LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012820\
Data File : VV014417.D

Aca On : 28 Jan 2020 13:39

Operator : SY/MD

Sample : L1253-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 4 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 1.499 119 127 151 rBY 2556042 3564808 4 .80% 2.561%
2 2.245 350 359 372 rVB 988588 1463979 1.97% 1.052%
3 3.968 876 895 929 rBY 13252700 32183647 43.30% 23.121%
4 4.405 1019 1031 1045 rBvV 324278 751567 1.01% 0.540%
5 5.097 1229 1246 1274 rBV2 1394959 3117011 4_.19% 2.239%

5.669 1401 1424 1442 rBV 1019583 2177371 2.93% 1.564%
5.961 1495 1515 1545 rBV 37600418 74331438 100.00% 53.400%
6.132 1551 1568 1586 rBV3 728593 1927417 2.59% 1.385%
6.254 1588 1606 1627 rVB2 1422044 3721549 5.01% 2.674%
6.460 1661 1670 1700 rVB 771176 1428254 1.92% 1.026%

=
QO ~NO®

11 7.154 1873 1886 1905 rBV 632699 1345892 1.81% 0.967%
12 7.376 1944 1955 1970 rBV 1565676 2632544 3.54% 1.891%
13 8.151 2182 2196 2216 rBV 1343157 2622849 3.53% 1.884%
14 8.900 2417 2429 2446 rBV 1407194 2347422 3.16% 1.686%
15 10.977 3067 3075 3091 rVB 676006 1051773 1.41% 0.756%

16 11.292 3161 3173 3191 rVB 1430586 2356794 3.17% 1.693%
17 11.669 3278 3290 3309 rVB 1312902 2173703 2.92% 1.562%

Sum of corrected areas: 139198018
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012820\
Data File : VV014417.D

Aca On : 28 Jan 2020 13:39

Operator : SY/MD

Sample : L1253-08

Misc - 25.0mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO10220WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VV014417.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012820\
Data File : VV014417.D

Aca On : 28 Jan 2020 13:39

Operator : SY/MD

Sample : L1253-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 4 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 2

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

1.50 8.19 ug/L 3564810 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethiol 48 CH4S 000074-93-1 91
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 127 (1.499 min): VV014417.D (-119) (-) m/z 47.00 100.00%
47.0
5000 \
rprrrryrTTTrTTT TR
120 140 160 1.80
ol 77.3 117.6 150.0174.3 199.8 242.3265.9 295.6 n/z 47.95 81_98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #113: Methanethiol
47.0
5000 S S A AR
1.20 140 160 1.80
m/z 45.00 58.20%
14.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #112: Methanethiol
47.0
120 140 160 180
5000 m/z 45.95 13.92%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108: Hydroxylamine, O-methyl- e R R
47.0 120 140 160 1.80
m/z 43.90 9.67%
5000
17.0
wmwwmmmm T T T 1T T T T T T T 17T T T 1T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.50 J"ho Juéo ]"%O !
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012820\
Data File : VV014417.D

Aca On : 28 Jan 2020 13:39

Operator : SY/MD

Sample : L1253-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 4 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 3

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

2.24 3.36 ug/L 1463980 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl sulfide 62 C2H6S 000075-18-3 91
2 Dimethvl sulfTide 62 C2H6S 000075-18-3 91
3 Dimethvl sulfide 62 C2H6S 000075-18-3 91
4 Dimethvl sulfide 62 C2H6S 000075-18-3 91
5 Borane-methyl sulfide complex 76 C2H9BS 013292-87-0 78

Abundance Scan 358 (2.241 min): VV014417.D (-350) (-) m/z 62.00 100.00%
62.0
5000 jk
200 220 240 2.60
Obrprrrrro e 304 1208 1503 1867 2187 2524 2946 | 7z 47.00 98.03%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #336: Dimethyl sulfide
62.0
5000 AR AN L LN L
35.0 2.00 2.20 2.40 2.60
m/z 45.00 64 .01%
12.0 ,
m/z--> 0 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #337: Dimethyl sulfide
47.0
200 220 240 260
5000 m/z 46.00 41.42%
15.0
W”APLWJ”P”W””P”W””'”'””'”'””P”'””P”'””P
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #338: Dimethyl sulfide R E L  RERmEEE T
47.0 200 220 240 2.60
m/z 61.00 35.55%
5000
15.0
W”LP”W””P”W””P”W””'”'””'”'””P”'””P”'””P' URRBE RS SRS LR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012820\
Data File : VV014417.D

Aca On : 28 Jan 2020 13:39

Operator : SY/MD

Sample : L1253-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 4 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 Acetic acid Concentration Rank 4

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

6.46 3.28 ug/L 1428250 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 91
2 Acetic acid 60 C2H402 000064-19-7 90
3 Acetic acid 60 C2H402 000064-19-7 90
4 Acetic acid 60 C2H402 000064-19-7 90
5 Ammonium acetate 77 C2H7NO2 000631-61-8 83

Abundance Scan 1670 (6.460 min): VV014417.D (-1661) (-) m/z 43.00 100.00%
43,0 n
5000
6.20 6.40 6.60 6.80
0 70.0 111.8133.8 168.4 194.8 224.1 251.0 281.1 m/z _ 45.00 96 14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #263: Acetic acid
43.0
5000 -!\77 RN NS
6.20 6.40 6.60 6.80
m/z 60.00 69.68%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #262: Acetic acid
43,0
620 640 660 680
5000 m/z 42.00 15.92%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #261: Acetic acid
43.0 6.20 6.40 6.60 6.80
m/z 44.00 7.82%
5000] 15.0 Vﬂajﬂ\hAh/Jﬂv/\wamﬂwﬁww“mw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 "'é56"éhbllé%6"é§6"'
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012820\
Data File : VV014417.D

Aca On : 28 Jan 2020 13:39

Operator : SY/MD

Sample : L1253-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 4 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 Disulfide, dimethyl Concentration Rank 5

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

7.15 3.09 ug/L 1345890 1,4-Difluorobenzene 5.67
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 95
4 Disulfide. dimethvl 94 C2H6S2 000624-92-0 94
5 Disulfide, dimethyl 94 C2H6S2 000624-92-0 94

Abundance Scan 1885 (7.151 min): VV014417.D (-1873) (-) m/z 93.95 100.00%
94.0 7
5000 45.0
6.80 7.00 7.20 7.40
ol 9. 129.9 158.8 186.7211.3 248.5 281.7 n/z 78.90 52 550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2535: Disulfide, dimethyl
94.0
45.0
5000
6.80 7.00 7.20 7.40
15.0 m/z 45.00 45 _44%
.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2533: Disulfide, dimethyl
94.0
6.80 7.00 7.20 7.40
5000 45.0 m/z 45.95 25.17%
'}ﬁg'”l””l””ﬁ””l””l””I””I””I“”I”“I“”I”“I””I””I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2536: Disulfide, dimethy! R RRR R R S
45.0 94.0 6.80 7.00 7.20 7.40
m/z 46.95 20.86%
5000
0.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV012820\
Data File : VV014417.D

Aca On : 28 Jan 2020 13:39

Operator : SY/MD

Sample : L1253-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 4 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 6
R.T. EstConc Area Relative to ISTD R.T.
10.98 2.23 ug/L 1051770 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-Heptanone. 5-methvl- 128 C8H160 000541-85-5 72
3 3-Octanone 128 C8H160 000106-68-3 64
4 3-Heptanone. 6-methvl- 128 C8H160 000624-42-0 58
5 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 53

Abundance Scan 3076 (10.981 min): V\V014417.D (-3067) (-) m/z 43.00 100.00%

43.0
72.0
5000 9.0

128.0 10 60 10 80 11. 00 11. 20
el b e SO 1850 1848 219.2 2469 2872 | no 5700 | 83.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12435: 3-Octanone
43.0
72.0 99.0

o

5000 | LA N LI LB L
10.60 10.80 11.00 11.20
128.0 m/z 72.00 61.40%
e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12538: 3-Heptanone, 5-methyl-
57.0
290 | L BN N LU LN B
9.0 10.60 10.80 11.00 11.20
5000 m/z 71.05 50.61%
128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12429: 3-Octanone
43.0 10.60 10.80 11.00 11.20

m/z 99.05 50.19%

5000 72.0
99.0
| Jk
‘ { || \

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\VV012820\
Data File : VV014417.D

Acq On : 28 Jan 2020 13:39

Operator : SY/MD

Sample - L1253-08

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O10220WMA .M
TRACE VOA SOMO01.0

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 1.50 8.2 ug/L 3564810 1 5.67 2177370 5.0
Dimethyl sulfide 2.24 3.4 ug/L 1463980 1 5.67 2177370 5.0
Acetic acid 6.46 3.3 ug/L 1428250 1 5.67 2177370 5.0
Disulfide, dimethyl 7.15 3.1 ug/L 1345890 1 5.67 2177370 5.0
3-Octanone 10.98 2.2 ug/L 1051770 3 11.29 2356790 5.0
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