LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
Data File : VV007986.D

Aca On : 29 Sep 2018 06:23

Operator : SY/MD

Sample : J5062-14DL 10X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 46 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\SOMVTR092718WMA .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 1.319 52 71 80 rBv2 65607 172364 61.14% 5.915%
2 1.479 116 121 137 rVB 51800 64214 22.78% 2.204%
3 1.582 149 153 167 rVB 32991 41711 14.80% 1.431%
4 2.055 293 300 313 rvv 22311 34372 12.19% 1.179%
5 2.132 316 324 335 rVB 61941 87799 31.14% 3.013%
6 3.859 850 861 875 rVB3 2925 5972 2.12% 0.205%
7 3.990 883 902 923 rBV2 21285 89664 31.81% 3.077%
8 4.158 948 954 976 rVB3 5423 14347 5.09% 0.492%
9 4.408 1013 1032 1060 rvB2 51125 138907 49.27% 4_.767%
10 5.097 1230 1246 1266 rBv2 114320 257017 91.17% 8.820%
11 5.669 1407 1424 1441 rBV 105448 206718 73.33% 7.094%
12 5.846 1469 1479 1485 rBV6 1687 3024 1.07% 0.104%
13 6.122 1552 1565 1587 rVB 63996 126393 44.83% 4_.337%
14 6.666 1723 1734 1745 rBvV8 3152 6287 2.23% 0.216%
15 7.032 1837 1848 1863 rBV 28462 49021 17.39% 1.682%
16 7.135 1867 1880 1902 rVB 39681 72095 25.57% 2.474%
17 7.363 1936 1951 1966 rBV 130429 223539 79.29% 7.671%
18 7.434 1966 1973 1981 rVB3 1785 2834 1.01% 0.097%
19 7.669 2030 2046 2060 rBV 17573 29221 10.37% 1.003%
20 7.987 2135 2145 2156 rBV3 5943 9906 3.51% 0.340%
21 8.145 2179 2194 2233 rBV 148048 281909 100.00% 9.674%
22 8.756 2374 2384 2401 rVB 39501 65378 23.19% 2.243%
23 8.900 2416 2429 2446 rBV 160193 261688 92.83% 8.980%
24 9.534 2621 2626 2640 rBV6 1435 2932 1.04% 0.101%
25 9.977 2759 2764 2774 rVB6 2449 3530 1.25% 0.121%
26 10.064 2781 2791 2801 rBV2 25669 39747 14.10% 1.364%
27 10.267 2842 2854 2866 rBV2 49243 77262 27.41% 2.651%
28 10.427 2894 2904 2913 rBV 8333 13299 4.72% 0.456%
29 10.839 3023 3032 3046 rBV2 6857 11027 3.91% 0.378%
30 11.299 3158 3175 3203 rBV 163074 270186 95.84% 9.272%
31 11.585 3254 3264 3275 rBV2 4594 8106 2.88% 0.278%
32 11.675 3278 3292 3309 rVB 136549 213415 75.70% 7.323%
33 11.929 3360 3371 3382 rBV2 9122 14203 5.04% 0.487%
34 12.296 3476 3485 3495 rBV7 1913 3776 1.34% 0.130%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
Data File : VV007986.D

Aca On : 29 Sep 2018 06:23

Operator : SY/MD

Sample : J5062-14DL 10X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 46 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA .M
Title - TRACE VOA SOMO1.0

35 12.884 3660 3668 3676 rBV3 5894 7951 2.82% 0.273%
36 14.090 4034 4043 4053 rBV2 2833 4341 1.54% 0.149%

Sum of corrected areas: 2914155
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
Data File : VV007986.D

Aca On : 29 Sep 2018 06:23

Operator : SY/MD

Sample : J5062-14DL 10X

Misc - 25.0 mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VV007986.D
150000
5.10
5.67
100000 1.48
1.32 2.13
1.58 6.12
4.41
50000
2.
3.99
J\A/JUK“\M-hhhvw 384\\§3i_ k 5.85
0 T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VV007986.D
8190 11430
150000 8.14
11.68
7.36
100000
10.27
50000 7.14 8.76
7.0.
7.67
b 10.43
B8 7.43 799 L 9,53 9.9 10.84
I~ T I T T T T I T T T T I T T T T I T T T T I T T T T I
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: VV007986.D
150000
100000
50000
12.30 12.88 14.09
i T s e e e e e e L e e e e e e e L B e e e e R B e M A S s B
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\VV092818\
Data File : VV007986.D

Aca On : 29 Sep 2018 06:23

Operator : SY/MD

Sample : J5062-14DL 10X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 Methanethiol Concentration Rank 2

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

1.48 1.55 ug/L 64214 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethiol 48 CH4S 000074-93-1 90
2 Methanethiol 48 CH4S 000074-93-1 90
3 Hvdroxvlamine. O-methvl- 47 CH5NO 000067-62-9 7
4 Hvdroxvlamine. O-methvl- 47 CH5NO 000067-62-9 5
5 Ethane, fluoro- 48 C2H5F 000353-36-6 4

Abundance Scan 121 (1.479 min): VV007986.D (-116) (-) m/z 46.95 100.00%
47
5000 &
4 120 140 160 1.80
36 41 50 55 64 78
O'W““P“W““P“W““P“W““v“hlJP“W““P“W““V“W““V“W“ m/z  47.95 84.23%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #113: Methanethiol
47
5000 AL L AL
1.20 140 160 1.80
m/z 44.90 56.84Y%
14 33 4 50
O'W““PJH““P“W““Pufﬁ“P“L!JP“W““P“W““V“W““V“W“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #112: Methanethiol
47
120 140 160 180
5000 m/z 45.90 14 .90%
0 121‘5 %3 4\ \59
LA AR AR AN AR RARN REARA RARRN ALY RERAN RUARS RN RERRA REREE RN LR AR N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #108: Hydroxylamine, O-methyl-
47 1.20 140 160 1.80
m/z 43.90 8.55%
5000 32 \\/W/\‘/\/\/M
29
17
44
O'W””P}ﬂ““P“W””“”W””P”ll”'“W““P“W““P”W””P”W” AL AL AL A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
Data File : VV007986.D

Aca On : 29 Sep 2018 06:23

Operator : SY/MD

Sample : J5062-14DL 10X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 Ethanethiol Concentration Rank 5

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

2.05 0.83 ug/L 34372 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 91
2 Ethanethiol 62 C2H6S 000075-08-1 91
3 Ethanethiol 62 C2H6S 000075-08-1 90
4 Ethanethiol 62 C2H6S 000075-08-1 90
5 Ethanethiol 62 C2H6S 000075-08-1 90

Abundance Scan 298 (2.048 min): VV007986.D (-293) (-) m/z 61.95 100.00%
6p
47
5000
36 4043 HI 681 180 200 220 240
Obrrrrrrprrrrprrrrprerrprrrrprre e e b e e m/z 46.95 58.60%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #335: Ethanethiol
29 47 62
5000
1.80 2.00 2.20 2.40
2 24 m/z 44.90 22.50%
58
0"I”"P"W'“'I”"h"I'“Ilﬁz'P'ﬁ4!”?9"W'!“llI'P"W"”I'”'P"W"”I
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #331: Ethanethiol
29 62
a7 180 200 220 240
5000 m/z 60.90 17.12%
34
o 121518 1137 4144]| %8 .65
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #334: Ethanethiol R R
29 47 62 1.80 2.00 2.20 2.40
m/z 46.00 13.56%
5000
5
1215 AL ll87 44 50 |
m/z--> é fo 1% 25 55 35 35 Jo 4% 55 §5 65 65 fo 7% éo 55 ' 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
Data File : VV007986.D

Aca On : 29 Sep 2018 06:23

Operator : SY/MD

Sample : J5062-14DL 10X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 Disulfide, dimethyl Concentration Rank 1

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

7.14 1.74 ug/L 72095 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. dimethvl 94 C2H6S2 000624-92-0 93
2 Disulfide. dimethvl 94 C2H6S2 000624-92-0 93
3 Disulfide. dimethvl 94 C2H6S2 000624-92-0 93
4 Disulfide. dimethvl 94 C2H6S2 000624-92-0 93
5 Disulfide, dimethyl 94 C2H6S2 000624-92-0 93

Abundance Scan 1882 (7.141 min): VV007986.D (-1867) (-) m/z 94.00 100.00%
d4
45
5000 7
'W"”I'”'I”'AP"W
Hl 6|1| 6.80 7.00 7.20 7.40
o e e m/z 44.90 56.56%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2536: Disulfide, dimethyl
45 94
79
5000 SRS SRS AR AR
6.80 7.00 7.20 7.40
61 m/z 79.00 50.79%
0 2632 39 |llst | ler |, .
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2533: Disulfide, dimethyl
94
79 680 7.00 7.20 740
5000 45 m/z 47.00 35.27%
61
o 15 22 s | Ly |
L IR UL SULELS JUREL UL SO SULILILE IURIL SURILL SULEL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2534: Disulfide, dimethy! A e
94 6.80 7.00 7.20 7.40
m/z 45.90 30.36%
45 79
5000
15 ‘ 61
bt | 2632 ;1|67 |, |
L IR UL SULEUS JUREL UL SO SURLIL IURIL SURILIL SULEL B SN U N R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
Data File : VV007986.D

Aca On : 29 Sep 2018 06:23

Operator : SY/MD

Sample : J5062-14DL 10X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 Methyl ethyl disulfide Concentration Rank 3

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

8.76 1.25 ug/L 65378 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl ethvl disulfide 108 C3H8S2 020333-39-5 83
2 Methvl ethvl disulfide 108 C3H8S2 020333-39-5 64
3 Dimethvl phosphite 110 C2H703P 000868-85-9 53
4 Methanesulfonic acid. methvl ester 110 C2H603S 000066-27-3 50
5 Nicotinyl alcohol 109 C6H7NO 000100-55-0 43

Abundance Scan 2385 (8.759 min): V\V007986.D (-2374) (-) m/z 107.90 100.00%
80 108
5000
45
64 IIIIIIIIIIIII|IIII|I
|| 58, | | 93 8.40 8.60 880 9.00
o..,....,....,....,.:.!,...'.:-..-..,..'..-!...,.n...,...n',...., m/z 79.90 79.86%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #5248: Methyl ethyl disulfide
80 108
5000 LU R R R
8.40 8.60 8.80 9.00
‘ 64 m/z 45.00 35.18%
o..,....,...|.,!.3?. ..||| . .Sﬁ;u.|-=.,....I-!...,??..,...u;....,
m/z--> 10 20 40 50 60 70 80 90 100 110
Abundance #5247 Methyl ethyl disulfide
29 80 108
8.40 8.60 8.80 9.00
5000 45 m/z 63.90 26.19%
64
5
20| 0 1 730 PR P
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5632: Dimethy| phosphite B B B B
28 0 8.40 8.60 8.80 9.00
m/z 46.90 24 _00%
5000
15 4 95
0"|""'|""‘|""|"""|""|'§§'|"" ""I"M'I"'%ﬁ?"'l L AARRERARER h'l""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092818\
Data File : VV007986.D

Aca On : 29 Sep 2018 06:23

Operator : SY/MD

Sample : J5062-14DL 10X

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 Diethyl disulfide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.06 0.76 ug/L 39747 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl disulfide 122 C4H10S2 000110-81-6 94
2 Diethvl disulfide 122 C4H10S2 000110-81-6 87
3 Benzene. ethoxv- 122 C8H100 000103-73-1 38
4 Diethvl sulfone 122 C4H1002S 000597-35-3 38
5 Benzene, ethoxy- 122 C8H100 000103-73-1 33
Abundance Scan 2790 (10.061 min): V\V007986.D (-2781) (-) m/z 122.00 100.00%
122
66
94
5000
45 L LA UL LN B
| 5|9 79 9.80 10.00 10.20 10.40
o} O 1 S N | NS— | m/z 65.90 72.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9706: Diethyl disulfide
66 122
29 94
5000 L LN UL BN B

9.80 10.00 10.20 10.40
m/z 94.00 54.70%

45 59 79
bl 87 el b 27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9703: Diethyl disulfide
66 122
R REARE RS D
29 94 9.80 10.00 10.20 10.40
5000 m/z 44.90 17.35%
45 79
0 .”,..}ﬁ..:l,”.?,.L.,..JWM..W...J,”..,Ji.,.}gﬂ.... TR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9910: Benzene, ethoxy- T - Al ,". - ,". -
94 9.80 10.00 10.20 10.40
m/z 58.90 15.87%
5000 122
66
‘ 51 7 107
0 ...,....,...‘.‘,...l;....;‘..*..,.‘.‘..,...‘.,.... Al e S N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV092818\
Data File : VV007986.D

Acq On : 29 Sep 2018 06:23

Operator : SY/MD

Sample : J5062-14DL 10X

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 46 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA .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]
Methanethiol 1.48 1.6 ug/L 64214 1 5.67 206718 5.0
Ethanethiol 2.05 0.8 ug/L 34372 1 5.67 206718 5.0
Disulfide, dimethyl 7.14 1.7 ug/L 72095 1 5.67 206718 5.0
Methyl ethyl disu... 8.76 1.3 ug/L 65378 2 8.90 261688 5.0
Diethyl disulfide 10.06 0.8 ug/L 39747 2 8.90 261688 5.0
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