LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013408.D

Aca On : 29 Oct 2019 21:05

Operator : SY/MD

Sample : K5597-06

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 V\METHOD\SOMVTR102919WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.116 3 8 25 rvB2 180050 189884 7 .00% 0.773%
2 1.206 29 36 49 rBV 752399 1043045 38.45% 4.245%
3 1.319 63 71 81 rvB2 333269 363806 13.41% 1.481%
4 1.582 147 153 166 rVvVv 201144 237085 8.74% 0.965%
5 1.650 168 174 182 rVB2 89517 107676 3.97% 0.438%
6 2.132 315 324 335 rVB 384440 549351 20.25% 2.236%
7 2.560 451 457 463 rvv2 21541 28119 1.04% 0.114%
8 2.605 463 471 481 rvVvB2 44408 77395 2.85% 0.315%
9 2.791 517 529 542 rBV3 34108 70447 2.60% 0.287%
10 3.810 830 846 863 rBv4 87803 228220 8.41% 0.929%

11 3.926 871 882 910 rBV 239537 685866 25.28% 2.791%
12 4.126 934 944 945 rBV7 32661 33771 1.24% 0.137%
13 4.399 1012 1029 1050 rBV2 303819 741228 27.33% 3.017%
14 4.724 1114 1130 1147 rBV3 85045 207762 7.66% 0.846%
15 4.958 1188 1203 1207 rBV10 15161 32441 1.20% 0.132%

16 5.093 1226 1245 1255 rBV2 722306 1778463 65.56% 7.238%
17 5.145 1256 1261 1276 rVB 387884 741559 27 .34% 3.018%

18 5.222 1281 1285 1293 rVB5 18962 29483 1.09% 0.120%
19 5.296 1302 1308 1317 rVBS8 22176 42846 1.58% 0.174%
20 5.367 1319 1330 1344 rVB3 37200 79352 2.93% 0.323%

21 5.662 1409 1422 1441 rBV 433874 869249 32.04% 3.538%
22 5.958 1497 1514 1529 rBv4 93964 204622 7.54% 0.833%
23 6.116 1547 1563 1574 rBV 418800 871018 32.11% 3.545%
24 6.174 1576 1581 1595 rVB4 125744 227052 8.37% 0.924%

25 6.412 1644 1655 1666 rBV6 18392 35245 1.30% 0.143%
26 6.505 1671 1684 1697 rVB5 15105 31814 1.17% 0.129%
27 6.675 1728 1737 1747 rVB10 20455 37984 1.40% 0.155%
28 7.029 1834 1847 1867 rVB 198857 363312 13.39% 1.479%
29 7.305 1923 1933 1938 rBV6 42759 76161 2.81% 0.310%
30 7.357 1938 1949 1964 rVvVv 877694 1504942 55.48% 6.125%
31 7.431 1964 1972 1983 rVV 45350 81848 3.02% 0.333%
32 7.662 2035 2044 2051 rBV 109740 183861 6.78% 0.748%
33 7.830 2086 2096 2107 rVB5 16918 29026 1.07% 0.118%

34 8.016 2138 2154 2171 rBV 1639861 2712605 100.00% 11.040%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013408.D

Aca On : 29 Oct 2019 21:05

Operator : SY/MD

Sample : K5597-06

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOMO1.0

35 8.129 2178 2189 2221 rBV2 823543 1627821 60.01% 6.625%

36 8.280 2227 2236 2243 rVB9 19104 35097 1.29% 0.143%
37 8.328 2243 2251 2261 rVB 47177 80253 2.96% 0.327%
38 8.395 2262 2272 2282 rBV 40626 69495 2.56% 0.283%
39 8.630 2331 2345 2359 rBV9 14236 38094 1.40% 0.155%
40 8.894 2414 2427 2442 rBV 711861 1150962 42.43% 4.684%
41 9.055 2464 2477 2487 rBV 42084 75425 2.78% 0.307%
42 9.180 2508 2516 2527 rVB2 74922 138287 5.10% 0.563%
43 9.238 2529 2534 2548 rVB2 16796 30902 1.14% 0.126%
44 9.514 2605 2620 2628 rBV7 21188 47044 1.73% 0.191%
45 9.749 2686 2693 2702 rVB6 31551 47346 1.75% 0.193%
46 9.842 2711 2722 2730 rBV8 28334 56299 2.08% 0.229%
47 9.971 2752 2762 2772 rBV 46280 76416 2.82% 0.311%

48 10.257 2838 2851 2866 rBVY 289846 490096 18.07% 1.995%
49 10.392 2884 2893 2909 rBV2 83685 150081 5.53% 0.611%

50 10.511 2915 2930 2938 rBV 37011 81559 3.01% 0.332%
51 10.778 3004 3013 3025 rBV2 29897 58133 2.14% 0.237%
52 10.955 3057 3068 3077 rBV2 31133 51515 1.90% 0.210%
53 11.289 3162 3172 3191 rBV 834896 1296853 47.81% 5.278%
54 11.376 3193 3199 3210 rVB 26991 40316 1.49% 0.164%

55 11.572 3248 3260 3271 rBV 246486 434086 16.00% 1.767%

56 11.665 3279 3289 3312 rVB 884073 1436915 52.97% 5.848%
57 11.862 3344 3350 3364 rVB2 19924 33304 1.23% 0.136%
58 12.058 3399 3411 3417 rBV 81443 127989 4.72% 0.521%
59 12.157 3432 3442 3454 rBV 114375 204695 7.55% 0.833%

60 12.456 3527 3535 3544 rVB 59154 88533 3.26% 0.360%
61 12.511 3545 3552 3562 rVB2 20456 35358 1.30% 0.144%
62 12.591 3569 3577 3585 rBV2 26709 42458 1.57% 0.173%

63 12.768 3625 3632 3640 rVB2 76106 101111 3.73% 0.412%
64 12.926 3661 3681 3693 rBV3 206249 371577 13.70% 1.512%

65 13.045 3711 3718 3724 rBV 20306 28847 1.06% 0.117%
66 13.090 3724 3732 3744 rVV5 44835 77363 2.85% 0.315%
67 13.212 3761 3770 3775 rBv4 24727 38274 1.41% 0.156%
68 13.260 3777 3785 3792 rVB2 36288 53396 1.97% 0.217%
69 13.312 3792 3801 3809 rBv4 68529 108766 4.01% 0.443%
70 13.411 3827 3832 3839 rVB 27888 34645 1.28% 0.141%

71 13.546 3858 3874 3884 rBV 251741 402554 14.84% 1.638%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013408.D

Aca On : 29 Oct 2019 21:05

Operator : SY/MD

Sample : K5597-06

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_V\METHOD\SOMVTR102919WMA .M
Title - TRACE VOA SOMO1.0

72 13.665 3902 3911 3924 rVB2 35842 68888 2.54% 0.280%
73 13.752 3931 3938 3948 rBV10 22957 45996 1.70% 0.187%
74 13.955 3991 4001 4014 rBV3 30087 57705 2.13% 0.235%
75 14.141 4047 4059 4071 rBV6 35419 86462 3.19% 0.352%
76 14.337 4115 4120 4133 rVBS8 24685 46629 1.72% 0.190%
77 14.479 4155 4164 4172 rBV9 18744 37368 1.38% 0.152%

78 14.678 4214 4226 4236 rBV 105335 180472 6.65% 0.734%
79 14.861 4274 4283 4297 rBV 103439 175182 6.46% 0.713%

80 15.717 4538 4549 4558 rBV4 30078 53367 1.97% 0.217%
81 15.858 4586 4593 4599 rBV2 40401 60308 2.22% 0.245%
Sum of corrected areas: 24570780
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Vv013408.D

29 Oct 2019 21:05

SY/MD

K5597-06

25_0ML/MSVOA V/WATER

22 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV013408.D
1500000
1000000
1.21
5.09
500000 1.32 2.13 5.66 6.12
17
5.96
22560 2.79 6.4150
O e e g el e e
Time--> 1.50 2.00 2.50 3.00 3.50 6.00 6.50
Abundance TIC: VV013408.D
8/02
1500000
1000000
7.36 8.13 1129 1167
500000
7.03
90848, o951 9.7s9.97 ||1%3851 1078095 12.0
04
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV013408.D
1500000
1000000
500000
12.93 13.55
14.684.86
R e e e e e e e e ———
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013408.D

Aca On : 29 Oct 2019 21:05

Operator : SY/MD

Sample : K5597-06

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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 (DEL) Alkane: Cyclicl.12 Concentration Rank 7

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

1.12 1.09 ug/L 189884 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Furan. 2.5-dihvdro- 70 C4H60 001708-29-8 83
3 Pvrimidin-4(3H)-one. 3-amino-2.6... 139 C6HIN30 093098-74-9 78
4 Aluminum. tripropvl- 156 C9H21Al 000102-67-0 74
5 3-Butenoic acid 86 C4H602 000625-38-7 74

Abundance Scan 9 (1.119 min): VV013408.D (-3) (-) m/z 41.05 100.00%

5000

1.20 1.30 1.40 1.50
m/z 39.00 81.33%

60 79 192207

105 122

155

0!
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #57: Propene
5000
1.20 1.30 1.40 1.50
m/z 42.05 61.26%
2
1
0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
39
70 1.20 1.30 1.40 1.50
5000 m/z 43.10 30.24%
15
0 55
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17739: Pyrimidin-4(3H)-one, 3-amino-2,6-dimethy!-
9 9 1.20 1.30 1.40 1.50
124139 m/z 40.00 24 .33%
5000 57
82
o R e I EEREEEEE S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013408.D

Aca On : 29 Oct 2019 21:05

Operator : SY/MD

Sample : K5597-06

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Sulfur dioxide Concentration Rank 1

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

1.21 6.00 ug/L 1043050 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 37 (1.209 min): VV013408.D (-29) (-) m/z 63.95 100.00%
64
5000 48 J\
1,20 1.30 1.40 1.50 1.60 |
o/ SR PR RN : S 7 A - 7 S —— S - m/z 48.00 48.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #357: Sulfur dioxide
64
5000 48 AR AR AR AN AR IR
1.20 1.30 1.40 1.50 1.60
m/z 66.00 4 .63%
16 32
e N A I L S BN S SRR RS SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
64
AR AR IUNUAR AN AR IR
1.20 1.30 1.40 1.50 1.60
5000 48 m/z 50.00 2.48%
17
o 32 76 96
m/z--> 25 45 65 85 160 150 150 160 180 260 250
Abundance #37600: L-Alanine, 3-sulfo-
64 1.20 1.30 1.40 1.50 1.60
m/z 65.00 0.89%
5000 48
28
16
Ol b bt 95 106118130 143 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013408.D

Aca On : 29 Oct 2019 21:05

Operator : SY/MD

Sample : K5597-06

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 11

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

1.65 0.62 ug/L 107676 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 90
4 Pentane 72 C5H12 000109-66-0 45
5 3-Buten-1-ol 72 C4H80 000627-27-0 43

Abundance Scan 174 (1.650 min): VV013408.D (-168) (-) m/z 43.10 100.00%
43
5000
2 1.40 1.60 1.80 2.00
0 87 107 129 154 185 208 236252 285 m/z 41.05 90.56%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #714: Butane, 2-methyl-
43
5000
140 1.60 1.80 2.00
2 m/z 42.10 82.71%
12
-ttt e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
140 1.60 1.80 2.00
5000 27 m/z 57.05 72 .85%
oL 72
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #712: Butane, 2-methyl-
3 140 1.60 1.80 2.00
m/z 39.00 24 _70%
5000 21
o2 72
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 140 160 180 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013408.D

Aca On : 29 Oct 2019 21:05

Operator : SY/MD

Sample : K5597-06

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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 (DEL) Alkane: Cyclic3.81 Concentration Rank 6

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

3.81 1.31 ug/L 228220 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 74
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59

Abundance Scan 846 (3.810 min): VV013408.D (-830) (-) m/z 56.10 100.00%

5000

o

84
103120 152 181 207 237253 296 3.4D_3.60_3.80 400 4.20

o m/z 41.05 52.63%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1494: Cyclopentane, methyl-
56
41
5000
3.40 3.60 3.80 4.00 4.20
m/z 69.05 44 _38%
84
0 2
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
41 3.40 3.60 3.80 4.00 4.20
5000 m/z 39.05 26.57%
84
15
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1491: Cyclopentane, methyl-
56 3.40 3.60 3.80 4.00 4.20
m/z 55.00 23.83%
5000 4l
84
O.P.”E?ﬂknunnp.upuw”..””.”..”wuup.upuw”.wnnp
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013408.D

Aca On : 29 Oct 2019 21:05

Operator : SY/MD

Sample : K5597-06

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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, propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.39 0.58 ug/L 150081 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 81
2 Benzene. proovl- 120 C9H12 000103-65-1 76
3 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 64
4 Benzene. propvl- 120 C9H12 000103-65-1 64
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
Abundance Scan 2892 (10.389 min): VV013408.D (-2884) (-) m/z 91.00 100.00%
o
5000
o 120
39 105 10.00 10.20 10.40 10.60 10.80
Obrrr ettt b o0, 8L 213 244 281 m/z 120.05 21.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
<l
5000
10.00 10.20 10.40 10.60 10.80
65 120 m/z 64.95 10.54%
15 39 105
0"'I""I""II""] t II'I'"IIIII N R S S S DA B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
10.00 10.20 10.40 10.60 10.80
5000 m/z 92.00 9.50%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98185: Phenethylamine, N-benzyl-p-chloro-
il 10.00 10.20 10.40 10.60 10.80
m/z 78.05 6.15%
120
5000
o741 8 || 139 164
m/z--> 20 40 60 80 100 120 140 1é0 180 200 220 240 260 280 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013408.D

Aca On : 29 Oct 2019 21:05

Operator : SY/MD

Sample : K5597-06

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.57 1.67 ug/L 434086 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 93
3 7-Methvlenecvcloocta-1.3.5-triene 118 C9H10 002570-13-0 68
4 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 64
5 3-Bromo-1-phenyl-1-propene 196 C9H9Br 004392-24-9 64

Abundance Scan 3259 (11.569 min): VV013408.D (-3248) (-) m/z 117.05 100.00%

5000

11.20 11.40 11.60 11.80
m/z 118.10 54.08%

134 152 214 238

ol 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8948: Indane
117
5000
11.20 11.40 11.60 11.80
m/z 115.00 39.32%
39 58 91
0 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
11.20 11.40 11.60 11.80
5000 m/z 116.10 15.64%
39 63 1
oL15
mmwmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8979: 7-Methylenecycloocta-1,3,5-triene
117 11.20 11.40 11.60 11.80
m/z 91.10 15.03%
5000 o1
39
7
58
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013408.D

Aca On : 29 Oct 2019 21:05

Operator : SY/MD

Sample : K5597-06

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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, 1l-methyl-4-(2-prop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.16 0.79 ug/L 204695 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 80
2 Indan. 1-methvl- 132 C10H12 000767-58-8 74
3 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 72
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 72
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 72
Abundance Scan 3443 (12.161 min): VV013408.D (-3432) (-) m/z 117.05 100.00%
117
5000
132
91
39 65 11.80 12.00 12.20 12.40
Ot el 152 185 207 231246 269 295 n/z 115.05 36 27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117
132
5000
91 11.80 12.00 12.20 12.40
m/z 132.05 25.40%
57 51 .,
0 ....|.|...‘||. .Ill'. |‘|!|. I.ﬂﬂlnl:ll.lllnl i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
11.80 12,00 12.20 12,40
5000 m/z 91.10 11.65%
132
15 39 e N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)- O B R S
117 11.80 12.00 12.20 12.40
m/z 118.05 8.88%
132
5000
91
5o |
0'”%”'““M“LJ%““ﬁ”l'HW“”I””P”'P”W'”W”'W””I”“P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013408.D

Aca On : 29 Oct 2019 21:05

Operator : SY/MD

Sample : K5597-06

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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-1,4-dime... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.93 1.43 ug/L 371577 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 90
2 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 87
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 83
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 64
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 64

Abundance Scan 3682 (12.929 min): VV013408.D (-3661) (-) m/z 116.95 100.00%
117
5000
51 77 12.60 12.80 13.00 13.20
ol 147 164 182 208 229 254269 m/z 119.10 53 570
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 12.60 12.80 13.00 13.20
51 m/z 132.10 38.81%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
117
12.60 12.80 13.00 13.20
5000 132 m/z 115.00 36.24%
91
. sg 51 T7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117 12.60 12.80 13.00 13.20
132 m/z 134.10 24 .59%
5000
91
51 77
0..w.”w.”.“.u“.”,”.w”.w.”.“”.“.” -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013408.D

Aca On : 29 Oct 2019 21:05

Operator : SY/MD

Sample : K5597-06

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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 11 Naphthalene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.68 0.70 ug/L 180472 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 97
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 94
5 Benzocycloheptatriene 142 C11H10 000264-09-5 91
Abundance Scan 4227 (14.681 min): VV013408.D (-4214) (-) m/z 142.10 100.00%
142
5000
115
57 74 89 14.40 14.60 14.80 15.00
Obprrom bt b M 100277 207 253269 299 | 75 141.10  92.30%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19239: Naphthalene, 2-methyl-
142
5000
115 14.40 14.60 14.80 15.00
m/z 115.05 33.43%
0 3751 71 89
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
142
14.40 14.60 14.80 15.00
5000 m/z 143.00 11.64%
115
39 63 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19233: Naphthalene, 2-methyl-
142 14.40 14.60 14.80 15.00
m/z 139.00 10.75%
5000
115
oL 39 % 8 I
miz-> 20 40 60 80 100 130 140 160 180 200 230 240 280 250 360 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV102919\
Data File : VV013408.D

Acq On : 29 Oct 2019 21:05

Operator : SY/MD

Sample - K5597-06

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Cyc... 1.12 1.1 ug/L 189884 1 5.66 869249 5.0
Sulfur dioxide 1.21 6.0 ug/L 1043050 1 5.66 869249 5.0
(DEL) Alkane: Str... 1.65 0.6 ug/L 107676 1 5.66 869249 5.0
(DEL) Alkane: Cyc... 3.81 1.3 ug/L 228220 1 5.66 869249 5.0
Benzene, propyl- 10.39 0.6 ug/L 150081 3 11.29 1296850 5.0
Indane 11.57 1.7 ug/L 434086 3 11.29 1296850 5.0
Benzene, l-methyl... 12.16 0.8 ug/L 204695 3 11.29 1296850 5.0
Benzene, 2-etheny... 12.93 1.4 ug/L 371577 3 11.29 1296850 5.0
Naphthalene, 1-me... 14.68 0.7 ug/L 180472 3 11.29 1296850 5.0
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