LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010845.D

Aca On 12 Jul 2019 18:46

Operator : JC/SP

Sample - K3786-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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\82X061919W.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 1.276 16 20 31 rBv 45038 63912 6.10% 0.573%
2 1.794 98 105 111 rBV 27608 42602 4_.07% 0.382%
3 2.001 134 139 147 rVB 19573 28940 2.76% 0.260%
4 2.398 195 204 209 rBv 15782 33852 3.23% 0.304%
5 2.605 229 238 245 rBV 9370 19040 1.82% 0.171%
6 2.843 269 277 280 rBV 24511 49007 4.68% 0.440%
7 2.891 280 285 298 rvv2 71354 153729 14.68% 1.379%
8 3.019 300 306 313 rVB 6330 13646 1.30% 0.122%
9 3.172 323 331 344 rVB 73164 169769 16.21% 1.523%
10 3.525 378 389 397 rBV 33417 77809 7.43% 0.698%
11 4.306 509 517 523 rBV7Y 3985 12622 1.21% 0.113%
12 4.403 523 533 546 rVB 88391 263660 25.17% 2.365%
13 5.245 660 671 682 rBv4 5524 20928 2.00% 0.188%

14 5.501 700 713 720 rBV 122789 351136 33.53% 3.149%
15 5.586 720 727 732 rVV3 64263 208605 19.92% 1.871%

16 5.659 732 739 759 rvVB 204826 638932 61.00% 5.731%

17 5.927 773 783 796 rBv4 29117 97967 9.35% 0.879%
18 6.062 796 805 818 rVB 118851 312417 29.83% 2.802%
19 6.263 823 838 848 rvv4 16015 57995 5.54% 0.520%
20 6.360 848 854 861 rvv3 15414 42213 4._.03% 0.379%
21 6.458 861 870 880 rvB2 23279 67084 6.41% 0.602%

22 6.860 924 936 954 rBV 309934 742053 70.85% 6.656%
23 7.464 1024 1035 1044 rBvV 155350 358722 34.25% 3.218%

24 7.732 1072 1079 1089 rvVB2 15190 31390 3.00% 0.282%
25 7.848 1089 1098 1106 rVB5 6121 15227 1.45% 0.137%
26 8.025 1122 1127 1139 rVB7 5791 15156 1.45% 0.136%
27 8.378 1182 1185 1192 rVB7 5613 11665 1.11% 0.105%
28 8.665 1226 1232 1234 rBV2 18444 29787 2.84% 0.267%
29 8.714 1234 1240 1252 rVV 679298 1047359 100.00% 9.394%
30 8.835 1254 1260 1265 rvv2 10815 21639 2.07% 0.194%
31 9.037 1288 1293 1300 rVB3 19350 33794 3.23% 0.303%
32 9.165 1309 1314 1319 rVB 9501 15122 1.44% 0.136%
33 9.573 1374 1381 1385 rBV6 7713 14081 1.34% 0.126%
34 9.622 1385 1389 1394 rVV 18574 24521 2.34% 0.220%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010845.D

Aca On 12 Jul 2019 18:46

Operator : JC/SP

Sample - K3786-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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\82X061919W._M
Title : SW846 8260
35 9.677 1394 1398 1401 rvv2 9226 11854 1.13% 0.106%
36 10.110 1464 1469 1476 rBV 650104 879491 83.97% 7.888%
37 10.183 1478 1481 1486 rVV3 10460 14926 1.43% 0.134%
38 10.250 1488 1492 1498 rVB 18975 27375 2.61% 0.246%
39 10.360 1498 1510 1515 rBV 29387 50054 4.78% 0.449%
40 10.835 1576 1588 1593 rVB7 5229 11644 1.11% 0.104%

41 11.018 1613 1618 1624 rBVY 83154 109752 10.48% 0.984%
42 11.134 1631 1637 1644 rBVY 568109 713914 68.16% 6.403%
43 11.359 1669 1674 1682 rBVY 122492 150898 14.41% 1.353%
44 11.451 1682 1689 1694 rVV 163505 205097 19.58% 1.840%
45 11.506 1694 1698 1708 rVB 162009 197423 18.85% 1.771%

46 11.664 1718 1724 1731 rBV 237850 294242 28.09% 2.639%
47 11.804 1742 1747 1758 rVB 693702 785746 75.02% 7.048%
48 11.920 1761 1766 1767 rBV2 9589 13612 1.30% 0.122%
49 11.945 1767 1770 1775 rVB 20538 26428 2.52% 0.237%
50 12.079 1785 1792 1797 rVV 666963 893814 85.34% 8.017%

51 12.140 1797 1802 1811 rVB 204233 244950 23.39% 2.197%

52 12.231 1813 1817 1821 rBV 9661 11228 1.07% 0.101%
53 12.298 1821 1828 1834 rBV 63707 81918 7.82% 0.735%
54 12.371 1834 1840 1847 rVB3 54030 89284 8.52% 0.801%
55 12.457 1849 1854 1859 rBV 14821 19638 1.88% 0.176%
56 12.518 1859 1864 1869 rBV 36464 45975 4_.39% 0.412%
57 12.585 1869 1875 1877 rBV 47376 63304 6.04% 0.568%
58 12.609 1877 1879 1883 rVB 50457 51287 4_.90% 0.460%
59 12.664 1883 1888 1892 rBV 63089 81104 7.74% 0.727%
60 12.701 1892 1894 1898 rVB 21494 21778 2.08% 0.195%
61 12.756 1898 1903 1910 rBV3 54752 94047 8.98% 0.844%
62 12.902 1921 1927 1932 rVB2 41824 58138 5.55% 0.521%
63 12.975 1932 1939 1942 rBV 56864 70530 6.73% 0.633%
64 13.018 1942 1946 1952 rVB 82835 100957 9.64% 0.906%
65 13.085 1952 1957 1962 rBV5 8422 14248 1.36% 0.128%
66 13.225 1976 1980 1984 rVB 24926 29194 2.79% 0.262%
67 13.341 1995 1999 2007 rVB2 136737 195598 18.68% 1.754%
68 13.475 2016 2021 2029 rVB 56177 75991 7.26% 0.682%
69 13.639 2044 2048 2053 rBv4 13050 23543 2.25% 0.211%
70 13.719 2059 2061 2067 rVB2 12237 18199 1.74% 0.163%
71 13.835 2076 2080 2087 rVB2 21035 35851 3.42% 0.322%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010845.D

Aca On 12 Jul 2019 18:46

Operator : JC/SP

Sample : K3786-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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 = Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._M

Title : SW846 8260

72 13.987 2097 2105 2108 rBv4 11149 18643 1.78% 0.167%
73 14.286 2145 2154 2160 rVB4 14525 29752 2.84% 0.267%
74 14.536 2188 2195 2201 rBV2 12859 18021 1.72% 0.162%
75 14.694 2215 2221 2225 rBV 72904 91778 8.76% 0.823%
76 14.834 2240 2244 2252 rBV 58357 79539 7.59% 0.713%
77 15.682 2378 2383 2387 rBV5 7173 11919 1.14% 0.107%

Sum of corrected areas: 11149065
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010845.D

Aca On 12 Jul 2019 18:46

Operator : JC/SP

Sample : K3786-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._M
Quant Title : SW846 8260

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

Abundance TIC: VX010845.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010845.D

Aca On 12 Jul 2019 18:46

Operator : JC/SP

Sample : K3786-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._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 1 Pentane, 2-methyl- Concentration Rank 5

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

2.89 12.03 ug/Il 153729 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 64
2 Pentane 72 C5H12 000109-66-0 46
3 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 45
4 Octane. 3-ethvl- 142 C10H22 005881-17-4 38
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38

Abundance Scan 285 (2.891 min): VX010845.D (-280) (-) m/z 43.00 100.00%
43.0

%

71.1
5000
2.60 2.80 3.00 3.20
0.,....,....| ..'!L....,.??.ﬁ‘....,.... ey || M7z 71.10 52.34%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1823: Pentane, 2-methyl-
43.0
5000
71.0 2.60 2.80 3.00 3.20
: m/z 42.00 48 .34%
15.0| |
(O N N S B o o L e R RA R R m s s s o S ]
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #706: Pentane
43.0
2.60 2.80 3.00 3.20
5000 m/z 41.00 39.61%
72.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 \
Abundance #4476: 1-Butanol, 2,3-dimethyl- R R RE R
43.0 2.60 2.80 3.00 3.20
m/z 39.00 20.72%
5000 710
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010845.D

Aca On 12 Jul 2019 18:46

Operator : JC/SP

Sample : K3786-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._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 2 Pentane, 3-methyl- Concentration Rank 4

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

3.17 13.29 ug/Il 169769 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 59

Abundance Scan 331 (3.172 min): VX010845.D (-323) (-) 57.00 100.00%
57.0
41.0
5000
71.1 g0 2.80 3.00 3.20 3.40 3.60
0 ...,....,....,....,....|i!...,.-.'.:,....i'....,..:.,..??-,5?...,....1,2]:?-.4.,. m/z 56.00 79.01%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1824: Pentane, 3-methyl-
57.0
41.0

2.80 3.00 3.20 3.40 3.60
m/z 40.95 56.94%

150 | | . 710 860
Ot e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57.0
2.80 3.00 3.20 3.40 3.60
5000 410 m/z 43.10 23.13%
290 71.0
o 15.0 l ‘ Il], J 830 99.0 113.0
.H,H.W.H.P.H,H.W.H.P.”,”.WH.W.H.P.”,”.W.”.P.“,
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3998: Butane, 2,2,3-trimethyl-
57.0 2.80 3.00 3.20 3.40 3.60
43.0 m/z 39.00 17 .25%
5000
29.0 85.0
150
oL 10 “ Jl, 69.0 100.0
.H,H.W.H.P.H,H.W.H.P.”,”.WH.W.H.P.”,”.W.”.P.“,
m/z--> 0O 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\VX071219\
Data File : VX010845.D

Aca On 12 Jul 2019 18:46

Operator : JC/SP

Sample : K3786-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._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 3 n-Hexane Concentration Rank 9

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

3.53 6.09 ug/Il 77809 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 90
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 50
3 Morpholine 87 C4H9NO 000110-91-8 39
4 Furan, tetrahvdro-3-methvl- 86 C5H100 013423-15-9 38
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38

Abundance Scan 390 (3.532 min): VX010845.D (-378) (-) m/z 57.10 100.00%
57.1
43.0
5000
1 l‘ mo P s 350 30 360 380
O o et L e o S m/z 43.00 63.36%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1821: n-Hexane
57.0
41.0
5000
3.20 3.40 3.60 3.80
29.0 86.0 m/z 41.00 61.74%
15.0 |.| |.‘ i 1.0
e N RS AN RS RN RARES RARRS RRARA ALY RARRS RAR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1826: Pentane, 3-methyl-
57.0
200 410 320 340 3.60 380
5000 m/z 56.10 48 _47%
1o 180 RA G
e A RS AN AR RN RARES RARRA RRARA RARES RARRS RAR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1863: Morpholine
29.0 57.0 3.20 3.40 3.60 3.80
m/z 42.00 31.39%
5000 87.0
‘ 42.0
73.0
0"w'“'w'”l“'w““'ﬁ”“l”“h'“'w'“l“'ﬁ'“'w'“l“'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010845.D

Aca On 12 Jul 2019 18:46

Operator : JC/SP

Sample : K3786-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._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 4 Cyclopentane, methyl- Concentration Rank 1

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

4.40 20.63 ug/1 263660 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 Cvclobutanecarbonitrile. 3.3-dim... 109 C7H11N 053783-86-1 53
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 46

Abundance Scan 532 (4.397 min): VX010845.D (-523) (-) m/z 56.05 100.00%
56.0
5000 410 69.0 ?5
|| | 84.1 1160 4.00 420 4.40 4.60 4.80
o o 1 NSO | RN NN E— 0 m/z 41.00 46.62%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.00 4.20 4.40 4.60 4.80
28.0 84.0 m/z 69.05 42 .60%
0"W'”W}%QP'M“”'LL”'ﬁJ“I””H'”'P;“I”'W'“'P'”I”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1471: Cyclobutane, ethyl-
56.0
41.0 4.00 420 4.40 4.60 4.80
5000 m/z 54.95 23.78%
27.0
69.0
10 150 ‘ il 84.0
Ot e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1329: 1H-Tetrazole, 5-methyl-
56.0 4.00 4.20 4.40 4.60 4.80
21.0 m/z 42.05 20.53%
5000
42.0
84.0
0 ”'P'”I“'W'”'P'me"”'“P'”I”'W'L'P'“I“'W'”'P' NSRBI SARSEARANE SRARE L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 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\VX071219\
Data File : VX010845.D

Aca On 12 Jul 2019 18:46

Operator : JC/SP

Sample : K3786-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._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 5 Hexane, 3-methyl- Concentration Rank 8

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

5.93 7.67 ug/l 97967 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 87
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 53
3 Heptane 100 C7H16 000142-82-5 49
4 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 47
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 47

Abundance Scan 783 (5.927 min): VX010845.D (-773) (-) m/z 43.10 100.00%
431
"
5000
| ‘ | 83|'1 100.1 560 580 6.00 6.20
NS | SORSPRE | P S Y m/z 71.05 67.66%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3980: Hexane, 3-methyl-
43.0
5000 57.0 71.0
290 5.60 5.80 6.00 6.20
m/z 41.00 63.91%
1.0 15.0 | 85.0 100.0
L B R R RS AR RS AN LN ARASN SARAS RSN LARAS AL
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12714: Hexane, 2,3,4-trimethyl-
43.0
5.60 5.80 6.00 6.20
5000 57.0 7.0 850 m/z 70.00 61.33%
29.0
. o I Ul gl e 1280
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3972: Heptane
43.0 5.60 5.80 6.00 6.20
m/z 56.95 60.02%
5000 57.0 710
29.0
100.0
o 15.0 \“ LIl \‘ | 850
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010845.D

Aca On 12 Jul 2019 18:46

Operator : JC/SP

Sample : K3786-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._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 6 Benzene, l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.45 11.47 ug/Il 205097 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1689 (11.451 min): VX010845.D (-1682) (-) m/z 105.00 100.00%
1056.0
5000
120.1
77.0 91.0 11.20 11.40 11.60 11.80
39.0 63.0
bbbl 1TAL D Ta777120.10 0 29.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9422: Benzene, 1-ethyl-2-methyl-
106.0
5000
120.0 11.20 11.40 11.60 11.80
m/z 77.00 11.18%
0 15.0 39I0 L 63.'|0 77'..|0 9]|'0 1l Ll
miz--> 20 40 60 80 100 120 140 160 180
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0
11.20 11.40 11.60 11.80
5000 m/z 91.05 10.41%
120.0
77.0 91.0
o180 ,%9g9 PR S ! [ A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0 11.20 11.40 11.60 11.80
m/z 106.00 8.84%
120.0
5000
39.0 77.0 91.0
0 .1.5.'0| - "|" .‘.‘.6|3‘..‘0. ; 'ml ; .‘. ; IH" .‘.‘l‘. e
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010845.D

Aca On 12 Jul 2019 18:46

Operator : JC/SP

Sample : K3786-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._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 8 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.14 13.70 ug/Il 244950 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 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1802 (12.140 min): VX010845.D (-1797) (-) m/z 105.00 100.00%
10%.0
5000 120.1 A
39.0 51.0 g30 0 910 150.2 1180 1200 12,20 12.40
0"I""I""I""II""'il""'I"""I"'llll""Il""l'l"l'l"l"ll""I""I""I""I m/z 120.10 44.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000 A'I""I""I""I""I

11.80 12.00 12.20 12.40
m/z 77.00 11.71%

39.0 77.0 91.0
|150|27(|)I|5|10|65'0||||'||'||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9401: Mesitylene
105.0
120.0 11.80 12.00 12.20 12.40
5000 m/z 119.10 10.92%

39.0 510 77.0 910
15.0 270 650 [ ‘ | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9420: Benzene, 1,2,4-trimethyl-

105.0 11.80 12.00 12.20 12.40
m/z 91.00 10.18%

120.0
5000

77.0
27.0 51.0 91.0
390 ‘Gﬁo L L Ll ‘\

G K

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\VX071219\
Data File : VX010845.D

Aca On 12 Jul 2019 18:46

Operator : JC/SP

Sample : K3786-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.02 5.65 ug/Il 100957 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 1946 (13.018 min): VX010845.D (-1942) (-) m/z 119.05 100.00%
119.1
5000
91.0 12.80 13.00 13.20 13.40
39.0 65.0 135.1 . . . )
Ob oo W P 2010 134 10 46.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
12.80 13.00 13.20 13.40
910 m/z 91.05 16.89%
15.0 390 Ly 630 m m I.|| L I.O
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
12.80 13.00 13.20 13.40
5000 m/z 133.05 10.53%
91.0
0 .1F%? '“'3?1? T ??l?"hl""' e }".?" U SR UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0 12.80 13.00 13.20 13.40
m/z 120.10 10.46%
5000
39.0 e, 910 136.0
0 ...|.‘...‘l‘..“ﬁ‘.|‘k‘...“‘|..‘..|‘.‘..‘.‘l....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010845.D

Aca On 12 Jul 2019 18:46

Operator : JC/SP

Sample : K3786-10

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._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 10 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.34 10.94 ug/Il 195598 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 70
2 Benzene., 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 70
3 o-Cvmene 134 C10H14 000527-84-4 70
4 p-Cvmene 134 C10H14 000099-87-6 62
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 62

Abundance Scan 1999 (13.341 min): VX010845.D (-1995) (-) m/z 119.10 100.00%

119.1
5000 134.1 A

91.1 LI L e
39.0 51.0 650 770 103.0 |I 13100 13.20 13.40 13.60

0..,....,....,....',....,'....,.':'..,...'.,....,....,.-'.-..,...!,'...:-,'!'.-..,....,.. m/z 117.05  42.27%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119.0
5000 134.0

13.00 13.20 13.40 13.60

0 91.0 m/z 134.05 41.49%
27.0 410 539 g50 77.0 105.0
) S S S St S P NS | NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
34.0 13.00 13.20 13.40 13.60
5000 134. m/z 91.10 18.62%

91.0
41.0 77.0
150 27.0 53.0 650 77.0 "7 1050 |

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

Abundance #14812: o-Cymene

119.0 13.00 13.20 13.40 13.60
m/z 115.10 18.35%
5000
134.0
91.0
15.0 27.0 410 53.0 650 770 103.0 n
e e e e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.00 13.20 13.40 13.60

82X061919W.M Mon Jul 15 14:23:07 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX071219\
Data File : VX010845.D

Acq On 12 Jul 2019 18:46

Operator : JC/SP

Sample - K3786-10

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._M
Quant Title : SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Pentane, 2-methyl- 2.89 12.0 ug/I1 153729 1 5.67 638932 50.0
Pentane, 3-methyl- 3.17 13.3 ug/I1 169769 1 5.67 638932 50.0
n-Hexane 3.53 6.1 ug/Il 77809 1 5.67 638932 50.0
Cyclopentane, met... 4.40 20.6 ug/l 263660 1 5.67 638932 50.0
Hexane, 3-methyl- 5.93 7.7 ug/l 97967 1 5.67 638932 50.0
Benzene, l-ethyl-_.. 11.45 11.5 ug/I1 205097 4 12.08 893814 50.0
Benzene, 1,2,3-tr... 12.14 13.7 ug/I1 244950 4 12.08 893814 50.0
Benzene, 1,2,3,4-_... 13.02 5.7 ug/Il 100957 4 12.08 893814 50.0
1,3-Cyclopentadie... 13.34 10.9 ug/I1 195598 4 12.08 893814 50.0
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