 4.60 4.80
27.0 m/z 55.00 24 _71%
5000
42.0
84.0
ull I I
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 | | 400 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091619\
Data File : VX012421.D

Aca On : 16 Sep 2019 21:25

Operator : JC/SP

Sample - K4830-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091619W .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 Hexane, 3-methyl- Concentration Rank 3

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

5.92 59.79 ug/1 465672 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 76
2 Heptane. 3.4-dimethvl- 128 C9H20 000922-28-1 59
3 1-Butanol. 2-ethvl- 102 C6H140 000097-95-0 53
4 Heptane 100 C7H16 000142-82-5 52
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 50

Abundance Scan 826 (5.923 min): VX012421.D (-813) (-) m/z 43.05 100.00%
43.0
s60 701
5000
| ‘ | 83|-1 100.0 560 580 6.00 6.20
O et B m/z 41.10 64.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3977 Hexane, 3-methyl-
43.0
5000 57.0 700
29.0 5.60 5.80 6.00 6.20
m/z 70.10 61.01%
150 ||. . 85.0 100.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12690: Heptane, 3,4-dimethyl-
43.0
510 560 5.80 6.00 6.20
5000 29.0 70.0 m/z 71.10 60.18%
85.0
AL L ‘ | 9%0 113.0 128.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4438: 1-Butanol, 2-ethyl-
43.0 5.60 5.80 6.00 6.20
m/z 56.05 54 _.99Y%
5000
28.0 s50 90
84.0
180 | \‘M A 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091619\
Data File : VX012421.D

Aca On : 16 Sep 2019 21:25

Operator : JC/SP

Sample - K4830-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091619W .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 Cyclopentane, 1,3-dimethyl-__._. Concentration Rank 9

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

6.26 31.45 ug/1 296649 1,4-Difluorobenzene 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 97
2 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 94
3 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 93
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 70
5 Undecane, 3-methylene- 168 C12H24 071138-64-2 64

Abundance Scan 881 (6.258 min): VX012421.D (-871) (-) m/z 70.05 100.00%
70.0
a1 %0
5000
83.0
‘” | || 98.0 6.00 6.20 6.40 6.60
e e et ettt Tm/Zz 56.05 68.61%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
s6.0 /90
41.0 '
5000
6.00 6.20 6.40 6.60
2r.0 83.0 m/z 55.00 67.04%
so |||l
”'P'”IHHW'”:P'”Im'Wd!'P'”'”'W'”'P'”I”'W'”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0
6.00 6.20 6.40 6.60
5000 m/z 41.10 61.33%
27.0 83.0
L] N
“'w'“l”'w'“jw'“iﬁ'w“lLw'”‘“'w'“'w'Jl“'w'“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
4o 960 700 6.00 6.20 6.40 6.60
' m/z 43.10 32.03%
5000
27.0
820 98.0
15.0 '
'”%9”'I“"P"W'”'I”"P'W"”'”'I”"P"W"”I'”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091619\
Data File : VX012421.D

Aca On : 16 Sep 2019 21:25

Operator : JC/SP

Sample - K4830-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091619W .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 Isopropylcyclobutane Concentration Rank 6

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

6.45 39.04 ug/1 368320 1,4-Difluorobenzene 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvilcvclobutane 98 C7H14 000872-56-0 95
2 Cvclopentane. 1.2-dimethvl-., trans- 98 C7H14 000822-50-4 94
3 Cvclopentane. 1.2-dimethvl- 98 C7H14 002452-99-5 90
4 1-Heptene 98 C7H14 000592-76-7 86
5 (2)-3-Heptene 98 C7H14 007642-10-6 72

Abundance Scan 912 (6.447 min): VX012421.D (-904) (-) m/z 56.05 100.00%
56.0
41.0 70.0
5000
83.1 98.0
| | | 6.20 6.40 6.60 6.80
S —— 1 X ] RNOOOY | SEPUUOPS NSNS NS m/z 55.00 74.85%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3336: Isopropylcyclobutane
410 9890
70.0
5000
27.0 6.20 6.40 6.60 6.80
‘ 98.0 m/z 70.05 69.02%
‘ 83.0
“'l“"w"w"”L'“‘ll"W”lw"“F'“'l“"w"w"“
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56.0
410 0.0 6.20 6.40 6.60 6.80
5000 m/z 41.05 63.79%
o || | |
'”%9”'I”ﬁ'P"h"”ﬁJ”'I”"P'”I””'IL"P"W"”
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3391: Cyclopentane, 1,2-dimethyl-
56.0 6.20 6.40 6.60 6.80
m/z 69.05 33.96%
41.0 70.0
5000
27.0 l ‘ ‘ 830  98.0
! . 1] Al ‘
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091619\
Data File : VX012421.D

Aca On : 16 Sep 2019 21:25

Operator : JC/SP

Sample - K4830-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091619W .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 Cyclohexane, 1,2-dimethyl- ... Concentration Rank 7

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

9.04 32.46 ug/1 351890 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 97
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 96
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 91
4 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 90
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 87

Abundance Scan 1337 (9.038 min): VX012421D(1331)() m/z 97.10 100.00%
55.0
41.0
5000 6.0 1121
83.1
‘ ‘ | 126.2 8.80 9.00 9.20 9.40
e pre e el e e 2282 m/z 55.05  91.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
53.0 97.0
41.0
5000 8.80 9.00 9.20 9.40
69.0 112.0 : : : :
210 ‘ ‘ 83.0 m/z 41.05 48.17%
"W}ﬁqP'“I”'dh“'ﬁhml”Jh'“'P'”I”'h'”'P'”I”'W'”
m/z--> 10 20 30 40 50 60 70 80 100 110 120 130
Abundance #6819: Cyclohexane, 1,2- dlmethyl , trans-
58.0 97.0
41.0 8.80 9.00 9.20 9.40
5000 m/z 112.10 37.05%
150 H ‘ | \‘
”'P””I”'h'“'b'”IM'W'““P'”I”'W'“lP'”I“'W'”'P'
m/z--> 10 20 30 40 50 60 70 80 100 110 120 130
Abundance #6822: Cyclohexane, 1,3- dlmethyl , trans-
55.0 97.0 8.80 9.00 9.20 9.40
m/z 56.05 34.78%
5000 410
: 69.0 112.0
27.0 83.0
"w}ﬁqw'L““'MJ“'V'Ml“”L'“'wH“ SASJ AR BARRRaRS was
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091619\
Data File : VX012421.D

Aca On : 16 Sep 2019 21:25

Operator : JC/SP

Sample - K4830-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091619W .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 Cyclohexane, ethyl- Concentration Rank 10

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

9.62 29.29 ug/1 317501 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 97
2 2-Hexene. 2.3-dimethvl- 112 C8H16 007145-20-2 64
3 3.4-Dimethvl-2-hexene 112 C8H16 002213-37-8 62
4 Oxalic acid. cvclohexvl dodecvl ... 340 C20H3604 1000309-31-4 59
5 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 59

Abundance Scan 1432 (9.617 min): VX012421.D (-1428) (-) m/z 83.10 100.00%
55.0 83.1
5000 411
1zl RS AARERARSS AR RS
| 67|'0 981 9.20 9.40 9.60 9.80 10.00
S 1Mo S PSSOt | 1+ S m/z 55.05 84.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6664: Cyclohexane, ethyl-
55.0 83.0
5000
41.0 1120 9.20 9.40 9.60 9.80 10.00
970 67.0 ' m/z 82.10 51.19%
"'IEL'S.'qI""I""|i!|"'ll'|!!'l'":i""I""I""I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6721: 2-Hexene, 2,3-dimethyl-
55.0 83.0
40 9.20 9.40 9.60 9.80 10.00
5000 m/z 41.10 39.87%
27.0 69.0 112.0
150 | | LIl 970
1 JU Al L A
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6688: 3,4-Dimethyl-2-hexene
58.0 9.20 9.40 9.60 9.80 10.00
83.0 m/z 112.10 26.12%
5000
410 j\
27.0 112.0
69.0
'”I}ﬁql'”'I”"P"W"”I'”'I”"P"W'?h?"”l'”'l' S IR RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80 10.00

82X091619W.M Wed Sep 18 18:48:47 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091619\
Data File : VX012421.D

Aca On : 16 Sep 2019 21:25

Operator : JC/SP

Sample - K4830-09

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091619W .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 31.58 ug/1 471920 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 70
2 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 70
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 64
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 62
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 62

Abundance Scan 2043 (13.342 min): VX012421.D (-2039) (-) m/z 119.10 100.00%

119.1
5000

134.1

13.00 13.20 13.40 13.60
m/z 117.10  43.45%

148.2 166.1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140150160170
Abundance #14806: o-Cymene
119.0
5000
91.0 13.00 13.20 13.40 13.60
o 134.0 m/z 134.10 36.70%
15.0 39.0 63. ‘ 104.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140150160 170
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119.0
13.00 13.20 13.40 13.60
5000 134.0 m/z 91.05 19.21%
91.0
27\0 4\1\0 LI 63\0 77\0 ‘ 1050\\\ ‘
| | |
R e R s A L e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140150160 170
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)- R RN BEAAE E e
119.0 13.00 13.20 13.40 13.60
m/z 115.05 16.65%
5000
134.0
91.0
27.0 4.0 630 77.0 \ 105.0 |
Raaaa R AN A 12 L !
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.00 13.20 13.40 13.60

82X091619W.M Wed Sep 18 18:48:48 2019 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091619\
Data File : VX012421.D

Acq On : 16 Sep 2019 21:25

Operator : JC/SP

Sample - K4830-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091619W .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]
Pentane, 2-methyl- 2.88 41.0 ug/1 319145 1 5.65 389447 50.0
Pentane, 3-methyl- 3.16 58.8 ug/I 458078 1 5.65 389447 50.0
Cyclopentane, met... 4_.39 91.4 ug/l 712161 1 5.65 389447 50.0
Hexane, 3-methyl- 5.92 59.8 ug/I1 465672 1 5.65 389447 50.0
Cyclopentane, 1,3... 6.26 31.4 ug/I1 296649 2 6.85 471686 50.0
Isopropylcyclobutane 6.45 39.0 ug/l 368320 2 6.85 471686 50.0
Cyclohexane, 1,2-_.. 9.04 32.5 ug/I1 351890 3 10.11 542071 50.0
Cyclohexane, ethyl- 9.62 29.3 ug/I1 317501 3 10.11 542071 50.0
o-Cymene 13.34 31.6 ug/l 471920 4 12.07 747258 50.0
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