LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091719\
Data File : VNO058138.D

Aca On : 17 Sep 2019 10:59

Operator : JC/SP

Sample : K4871-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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 N\METHODS\82N091019W_.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

2.436 196 206 222 rBV2 81017 139824 5.67% 1.224%
3.876 637 654 678 rvB2 73520 193657 7.85% 1.695%
rBv 316705 797104 32.29% 6.978%
7.651 1816 1828 1848 rVB 366328 877651 35.56% 7.683%
8.011 1923 1940 1966 rBV 395667 924580 37.46% 8.094%
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8.239 1981 2011 2014 rBV3 49410 202933 8.22% 1.776%
8.574 2100 2115 2148 rVB 554405 1169881 47.40% 10.241%
9.892 2513 2525 2544 rBV3 24301 60459 2.45% 0.529%
10.085 2568 2585 2619 rBY 1330001 2468204 100.00% 21.606%
11.406 2982 2996 3023 rBV 785241 1378890 55.87% 12.070%

=
QO ~NO®

11 12.406 3292 3307 3328 rBvV 919175 1557504 63.10% 13.634%
12 13.348 3587 3600 3617 rBV 927257 1558847 63.16% 13.646%

13 15.268 4186 4197 4211 rVB2 27974 66201 2.68% 0.580%
14 15.647 4306 4315 4322 rBvV 17191 27940 1.13% 0.245%
Sum of corrected areas: 11423675
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO091719\
Data File : VN0O58138.D

Aca On : 17 Sep 2019 10:59

Operator : JC/SP

Sample : K4871-05

Misc - 5.00mL/MSVOA N/WATER

ALS Vvial :© 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .M
SW846 8260

Quant Method
Quant Title

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

Abundance TIC: VN058138.D
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Abundance TIC: VN058138.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091719\
Data File : VNO058138.D

Aca On : 17 Sep 2019 10:59

Operator : JC/SP

Sample : K4871-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 Methanethiol Concentration Rank 3

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

2.44 7.97 ug/l 139824 Pentafluorobenzene 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethiol 48 CH4S 000074-93-1 91
2 Methane. chloromethoxv- 80 C2H5CIO 000107-30-2 9
3 Ethane. fluoro- 48 C2H5F 000353-36-6 5
4 Formamide 45 CH3NO 000075-12-7 4
5 Propanamide, 2-hydroxy- 89 C3H7NO2 002043-43-8 4

Abundance Scan 207 (2.439 min): VN058138.D (-196) (-) m/z 47.00 100.00%
47
5000 /\L~
rrrTrrTTTpT T T T T e T
2.20 2.40 2.60 2.80
b Al e0 e2 9t "800 79.78%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #113: Methanethiol
47
5000 A A IR I
2.20 2.40 2.60 2.80
m/z 45.00 59.10%
14 33
| T [ [ I I I I I I I
m/z--> 0 10 20 30 40 50 60 70
Abundance
45
220 240 260 2.80
5000 15 29 m/z 46.00 16.02%
2 22 35 o1 63 79
e e I I UL UL I UL IS SRS UL
m/z--> 0 10 20 30 40 50 60 70
Abundance #111: Ethane, fluoro-
47 2.20 2.40 2.60 2.80
m/z 44.00 12.59%
0 2 14 20 ||, 41
HLEL I SURLEL L SURLELEL UL UL SURL RS SURELIL SUR LR SURLIL SU BN RSN L IR S
m/z--> 0 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091719\
Data File : VNO058138.D

Aca On : 17 Sep 2019 10:59

Operator : JC/SP

Sample : K4871-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .M
SW846 8260

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 2 Dimethyl sulfide Concentration Rank 1

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

3.88 11.03 ug/Il 193657 Pentafluorobenzene 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl sulfide 62 C2H6S 000075-18-3 94
2 Borane-methvl sulfide complex 76 C2H9BS 013292-87-0 90
3 Ethanethiol 62 C2H6S 000075-08-1 72
4 Propane. 2-Fluoro- 62 C3H7F 000420-26-8 9
5 Boric acid 62 BH303 010043-35-3 5

Abundance Scan 655 (3.879 min): VN058138.D (-637) (-) m/z 61.95 100.00%
47 ep
5000 /\
— e e
grao il Sl 77 a7.00 9 500
OSrrrrrrrrprrrprrrrprerrprr pr prrrere rHprprHprrerere m/z - - ¢
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #338: Dimethyl sulfide
5000 L UL L UL A
35 3.60 3.80 4.00 4.20
27 m/z 44.95 64 .58%
0 1 J‘ 24‘ 32 | ! 0 5? 1y
AL LARL) RAEY AAAS) LML) RARR RARE) NAAM) AL RELLA KAL) KAL) RARLA MAARI RALE) LA LARRI AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
47 @
3.60 3.80 4.00 4'20
5000 m/z 45.90 38.35%
35
o 15 2453 43 50 56°9 74
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #334: Ethanethiol A E e RN R ma
29 47 62 3.60 3.80 4.00 4.20
m/z 61.00 34.11%
5000
0 “'“'“I'”'P'”I“'}ﬁ'“l“"'“ v'w‘ﬁ?'v'“l“'?e'“lJl“' HrrrT USRI S R IR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091719\
Data File : VNO058138.D

Aca On : 17 Sep 2019 10:59

Operator : JC/SP

Sample : K4871-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 Acetic acid Concentration Rank 2

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

8.24 8.67 ug/l 202933 1,4-Difluorobenzene 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 45
3 Silver acetate 166 C2H3A002 000563-63-3 39
4 Hvdrazine. 1.l1-dimethvl- 60 C2H8N2 000057-14-7 25
5 Thiirane 60 C2H4S 000420-12-2 9

Abundance Scan 2011 (8.239 min): VN058138.D (-1981) (-) m/z 43.05 100.00%
48
60
5000
RN RS LRSI S
8.00 8.20 8.40 8.60
(o} m/z 45.00 87 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #262: Acetic acid
43
60
5000 L L R S R
15 8.00 8.20 8.40 8.60
m/z 60.00 60.19%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
45
800 820 840 860
5000 28 m/z 42.00 21.82%

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #35237: Silver acetate B R EREES B S
43 8.00 8.20 8.40 8.60
m/z 44.00 11.29%
5000
60
RECE 109 151 216233 235 319336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 8.00 8.20 840 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091719\
Data File : VNO058138.D

Acq On : 17 Sep 2019 10:59

Operator : JC/SP

Sample - K4871-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .M
SW846 8260

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 2.44 8.0 ug/Il 139824 1 7.65 877651 50.0
Dimethyl sulfide 3.88 11.0 ug/I1 193657 1 7.65 877651 50.0
Acetic acid 8.24 8.7 ug/l 202933 2 8.57 1169880 50.0
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