LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039608.D

Acq On 21 Jul 2020 19:38

Operator : SY/MD

Sample - L3347-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_U\METHOD\SOMUTRO72120WMA .M
Title = TRACE VOA SOM01.0

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.366 3 8 13 rBV 246066 229537 45.84%  4.223%
2 1.398 13 18 28 rvB 172972 179606 35.86% 3.305%
3 1.449 29 34 42 rVB2 7060 7761 1.55% 0.143%
4 1.498 42 49 55 rBV 22839 23272 4_65% 0.428%
5 1.597 70 80 91 rBV3 158627 272103 54.34% 5.006%
6 1.668 97 102 107 rVB 4864 5416 1.08% 0.100%
7 1.742 118 125 136 rVB3 21222 27446 5.48% 0.505%
8 1.922 166 181 193 rBV2 58763 84141 16.80% 1.548%
9 2.006 197 207 220 rVB 41620 57066 11.40% 1.050%
10 2.166 246 257 265 rBvY 45950 64071 12.79% 1.179%
11 2.224 265 275 292 rVvB4 40210 90727 18.12% 1.669%
12 2.330 301 308 316 rBV5 5311 8008 1.60% 0.147%
13 2.427 324 338 347 rBv4 13961 26435 5.28% 0.486%
14 2.481 347 355 368 rvB2 11903 18635 3.72% 0.343%
15 2.581 374 386 398 rBY 92172 150826 30.12% 2.775%
16 2.655 400 409 418 rBV3 8901 19875 3.97% 0.366%
17 2.816 448 459 466 rBV6 3189 5985 1.20% 0.110%
18 2.874 468 477 490 rVB 9365 17633 3.52% 0.324%
19 2.986 502 512 514 rBv4 3701 5260 1.05% 0.097%
20 3.153 554 564 575 rVB4 7871 13657 2.73% 0.251%
21 3.379 618 634 649 rVB3 9126 20133 4.02% 0.370%
22 3.607 691 705 717 rVB6 13224 32331 6.46% 0.595%
23 3.719 728 740 752 rBv4 4957 10672 2.13% 0.196%
24 3.845 764 779 792 rBV6 2620 6014 1.20% 0.111%
25 4.218 888 895 906 rvB8 3374 6838 1.37% 0.126%
26 4._465 957 972 984 rVB6 2707 6950 1.39% 0.128%
27 4_559 988 1001 1012 rVvv5 5400 12529 2.50% 0.231%
28 4_.655 1015 1031 1075 rvv2 67640 231296 46.19%  4.256%
29 4.835 1075 1087 1107 rVB3 5588 13993 2.79% 0.257%
30 5.083 1149 1164 1189 rBV3 79258 196222 39.18% 3.610%
31 5.401 1248 1263 1274 rBV8 4230 11488 2.29% 0.211%
32 5.481 1274 1288 1303 rVB5 7728 20028 4_00% 0.368%
33 5.610 1315 1328 1341 rBV6 2877 5830 1.16% 0.107%

34 5.742 1346 1369 1395 rBV2 163652 443450 88.55% 8.159%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039608.D

Acq On 21 Jul 2020 19:38

Operator : SY/MD

Sample - L3347-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_U\METHOD\SOMUTRO72120WMA .M
Title - TRACE VOA SOMO1.0

35 5.915 1413 1423 1435 rVB 10904 23383 4.67% 0.430%
36 6.041 1454 1462 1476 rVB7 4039 9342 1.87% 0.172%

37 6.263 1516 1531 1555 rBV 152921 297832 59.47% 5.480%
38 6.706 1654 1669 1684 rBv2 102989 205413 41.02% 3.779%

39 6.771 1684 1689 1701 rVB6 3015 5886 1.18% 0.108%
40 7.263 1827 1842 1857 rVB7 7176 16133 3.22% 0.297%
41 7.391 1872 1882 1892 rBV4 5085 11104 2.22% 0.204%
42 7.575 1928 1939 1954 rBV2 53910 94935 18.96% 1.747%
43 7.906 2029 2042 2056 rBvV 199491 340221 67.94% 6.260%
44 7.976 2056 2064 2074 rVB 23711 38393 7.67% 0.706%
45 8.189 2118 2130 2143 rBV2 33133 54910 10.96% 1.010%

46 8.642 2252 2271 2301 rBV 265836 500785 100.00% 9.214%
47 9.420 2501 2513 2528 rBV 223360 370787 74.04% 6.822%

48 9.574 2551 2561 2571 rBV 9939 14954 2.99% 0.275%
49 9.697 2588 2599 2610 rBvV2 32439 52806 10.54% 0.972%
50 10.105 2712 2726 2744 rBV2 13035 22233 4._.44% 0.409%
51 10.758 2917 2929 2942 rBV 81265 132129 26.38% 2.431%
52 10.906 2966 2975 2986 rVB2 5237 7820 1.56% 0.144%
53 11.002 2993 3005 3008 rBV2 5086 8101 1.62% 0.149%
54 11.086 3024 3031 3041 rVB2 7933 10635 2.12% 0.196%
55 11.291 3083 3095 3105 rBV3 7947 11683 2.33% 0.215%
56 11.465 3137 3149 3161 rBV2 36933 56092 11.20% 1.032%
57 11.809 3244 3256 3270 rBV 220140 353430 70.58% 6.503%
58 11.889 3272 3281 3291 rVB 9210 13341 2.66% 0.245%
59 12.057 3324 3333 3336 rBV3 6515 8947 1.79% 0.165%
60 12.089 3336 3343 3358 rVvv3 18712 34359 6.86% 0.632%
61 12.188 3362 3374 3388 rVB 205267 336434 67.18% 6.190%
62 12.565 3482 3491 3499 rBV 7174 10801 2.16% 0.199%
63 12.674 3517 3525 3534 rBV3 8061 11852 2.37% 0.218%
64 12.963 3606 3615 3623 rBV2 5046 7188 1.44% 0.132%
65 13.018 3623 3632 3640 rVB2 5860 8120 1.62% 0.149%
66 13.285 3708 3715 3724 rVB5 5947 8396 1.68% 0.154%
67 13.449 3756 3766 3779 rVB4 12236 20122 4.02% 0.370%
68 13.931 3909 3916 3927 rVBS8 3288 5608 1.12% 0.103%
69 14.079 3951 3962 3971 rBV2 3471 5748 1.15% 0.106%
Sum of corrected areas: 5435157
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039608.D

Acq On = 21 Jul 2020 19:38

Operator : SY/MD

Sample : L3347-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

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

Abundance TIC: VU039608.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039608.D

Acq On = 21 Jul 2020 19:38

Operator : SY/MD

Sample : L3347-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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: Straight-Chai... Concentration Rank 4

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

2.01 0.96 ug/L 57066 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 91
3 Butane, 2-methyl- 72 C5H12 000078-78-4 90
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 45
5 Oxirane, trimethyl- 86 C5H100 005076-19-7 38

Abundance Scan 208 (2.009 min): VU039608.D (-197) (-) m/z 43.00 100.00%
57
5000
51 72 1.60 1.80 2.00 2.20 2.40
- '...','.'.'I:,.‘?“?.,-!...,....,....,1.9‘.‘.,. m/z 42.00 93.89%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 m/z 40.95 92.73%
5 | x| 51 e 7
e L R UL R UL AL RS AL R IR AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 27 m/z 57.00 70.71%
15
2 51 72
e R A I R UL IS UL AL R AL AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 A
Abundance #713: Butane, 2-methyl- A R Ramas
43 1.60 1.80 2.00 2.20 2.40
m/z 39.00 33.96%
57
5000 29
NI S sl s e 72
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039608.D

Acq On = 21 Jul 2020 19:38

Operator : SY/MD

Sample : L3347-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.17 1.08 ug/L 64071 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, (2)- 70 C5H10 000627-20-3 90
2 2-Pentene 70 C5H10 000109-68-2 90
3 Cyclopropane, ethyl- 70 C5H10 001191-96-4 90
4 Cyclopropane, ethyl- 70 C5H10 001191-96-4 70
5 1-Pentene 70 C5H10 000109-67-1 68

Abundance Scan 258 (2.170 min): VU039608.D (-246) (-) m/z 42.00 100.00%
4
55
5000 39 70
51 1.80 2.00 2.20 2.40 2.60
Obprrrr e S e 28 P e S8 8 Tm/z 55.00  75.11%
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #557: 2-Pentene, (2)-
5000
42 70 1.80 2.00 2.20 2.40 2.60
29 39 m/z 41.00 52 _.70%
0 15 26 ‘ 32 36, 51, | 62 67
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
55
1.80 2.00 2.20 2.40 2.60
0,
5000 42 0 m/z 38.95 49_96%
29 39
0 15 26 36 45 51 6063 67
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #577: Cyclopropane, ethyl-
42 1.80 2.00 2.20 2.40 2.60
55 m/z 70.00 47 .16%
5000 39
27 70
o i H e ol |62 67
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039608.D

Acq On = 21 Jul 2020 19:38

Operator : SY/MD

Sample : L3347-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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: Cyclic2.22 Concentration Rank 2

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

2.22 1.52 ug/L 90727 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 72
2 2-Pentene, (E)- 70 C5H10 000646-04-8 72
3 1-Butene, 3-methyl- 70 C5H10 000563-45-1 64
4 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 58
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 58

Abundance Scan 274 (2.221 min): VU039608.D (-265) (-) m/z 43.00 100.00%
43 55
5000 39
70
51 1.80 2.00 2.20 2.40 2.60
0..,....,....,....,....,....,....?ﬁ'..l...,.f‘?l!:!:l#ﬁ,..ﬁ‘,‘%,:!..,..7.5?,....,.. m/z 55.00 85.59%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #581: Cyclopropane, 1,2-dimethyl-, cis-
55
70
5000 42
27 39 1.80 2.00 2.20 2.40 2.60
m/z 40.95 74.23%
0 1zlf 19 24/|,/31 36,|,|| 48°1 | 606367 |
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
55
1.80 2.00 2.20 2.40 2.60
5000 3942 70 m/z 41.95 72 .44%
29
o 15 26 32 36 4851 62 67
AR LR KR R N AR KRR RN LR RARRN ALY AR RLARA RARAN KRAR) R LR R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #568: 1-Butene, 3-methyl-
55 1.80 2.00 2.20 2.40 2.60
m/z 38.95 51.30%
5000 27 39
42 70
0 [N 0 36\ ! ﬁl‘\ l 67‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039608.D

Acq On = 21 Jul 2020 19:38

Operator : SY/MD

Sample : L3347-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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: Straight-Chai... Concentration Rank 6

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

3.61 0.54 ug/L 32331 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 90
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 58
3 1-Hexene 84 C6H12 000592-41-6 58
4 1-Hexene 84 C6H12 000592-41-6 53
5 Cyclobutane, butyl- 112 C8H16 013152-44-8 50

Abundance Scan 706 (3.610 min): VU039608.D (-691) (-) m/z 40.95 100.00%
4.1 56
5000
69 84
3 ‘ m? ‘ 3.20 3.40 3.60 3.80 4.00
O“P“WMW““PMP“WMW“LEMP“WLJl“P“WJ“PMP“W““PNP“W m/z 56.00 82.66%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1478: 1-Pentene, 2-methyl-
41 56
5000 27 69
84 3.20 3.40 3.60 3.80 4.00
m/z 38.90 68.20%
15 53
0 12 | 0 4 50| 6165 | 747781
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 i
3.20 3.40 3.60 3.80 4.00
5000 m/z 41.95 53.82%
27 69 84
ol 121 3033 38 44 50°° 6165 747781
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1452: 1-Hexene
4 56 3.20 3.40 3.60 3.80 4.00
m/z 54.90 53.24%
5000
27 69 84
o 15 80 38,84 50°% 6165 | 747781
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039608.D

Acq On = 21 Jul 2020 19:38

Operator : SY/MD

Sample : L3347-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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, 1,2,3-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.47 0.79 ug/L 56092 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 C9H12 000108-67-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 93

Abundance Scan 3151 (11.471 min):VUO39608.D(—3137)d)(—) m/z 105.00 100.00%
105
5000 120
77
39 51 63 91 | 11.20 11.40 11.60 11.80
o S ROV NI PSS 1S ¥ m/z 120.00 43.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000
120 11.20 11.40 11.60 11.80
o 17 o m/z 77.00 16.36%
oo 15 21 7 Slsg 85 |8 T e | 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.10 13.34%
oL 15 27 S
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
11.20 11.40 11.60 11.80
m/z 91.00 11.41%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039608.D

Acq On 21 Jul 2020 19:38

Operator : SY/MD

Sample - L3347-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .M
TRACE VOA SOMO01.0

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: Str... 2.01 1.0 ug/L 57066 1 6.27 297832 5.0
(DEL) Alkane: Str... 2.17 1.1 ug/L 64071 1 6.27 297832 5.0
(DEL) Alkane: Cyc... 2.22 1.5 ug/L 90727 1 6.27 297832 5.0
(DEL) Alkane: Str... 3.61 0.5 ug/L 32331 1 6.27 297832 5.0
Benzene, 1,2,3-tr... 11.47 0.8 ug/L 56092 3 11.81 353430 5.0
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