LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 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\82X082218W.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 1.294 20 23 28 rBv 134489 144067 6.87% 0.801%
2 1.398 37 40 45 rBV 172896 169844 8.10% 0.944%
3 1.446 45 48 53 rvB 29079 34188 1.63% 0.190%
4 1.788 98 104 117 rVB 887020 1244025 59.30% 6.917%
5 1.995 133 138 149 rvVB 252985 367989 17 .54% 2.046%
6 2.263 177 182 193 rVvVv 53314 86329 4.12% 0.480%
7 2.391 196 203 209 rvv 96651 192246 9.16% 1.069%
8 2.617 234 240 247 rBV 54749 94453 4 _.50% 0.525%
9 2.836 268 276 280 rBV 182103 392079 18.69% 2.180%
10 2.885 280 284 289 rVB 111873 210198 10.02% 1.169%
11 3.166 322 330 342 rVB 133568 311492 14.85% 1.732%
12 3.513 379 387 400 rvv2 37840 95566 4 _.56% 0.531%
13 3.806 426 435 444 rBV3 24153 58808 2.80% 0.327%
14 3.915 444 453 461 rBvV2 17444 47130 2.25% 0.262%
15 4.135 476 489 493 rBV 13102 39447 1.88% 0.219%
16 4.190 493 498 505 rvv4 17351 48510 2.31% 0.270%
17 4.300 507 516 522 rVV 26192 83432 3.98% 0.464%
18 4_.391 522 531 543 rVV 130923 387392 18.47% 2.154%
19 4_.525 543 553 566 rVB5 29534 99602 4_.75% 0.554%
20 4.769 579 593 604 rVB 16716 55712 2.66% 0.310%

21 5.287 658 678 691 rVB8 25218 145707 6.95% 0.810%
22 5.501 698 713 720 rBV 232212 685982 32.70% 3.814%
23 5.574 720 725 732 rVV 114281 342005 16.30% 1.901%
24 5.665 732 740 770 rvV 323237 1121545 53.46% 6.236%
25 5.939 772 785 796 rVvVv5 40207 142278 6.78% 0.791%

26 6.068 796 806 820 rvv 241638 623129 29.70% 3.465%
27 6.281 831 841 845 rvv5 19912 83599 3.99% 0.465%
28 6.348 845 852 861 rvv2 40172 126593 6.03% 0.704%
29 6.452 861 869 882 rVB3 68054 196733 9.38% 1.094%
30 6.860 926 936 945 rBV 510112 1215676 57.95% 6.759%

31 7.061 961 969 977 rBV3 12230 28942 1.38% 0.161%
32 7.177 977 988 994 rBV2 13333 38978 1.86% 0.217%
33 7.256 994 1001 1008 rvB2 56919 121809 5.81% 0.677%
34 7.457 1022 1034 1045 rVB3 116282 312212 14.88% 1.736%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 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\82X082218W.M

Title : SW846 8260

35 7.573 1045 1053 1058 rBvV2 24083 50433 2.40% 0.280%
36 7.634 1058 1063 1074 rvv2 18663 41858 2.00% 0.233%
37 7.787 1083 1088 1092 rVvVv 15025 30125 1.44% 0.167%
38 7.848 1092 1098 1105 rVB3 43241 90665 4._.32% 0.504%
39 7.951 1105 1115 1124 rBVS5 21380 81200 3.87% 0.451%
40 8.055 1124 1132 1143 rVB3 22395 74657 3.56% 0.415%
41 8.177 1143 1152 1155 rBV 28271 59067 2.82% 0.328%
42 8.213 1155 1158 1162 rVV 23884 36950 1.76% 0.205%
43 8.268 1162 1167 1178 rVB3 29961 69696 3.32% 0.387%
44 8.378 1178 1185 1193 rBv4 32595 78737 3.75% 0.438%
45 8.573 1211 1217 1226 rVB2 47723 95330 4._.54% 0.530%
46 8.671 1226 1233 1234 rBV2 27408 40861 1.95% 0.227%
47 8.713 1234 1240 1250 rVB 1285446 2097780 100.00% 11.663%
48 8.841 1256 1261 1265 rVB 26549 42202 2.01% 0.235%
49 9.037 1288 1293 1298 rVB2 69164 118678 5.66% 0.660%
50 9.097 1298 1303 1307 rBVvV2 18042 31000 1.48% 0.172%
51 9.165 1308 1314 1319 rvv2 38052 63366 3.02% 0.352%
52 9.225 1319 1324 1335 rVB 77616 139677 6.66% 0.777%
53 9.488 1363 1367 1370 rBV 21790 31900 1.52% 0.177%
54 9.567 1375 1380 1386 rVB3 31045 63342 3.02% 0.352%
55 9.719 1401 1405 1415 rVB4 22858 50388 2.40% 0.280%
56 9.823 1415 1422 1429 rBV3 25949 49166 2.34% 0.273%
57 9.890 1429 1433 1437 rBV 15905 24989 1.19% 0.139%
58 10.116 1464 1470 1475 rBV 1045321 1435726 68.44% 7.982%
59 10.359 1507 1510 1516 rVB3 26705 41166 1.96% 0.229%
60 10.512 1532 1535 1542 rVB4 13151 22783 1.09% 0.127%
61 10.640 1548 1556 1564 rBV3 22629 57205 2.73% 0.318%
62 10.835 1579 1588 1591 rBvV4 18971 38813 1.85% 0.216%
63 11.018 1613 1618 1624 rBV 41266 65309 3.11% 0.363%
64 11.140 1632 1638 1643 rBV 1093351 1367833 65.20% 7.605%
65 11.182 1643 1645 1652 rVB4 18019 23589 1.12% 0.131%
66 11.359 1670 1674 1684 rVB 29804 44498 2.12% 0.247%
67 11.457 1684 1690 1695 rBv4 11200 21416 1.02% 0.119%
68 11.670 1720 1725 1734 rBV2 16813 26214 1.25% 0.146%
69 11.920 1761 1766 1768 rBV 15589 21429 1.02% 0.119%

70 12.079 1786 1792 1800 rBV 1353573 1656316 78.96% 9.209%
71 12.298 1821 1828 1836 rVV 52764 74798 3.57% 0.416%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 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\82X082218W.M

Title : SW846 8260

72 12.371 1836 1840 1846 rVB5 12458 25557 1.22% 0.142%
73 12.755 1899 1903 1907 rBV 34323 41191 1.96% 0.229%
74 12.981 1937 1940 1946 rVB2 18916 26009 1.24% 0.145%
75 13.091 1953 1958 1963 rVB 26384 35487 1.69% 0.197%
76 13.194 1970 1975 1978 rBV 17059 21139 1.01% 0.118%
77 13.249 1982 1984 1990 rVB 29421 35719 1.70% 0.199%
78 13.353 1996 2001 2005 rVB2 19682 26401 1.26% 0.147%
79 13.676 2051 2054 2060 rBV 24415 32019 1.53% 0.178%
80 13.865 2073 2085 2089 rBV2 12984 35735 1.70% 0.199%

Sum of corrected areas: 17986116
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_M
SW846 8260

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

Abundance TIC: VX004415.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Butane Concentration Rank 9

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

1.40 7.57 ug/l 169844 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 64
2 Isopropvisulfonvl chloride 142 C3H7CI02S 010147-37-2 9
3 Isobutane 58 C4H10 000075-28-5 9
4 Propane. 1-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 4

Abundance Scan 40 (1.398 min): VX004415.D (-37) (-) m/z 43.05 100.00%
43
5000
58 UL SR A
140 160 1.80
ol Sl 80 65 80 o1 hz41.05  34.67%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #232: Butane
ile]
5000 29 T /\7.4\1».. L L N

140 160  1.80
m/z 58.10 15.22%

58
» 77 ‘|. 50

ot e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #19275: Isopropylsulfonyl chloride

43
0[N0 £V N A -
1.40 1.60 1.80
5000 m/z 38.95 14 .90%
27
o 15 “ 37|| 49 58 64 83 99
AL LA L o A B
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #236: Isobutane — Pt
43 1.40 1.60 1.80
m/z 42.10 13.84%
5000
27
T 1 Y A

L e MM VA SR, SENENES fh S

m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 1

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

1.79 55.46 ug/1 1244030 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Pentane 72 C5H12 000109-66-0 43
3 3-Buten-1-ol 72 C4H80 000627-27-0 28
4 1-Butanesulfonvl chloride 156 C4H9CIO02S 002386-60-9 10
5 1-Butene 56 C4HS8 000106-98-9 9

Abundance Scan 104 (1.788 min): VX004415.D (-98) (-) m/z 43.05 100.00%
a3
57
5000
39
72 1.40 1.60 1.80 2.00 2.20
36 475053,|| 62 67 79
) SUNEENNNSN————————— :,....,:.:.|.|.:.,....,....,.~!..,....,....,... m/z 42.05 86.55%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00 2.20
29 3 m/z 41.10 81.69%
o s o] | soss| e o7 72
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #706: Pentane
43
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.10 70.82%
27 39 57 72
0 15 80 \‘ . 5053, | 6265 69
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #654: 3-Buten-1-ol R B T LRy LS,
a4 1.40 1.60 1.80 2.00 2.20
31 m/z 39.10 25.11%
5000
39
27
o 121518 || 36||45 5053 57 697
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Concentration Rank 4

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

2.00 16.41 ug/Il 367989 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 45
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 36
4 Oxirane. ethvl- 72 C4H80 000106-88-7 33
5 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 9

Abundance Scan 139 (2.001 min): VX004415.D (-133) (-) m/z 43.05 100.00%
48
5000
2 1.60 1.80 2.00 2.20 2.40
- ) | NSO N - " S - B oy 2 - (0 71
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #706: Pentane
48
5000 S SR A SRR
1.60 1.80 2.00 2.20 2.40
27 57 - m/z 41.05 51.72%
15 " || | In
L R R R SRS RARRA RS RARRA RARAN RRASN LARAE RARSN SARAN BAL
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #714: Butane, 2-methyl-
43
57
1.60 1.80 2.00 2.20 2.40
5000 m/z 57.10 16.73%
29
72
0"W”“I}?I””P'”P“'P“'P”W'”W”'W””I””I””P'”P”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1831: Butane, 2,3-dimethyl- A ./,\. .
43 1.60 1.80 2.00 2.20 2.40
m/z 39.10 16.20%
5000
27
71
o1 ¥ Lu| e |
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Butane, 2,2-dimethyl- Concentration Rank 7

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

2.39 8.57 ug/l 192246 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 90
2 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 64
3 Heptane. 3.3-dimethvl- 128 C9H20 004032-86-4 64
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 56
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 50

Abundance Scan 203 (2.391 min): VX004415.D (-196) (-) m/z 57.10 100.00%
g5 71
43
5000
2.00 2.20 2.40 2.60 2.80
o..,....,....,.3.“?.|i:...,.'.d:,....;:..7.53....?.1...,19.3..,.1.1.5.,....,....,...., m/z 71.10 88.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1835: Butane, 2,2-dimethyl-
57 71
43
5000 SRR SR AR SRR
2.00 2.20 2.40 2.60 2.80
29 ‘ m/z 43.05 80.87%
0'W}?I”lL'J““'Nl“'“ﬂ”'ﬂﬁal””l””P'“P”'P”W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19218: Heptane, 3-ethyl-5-methyl-
43 57
71
2.00 2.20 2.40 2.60 2.80
5000 m/z 41.10 51.09%
29
113
0 “I'"W"j'l”"“l”'I'Mll"”wl"W'??'P"??”"IH“'I'”'I"”%%?'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12704: Heptane, 3,3-dimethyl-
43 57 2.00 2.20 2.40 2.60 2.80
71 m/z 56.05 29.80%
5000
0 i35l JL | s 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Butane, 2,3-dimethyl- Concentration Rank 2

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

2.84 17.48 ug/Il 392079 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 80
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
3 Tetrahvdrofuran 72 C4H80 000109-99-9 36
4 Propanovl chloride. 2-methvl- 106 C4H7CIO 000079-30-1 10
5 Pyrrolidine 71 C4HON 000123-75-1 10

Abundance Scan 277 (2.842 min): VX004415.D (-268) (-) m/z 43.10 100.00%
a3
5000
71
55 36 2.60 2.80 3.00 3.20
Obrr ey S o €3 T8 128 m/z 42.10 86.16%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1832: Butane, 2,3-dimethyl-
43
5000 U U L L R
2.60 2.80 3.00 3.20
97 71 m/z 41.05 36.07%
15 [, (. 5563 86
e L R A R KA AR LA LA RRARS RARAS LSS LRSS RARR AL
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1823: Pentane, 2-methyl-
43
2.60 2.80 3.00 3.20
5000 m/z 71.05 26 .52%
27 71
57
0 2 1\5 M ‘ ‘ : M‘ \‘ 8§
LS G UL SRR IR LN IR LA NN RN NS SRS SRR RS S
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #669: Tetrahydrofuran
42 2.60 2.80 3.00 3.20
m/z 39.05 14 .65%
5000 72
27
0 15 |34 ||| 50 57
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 unknown2.89 Concentration Rank 6

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

2.89 9.37 ug/l 210198 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2-methvl- 86 C5H100 000096-47-9 43
2 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 39
3 Pentane. 2-methvl- 86 C6H14 000107-83-5 38
4 1-Heptene. 4-methvl- 112 C8H16 013151-05-8 38
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 36

Abundance Scan 285 (2.891 min): VX004415.D (-280) (-) m/z 43.10 100.00%
a3
71
5000 57
86 2.60 2.80 3.00 3.20
0 ...,....,....,....,.?“?.LI..?&.'I.,?ﬁ‘..,.-...,..!.,.g.“..,....,....,.. m/z 71.10 78.07%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1810: Furan, tetrahydro-2-methyl-
!
41
5000
27 2.60 2.80 3.00 3.20
56 86 m/z 41.10 49 _.95%
bbbl o |
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7643: Hexane, 2,3-dimethyl-
43
70 2.60 2.80 3.00 3.20
5000 m/z 57.10 38.89%
27 55
oL 2 15 | \‘  lle2 || 7785 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1823: Pentane, 2-methyl-
43 2.60 2.80 3.00 3.20
m/z 70.05 29.74%
5000
71
57
0 ”'E”'P%iI”'W'”'P'”I””I”'W'“'P?ﬁl””I”'W“'W" '”I'”'I”"P"W"”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Pentane, 3-methyl- Concentration Rank 5

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

3.17 13.89 ug/Il 311492 Pentafluorobenzene 5.67
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 78
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 78
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 53

Abundance Scan 331 (3.172 min): VX004415.D (-322) (-) m/z 57.05 100.00%
57
41
5000
71 86 2.80 3.00 3.20 3.40 3.60
Oyl 50l 84 0 7O 80 o8 m/z 56.05 87.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
2.80 3.00 3.20 3.40 3.60
m/z 41.05 58.61%
15 | | .| 50 i 7|1 8.6
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12711: Hexane, 2,2,3-trimethyl-
57
2.80 3.00 3.20 3.40 3.60
5000 m/z 43.05 24 .63%
41
29 ‘ =
0 \\ |l 50, 64 | 78 85 93 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3999: Butane, 2,2,3-trimethyl-
57 2.80 3.00 3.20 3.40 3.60
43 m/z 39.00 14.70%
85
5000
29
o 15 \w 36|/ 50, 69 77 | o9
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Cyclopentane, methyl- Concentration Rank 3

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

4_.39 17.27 ug/Il 387392 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclopropane. propvl- 84 C6H12 002415-72-7 72
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 42

Abundance Scan 531 (4.391 min): VX004415.D (-522) (-) m/z 56.05 100.00%
56
5000 41 69
84
53| 4.00 4.20 4.40 4.60 4.80
o....,....,....,....,....,....,.?’.44..|!.,...?i?.'.: B2l T Tm/z 41.05  48.66%
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 69.05 44 _74%
84
0 1.5 |||| 34| || 5(|)5I3|| ! 65|I N "
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1490: Cyclopropane, propyl-
41 56
4.00 4.20 4.40 4.60 4.80
5000 m/z 55.05 25.57%
27
69
3 50°3| 63 84
OIIIII""I""I""I""I""I""I""I""IIIII R AR AR R RN AR AR AR
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 20.34%
5000
42
0 0 3§H | 53 i
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 400 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W.M
Quant Title : SW846 8260

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

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

Peak Number 9 Cyclopentene, 3-methyl- Concentration Rank 10

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

5.29 6.50 ug/Il 145707 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 60
2 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 60
3 Cvclopentene. 1-methvl- 82 C6H10 000693-89-0 60
4 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 55
5 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H10 000926-54-5 49

Abundance Scan 678 (5.287 min): VX004415.D (-658) (-) m/z 67.10 100.00%
67
5000 55
41
H 77| | %8 5.00 520 5.40 5.60
o...,.”.,.”.,.”:;J”.$JH.,uM. .:”,..”,..” m/z 83.00 41.66%
m/z--> 10 20 30 60 100
Abundance #1237. Cyclopentene, 3—methy|—
67
5000
5.00 5.20 5.40 5.60
7 39 82 m/z 55.10 35.96%
0'"w%é'w"w'"WL"WES'W'J”l"“l"“l"“l"“
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
5000 m/z 40.95 28.57%
39 82
27
0 15 \\‘ 48\\” 61 L] 74‘\
L S UL S IS UL S SIS SURLILS IV
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1243: Cyclopentene, 1-methyl-
67 5.00 5.20 5.40 5.60
m/z 82.00 26 .44%
5000 82
39
27 53
oy ts dem L e
m/z--> 10 20 30 40 50 60 70 8 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090718\
Data File : VX004415.D

Aca On : 07 Sep 2018 18:45

Operator : JC/MD

Sample : J4812-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 Cycloheptane Concentration Rank 8

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

6.45 8.09 ug/Il 196733 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptane 98 C7H14 000291-64-5 74
2 Isopropvlcvclobutane 98 C7H14 000872-56-0 62
3 2-Heptene. (BE)- 98 C7H14 014686-13-6 60
4 3-Heptene. (E)- 98 C7H14 014686-14-7 58
5 (2)-2-Heptene 98 C7H14 006443-92-1 49

Abundance Scan 869 (6.452 min): VX004415.D (-861) (-) m/z 55.00 100.00%
55
41 70
5000 83
98

e || 77 6.20 6.40 6.60 6.80
0 ..,....,....,....‘,I'..f‘?l." |.,..-.'!,n...n.',':.-..,g?..' N m/z 56.05 87.71%

m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3304. Cycloheptane
a1 56 98
70
83

5000 Rk ..,...
6.20 6.40 6.60 6.80

27 m/z 70.05 66 .93%

oL 15 ||33 lias gl ss [l 77 | e |
L B ot o o B o o L AL I i o o o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3336: Isopropylcyclobutane

41 56

70 6.20 6.40 6.60 6.80
5000 27 m/z 41.05 64 .48%
98
83
\“ “ QH 63 INR AN} 77 ‘
(O I i o o o L B i o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3310: 2-Heptene, (E)-
5! 6.20 6.40 6.60 6.80
41 m/z 83.05 47 .10%
5000 69 98
27
15 H M a9, ()| 63 [ 77 8 ‘
(O L o B o o o B L B i o o B N REREE e
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX090718\
Data File : VX004415.D

Acq On : 07 Sep 2018 18:45

Operator : JC/MD

Sample - J4812-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 1.40 7.6 ug/l 169844 1 5.67 1121550 50.0
Butane, 2-methyl- 1.79 55.5 ug/1 1244030 1 5.67 1121550 50.0
Pentane 2.00 16.4 ug/I 367989 1 5.67 1121550 50.0
Butane, 2,2-dimet... 2.39 8.6 ug/Il 192246 1 5.67 1121550 50.0
Butane, 2,3-dimet... 2.84 17.5 ug/I1 392079 1 5.67 1121550 50.0
unknown?2 .89 2.89 9.4 ug/Il 210198 1 5.67 1121550 50.0
Pentane, 3-methyl- 3.17 13.9 ug/I1 311492 1 5.67 1121550 50.0
Cyclopentane, met... 4_.39 17.3 ug/1 387392 1 5.67 1121550 50.0
Cyclopentene, 3-m... 5.29 6.5 ug/Il 145707 1 5.67 1121550 50.0
Cycloheptane 6.45 8.1 ug/Il 196733 2 6.86 1215680 50.0
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