LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062019\

Data File : VX010366.D

Aca On - 20 Jun 2019 18:45

Operator : JC/SP

sample - K3469-15 -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 17 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 24 rBvV 74154 111647 8.13% 0.960%
2 2.440 203 211 226 rBV 767595 1255011 91.38% 10.794%
3 2.611 233 239 245 rVB 12048 22993 1.67% 0.198%
4 3.196 325 335 346 rBV 67751 164218 11.96% 1.412%
5 5.501 699 713 726 rBV 169710 482935 35.17% 4.154%
6 5.659 728 739 754 rVB 288741 809972 58.98% 6.966%
7 6.062 795 805 820 rBV 157687 415178 30.23% 3.571%
8 6.860 924 936 951 rBV 429251 1009137 73.48% 8.679%
9 8.714 1233 1240 1249 rBV 883923 1373335 100.00% 11.812%
10 10.110 1463 1469 1478 rBvV 854073 1174869 85.55% 10.105%
11 11.134 1632 1637 1644 rBvV 740472 941646 68.57% 8.099%
12 11.359 1669 1674 1681 rBvV 13901 19750 1.44% 0.170%
13 12.079 1786 1792 1799 rBvV 884288 1139086 82.94% 9.797%
14 12.298 1820 1828 1833 rVVv 76263 97011 7.06% 0.834%
15 12.365 1836 1839 1846 rVB7 10111 20785 1.51% 0.179%
16 12.457 1849 1854 1860 rBvV 27534 39211 2.86% 0.337%
17 12.664 1879 1888 1891 rBV 47322 65101 4.74% 0.560%
18 12.701 1891 1894 1898 rVvVv 37107 48124 3.50% 0.414%
19 12.756 1898 1903 1910 rVvVv 65138 95043 6.92% 0.817%
20 12.896 1916 1926 1930 rBV 38904 57701 4._.20% 0.496%
21 12.975 1931 1939 1944 rBV 108956 147022 10.71% 1.264%
22 13.085 1952 1957 1963 rBV3 17511 26536 1.93% 0.228%
23 13.152 1963 1968 1971 rBV 12691 15910 1.16% 0.137%
24 13.188 1971 1974 1977 rBV2 41531 51611 3.76% 0.444%
25 13.225 1977 1980 1982 rVV 28665 32299 2.35% 0.278%
26 13.249 1982 1984 1988 rVB2 20187 21984 1.60% 0.189%
27 13.347 1995 2000 2005 rvB2 100909 141619 10.31% 1.218%
28 13.402 2005 2009 2011 rBV2 20710 25104 1.83% 0.216%
29 13.481 2018 2022 2026 rVB4 14445 20377 1.48% 0.175%
30 13.566 2031 2036 2038 rVvv2 13997 22409 1.63% 0.193%
31 13.603 2038 2042 2044 rVVv2 22001 31960 2.33% 0.275%
32 13.640 2044 2048 2051 rVvv2 41483 64801 4.72% 0.557%
33 13.676 2051 2054 2055 rvVv 26572 31762 2.31% 0.273%
34 13.700 2055 2058 2059 rvv 35098 47566 3.46% 0.409%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062019\

Data File : VX010366.D

Aca On - 20 Jun 2019 18:45

Operator : JC/SP

sample - K3469-15 -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 17 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 13.719 2059 2061 2071 rVB3 48066 75025 5.46% 0.645%
36 13.810 2071 2076 2078 rBV 15790 24545 1.79% 0.211%
37 13.841 2078 2081 2087 rVB2 16979 35511 2.59% 0.305%
38 13.908 2087 2092 2097 rBV 75921 92618 6.74% 0.797%
39 13.981 2097 2104 2108 rBV 90872 127965 9.32% 1.101%
40 14.024 2108 2111 2116 rVB2 15984 22543 1.64% 0.194%
41 14.127 2124 2128 2131 rBvV2 18659 27460 2.00% 0.236%
42 14.164 2131 2134 2138 rVB 30899 37913 2.76% 0.326%
43 14.267 2148 2151 2161 rVB 37212 68419 4 .98% 0.588%
44 14.377 2164 2169 2172 rVvV 50260 59474 4.33% 0.512%
45 14.426 2174 2177 2182 rVB2 36379 52394 3.82% 0.451%
46 14.536 2190 2195 2200 rBvV2 58116 85649 6.24% 0.737%
47 14.670 2207 2217 2218 rBV3 19556 40198 2.93% 0.346%
48 14.694 2218 2221 2224 rVV 38281 49750 3.62% 0.428%
49 14.731 2224 2227 2231 rVV 28634 37953 2.76% 0.326%
50 14.847 2240 2246 2253 rBV2 51662 101567 7.40% 0.874%
51 14.901 2253 2255 2260 rVB5 13709 17837 1.30% 0.153%
52 15.249 2306 2312 2317 rBV 23733 38100 2.77% 0.328%
53 15.322 2319 2324 2328 rVB5 11732 17460 1.27% 0.150%
54 15.475 2336 2349 2355 rBV 39096 74136 5.40% 0.638%
55 15.548 2357 2361 2365 rVvv2 18736 31593 2.30% 0.272%
56 15.590 2365 2368 2375 rVV6 12574 21885 1.59% 0.188%
57 15.682 2375 2383 2388 rVvv2 35699 74574 5.43% 0.641%
58 15.804 2398 2403 2409 rBv4 16626 33175 2.42% 0.285%
59 15.889 2409 2417 2419 rVvV 40017 72572 5.28% 0.624%
60 15.920 2419 2422 2430 rVB 45231 76603 5.58% 0.659%
61 16.066 2440 2446 2456 rVB 53172 93480 6.81% 0.804%
62 16.413 2494 2503 2510 rBV 50543 95365 6.94% 0.820%
63 16.627 2532 2538 2545 rBV5 6658 17566 1.28% 0.151%
Sum of corrected areas: 11627043
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062019\

Data File : VX010366.D

Aca On - 20 Jun 2019 18:45

Operator : JC/SP

sample - K3469-15 -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

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

Abundance TIC: VX010366.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062019\

Data File : VX010366.D

Aca On - 20 Jun 2019 18:45

Operator : JC/SP

sample - K3469-15 -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Sulfur dioxide Concentration Rank 1

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

1.28 6.89 ug/Il 111647 Pentafluorobenzene 5.67
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 Ethvl Chloride 64 C2H5CI 000075-00-3 3
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 3

Abundance Scan 21 (1.282 min): VX010366.D (-16) (-) m/z 63.85 100.00%
64
5000 48

1.30 1.40 1.50 1.60 1.70

o/ S S PN AL S R —— m/z 48.00 43.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48

1.30 1.40 1.50 1.60 1.70
m/z  66.00 5.02%

16 32
e
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
R N R S RaaR
1.30 1.40 1.50 1.60 1.70
5000 48 m/z  49.90 2.02%
17
32 76 96
T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo-
64 1.30 1.40 1.50 1.60 1.70
m/z 64.90 1.29%
5000 48
28
16
L, . 39 L 17 93 106115 130 143 169
T T T e e e T T T T
m/z--> 20 40 60 80 100 120 140 160 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062019\

Data File : VX010366.D

Aca On - 20 Jun 2019 18:45

Operator : JC/SP

sample - K3469-15 -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.98 6.45 ug/Il 147022 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 97
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
Abundance Scan 1940 (12.981 min): VX010366.D (-1931) (-) m/z 119.10 100.00%
119
5000 134
7791 12.60 12.80 13.00 13.20
39 51 65 105 : : : :
et et bl 289207 sz 134.10  51.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000

12.60 12.80 13.00 13.20
m/z 91.00 16.11%

41 65 77 a1
15 27 11 5\1 > | ‘ 105 M‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
134 12.60 12.80 13.00 13.20
5000 m/z 120.10 10.13%
39 91
27 51 65 77 105
L B A B o B B Rl B m s m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 133.10 9.60%
5000 134
91

15 27 5L 65 77 | 108 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062019\

Data File : VX010366.D

Aca On - 20 Jun 2019 18:45

Operator : JC/SP

sample - K3469-15 -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.35 6.22 ug/l 141619 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 91
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 87
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 70
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 70
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70
Abundance Scan 2001 (13.353 min): VX010366.D (-1995) (-) m/z 117.00 100.00%
117
5000 132
91
39 51 64 77 103 13.00 13.20 13.40 13.60
S A o A - i.$lk,?@?.%6%.. m/z 132.10 42.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132
13.00 13.20 13.40 13.60
3 51 g o1 m/z 115.00 31.90%
27 77 ‘
...lu‘...‘luu“ﬁ‘. Hl‘...“l..‘..::-0‘.3..‘H|.‘l‘.‘.|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance
117
132 13.00 13.20 13.40 13.60
5000 m/z 119.10 22 .04%
91
39 51 65 77
15 27 105
miz--> 20 40 60 80 100 120 140 160
Abundance #14033: 3-Phenylbut-1-ene
117 13.00 13.20 13.40 13.60
m/z 131.00 17.85%
5000
91 132
27 39 5} 65 77 ‘ 05 |
| il Ll Iy ! Ll Al
m/z--> 20 40 60 80 100 120 140 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062019\

Data File : VX010366.D

Aca On - 20 Jun 2019 18:45

Operator : JC/SP

sample - K3469-15 -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 17 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 Benzene, (3-methyl-2-butenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.98 5.62 ug/Il 127965 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvIl-2-butenvl)- 146 C11H14 004489-84-3 93
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 91
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 90
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 87
5 Benzene, l-methyl-3-(1-methyl-2-_._. 146 C11H14 052161-57-6 81

Abundance Scan 2104 (13.981 min): VX010366.D (-2097) (-) m/z 131.05 100.00%
131
5000
146
91 115
39 63 77 13.60 13.80 14.00 14.20
160 207 281 m/z 146.05  32.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131
o1 146
5000
13.60 13.80 14.00 14.20
m/z 91.00 21.89%
o7 41 65 116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
. NN SR SR I
13.60 13.80 14.00 14.20
5000 m/z 115.00 21.04%
o1 146
39 115
- 63 77
wmﬁwrmmmmmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- N Em e S e S
131 13.60 13.80 14.00 14.20
m/z 117.00 20.91%
5000
o1 146
115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path :

Data File : VX010366.D

Acq On : 20 Jun 2019 18:45
Operator : JC/SP

Sample - K3469-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX062019\

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W_M

SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

Sulfur dioxide 1.28 6.9 ug/l
Benzene, 1,2,3,4-... 12.98 6.5 ug/Il
1H-Indene, 2,3-di... 13.35 6.2 ug/l
Benzene, (3-methy... 13.98 5.6 ug/Il

82X061919W .M Fri

Jun 21 18:18:19 2019

Units Response |#

111647
147022
141619
127965

|--Internal Standard---|
RT Resp Conc]

809972 50.0
1139090
1139090 50.0
1139090 50.0

1 5.67
4 12.08
4 12.08
4 12.08

T11-MW-2-8.0-062019
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