LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082019\
Data File : VU033852.D

Aca On : 20 Aug 2019 14:31

Operator : JC/SP

Sample : K4373-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 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 U\METHOD\SOMUTRO82019WMA .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 1.280 51 59 69 rBv 56492 120397 15.39% 1.325%
2 1.392 88 94 100 rBV 121831 125175 16.00% 1.377%
3 1.672 174 181 194 rBvV 101045 119797 15.31% 1.318%
4 2.260 354 364 374 rBV 210270 314197 40.16% 3.457%
5 2.431 408 417 422 rBV 44283 72552 9.27% 0.798%
6 4.167 942 957 992 rBV 95814 271659 34.72% 2.989%
7 4.624 1081 1099 1125 rBvV 124752 295119 37.72% 3.247%
8 5.315 1291 1314 1326 rBv2 251103 693974 88.70% 7.635%
9 5.865 1470 1485 1507 rBV 236016 472787 60.43% 5.202%
10 6.309 1609 1623 1641 rBV 160709 325821 41.64% 3.585%

11 7.209 1889 1903 1927 rBV 74325 140740 17.99% 1.548%
12 7.546 1993 2008 2025 rBV 305858 542529 69.34% 5.969%
13 7.617 2026 2030 2045 rVB3 7349 14400 1.84% 0.158%
14 7.833 2087 2097 2119 rBV 44099 82555 10.55% 0.908%
15 8.299 2231 2242 2276 rBV 311599 607322 77.62% 6.682%

16 9.070 2467 2482 2508 rBvV 352254 605658 77.41% 6.664%

17 9.234 2524 2533 2550 rVB2 17030 28912 3.70% 0.318%
18 9.360 2562 2572 2585 rBV2 12338 20541 2.63% 0.226%
19 9.762 2687 2697 2709 rBvV2 10345 18718 2.39% 0.206%
20 10.151 2809 2818 2828 rVB2 8171 12513 1.60% 0.138%
21 10.414 2889 2900 2917 rBV 132014 214255 27 .38% 2.357%
22 10.955 3059 3068 3081 rVB3 6273 9686 1.24% 0.107%
23 11.131 3117 3123 3136 rVB2 7167 10366 1.32% 0.114%

24 11.466 3215 3227 3246 rBV 365563 596108 76.19% 6.559%
25 11.749 3301 3315 3333 rBvV 329468 539317 68.93% 5.934%

26 11.842 3333 3344 3369 rVvVv 354728 590104 75.42% 6.493%

27 11.964 3373 3382 3394 rVB3 11446 20252 2.59% 0.223%
28 12.340 3486 3499 3511 rBV 27909 47500 6.07% 0.523%
29 12.578 3564 3573 3584 rBV2 25634 43773 5.59% 0.482%
30 12.636 3584 3591 3597 rVB 7156 9629 1.23% 0.106%
31 12.691 3597 3608 3617 rBV7 12296 27180 3.47% 0.299%
32 12.771 3626 3633 3645 rVB4 8153 14578 1.86% 0.160%
33 13.109 3728 3738 3752 rBV6 9589 15602 1.99% 0.172%
34 13.279 3782 3791 3800 rBV9 7182 12300 1.57% 0.135%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082019\
Data File : VU033852.D

Aca On : 20 Aug 2019 14:31

Operator : JC/SP

Sample : K4373-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.1

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method - Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTRO082019WMA .M
Title : TRACE VOA SOM01.0

35 13.495 3850 3858 3863 rBV9 6021 8627 1.10% 0.095%
36 13.540 3863 3872 3878 rBVv2 13512 22800 2.91% 0.251%
37 13.729 3917 3931 3954 rBvVY 244171 474911 60.70% 5.225%
38 13.848 3962 3968 3977 rVB 16014 25781 3.30% 0.284%
39 13.900 3977 3984 3991 rBvV 5697 9960 1.27% 0.110%
40 14.524 4171 4178 4190 rvVvB10O 4167 8525 1.09% 0.094%
41 14.807 4255 4266 4276 rBV3 13513 26538 3.39% 0.292%
42 14.868 4278 4285 4297 rVVv4 7297 13704 1.75% 0.151%
43 15.051 4331 4342 4359 rBVY 76459 141751 18.12% 1.560%
44 15.604 4504 4514 4526 rBV5 9315 16977 2.17% 0.187%
45 15.823 4578 4582 4589 rVB6 5797 8016 1.02% 0.088%
46 15.903 4597 4607 4623 rBV3 18020 39641 5.07% 0.436%
47 16.048 4642 4652 4661 rBV2 44300 78658 10.05% 0.865%
48 16.250 4707 4715 4716 rBV5 12350 14330 1.83% 0.158%
49 16.279 4719 4724 4734 rVB2 22354 33356 4.26% 0.367%
50 16.417 4760 4767 4778 rVB4 17657 28862 3.69% 0.318%
51 16.511 4789 4796 4811 rVB2 13280 24950 3.19% 0.275%
52 16.726 4851 4863 4885 rBvVY 471357 782420 100.00% 8.608%
53 16.903 4911 4918 4930 rBv4 21158 35071 4.48% 0.386%
54 17.028 4945 4957 4978 rBV 134321 258047 32.98% 2.839%

Sum of corrected areas: 9088941
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082019\
Data File : VU033852.D

Aca On : 20 Aug 2019 14:31

Operator : JC/SP

Sample : K4373-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR082019WMA .M
TRACE VOA SOM01.0

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU033852.D
500000
400000
300000
2.26 531 5.86
200000 )
6.31
) 4.62
100000{ 1. }Kii“
0 , , — —— e S ;
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU033852.D
500000
400000
907 1147 4184
- 8.30 11.7
300000
200000
10.41
100000 7.21
7.83
. 62 9.23 36 9.76 10.15 10.941.13 1.96
P T e L B A e L B e e et B
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: VU033852.D
500000 16.73
400000
300000
13.73
200000
17.03
100000 15.05
12.34 1
: 1
Time--> 12.50 13.00 13.50 14.00 14.50 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082019\
Data File : VU033852.D

Aca On : 20 Aug 2019 14:31

Operator : JC/SP

Sample : K4373-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR082019WMA .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 Sulfur dioxide Concentration Rank 6

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

1.28 1.27 ug/L 120397 1,4-Difluorobenzene 5.86
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 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 59 (1.280 min): VU033852.D (-51) (-) m/z 63.95 100.00%
64
5000 48
1.201.301.401.501.60 1.70
O B e T I A o B m/z 48.00 50.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48
1.201.301.401.501.60 1.70
m/z 66.00 4 .82%
16 R
| !
L L L L WL U B SN SR
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
1.201.301.401.501.60 1.70
5000 48 m/z 50.00 2.33%
17
32 76 96
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo-
64 1.201.301.401.501.60 1.70
m/z 65.00 1.04%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169 SRS S N ——
m/z--> 20 40 60 80 100 120 140 160 1.201.301.401.501.60 1.70
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082019\
Data File : VU033852.D

Aca On : 20 Aug 2019 14:31

Operator : JC/SP

Sample : K4373-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR082019WMA .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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.75 4_.52 ug/L 539317 1,4-Dichlorobenzene-d4 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 trans-Cinnamvl bromide 196 C9OH9Br 026146-77-0 59
3 Indane 118 C9H10 000496-11-7 55
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 53
5 Indane 118 C9H10 000496-11-7 49

Abundance Scan 3315 (11.749 min): VU033852.D (-3301) (-) m/z 117.10 100.00%

117

-

5000
39 51 63 4, 103 11.40 11.60 11.80 12.00
0 e 165 182 207 /7 118.10  50.10%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
5000 LA L L L L L L L L B

11.40 ll.IGO ll.l80 12.IOO
m/z 115.10  41.93%

91
39 63
I s T - |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
11.40 11.60 11.80 12.00
5000 m/z 116.10 16.42%
91
ol 15 27 39 51 63 77 | 102 | 129 160 196
I o e o o o BBAR A B o o o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117 11.40 11.60 11.80 12.00
m/z 91.10 14.76%
5000
39 &g 91
AN
o NP M O VIR M- |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082019\
Data File : VU033852.D

Aca On : 20 Aug 2019 14:31

Operator : JC/SP

Sample : K4373-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR082019WMA .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 5 Naphthalene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.05 1.19 ug/L 141751 1,4-Dichlorobenzene-d4 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 95
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
Abundance Scan 4342 (15.051 min): VU033852.D (-4331) (-) m/z 142.05 100.00%
142
5000 /\\_
115
e e
50 63 89 14.80 15.00 15.20 15.40
Ot b 22 M 200207 2L Tn/z 141.10 96.19%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142
5000
115 14.80 15.00 15.20 15.40
m/z 115.00 35.37%
ob 385 189 128
miz-> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
142
14.80 15.00 15.20 15.40
5000 m/z 139.10 12.08%
115
27 5063 89 128
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 f
Abundance #19232: Naphthalene, 1-methyl- L e
142 14.80 15.00 15.20 15.40
m/z 143.10 11.82%
5000 115
oL 39 % 8 | g
mz-> 20 45 60 85 100 150 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082019\
Data File : VU033852.D

Aca On : 20 Aug 2019 14:31

Operator : JC/SP

Sample : K4373-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR082019WMA .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 Naphthalene, 1,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.05 0.66 ug/L 78658 1,4-Dichlorobenzene-d4 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 4653 (16.051 min): VU033852.D (-4642) (-) m/z 156.10 100.00%

146

141

5000

15.80 16.00 16.20 16.40

191 207

(o} m/z 141.10 76.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28499: Naphthalene, 1,6-dimethyl-
156

141

5000
15.80 16.00 16.20 16.40

m/z 155.10 32.22%

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
156
141 15.80 16.00 16.20 16.40
5000 m/z 115.10 19.89%
115
51 76
ol 13 27 98
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28469: Naphthalene, 2,3-dimethyl-
141156 15.80 16.00 16.20 16.40
m/z 153.10 16.95%
5000
115
5
oo S o |
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU082019\
Data File : VU033852.D

Acq On : 20 Aug 2019 14:31

Operator : JC/SP

Sample - K4373-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR082019WMA .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]
Sulfur dioxide 1.28 1.3 ug/L 120397 1 5.86 472787 5.0
Indane 11.75 4.5 ug/L 539317 3 11.47 596108 5.0
Naphthalene, 1-me... 15.05 1.2 ug/L 141751 3 11.47 596108 5.0
Naphthalene, 1,6-... 16.05 0.7 ug/L 78658 3 11.47 596108 5.0
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