LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX040818\
Data File : VX000727.D

Aca On - 08 Apr 2018 13:31

Operator : JC/MD

sample - J2190-01

Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - W:\HPCHEM1\MSVOA X\METHOD\82X040718W.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 1.074 70 80 94 rBY 1068084 1246278 70.28% 5.997%
2 1.300 113 117 122 rBvY 59727 57269 3.23% 0.276%
3 1.404 130 134 140 rBvV 162618 158437 8.93% 0.762%
4 1.794 193 198 206 rBvV 305187 404124 22.79% 1.945%
5 2.013 228 234 244 rBV2 91301 201716 11.38% 0.971%
6 2.269 271 276 289 rVB 385215 618071 34.86% 2.974%
7 2.617 329 333 340 rVB 11234 21098 1.19% 0.102%
8 2.818 361 366 367 rBV2 15750 21108 1.19% 0.102%
9 2.934 375 385 398 rVB 419698 986729 55.65% 4.748%
10 3.172 418 424 433 rVB2 29786 69674 3.93% 0.335%
11 3.397 455 461 469 rvB2 27902 60883 3.43% 0.293%
12 3.659 499 504 519 rvB4 21683 65010 3.67% 0.313%

13 3.818 521 530 540 rvv 124142 304599 17.18% 1.466%
14 3.928 540 548 554 rvv 95029 249278 14.06% 1.200%
15 4.001 554 560 567 rvv 48603 128087 7.22% 0.616%

16 4.086 567 574 583 rvVv 27925 71822 4._05% 0.346%
17 4.202 583 593 608 rvB 93346 255524 14.41% 1.230%
18 4.403 615 626 638 rBvV 213648 624345 35.21% 3.004%
19 4.531 638 647 660 rvB2 59083 169269 9.55% 0.815%
20 5.312 764 775 787 rVB 185367 544740 30.72% 2.621%

21 5.513 795 808 814 rBV 165410 494607 27.89%% 2.380%
22 5.586 814 820 827 rvV 199788 590932 33.33% 2.844%
23 5.671 827 834 860 rvB 295171 873174 49.24% 4.202%
24 6.080 891 901 909 rBV 166472 439060 24.76% 2.113%

25 6.153 909 913 926 rVB2 22134 52035 2.93% 0.250%
26 6.311 926 939 948 rBV 99689 277555 15.65% 1.336%
27 6.470 958 965 974 rVB4 8069 24604 1.39% 0.118%
28 6.872 1019 1031 1041 rBV 422060 1078811 60.84% 5.191%
29 6.951 1041 1044 1057 rvB2 35040 84498 4.77% 0.407%
30 7.262 1085 1095 1103 rBV 41821 94251 5.32% 0.454%
31 7.470 1116 1129 1142 rBvV4 19850 59572 3.36% 0.287%
32 7.939 1196 1206 1207 rBV 27232 47788 2.69% 0.230%
33 8.220 1240 1252 1257 rBV 50993 94691 5.34% 0.456%
34 8.268 1257 1260 1270 rVB2 10057 17806 1.00% 0.086%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX040818\

Data File : VX000727.D

Aca On - 08 Apr 2018 13:31

Operator : JC/MD

sample - J2190-01

Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

= W:\HPCHEM1\MSVOA_X\METHOD\82X040718W_M
: SW846 8260

35 8.579 1305 1311 1322 rVV2 86217 153158 8.64% 0.737%

36 8.726 1327 1335 1341 rVV 809220 1334538 75.26% 6.422%
37 8.793 1341 1346 1359 rVvVv 138125 238307 13.44% 1.147%

38 8.921 1362 1367 1375 rVB 14473 25147 1.42% 0.121%
39 9.341 1426 1436 1441 rBV 21671 51622 2.91% 0.248%
40 9.640 1479 1485 1492 rVB 11754 18513 1.04% 0.089%

41 10.122 1557 1564 1576 rBVY 875882 1225215 69.09% 5.896%
42 10.256 1581 1586 1592 rBV 243737 323584 18.25% 1.557%
43 10.365 1599 1604 1614 rVB 123858 170642 9.62% 0.821%
44 10.707 1656 1660 1667 rVB 28021 37421 2.11% 0.180%
45 11.024 1707 1712 1720 rVB 79984 101024 5.70% 0.486%

46 11.146 1726 1732 1743 rVB 839666 1074275 60.58% 5.170%
47 11.365 1763 1768 1778 rBV2 137828 205970 11.62% 0.991%
48 11.463 1778 1784 1789 rVV 43538 59616 3.36% 0.287%
49 11.512 1789 1792 1799 rVB 22750 29036 1.64% 0.140%
50 11.676 1814 1819 1829 rVB 181662 232814 13.13% 1.120%

51 11.816 1837 1842 1846 rVB 29305 37297 2.10% 0.179%
52 12.085 1880 1886 1892 rVV 1136358 1407009 79.35% 6.771%
53 12.152 1892 1897 1902 rVV 493769 613599 34.60% 2.953%
54 12.304 1914 1922 1930 rBV 1448601 1773237 100.00% 8.533%

55 12.377 1930 1934 1944 rVB3 15934 27568 1.55% 0.133%
56 12.475 1944 1950 1955 rBV2 22998 36700 2.07% 0.177%
57 12.676 1978 1983 1985 rBV 23325 27005 1.52% 0.130%
58 12.707 1985 1988 1992 rVV 23590 29052 1.64% 0.140%
59 12.761 1992 1997 2004 rVvVv 136125 180902 10.20% 0.871%
60 12.914 2017 2022 2026 rBV 18722 25607 1.44% 0.123%
61 12.987 2026 2034 2037 rVV 37744 48586 2.74% 0.234%
62 13.024 2037 2040 2045 rVB 16790 21211 1.20% 0.102%
63 13.164 2055 2063 2066 rBV2 11659 24484 1.38% 0.118%
64 13.231 2070 2074 2083 rVB 57290 81221 4._.58% 0.391%
65 13.353 2083 2094 2099 rBV2 59899 90592 5.11% 0.436%
66 13.408 2099 2103 2109 rVB2 14080 19143 1.08% 0.092%
67 13.487 2109 2116 2121 rBV 54346 74049 4.18% 0.356%
68 13.840 2165 2174 2180 rBV 283108 364372 20.55% 1.753%
69 13.932 2184 2189 2195 rVB 13977 22831 1.29% 0.110%
70 14.444 2268 2273 2278 rBV2 20760 33389 1.88% 0.161%
71 14.663 2305 2309 2312 rBV 14460 18466 1.04% 0.089%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX040818\
Data File : VX000727.D

Aca On - 08 Apr 2018 13:31

Operator : JC/MD

sample - J2190-01

Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - W:\HPCHEM1\MSVOA X\METHOD\82X040718W.M

Title - SW846 8260

72 14.846 2335 2339 2346 rBV2 38041 56175 3.17% 0.270%
Sum of corrected areas: 20780822
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LSC Report - Integrated Chromatogram

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX040818\

Data File : VX000727.D

Aca On - 08 Apr 2018 13:31

Operator : JC/MD

sample - J2190-01

Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X040718W_M
SW846 8260

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

Abundance TIC: VX000727.D
1400000

1200000
1.07
1000000

800000

600000
2.93

2.27

400000

200000 1.40 3 4.40 531 589 6.08
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Abundance TIC: VX000727.D
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Abundance TIC: VX000727.D
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX040818\

Data File : VX000727.D

Aca On - 08 Apr 2018 13:31

Operator : JC/MD

sample - J2190-01

Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X040718W_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 Butane, 2-methyl- Concentration Rank 7

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

1.79 23.14 ug/1 404124 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 3-Buten-1-ol 72 C4H80 000627-27-0 38
3 Pentane 72 C5H12 000109-66-0 36
4 Butane. 1l-chloro-2-methvl- 106 C5H11ClI 000616-13-7 16
5 1-Butene 56 C4H8 000106-98-9 10

Abundance Scan 197 (1.788 min): VX000727.D (-193) (-) m/z 43.10 100.00%
43
57
5000
72 1.40 1.60 1.80 2.00 2.20
....“..uLhuJu..J.“.93ﬂ9?ﬁﬁ$¥?ﬁﬁ%%?ﬁ...w....EQZ. m/z 41.10 91.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00 2.20
29 m/z 42.10 87 .33%
72
"}?P"'I”"I'”'I"”I"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42
8l 140 1.60 1.80 2.00 2.20
5000 m/z 57.05 67.67%
15 57 72
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane ||||ll|llll|llllj|kllll|ll
43 1.40 1.60 1.80 2.00 2.20
m/z 39.10 30.12%
5000
27 57 72
"}?Pu"h“'JI'J'I"”I"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX040818\

Data File : VX000727.D

Aca On - 08 Apr 2018 13:31

Operator : JC/MD

sample - J2190-01

Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X040718W_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 Cyclopropane, 1,2-dimethyl-__._. Concentration Rank 5

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

2.27 35.39 ug/1 618071 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 86
3 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 83
4 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 80
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 78

Abundance Scan 276 (2.269 min): VX000727.D (-271) (-) m/z 55.10 100.00%
56
5000 70

39

2.00 220 2.40 2.60
m/z 70.05 43 .46%

o 85 95 105 118 128 150 165

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55

5000 70
41
29 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

2.00 220 2.40 2.60
m/z 39.05 29.83%

Abundance
55
PP TP P
2.00 2.20 2.40 2.60
5000 70 m/z 41.10 28.50%
41
29
15
mmrwwwwwwmwﬁwﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans- T T
55 2.00 2.20 2.40 2.60
m/z 42.05 22 .63%
5000 70
41
29
”“”WHLM”L””phq”mhnq””“”q””“”q””“”q””“”q””“. e AR EEREE RS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX040818\

Data File : VX000727.D

Aca On - 08 Apr 2018 13:31

Operator : JC/MD

sample - J2190-01

Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X040718W_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 Concentration Rank 3

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

2.93 56.50 ug/1 986729 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 86
2 1-Pentene 70 C5H10 000109-67-1 86
3 Cvclobutane. methvl- 70 C5H10 000598-61-8 78
4 1-Pentanol 88 C5H120 000071-41-0 40
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 9

Abundance Scan 384 (2.928 min): VX000727.D (-375) (-) m/z 42.10 100.00%
ap
5000 85 45
2.60 2.80 3.00 3.20
- ...“...h..m,.u..ﬁf.??.???,E?F%?.”,.F7?,. m/z 55.10 43.43%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #556: Cyclopentane
42
5000 260 280 3.00 320
% 70 m/z 41.10  36.78%

27
1 15 “w “\\
T T T T T T T T T T T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
42
55

2.60 2.80 3.00 3.20
5000 20 m/z 70.10 35.61%

29
15
B T L o o e B o LA B o I e I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance :

#572: Cyclobutane, methyl- L I o e e
42 2. 60 2. 80 3. OO 3.20
m/z 39.05 26.91%

o

5000

55

15 \‘ | ‘ 1 ‘

|
m/z--> 0 20 40 60 80 100 120 140 160 180 2.60 2.80 3. OO 3.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX040818\

Data File : VX000727.D

Aca On - 08 Apr 2018 13:31

Operator : JC/MD

sample - J2190-01

Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X040718W_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 2-Pentene, 2-methyl- Concentration Rank 9

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

3.82 17.44 ug/I1 304599 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2-methvl- 84 C6H12 000625-27-4 91
2 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 91
3 Cvclopropane. 1.1.2-trimethvl- 84 C6H12 004127-45-1 91
4 1-Butene. 2.3-dimethvl- 84 C6H12 000563-78-0 91
5 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 91

Abundance Scan 530 (3.818 min): VX000727.D (-521) (-) m/z 69.10 100.00%
41 69
5000 84
55 o7 207 3.40 3.60 3.80 4.00 4.20
el o X0 Tm/z 41.05  87.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1481: 2-Pentene, 2-methyl-
4 69
84 3.40 3.60 3.80 4.00 4.20
27 m/z 84.05 39.45%
55
15 ‘ ‘
"ﬂI'J”EMHNI'V”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69
3.40 3.60 3.80 4.00 4.20
5000 o m/z 39.10 27 .64%
27 55
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #1520: Cyclopropane, 1,1,2-trimethyl- R o o SR
4 3.40 3.60 3.80 4.00 4.20
m/z 55.05 12.03%
69
5000
84
27 ‘ 55
‘ | \‘\ | h i
m/z--> 20 40 60 80 100 120 140 160 180 200 340 3.60 3.80 4.00 4.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

W:\HPCHEM1\MSVOA X\DATA\VX040818\
VX000727.D

08 Apr 2018 13:31

JC/MD

J2190-01

5.0mL/MSVOA X/WATER

9 Sample Multiplier: 1

MW-10-040218

W:\HPCHEM1\MSVOA_X\METHOD\82X040718W_M
SW846 8260

= 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 2-Pentene, 3-methyl-, (E)- Concentration Rank 10

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

4.20 14.63 ug/Il 255524 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 95
2 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 94
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 94
4 Cvclopropane. 1.2.3-trimethvl- 84 C6H12 042984-19-0 91
5 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 87

Abundance Scan 593 (4.202 min): VX000727.D (-583) (-) m/z 69.05 100.00%
] 60
5000 55 84
3.80 4.00 4.20 4.40 4.60
0 ...,....,....,....,....,-.|'..‘.‘?':':].,‘??.':;...7.7,....,...9.53.1.0.5.,.. m/z 41.10 98.76%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1512: 2-Pentene, 3-methyl-, (E)-
4
69
5000 55
27 84 3.80 4.00 4.20 4.40 4.60
m/z 84.10 51.90%
S L A ¢ A
m/z--> 10 20 40 50 70 80 90 100 110
Abundance
41 69
3.80 4.00 4.20 4.40 4.60
5000 55 84 m/z 55.10 48 _.35%
27
15 49 63 77
miz--> ) 10 20 30 40 50 60 70 80 90 100 110
Abundance #1513: 2-Pentene, 3-methyl-, (2)-
4 69 3.80 4.00 4.20 4.40 4.60
m/z 39.05 33.65%
5000 o7 55 B4
15
"'}""I"“'I"llt '"'I"'%?""Ig?"l"??l'"'I T T
m/z--> 10 20 40 50 70 80 90 100 110 3.80 4.00 4.20 4.40 4.60

82X040718W.M Sat Apr 14 03:53:37 2018

Page: 9



Library Search Compound Report

W:\HPCHEM1\MSVOA X\DATA\VX040818\

Data Path :

Data File : VX000727.D

Aca On : 08 Apr 2018 13:31
Operator : JC/MD

Sample - J2190-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

SW846 8260

W:\HPCHEM1\MSVOA_X\METHOD\82X040718W_M

C:\DATABASENNIST11.L

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 Cyclopentane, methyl- Concentration Rank 4

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

4.40 35.75 ug/1 624345 Pentafluorobenzene 5.67
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 72
4 Cvclohexane 84 C6H12 000110-82-7 64
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 64

Abundance Scan 625 (4.397 min): VX000727.D (-615) (-) m/z 56.10 100.00%
56
41
5000 69
49 | -7 84 97 120 4.00 420 4.40 4.60 4.80
SNSSESSSSSSSSS_—_1 [ NS - NS A5 NS 7 SU— m/z 41.10 53.76%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1494: Cyclopentane, methyl-
5
41
5000 69
4.00 4.20 4.40 4.60 4.80
o8 o m/z 69.10 44 .04%
'”I””I}§W'“W'“'P'“"' ”'“'J?'L'P'”P'”I“'W”'W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
56
4 4.00 420 4.40 4.60 4.80
5000 m/z 55.10 25.48%
27
69
15 49 84
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1329: 1H-Tetrazole, 5-methyl-
56 4.00 4.20 4.40 4.60 4.80
27 m/z 39.05 23.69%
5000
42
%4
ulill
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX040818\
Data File : VX000727.D

Aca On - 08 Apr 2018 13:31

Operator : JC/MD

sample - J2190-01

Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X040718W_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 Cyclopentene, 3-methyl- Concentration Rank 6

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

5.31 31.19 ug/1 544740 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 90
2 Cvclopentene. l-methvl- 82 C6H10 000693-89-0 87
3 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 87
4 Cvclopentane. methvlene- 82 C6H10 001528-30-9 83
5 2,4-Hexadiene 82 C6H10 000592-46-1 80

Abundance Scan 775 (5.312 min): VX000727.D (-764) (-) m/z 67.05 100.00%

67
5000
82

500 520 540 5.60

53
7
o...,.”.,....“..Jﬂﬁﬁ.;uh..ﬁ?h!,.”uhL..w.?ﬁ.,” m/z 82.05 30.28%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1236: Cyclopentene, 3-methyl-
67

5000 R R EE S
5.00 5.20 5.40 5.60

P & 82 m/z 39.05 18.97%

53
...“...,”..,.”.,.9”,....ﬁ%..,”??,”..,”..,”
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance

67

5.00 5.20 5.40 5.60

5000 m/z 81.05 15.19%
39 82
27 53
15 32 44 62 7277

B o o o o e e i L o o o o o A S B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1231: Cyclopentene, 4-methyl-

67 5.00 5.20 5.40 5.60

m/z 41.05 14 _.36%

5000
39 82
i ‘ /\
15 | |laaae 2, 77

m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX040818\

Data File : VX000727.D

Aca On - 08 Apr 2018 13:31

Operator : JC/MD

sample - J2190-01

Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X040718W_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.15 21.81 ug/1 613599 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 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1897 (12.152 midr)w): VX000727.D (-1892) (-) m/z 105.10 100.00%
105
5000 120 ]K
» 5 g5 [ % o | 116015000 120 1240
S VM S N N ' T S —— T A m/z 120.05 42.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120 A
5000 IIA""I""I""I""II
11.80 12.00 12.20 12.40
. m/z 77.00 12.22%
15 27 3\9\ 5:!' §? N 9\1 Ll
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
120 11.80 12.00 12.20 12.40
5000 m/z 119.10 10.04%

15 27 39 51 g5 7 91

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9420: Benzene, 1,2,4-trimethyl-
105 11.80 12.00 12.20 12.40
m/z 91.10 9.71%
120
5000

27 4151 o5 /7 91
| | ‘ ‘ ull | A

m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

W:\HPCHEM1\MSVOA X\DATA\VX040818\
VX000727.D

08 Apr 2018 13:31

JC/MD

J2190-01

5.0mL/MSVOA X/WATER

9 Sample Multiplier: 1

MW-10-040218

W:\HPCHEM1\MSVOA_X\METHOD\82X040718W_M
SW846 8260

C:\DATABASENNIST11.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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.30 63.01 ug/1 1773240 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 83
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 83
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 80
Abundance Scan 1921 (12.298 min): VX000727.D (-1914) (-) m/z 117.10 100.00%
117
5000
91 III,I\IIIIIIIIIIIIII
39 51 63 47 103 12.00 12.20 12.40 12.60
o! e 29 | m/z 118.10  55.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
5000 L DU S B S
12.00 12.20 12.40 12.60
o1 m/z 115.10 32.72%
15 27 3\9 ?1 \?ﬁ 77 \‘ 193 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
A
12.00 12.20 12.40 12.60
5000 m/z 91.10 16.05%
91
,7 39 58 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8961: Benzene, 2-propenyl- s
117 12.00 12.20 12.40 12.60
m/z 63.00 8.54%
5000 o1
39 51 65 28 103
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60

82X040718W.M Sat Apr 14 03:53:40 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_X\DATA\VX040818\

Data File : VX000727.D

Acq On : 08 Apr 2018 13:31

Operator : JC/MD

Sample - J2190-01

Misc - 5.0mL/MSVOA_X/WATER pasL
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X040718W_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]
Butane, 2-methyl- 1.79 23.1 ug/I1 404124 1 5.67 873174 50.0
Cyclopropane, 1,2... 2.27 35.4 ug/I1 618071 1 5.67 873174 50.0
Cyclopentane 2.93 56.5 ug/I 986729 1 5.67 873174 50.0
2-Pentene, 2-methyl- 3.82 17.4 ug/I1 304599 1 5.67 873174 50.0
2-Pentene, 3-meth... 4.20 14.6 ug/I1 255524 1 5.67 873174 50.0
Cyclopentane, met... 4.40 35.8 ug/Il 624345 1 5.67 873174 50.0
Cyclopentene, 3-m... 5.31 31.2 ug/Il 544740 1 5.67 873174 50.0
Benzene, 1,2,3-tr... 12.15 21.8 ug/I1 613599 4 12.08 1407010 50.0
Indane 12.30 63.0 ug/1 1773240 4 12.08 1407010 50.0
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