LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091418\
Data File : VX004563.D

Aca On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 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\82X091118W.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 1.788 99 104 117 rVB 691974 963125 30.69% 2.201%
2 2.397 196 204 218 rVB 406523 812547 25.89% 1.857%
3 2.843 269 277 285 rBV 607274 1326419 42.26% 3.032%
4 2.928 285 291 302 rVB 201026 420710 13.40% 0.962%
5 3.172 320 331 347 rBVY 1378871 3138491 100.00% 7.173%
6 4.135 477 489 503 rBV 68496 209427 6.67% 0.479%
7 4.306 504 517 523 rVV2 164546 490403 15.63% 1.121%
8 4.397 523 532 546 rVV2 843648 2521701 80.35% 5.764%
9 4 _.550 547 557 572 rVB4 33639 131703 4._.20% 0.301%
10 5.238 653 670 689 rBV3 83931 299812 9.55% 0.685%

11 5.507 700 714 718 rBV 163925 477023 15.20% 1.090%
12 5.574 718 725 734 rVvv2 538740 1648917 52.54% 3.769%
13 5.665 734 740 744 rVvV2 242851 709837 22.62% 1.622%
14 5.726 744 750 770 rvv2 467450 1412765 45.01% 3.229%
15 5.952 773 787 797 rVV3 124701 392651 12.51% 0.897%

16 6.068 797 806 819 rvv 173779 448676 14.30% 1.025%
17 6.263 822 838 845 rvv5 206518 714866 22.78% 1.634%
18 6.348 845 852 861 rvv4 399842 1208252 38.50% 2.762%
19 6.452 861 869 883 rvB 236987 659288 21.01% 1.507%
20 6.860 924 936 952 rBV 330718 783523 24 .96% 1.791%

21 7.464 1022 1035 1046 rBV 1197665 2776450 88.46% 6.346%
22 7.573 1046 1053 1058 rBvV2 32290 64201 2.05% 0.147%
23 7.634 1058 1063 1068 rBV 43660 86815 2.77% 0.198%
24 7.732 1074 1079 1090 rVB 58783 111788 3.56% 0.256%
25 7.848 1090 1098 1108 rvB2 80179 165973 5.29% 0.379%

26 8.055 1117 1132 1143 rBV3 198833 511998 16.31% 1.170%
27 8.177 1144 1152 1160 rVV 289583 576844 18.38% 1.318%

28 8.256 1160 1165 1169 rVVv 44032 83944 2.67% 0.192%
29 8.390 1179 1187 1192 rBV2 47972 91390 2.91% 0.209%
30 8.537 1202 1211 1214 rVV2 26573 54088 1.72% 0.124%

31 8.665 1225 1232 1235 rBV3 267208 472268 15.05% 1.079%
32 8.713 1235 1240 1254 rVV 870106 1535631 48.93% 3.510%
33 8.841 1254 1261 1265 rVV 129411 221658 7.06% 0.507%
34 8.915 1269 1273 1280 rVB 80067 127093 4._.05% 0.290%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091418\
Data File : VX004563.D

Aca On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 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\82X091118W.M
SW846 8260

35 9.043 1288 1294 1300 rVB 265619 433756 13.82% 0.991%

36 9.165 1305 1314 1320 rVV 133905 220893 7.04% 0.505%
37 9.573 1376 1381 1385 rvv2 70415 112908 3.60% 0.258%
38 9.622 1385 1389 1394 rVV 266421 378435 12.06% 0.865%
39 9.677 1394 1398 1403 rVV 160557 240883 7.68% 0.551%
40 9.890 1426 1433 1446 rVB3 40135 86335 2.75% 0.197%

41 10.116 1465 1470 1476 rBVY 653703 875938 27.91% 2.002%
42 10.189 1476 1482 1486 rVB 95197 139980 4._.46% 0.320%
43 10.335 1501 1506 1509 rBVZ2 58782 101535 3.24% 0.232%
44 10.646 1549 1557 1565 rBV2 52785 143233 4_56% 0.327%
45 10.835 1585 1588 1593 rVB 84119 114186 3.64% 0.261%

46 10.914 1596 1601 1608 rBV3 57301 96539 3.08% 0.221%
47 11.018 1613 1618 1622 rBVY 140974 179278 5.71% 0.410%
48 11.140 1632 1638 1642 rBVY 658002 832217 26.52% 1.902%

49 11.182 1642 1645 1649 rVB 41290 53578 1.71% 0.122%
50 11.280 1657 1661 1665 rVB2 39560 53824 1.71% 0.123%
51 11.359 1670 1674 1684 rVB 128377 163173 5.20% 0.373%
52 11.676 1714 1726 1734 rBV7 39903 92481 2.95% 0.211%
53 11.768 1734 1741 1745 rBV 50862 71773 2.29% 0.164%

54 11.920 1758 1766 1768 rBV 89617 143623 4._.58% 0.328%
55 11.945 1768 1770 1777 rVB 200944 242615 7.73% 0.555%

56 12.079 1787 1792 1797 rBV 847682 1006771 32.08% 2.301%
57 12.140 1797 1802 1806 rVB 42597 57209 1.82% 0.131%
58 12.231 1813 1817 1822 rBV 97289 122635 3.91% 0.280%
59 12.304 1823 1829 1834 rVV 445745 575244 18.33% 1.315%
60 12.371 1834 1840 1849 rVB2 180210 306429 9.76% 0.700%

61 12.463 1849 1855 1860 rBV 161009 206509 6.58% 0.472%
62 12.670 1878 1889 1892 rBV 620095 786052 25.05% 1.797%
63 12.701 1892 1894 1899 rVvVv 244347 321099 10.23% 0.734%
64 12.761 1899 1904 1910 rVV2 449091 796255 25.37% 1.820%
65 12.816 1910 1913 1919 rVVv2 47711 73015 2.33% 0.167%

66 12.896 1919 1926 1932 rVB3 145014 237405 7.56% 0.543%
67 12.981 1932 1940 1945 rBV 482003 681973 21.73% 1.559%
68 13.085 1952 1957 1963 rVB2 84537 136791 4_36% 0.313%
69 13.152 1963 1968 1972 rBV2 80625 127039 4._05% 0.290%
70 13.194 1972 1975 1978 rVV2 145497 191578 6.10% 0.438%

71 13.225 1978 1980 1983 rVV 157256 181146 5.77% 0.414%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091418\
Data File : VX004563.D

Aca On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 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\82X091118W.M

Title : SW846 8260

72 13.249 1983 1984 1989 rVB 55335 50428 1.61% 0.115%
73 13.347 1995 2000 2007 rVB2 1215606 1735694 55.30% 3.967%
74 13.426 2011 2013 2016 rVvVv 80602 81614 2.60% 0.187%

75 13.481 2016 2022 2028 rVB 420819 529063 16.86% 1.209%

76 13.566 2032 2036 2038 rBV2 83886 104694 3.34% 0.239%
77 13.603 2038 2042 2044 rVvVv 114879 152559 4._86% 0.349%
78 13.639 2044 2048 2052 rVV3 281593 415901 13.25% 0.951%
79 13.700 2052 2058 2059 rVV3 182448 332020 10.58% 0.759%
80 13.725 2059 2062 2070 rVB2 308965 513156 16.35% 1.173%

81 13.810 2070 2076 2078 rBV 105434 149241 4._76% 0.341%
82 13.841 2078 2081 2088 rVB2 156532 290631 9.26% 0.664%
83 13.914 2088 2093 2097 rVB 129903 163023 5.19% 0.373%
84 13.987 2097 2105 2109 rBV2 212700 312273 9.95% 0.714%
85 14.030 2109 2112 2116 rVVZ2 92603 114965 3.66% 0.263%

86 14.133 2124 2129 2132 rBV2 73534 103007 3.28% 0.235%

87 14.164 2132 2134 2139 rVB2 54408 54181 1.73% 0.124%
88 14.286 2147 2154 2161 rVB2 189507 389762 12.42% 0.891%
89 14.377 2166 2169 2173 rVV 60240 75930 2.42% 0.174%

90 14.432 2173 2178 2182 rVB2 94817 121187 3.86% 0.277%

91 14.475 2182 2185 2190 rVB 37299 49807 1.59% 0.114%
92 14.542 2190 2196 2205 rBV2 254795 364843 11.62% 0.834%
93 14.694 2214 2221 2225 rBV 242489 344592 10.98% 0.788%
94 14.731 2225 2227 2232 rVV 72201 79337 2.53% 0.181%
95 14.840 2239 2245 2254 rBV2 349834 513041 16.35% 1.173%

96 15.249 2306 2312 2320 rVV2 37252 67201 2.14% 0.154%
97 15.548 2354 2361 2366 rVvV 71008 119295 3.80% 0.273%
98 15.688 2376 2384 2388 rVV 96571 165389 5.27% 0.378%

99 15.724 2388 2390 2397 rVB 39090 54215 1.73% 0.124%
100 15.919 2412 2422 2432 rVB 23069 70940 2.26% 0.162%
Sum of corrected areas: 43752599
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091418\
VX004563.D

15 Sep 2018 04:56

JC/MD

J4925-06

5.0mL/MSVOA X/WATER

37 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VX004563.D
17

4.40

1.79

[k

o

Time--> 1.20 1.40 1.60 1.80 200 220 240 260 280 300 320 340 360 380 400 4.20 440 460 4.80 5.00 520 5.40 5.60 580 600 620

Abundance

1200000

1000000

800000

600000

400000

6.45

200000

0

TIC: VX004563.D

7.46

8.71

Time--> 6. 50

9.00 9.50

11.14

10.12

Abundance

1200000

1000000

800000

600000

400000

200000

011%7]’%4} 14

12.08

12.67

13.48
14.84

72
13%64 14.524.69
11.94
Bk

69
15.25 13€%§g721592

Time-->

13.99  14.29
il e
/\/\ .
P e e B Rt i
1200 12.50 1300 1350 14.00 14.50 15.00

15 50 16. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091418\
Data File : VX004563.D

Aca On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 7

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

1.79 67.84 ug/1l 963125 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 47
3 Pentane 72 C5H12 000109-66-0 33
4 1-Butene 56 C4HS8 000106-98-9 9
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 104 (1.788 min): VX004563.D (-99) (-) m/z 43.10 100.00%
43
57
5000
72 1.40 1.60 1.80 2.00 2.20
o...,....,....,..3.6:|;.:.?f’.-.'l:,.‘?“?.,u'..7.?....,....,....,....,..1.??.... m/z 42.05 87.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #714: Butane, 2-methyl-
43
57
5000 USRS SRR RS RN
1.40 1.60 1.80 2.00 2.20
29 m/z 41.05 78.68%
ob. 15 || .L , 50 J 65 /7
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #654: 3-Buten-1-ol
4
3 140 1.60 180 200 2.20
5000 m/z 57.10 70.55%
15 “\ 505 72
O e T e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #706: Pentane i e
43 1.40 1.60 1.80 2.00 2.20
m/z 39.05 22.91%
5000
27 57 72
0 “'l'%?'l"ﬂm""M"'?P““Ll'§$'ll"w""l""w"'l""|“"|"" LR SRR RSN RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\VX091418\
Data File : VX004563.D

Aca On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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, 2,3-dimethyl- Concentration Rank 4

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

2.84 93.43 ug/1 1326420 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
3 Pvrrolidine 71 C4HON 000123-75-1 10
4 Furan. tetrahvdro-2-methvl- 86 C5H100 000096-47-9 9
5 Propanoyl chloride, 2-methyl- 106 C4H7CIO 000079-30-1 9

Abundance Scan 277 (2.843 min): VX004563.D (-269) (-) m/z 43.05 100.00%
43
5000
71
55 86 2.60 2.80 3.00 3.20
o S 49 0 E5 |80 8 93 1 45710 90.08%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1831: Butane, 2,3-dimethyl-
43
5000 R L
2.60 2.80 3.00 3.20
2 - m/z 41.05 36.08%
o1 o |, 37|, 40 61 | 77 86
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1823: Pentane, 2-methyl-
43
2.60 2.80 3.00 3.20
5000 m/z 71.05 24 _36%
27 71
2 1\5 ‘ ‘ \5\7 | 86
o UL I UL UL UL UL IS IR RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #608: Pyrrolidine
43 2.60 2.80 3.00 3.20
m/z 39.05 15.42%
70
5000
28
0 1\5 1N 37‘\‘ | 50 56
m/z--> 0 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\VX091418\
Data File : VX004563.D

Aca On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 1

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

3.17 221.07 ug/l 3138490 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 64
3 Oxirane. (l-methvlethvl)- 86 C5H100 001438-14-8 59
4 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 50
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 40

Abundance Scan 331 (3.172 min): VX004563.D (-320) (-) m/z 57.10 100.00%
g7
41 /\
5000
R mam s
71 g6 2.80 3.00 3.20 3.40 3.60
Ol el e e e e 22y || M/Zz . 56.05  79.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1824: Pentane, 3-methyl-
57
41
5000 LA R LA L
280 3.00 3.20 3.40 3.60
2 m/z 41.05 53.75%
71 86
0 L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12711: Hexane, 2,2,3-trimethyl-
57
2.80 3.00 3.20 3.40 3.60
5000 m/z 43.05 21.99%
71
o “ | 85 99 113128
m/z--> 20 ' éo 80 100 120 140 160 180 200 220 240
Abundance #1797: Oxirane, (1-methylethyl)-
41 56 2.80 3.00 3.20 3.40 3.60
m/z 39.10 12.14%
5000
0"W'M'M"W'A'ﬁQ'w'”'w'“l'“'w'“ DRSS BEEY SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\VX091418\
Data File : VX004563.D

Aca On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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.

4.40 177.63 ug/l 2521700 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
4 Cvclopropane. propvl- 84 C6H12 002415-72-7 45
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43

Abundance Scan 532 (4.397 min): VX004563.D (-523) (-) m/z 56.10 100.00%
56
5000 41 69 /\/q\
all st | eves,| 7470 % 400 420 4.40 4.60 4.80
Orrrrrrrrraprrrrer e e m/z  69.10 49.91%

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
41
5000 69

400 420 4.40 4.60 4.80
28 84 m/z 41.10 47 .24%
s bogll sl el n°
Olrrrrrrreprrrrrreprrertrrrrrrrp e e e e
m/z--> 0O 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
27 IIIIIIIIIIIIIIIIIIIIIII
400 4.20 4.40 4.60 4.80
5000 m/z 55.10 28.56%
42
38 84
AR A kBt ) At ) LA nAad mAan RAas S AR MR ARSI kot ke i
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclobutane, ethyl- T T T
56 400 420 440 460 480

m/z 42.10 20.71%

41
5000
27
69
0 1 1\5 ! ‘ 37\ | 51\ 65 ‘ 84

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 400 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091418\
Data File : VX004563.D

Aca On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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, 2,3-dimethyl- Concentration Rank 3

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

5.73 99.51 ug/1 1412770 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 45
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 40
4 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 38
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 38

Abundance Scan 751 (5.732 min): VX004563.D (-744) (-) m/z 56.10 100.00%
a3 %P
5000 71
85 540 5.60 5.80 6.00
o..,....,....,....|il...,.-.|:,?ﬁ‘..!....,..'..,...1.(,’9...,....,....,....,...1.4,9.... m/z 43.10  79.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000
29 71 540 5.60 5.80 6.00
m/z 57.10 73 .88%
I 8 100
e R R A A R R AL RN R AR RSN LSS LA RARAS RARY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12720: Hexane, 2,2,4-trimethyl-
57
RN AR AR Y
540 5.60 5.80 6.00
5000 m/z 41.00 61.78%
41
29 71
o ﬂ “\ 49 |, | 83 95 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3974: Hexane, 3-methyl-
43 540 5.60 5.80 6.00
m/z 71.10 44 _65%
57 71
5000
29
ol 15 \‘ L LB 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091418\
Data File : VX004563.D

Aca On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 8

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

6.26 45.62 ug/1 714866 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 91
2 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 91
3 Undecane. 3-methvlene- 168 C12H24 071138-64-2 64
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 52
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 50

Abundance Scan 838 (6.263 min): VX004563.D (-822) (-) m/z 70.10 100.00%
70
56
5000 41
83
|| 98 6.00 6.20 6.40 6.60
ol eyl A m/z 56.05 67.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
7 6.00 6.20 6.40 6.60
83 m/z 55.10 56 .22%
98
15
0 S S B SN SN S
m/z--> 20 40 60 80 100 120 140 160
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70
41
6.00 6.20 6.40 6.60
5000 m/z 41.10 47.88%
27 83
T A
0 ‘ | ‘ Il ‘ mill ‘
LRI L S N S SRS UL SR UL
m/z--> 20 40 60 80 100 120 140 160
Abundance #36796: Undecane, 3-methylene-
70 6.00 6.20 6.40 6.60
m/z 43.05 26 .60%
55
5000
41
. Lol L 97 am 127139 16 168
m/z--> 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091418\
Data File : VX004563.D

Aca On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 1-Hexene, 4-methyl- Concentration Rank 6

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

6.35 77.10 ug/1 1208250 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 59
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 45
3 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 42
4 Acetamide. N-2-propenvl- 99 C5H9NO 000692-33-1 38
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38

Abundance Scan 852 (6.348 min): VX004563.D (-845) (-) m/z 57.10 100.00%
g7
5000
41
| 70 99 6.00 6.20 6.40 6.60
N P O A SN B oy = 1 R Y- -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3323: 1-Hexene, 4-methyl-
41 g7
29
5000

6.00 6.20 6.40 6.60
m/z 41.10 32.01%

70
oL 15 | Ll 51l es | 7783 98
L o e o o e o e RRREEEREEEE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57
6.00 6.20 6.40 6.60
5000 43 m/z 55.00 23.26%
29 69 83
0 18 M‘\ L 51‘ . 63 ||, 77 ‘\ gu8 1:!'2
LA R o o o o e o e R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57 6.00 6.20 6.40 6.60
m/z 70.10 16.72%
5000 41
29 71
ol 15 1l \w‘ 51, 65, 77 83 99 113
LI o e o o e o e RREE RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091418\
Data File : VX004563.D

Aca On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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, 1,2-dimethyl-__._. Concentration Rank 9

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

6.45 42 .07 ug/1 659288 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 91
2 Cvclopentane. 1.2-dimethvl- 98 C7H14 002452-99-5 91
3 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 90
4 1-Heptene 98 C7H14 000592-76-7 90
5 2-Heptene 98 C7H14 000592-77-8 49

Abundance Scan 869 (6.452 min): VX004563.D (-861) (-) m/z 56.10 100.00%
56
41
5000
83 98
620 6.40 6.60 6.80
0 ...,....,....,....,....|;I'...5f-’.'! '.,‘?3..-:,'..73-,'.|...??..I,.... m/z 70.10 75.17%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3418: Cyclopentane, 1,2-dimethyl-, trans-
56
70
41
5000
6.20 6.40 6.60 6.80
27 83 98 m/z 55.05 70.26%
O ..,....,...“h:??:hlﬂ .??H!|.,§?.:p..??,.h.??...l,....
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3391: Cyclopentane, 1,2-dimethyl-
56
a 70 ' 620 6.40 6.60 6.80
5000 m/z 41.10 54 _.26%
27 ‘ 83 98
o [ 3a [[Il 50,0l e3 |, 77 | &
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis- .... RN SR maE E T
56 70 6.20 6.40 6.60 6.80
a1 m/z 69.05 40.00%
5000
27
98
83
L1 ‘\‘34“\ 50“\63”“77\ mﬁﬁ
m/z--> O 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\VX091418\
Data File : VX004563.D

Aca On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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, 2-ethenyl-1,3-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.76 39.55 ug/1 796255 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 70
2 Indan. 1-methvl- 132 C10H12 000767-58-8 70
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 70
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 68
Abundance Scan 1904 (12.761 min): VX004563.D (-1899) (-) m/z 117.10 100.00%
117
5000
o1 132
39 51 65 77 105 148 12.40 12.60 12.80 13.00
Obrerrrrprre e e e e el e m/z 119.05 55.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl-
117 132
5000
12.40 12.60 12.80 13.00
s 51 66 a m/z 115.00 33.68%
77 105
o.wfﬁpfan.h””#”nJw,nhpnq:”wﬂnpwh”nq””“”w””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14031: Indan, 1-methyl-
117
12.40 12.60 12.80 13.00
5000 m/z 132.10 27 .88%
132
91
o 2 % 81 & 7 | a3 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 12.40 12.60 12.80 13.00
m/z 90.95 20.83%
5000 132
91
15 27 39 % & 7| 108 ) )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091418\
Data File : VX004563.D

Aca On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 Benzene, 2-butenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.35 86.20 ug/1 1735690 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-butenvl- 132 C10H12 001560-06-1 81
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 80
3 o-Cvmene 134 C10H14 000527-84-4 60
4 Benzene. 1l-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 60
5 p-Cymene 134 C10H14 000099-87-6 60

Abundance Scan 2001 (13.353 min): VX004563.D (-1995) (-) m/z 117.05 100.00%

117
5000

91
13.00 13.20 13.40 13.60

39 51 65 77
147 162 207 m/z 119.10 54.94%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14042: Benzene, 2-butenyl-
117
132
5000 91

13.00 13.20 13.40 13.60
m/z 132.10 36.80%

,7 39 51 65 77

oL P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
13.00 13.20 13.40 13.60
5000 132 m/z 115.05 30.04%
91
27 39 51 65 77 ‘ 105 ‘
0 ...,.‘...‘,..“a”.,‘:‘...“,..‘a.,“l“..“,.:“.‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119 13.00 13.20 13.40 13.60
m/z 134.10 28.99%
5000
134
91
7 fs BT
Ot e e e e e e e e e e e e R R
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\VX091418\
Data File : VX004563.D

Acq On : 15 Sep 2018 04:56

Operator : JC/MD

Sample : J4925-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 67.8 ug/l 963125 1 5.67 709837 50.0
Butane, 2,3-dimet... 2.84 93.4 ug/1 1326420 1 5.67 709837 50.0
Pentane, 3-methyl- 3.17 221.1 ug/1 3138490 1 5.67 709837 50.0
Cyclopentane, met... 4.40 177.6 ug/l 2521700 1 5.67 709837 50.0
Pentane, 2,3-dime... 5.73 99.5 ug/1 1412770 1 5.67 709837 50.0
Cyclopentane, 1,3... 6.26 45.6 ug/1 714866 2 6.86 783523 50.0
1-Hexene, 4-methyl- 6.35 77.1 ug/1 1208250 2 6.86 783523 50.0
Cyclopentane, 1,2... 6.45 42.1 ug/1 659288 2 6.86 783523 50.0
Benzene, 2-etheny... 12.76 39.5 ug/I1 796255 4 12.08 1006770 50.0

4

Benzene, 2-butenyl- 13.35 86.2 ug/l 1735690 12.08 1006770 50.0
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