LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012420\
Data File : VV014392.D

Aca On : 24 Jan 2020 16:00

Operator : SY/MD

Sample : L1253-02MS

Misc : 25.0mL/MSVOA V/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 V\METHOD\SOMVTRO10220WMA .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 63 71 85 rvB2 442575 486804 1.39% 0.457%
2 1.479 113 121 147 rBVY 4488589 6341631 18.06% 5.954%
3 1.582 148 153 171 rVB 358000 586805 1.67% 0.551%
4 2.135 315 325 343 rVB4 1024531 1682485 4_.79% 1.580%
5 2.232 345 355 372 rVB 632352 995108 2.83% 0.934%
6 2.537 442 450 475 rVB2 401533 808860 2.30% 0.759%
7 3.958 874 892 941 rBV 14193988 35106334 100.00% 32.962%
8 4.399 1013 1029 1053 rvB 557168 1360517 3.88% 1.277%
9 5.093 1227 1245 1253 rBV2 1214930 2892310 8.24% 2.716%
10 5.145 1254 1261 1287 rVB 1474240 3076161 8.76% 2.888%

11 5.659 1410 1421 1446 rVB 1107531 2202191 6.27% 2.068%
12 5.955 1496 1513 1547 rBV 13409606 25637921 73.03% 24.072%
13 6.113 1550 1562 1580 rVB 734707 1474673 4._.20% 1.385%
14 7.026 1834 1846 1860 rBV 379283 691722 1.97% 0.649%
15 7.129 1867 1878 1898 rBV 208117 447762 1.28% 0.420%

16 7.357 1936 1949 1960 rBV 1315513 2288360 6.52% 2.149%
17 7.428 1960 1971 1994 rVB 2163370 3696183 10.53% 3.470%
18 7.662 2029 2044 2065 rBvV 223271 421279 1.20% 0.396%
19 8.132 2179 2190 2228 rBV 1809625 3667549 10.45% 3.444%
20 8.891 2412 2426 2430 rBV 1685260 2567163 7.31% 2.410%

21 8.920 2431 2435 2451 rVB 1857172 2712728 7.73% 2.547%
22 10.254 2839 2850 2866 rBV 542303 868227 2.47% 0.815%
23 10.833 3019 3030 3046 rBvV 347474 606849 1.73% 0.570%
24 10.977 3057 3075 3090 rBV 683571 1110890 3.16% 1.043%
25 11.289 3160 3172 3192 rBV 1694764 2594629 7.39% 2.436%

26 11.666 3278 3289 3308 rVB 1418876 2181260 6.21% 2.048%

Sum of corrected areas: 106506401
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012420\
Vv014392.D

24 Jan 2020 16:00

SY/MD

L1253-02MS

25_0mL/MSVOA V/WATER

13 Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVTRO010220WMA.M

Quant Title

TIC Library

- TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012420\
Data File : VV014392.D

Aca On : 24 Jan 2020 16:00

Operator : SY/MD

Sample : L1253-02MS

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O10220WMA .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 1

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

1.48 14 .40 ug/L 6341630 1,4-Difluorobenzene 5.66
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 7
5 Methane, nitroso- 45 CH3NO 000865-40-7 5

Abundance Scan 121 (1.479 min): VV014392.D (-113) (-) m/z 47.00 100.00%

7
5000

1.20 140 160 1.80

ol 64 82 112 140 161177192207 225 247262278293 m/z 48.00 82 _49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #113: Methanethiol
7
5000
1.20 140 1.60 1.80
m/z 45.00 55.78%
14 32
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
47
1.20 140 1.60 1.80
5000 m/z 45.95 13.20%
15 32
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108: Hydroxylamine, O-methyl- L BAaa e o e
47 1.20 140 1.60 1.80
m/z 44.00 8.58%
5000 32
17
0‘ wwwmmmmmm l|llll|llll|llll|llll
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012420\
Data File : VV014392.D

Aca On : 24 Jan 2020 16:00

Operator : SY/MD

Sample : L1253-02MS

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O10220WMA .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 Dimethyl sulfide Concentration Rank 2

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

2.23 2.26 ug/L 995108 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl sulfide 62 C2H6S 000075-18-3 94
2 Dimethvl sulfTide 62 C2H6S 000075-18-3 91
3 Dimethvl sulfide 62 C2H6S 000075-18-3 91
4 Borane-methvl sulfide complex 76 C2H9BS 013292-87-0 90
5 Dimethyl sulfide 62 C2H6S 000075-18-3 87

Abundance Scan 354 (2.229 min): VV014392.D (-345) (-) m/z 61.95 100.00%
47 62
5000

1.80 2.00 2.20 2.40 2.60

ol i 91 110 134152169 190 208 234251266282 m/z 46.95 90.12%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #336: Dimethyl sulfide
47 62
5000

1.80 2.00 2.20 2.40 2.60

27 m/z 44_.95 49.51%
o SR A5 ML S S S UN S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
47 62
1.80 2.00 2.20 2.40 2.60
5000 m/z 46.00 37.66%
27
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #338: Dimethyl sulfide LS R e
47 62 1.80 2.00 2.20 2.40 2.60
m/z 61.00 33.77%
5000
15
. — SNEED £ A N
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012420\
Data File : VV014392.D

Aca On : 24 Jan 2020 16:00

Operator : SY/MD

Sample : L1253-02MS

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O10220WMA .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 6

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

7.13 1.02 ug/L 447762 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. dimethvl 94 C2H6S2 000624-92-0 97
2 Disulfide. dimethvl 94 C2H6S2 000624-92-0 96
3 Disulfide. dimethvl 94 C2H6S2 000624-92-0 96
4 Disulfide. dimethvl 94 C2H6S2 000624-92-0 96
5 Disulfide, dimethyl 94 C2H6S2 000624-92-0 96

Abundance Scan 1878 (7.129 min): V\V014392.D (-1867) (-) 93.95 100.00%

o
5000 45
61

6.80 7.00 7.20 7.40
7
o 111 130146 168185200 219 239 269 289 m/z _79.00 54 _81%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2533: Disulfide, dimethyl
94
5000 45

6.80 7.00 7.20 7.40
m/z 44.95  49.66%

15 W |

0 ,,,,,,,, T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45 94
6.80 7.00 7.20 7.40
5000 m/z 45.95 25.74%
61
78
o 27
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2534: Disulfide, dimethyl
% 6.80 7.00 7.20 7.40
m/z 47.00 22_.11%
45
5000
15 61
7
04
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012420\
Data File : VV014392.D

Aca On : 24 Jan 2020 16:00

Operator : SY/MD

Sample : L1253-02MS

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O10220WMA .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 Dimethyl trisulfide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.83 1.17 ug/L 606849 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl trisulfide 126 C2H6S3 003658-80-8 96
2 Dimethvl trisulfide 126 C2H6S3 003658-80-8 81
3 Pentasulfide. dimethvl 190 C2H6S5 007330-31-6 32
4 Phosphonic acid. (3-methvl-2-o0xo... 206 C8H1504P 054543-04-3 25
5 S-(2,2,2-Trifluoroethyl) methane... 194 C3H5F302S2 069466-44-0 23
Abundance Scan 3029 (10.830 min): VV014392.D (-3019) (-) m/z 125.90 100.00%
126
45 19 }\
5000
64
tH 10,60 10.80 11.00 11.20
94 : : : :
o 152167 194209 231 255271 296 n/z  79.00 59.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #10946: Dimethyl trisulfide
126
45
5000 & T T T ....,.[\
10.60 10.80 11.00 11.20
64 11 m/z 44.95 54 .08%
15 ‘
0'APJ'P”W'”w”'W”MIA”P'”P”"”'”'W””P'”P”W'”W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
126
79 10,60 10.80 11.00 11.20
5000 m/z 47.00 36.88%
45
64 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #53208: Pentasulfide, dimethy! e REREE R S S S
79 10.60 10.80 11.00 11.20
47 m/z 63.90 25.66%
158
5000 64 | 94 o
- 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012420\
Data File : VV014392.D

Aca On : 24 Jan 2020 16:00

Operator : SY/MD

Sample : L1253-02MS

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O10220WMA .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 3-Octanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.98 2.14 ug/L 1110890 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanone 128 C8H160 000106-68-3 94
2 3-Octanone 128 C8H160 000106-68-3 74
3 3-Heptanone. 6-methvl- 128 C8H160 000624-42-0 58
4 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 49
5 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 47
Abundance Scan 3076 (10.981 min): VV014392.D (-3057) (-) m/z 43.00 100.00%
43
72 99
5000
128 10.60 10.80 11.00 11.20
Obrrrrerr bl k38 149 169 100214200 264 294 o TTE7 00 90.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12435: 3-Octanone
43
72 99
5000 AUV I B
10 60 10.80 11.00 11.20
2 128 m/z 71.95 60.29%
0”'W””w'JP”MN”W'”W”'W””I””P'”'”"”"”W“”I””P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
27 10.60 10.80 11.00 11.20
5000 72 m/z 71.10 54 _.13%
99
128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12514: 3—Heptanone, 6—methy|— | LU (LA LA B S A B
57 10.60 10.80 11.00 11.20
29 m/z 99.00 52.09%
72
5000
99
‘ 128
0'}ﬁ'”ﬂﬂ”LP'LP“”I””I”'W“'W”'W'“"”"”"”'P“'P'”P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV012420\
Data File : VV014392.D

Acq On : 24 Jan 2020 16:00

Operator : SY/MD

Sample : L1253-02MS

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O10220WMA .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]
Methanethiol 1.48 14.4 ug/L 6341630 1 5.66 2202190 5.0
Dimethyl sulfide 2.23 2.3 ug/L 995108 1 5.66 2202190 5.0
Disulfide, dimethyl 7.13 1.0 ug/L 447762 1 5.66 2202190 5.0
Dimethyl trisulfide 10.83 1.2 ug/L 606849 3 11.29 2594630 5.0
3-Octanone 10.98 2.1 ug/L 1110890 3 11.29 2594630 5.0

SOMVTR010220WMA_.M Mon Jan 27 17:11:57 2020 Page: 8



