LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 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\82X092618W.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 1.404 36 41 47 rBV 48174 50537 2.10% 0.159%
2 1.623 65 77 81 rBvV6 13134 34129 1.42% 0.107%
3 1.782 98 103 117 rBV 648512 958219 39.75% 3.014%
4 1.995 133 138 147 rBvV 146225 214268 8.89% 0.674%
5 2.391 195 203 210 rBvV 179291 354614 14.71% 1.115%
6 2.617 235 240 248 rVB 42647 77165 3.20% 0.243%
7 2.842 269 277 281 rVV 209095 492819 20.44% 1.550%
8 2.885 281 284 286 rVV2 173354 287554 11.93% 0.904%
9 2.928 286 291 302 rVB 661781 1348892 55.95% 4.242%
10 3.165 321 330 343 rBV 501670 1143511 47.43% 3.596%
11 4.135 482 489 503 rvB2 14010 47089 1.95% 0.148%
12 4.293 506 515 521 rBV3 14233 41974 1.74% 0.132%
13 4_.397 521 532 545 rVV 669013 1955286 81.10% 6.149%
14 4.543 548 556 571 rVBS8 10028 42744 1.77% 0.134%

15 5.232 655 669 694 rVB3 26928 102274 4.24% 0.322%

16 5.500 700 713 718 rBV 170924 500708 20.77% 1.575%
17 5.574 718 725 734 rVvV 583244 1657791 68.76% 5.214%
18 5.665 734 740 747 rVV 160943 395105 16.39% 1.243%
19 5.945 774 786 797 rVB2 72688 232110 9.63% 0.730%
20 6.067 797 806 825 rvB2 182519 479706 19.90% 1.509%

21 6.256 827 837 847 rBvV2 92709 324862 13.47% 1.022%
22 6.360 847 854 861 rvv 91234 255874 10.61% 0.805%
23 6.451 861 869 881 rvB2 137264 379698 15.75% 1.194%
24 6.860 926 936 965 rBV 349740 881010 36.54% 2.771%
25 7.463 1020 1035 1049 rBV 1014113 2410878 100.00% 7.582%

26 7.732 1072 1079 1091 rvv 83131 164879 6.84% 0.519%

27 7.848 1091 1098 1106 rvVvB2 37629 78440 3.25% 0.247%
28 8.030 1121 1128 1141 rVB2 36731 86315 3.58% 0.271%
29 8.390 1178 1187 1193 rBV 43118 81855 3.40% 0.257%
30 8.585 1214 1219 1225 rVB2 17274 33357 1.38% 0.105%

31 8.665 1225 1232 1235 rBV2 121991 212018 8.79% 0.667%
32 8.713 1235 1240 1255 rVV 853405 1564265 64.88% 4._.920%
33 8.841 1255 1261 1265 rVV 101950 188034 7.80% 0.591%
34 8.908 1269 1272 1279 rVVv2 40153 65630 2.72% 0.206%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 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\82X092618W_.M
SW846 8260

35 9.042 1288 1294 1306 rVB 175991 299035 12.40% 0.940%

36 9.164 1306 1314 1320 rBV 80669 130689 5.42% 0.411%
37 9.573 1375 1381 1385 rBV 50576 80421 3.34% 0.253%
38 9.622 1385 1389 1394 rVV 110179 161267 6.69% 0.507%
39 9.677 1394 1398 1403 rVV 71377 102654 4._.26% 0.323%
40 9.890 1426 1433 1445 rVB3 13718 31243 1.30% 0.098%

41 10.115 1464 1470 1477 rVV 758848 1087771 45.12% 3.421%
42 10.189 1477 1482 1487 rVV 109364 180238 7.48% 0.567%
43 10.335 1501 1506 1516 rVB3 64521 139837 5.80% 0.440%

44 10.512 1531 1535 1540 rVB 19364 28813 1.20% 0.091%
45 10.658 1548 1559 1564 rVV5 24238 72606 3.01% 0.228%
46 10.841 1576 1589 1596 rBV4 43161 89704 3.72% 0.282%
47 10.914 1596 1601 1606 rBV4 24085 44539 1.85% 0.140%

48 11.018 1614 1618 1630 rVB 98300 140475 5.83% 0.442%
49 11.140 1631 1638 1643 rBVY 807532 1040542 43.16% 3.272%

50 11.182 1643 1645 1652 rVV2 23863 38242 1.59% 0.120%
51 11.256 1653 1657 1664 rVV8 25317 57281 2.38% 0.180%
52 11.359 1670 1674 1680 rVB 46132 60882 2.53% 0.191%
53 11.487 1691 1695 1706 rVB2 24763 45861 1.90% 0.144%
54 11.670 1714 1725 1728 rBV 76396 128539 5.33% 0.404%
556 11.768 1734 1741 1745 rVB3 33243 67169 2.79% 0.211%

56 11.944 1758 1770 1779 rBV2 87779 191045 7.92% 0.601%
57 12.079 1787 1792 1798 rBV 1026417 1266586 52.54% 3.983%
58 12.146 1798 1803 1808 rVVv 833245 1049809 43.54% 3.302%
59 12.231 1812 1817 1821 rBV 71450 89926 3.73% 0.283%
60 12.298 1822 1828 1834 rBV 1300302 1656367 68.70% 5.209%

61 12.371 1835 1840 1849 rVB 89763 152857 6.34% 0.481%
62 12.463 1850 1855 1860 rBV 132379 168354 6.98% 0.529%
63 12.517 1860 1864 1871 rBV 249385 299937 12.44% 0.943%
64 12.670 1881 1889 1892 rBV 378108 486369 20.17% 1.530%
65 12.700 1892 1894 1899 rVB 200019 226614 9.40% 0.713%

66 12.755 1899 1903 1910 rVB2 473078 706030 29.29% 2.220%
67 12.816 1910 1913 1917 rVB 26901 31974 1.33% 0.101%
68 12.902 1917 1927 1932 rVB2 198934 286597 11.89% 0.901%
69 12.975 1932 1939 1944 rBV 257474 357108 14.81% 1.123%
70 13.084 1951 1957 1962 rBV2 40813 68750 2.85% 0.216%

71 13.152 1962 1968 1971 rBV 25019 38039 1.58% 0.120%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 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\82X092618W._M
Title : SW846 8260
72 13.194 1971 1975 1977 rBV2 57950 68015 2.82% 0.214%

73 13.225 1977 1980 1984 rVVv 144942 146725 6.09% 0.461%
74 13.347 1995 2000 2005 rBV2 854566 1150958 47.74% 3.620%
75 13.481 2017 2022 2028 rVB 248571 307819 12.77% 0.968%

76 13.566 2028 2036 2038 rBV2 32111 49179 2.04% 0.155%
77 13.603 2038 2042 2044 rBV 44961 54338 2.25% 0.171%
78 13.639 2044 2048 2052 rVv2 78020 111450 4.62% 0.351%
79 13.700 2052 2058 2059 rVvv2 63176 96382 4._00% 0.303%
80 13.718 2059 2061 2070 rVB3 98474 176447 7.32% 0.555%
81 13.810 2071 2076 2077 rBV 28474 34751 1.44% 0.109%
82 13.834 2077 2080 2088 rVB2 68007 134694 5.59% 0.424%
83 13.914 2088 2093 2099 rBV 49454 70885 2.94% 0.223%
84 13.987 2099 2105 2109 rBV2 85211 116859 4._.85% 0.368%
85 14.029 2109 2112 2116 rVB 35691 42311 1.76% 0.133%
86 14.133 2124 2129 2131 rBV 30353 41019 1.70% 0.129%
87 14.164 2131 2134 2140 rVB 30772 38870 1.61% 0.122%
88 14.285 2147 2154 2159 rVB3 59489 124525 5.17% 0.392%
89 14.377 2165 2169 2173 rVB 22009 28868 1.20% 0.091%
90 14.432 2173 2178 2182 rVB 37014 49197 2.04% 0.155%

91 14.541 2191 2196 2207 rBV2 97792 137150 5.69% 0.431%
92 14.694 2213 2221 2225 rBV 109142 152072 6.31% 0.478%
93 14.840 2240 2245 2254 rBV2 173261 245041 10.16% 0.771%

94 14.962 2259 2265 2272 rBV10 10677 27024 1.12% 0.085%

95 15.249 2305 2312 2320 rBV7Y 13456 32426 1.34% 0.102%

96 15.554 2356 2362 2365 rBV 18157 30863 1.28% 0.097%

97 15.688 2376 2384 2388 rBV2 28930 56795 2.36% 0.179%

98 15.724 2388 2390 2397 rVB 18080 24488 1.02% 0.077%
Sum of corrected areas: 31796931
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_M
SW846 8260

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

Abundance TIC: VX004896.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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, 2-methyl- Concentration Rank 4

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

1.78 121.26 ug/1 958219 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 50
3 3-Buten-1-ol 72 C4H80 000627-27-0 28
4 Cvyclobutane. methvl- 70 C5H10 000598-61-8 25
5 1-Butene 56 C4HS8 000106-98-9 9

Abundance Scan 103 (1.782 min): VX004896.D (-98) (-) m/z 43.05 100.00%
43
57
5000
72 140 1.60 1.80 2.00 2.20
51
0 ...,....,....,...3:7|,-..-..,~.-.'.|.~,‘?3...,~.'...7?....?1....,.1.0.5.,.. m/z 42.05 86.08%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #714: Butane, 2-methyl-
43
57
5000 I SARSE RAREE LRSS LR
1.40 1.60 1.80 2.00 2.20
29 m/z 41.10 83.45%
1] sl s e 7
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #706: Pentane
43
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.10 63.77%
27 57 72
0 15 “‘ 37‘\ ! 51 M‘ 63 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #654. 3-Buten-1-ol R e B
42 140 1.60 1.80 2.00 2.20
31 m/z 39.05 25.98%
5000
15 2 o5t
m/z--> 10 20 30 40 50 60 70 8 90 100 110 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\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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, 2,2-dimethyl- Concentration Rank 8

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

2.39 44 .88 ug/1 354614 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 90
2 Sulfurous acid. isobutvl pentvl ... 208 C9H2003S 1000309-13-8 56
3 Propanoic acid. 2-methvl-. anhvd... 158 C8H1403 000097-72-3 50
4 Butane. 2-iodo-3-methvl- 198 C5H111 018295-27-7 42
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 42

Abundance Scan 203 (2.391 min): VX004896.D (-195) (-) m/z 57.05 100.00%
57 71
5000
2.00 2.20 2.40 2.60 2.80
Obrrrrrerrrrrrrretheptlle e 8494 108 W6 074305 92.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1835: Butane, 2,2-dimethyl-
5 7
43
5000
2.00 2.20 2.40 2.60 2.80
29 m/z 71.05 86.15%
Loas | 8
HUNSRUNEREA RS AR SRR SR ARERA RULAN BARAS RSN LARAS LRSS RARAE RARRE &
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #68284: Sulfurous acid, isobutyl penty| ester
57 1
23 200 220 2.40 260 2.80
5000 m/z 41.10 56.98%
29
o L W ol 87 108 123 153
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #30038: Propanoic acid, 2-methyl-, anhydride
43 7 2.00 2.20 2.40 2.60 2.80
m/z 56.10 29.31%
5000
27
0'w}?v“M““ﬂ“wﬁav“ﬁ““P“W““V“W““v“W““V“W““v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.00 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Butane, 2,3-dimethyl- Concentration Rank 6

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

2.84 62.37 ug/1 492819 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 38
3 Tetrahvdrofuran 72 C4H80 000109-99-9 36
4 Pvrrolidine 71 C4HON 000123-75-1 10
5 Propanoic acid, 2-methyl-, 2-pro... 128 C7H1202 015727-77-2 9

Abundance Scan 277 (2.842 min): VX004896.D (-269) (-) m/z 43.05 100.00%
43
5000
71
55 86 2.60 2.80 3.00 3.20
o...,....,....,....,..3.6.|,.:..,.~.'..,‘??..,|...7.8,...-.,....,....,.1.1.5.,.. m/z 42.10 84.20%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
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 41.10 37 .69%
15 | . g | 86
o A S RS AR RARRS AR RAARA AL RS RRASS LARAS RARRS BN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1825: Pentane, 2-methyl-
43
2.60 2.80 3.00 3.20
5000 m/z 71.10 23.29%
27 71
15 57
0 2 ‘ “\ ‘\ : 50 M‘ | 86
R LS SULIL UL SULILS UL SULR L NI IR L AL SREE BN B
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #669: Tetrahydrofuran
4 2.60 2.80 3.00 3.20
m/z 39.10 15.70%
5000 72
27
0 15 | 34| 50 57
m/z--> 0 10 20 30 40 50 60 70 8 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\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 2

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

2.93 170.70 ug/l 1348890 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 78
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 72
3 1-Pentene 70 C5H10 000109-67-1 64
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 9
5 Cyclobutanone 70 C4H60 001191-95-3 5

Abundance Scan 291 (2.928 min): VX004896.D (-286) (-) m/z 42.10 100.00%

42
5000 55
70

260 280 300 320

37 65
b el 90,1 80 0o, | 78 84 95 | m/z 55.10 42.21%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #555: Cyclopentane
42
5000
55 70 2.60 2.80 3.00 3.20
m/z 70.10 33.28%
o s 2 37L|, 50 | 60 65
B B e o e AL B o o e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #575: Cyclobutane, methyl-
42
R R R
2.60 2.80 3.00 3.20
5000 m/z 41.10 28 .55%
55
27 70
Lzl s | e
o o L e S o ST
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #553: 1-Pentene
42 2.60 2.80 3.00 3.20
m/z 39.10 21.96%
55
5000
27 70
o 1P “‘3237\‘ 50 | 63
e e e L e o o B o
m/z--> 10 20 30 40 50 60 70 80 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\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Pentane, 3-methyl- Concentration Rank 3

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

3.17 144.71 ug/l 1143510 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 83
3 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
4 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 50
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45

Abundance Scan 331 (3.172 min): VX004896.D (-321) (-) m/z 57.10 100.00%
57
41
5000
A B e A mam o
71 g 2.80 3.00 3.20 3.40 3.60
bk 7 80 W18 a7 25 ni, 65605 82.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29 SRS SRR RS RN
280 3.00 3.20 3.0 3.60
m/z 41.05 63.11%
ol 15 71 86
m/z--> 20 40 60 85 100 120 140 160 180 200 220
Abundance #12723: Hexane, 2,2,3-trimethyl-
57
2.80 3.00 3.20 3.40 3.60
5000 41 m/z 43.05 24 .92%
71
14 H Ji g 8 113
G s S A R B W B LS WA RS RERAE N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57 2.80 3.00 3.20 3.40 3.60
m/z 39.05 15.36%
5000 a1
29 71
ol 15 | \‘ 1L ) 83 99 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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, methyl- Concentration Rank 1

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

4.40 247.44 ug/Il 1955290 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclohexane 84 C6H12 000110-82-7 78
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43

Abundance Scan 532 (4.397 min): VX004896.D (-521) (-) m/z 56.10 100.00%
56
41 JS
5000 69
84 4.00 4.20 4.40 4.60 4.80
38 | |44 5053| 6265, 74 79
0....,....,....,....,....,....,...4;.]1*.,....,:..'.-,.-..,....,..'.'.,....,....,....',....,...., m/z 41.10 52.60%
m/iz--> 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 41.89%
84
s sl s e
Oty e e
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1458: Cyclohexane
56
84
4.00 4.20 4.40 4.60 4.80
5000 4 m/z 55.10 26.03%
69
27
o 15 ,80 38, L4 5053||| 65 | 747781
mz-> 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 42.10 22.62%
5000
42
38 53 84
A AR s A MRS Rk LAY ARAY AL RS LA NS MAMAN AR LRSI AARA MM B
m/iz--> 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\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Cyclopentane, 1,3-dimethyl-__._. Concentration Rank 10

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

6.26 41.11 ug/1 324862 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 95
2 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 94
3 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 93
4 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 93
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 58

Abundance Scan 838 (6.262 min): VX004896.D (-827) (-) m/z 70.10 100.00%
70
56
41
5000
‘ ‘ 83
98 6.00 6.20 6.40 6.60
0 ..,....,....,.?“?.,H.. il eyl ....,|.|...,9?..!,...., m/z 56.05 74.66%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
6.00 6.20 6.40 6.60
83 98 m/z 55.05 65.24%
:!-IS .|||32 | .||| | 63 Llh v
0 ”I"" T |"""" U I U UL L
m/z--> 10 60 70 80 90 100
Abundance #3394. Cyclopentane, 1,3-dimethyl-
56 70
41
6.00 6.20 6.40 6.60
5000 m/z 41.10 59.65%
83
98
0 M ‘\‘ 51\ ‘ 63 M‘\ 7 ‘
”I""I”"I"'W""I"'I""""I"”I""I”"I
m/z--> 10 40 50 60 70 80 90 100
Abundance #3406: Cyclopentane, 1,2-dimethyl-, cis-
56 70 6.00 6.20 6.40 6.60
a1 m/z 39.05 30.13%
5000
27
83 08
o ol Ml s T L
m/z--> 10 20 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.15 41.44 ug/1 1049810 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 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
Abundance Scan 1804 (12.152 min): VXOO4896.% (-1798) (-) m/z 105.10 100.00%
105
5000 120
79 11.80 12.00 12.20 12.40
39 51 65
Obrrprrrrprrrr et b e o ot m/z 120.05 44_52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 LR AR AR SO UM
120 11.80 12.00 12.20 12.40
m/z 76.95 10.66%
5 27 39 51 79
e R R AR AR RAALA AR AL NAARA RRRAN SRS AAAAS LARAN SRR AR )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9421: Benzene, 1,2,4-trimethyl-
105
120 11.80 12.00 12.20 12.40
5000 m/z 119.10 10.38%
ob 15 27 39 S 65 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9402: Mesitylene
105 11.80 12.00 12.20 12.40
m/z 91.10 9.30%
120
5000
27 % s es 1S |
0 M ‘:‘::i‘ - |||H S A |‘=|| Sl \”” S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.30 65.39 ug/1 1656370 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 76
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
4 Benzene. 1-propenvl- 118 C9H10 000637-50-3 68
5 Deltacyclene 118 C9H10 007785-10-6 58
Abundance Scan 1828 (12.298 min): VX004896.D (-1822) (-) m/z 117.10 100.00%
117
5000 A
91 ...’.\...........'./\..
39 515865 77, | o8 105 | 107134 12.00 12.20 12.40 12.60
Ol e et ety Skl 28l L 12T Tm/z 118.10 54.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117
5000 U SRR RN RS
12. 00 12.20 12.40 12.60
o1 m/z 115.05 35.31%
ol 15 27 39 51 63 77 7 103919
2> 15 20 30 40 50 60 70 8 80 100 120 130 130 140
Abundance #8959: Benzene, 2-propenyl-

12.00 12.20 12.40 12.60
m/z 91.05 18.56%

5000

0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8966: Benzene, cyclopropyl-

12.00 12.20 12.40 12.60
m/z 119.10 16.43%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100118\
Data File : VX004896.D

Aca On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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 1-Phenyl-1-butene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.35 45.44 ug/1 1150960 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 86
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 86
3 2.4-Dimethvlstvrene 132 C10H12 002234-20-0 78
4 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 74
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 64
Abundance Scan 2001 (13.353 min): VX004896.D (-1995) (-) m/z 117.10 100.00%
117
5000 13
39 51 65 77 13.00 13.20 13.40 13.60
o! A e 207 m/z 119.10  42.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
5000 132
o1 13.00 13.20 13.40 13.60
m/z 132.10 36.36%
27 39 51 65 77 105 |
0! e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
13.00 13.20 13.40 13.60
5000 132 m/z 115.05 29.39%
51 77 ot ‘
15 27 3\9 Il ‘Gﬁ 1 \‘ 19\\3 il
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14041: 2,4-Dimethylstyrene
117 13.00 13.20 13.40 13.60
m/z 131.10 19.15%
132
5000
39 91
15 2 ‘ 51 63 77 105
0||‘|||“|||‘i‘||“l‘|‘|“l‘||”ﬁ‘“|:|H||H=‘||M||‘l“:‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100118\
Data File : VX004896.D

Acq On : 02 Oct 2018 03:31

Operator : JC/MD

Sample : J5041-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092618W_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- 1.78 121.3 ug/1l 958219 1 5.67 395105 50.0
Butane, 2,2-dimet... 2.39 44_.9 ug/1 354614 1 5.67 395105 50.0
Butane, 2,3-dimet... 2.84 62.4 ug/I 492819 1 5.67 395105 50.0
Cyclopentane 2.93 170.7 ug/l 1348890 1 5.67 395105 50.0
Pentane, 3-methyl- 3.17 144.7 ug/1 1143510 1 5.67 395105 50.0
Cyclopentane, met... 4.40 247 .4 ug/1 1955290 1 5.67 395105 50.0
Cyclopentane, 1,3... 6.26 41.1 ug/1 324862 1 5.67 395105 50.0
Benzene, 1,2,3-tr... 12.15 41.4 ug/l1 1049810 4 12.08 1266590 50.0
Indane 12.30 65.4 ug/1 1656370 4 12.08 1266590 50.0

4

1-Phenyl-1-butene 13.35 45.4 ug/1 1150960 12.08 1266590 50.0
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