LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80320\
Data File : VN062736.D

Aca On : 3 Aug 2020 15:25

Operator : JC/MD

Sample : L3539-03

Misc : 5.00mL/MSVOA N/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: 0.2 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\82N072120W_.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 1.818 3 14 26 rvB 30121 48069 1.55% 0.466%
2 1.921 37 46 60 rvB 64705 89981 2.91% 0.873%
3 2.420 192 201 210 rBvV 340418 422038 13.63% 4.093%
4 3.777 603 623 636 rBV 246795 624501 20.17% 6.057%
5 3.854 637 647 667 rVB 87585 226079 7.30% 2.193%

4.011 675 696 723 rBV 1173410 3096427 100.00% 30.031%
6.792 1543 1561 1583 rBV2 18280 53336 1.72% 0.517%
7.548 1780 1796 1808 rBV2 98728 250670 8.10% 2.431%
7.625 1808 1820 1843 rVvB2 171028 404594 13.07% 3.924%
7.992 1917 1934 1956 rBV3 145822 371379 11.99% 3.602%

=
QO ~NO®

11 8.551 2093 2108 2126 rBV 270866 558509 18.04% 5.417%
12 9.866 2494 2517 2563 rBV 322601 993627 32.09% 9.637%
13 10.059 2564 2577 2591 rVvVv 443231 806002 26.03% 7.817%
14 10.230 2619 2630 2645 rVB 29860 52908 1.71% 0.513%
15 11.252 2934 2948 2963 rBV3 21878 41640 1.34% 0.404%

16 11.381 2974 2988 3009 rBV 407089 720533 23.27% 6.988%
17 12.377 3283 3298 3318 rBV 312812 527441 17.03% 5.115%
18 12.963 3467 3480 3492 rBV2 46911 87699 2.83% 0.851%
19 13.320 3578 3591 3607 rBvV 346248 581327 18.77% 5.638%
20 15.104 4132 4146 4162 rBV 198536 353975 11.43% 3.433%

Sum of corrected areas: 10310735
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80320\
Data File : VN062736.D

Aca On : 3 Aug 2020 15:25

Operator : JC/MD

Sample : L3539-03

Misc - 5.00mL/MSVOA N/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N072120W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN062736.D
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Abundance TIC: VN062736.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80320\
Data File : VN062736.D

Aca On : 3 Aug 2020 15:25

Operator : JC/MD

Sample : L3539-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072120W .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 Propyne Concentration Rank 4

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

1.92 11.12 ug/Il 89981 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvne 40 C3H4 000074-99-7 90
2 Allene 40 C3H4 000463-49-0 90
3 3-Methvl-1.2-diazirine 56 C2H4N2 1000305-83-7 1
4 1-Butanamine. 2-methvl- 87 C5H13N 000096-15-1 1
5 Ethane, nitro- 75 C2H5N02 000079-24-3 1

Abundance Scan 46 (1.921 min): VN062736.D (-37) (-) m/z 40.00 100.00%
o
5000
37
| 1.90 2.00 2.10 2.20 2.30
S L e e o o e B e R e m/z 39.00 93 .54%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #49: Propyne
40
5000
38 1.90 2.00 2.10 2.20 2.30
m/z 38.10 36 .80%
1315 2426 “ 42
G e R RS RS LA RS RS AN RARAN RRARS AR AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60
Abundance
40
1.90 2.00 2.10 2.20 2.30
5000 38 m/z 37.00 26 .94%
1214 20 2426 42
G e R RS RN RS RS RS AN RARAN ARARS AR AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #164: 3-Methyl-1,2-diazirine
28 1.90 2.00 2.10 2.20 2.30
26 m/z 36.00 7.71%
5000
1315 41
0 "P"'I'll'P"'l"?ﬁ" .,”..,.??ql...,.”.,...ﬁQ...,..”
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 1.90 2.00 2.10 2.20 2.30
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80320\
Data File : VN062736.D

Aca On : 3 Aug 2020 15:25

Operator : JC/MD

Sample : L3539-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072120W .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 Methanethiol Concentration Rank 2

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

2.42 52.16 ug/1 422038 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethiol 48 CH4S 000074-93-1 91
2 Methane. nitroso- 45 CH3NO 000865-40-7 5
3 Hvdroxvlamine. O-methvl- 47 CH5NO 000067-62-9 4
4 Ethane. fluoro- 48 C2H5F 000353-36-6 4
5 Formamide 45 CH3NO 000075-12-7 4

Abundance Scan 201 (2.420 min): VN062736.D (-192) (-) m/z 47.00 100.00%
47
5000 L
rTTTTTTTT T T T T T T T T
4 2.00 2.20 2.40 2.60 2.80
0
b 8 AL PO 8366 0 N7z 48.00  77.64%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #113: Methanethiol
47
5000 T T T [T [T T[T
200 220 240 2.60 2.80
m/z 45.00 64 .53%
14 33 4
50
e A - 1 s
I I I [ I I [ I [ I I I I I I
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
30
45 ISR SRR SRR
2.00 2.20 2.40 2.60 2.80
5000 m/z 46.00 15.44%
15
21 42
0<
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #109: Hydroxylamine, O-methyl- R AR EAEEE R )
47 2.00 2.20 2.40 2.60 2.80
m/z 44.00 11.39%
5000 0932 \vaN*v‘wAVAM\J\Avv\ﬁpwﬁwmww
4144
O e e e IR SRR SR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80320\
Data File : VN062736.D

Aca On : 3 Aug 2020 15:25

Operator : JC/MD

Sample : L3539-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072120W .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 4 Dimethyl sulfide Concentration Rank 3

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

3.85 27.94 ug/1 226079 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl sulfide 62 C2H6S 000075-18-3 91
2 Ethanethiol 62 C2H6S 000075-08-1 72
3 Borane-methvl sulfide complex 76 C2H9BS 013292-87-0 64
4 Acetic acid. mercapto-. methvl e... 106 C3H602S 002365-48-2 22
5 Acetic acid, mercapto- 92 C2H402S 000068-11-1 14

Abundance Scan 646 (3.850 min): VN062736.D (-637) (-) m/z 47.00 100.00%
47 &2
5000
207 3.60 3.80 4.00 4.20
Oy I I A m/z 62.00 98.40%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #338: Dimethyl sulfide
5000
35 3.60 3.80 4.00 4.20
15 m/z 45.00 62 .04%
L
0 w"ﬂw"'wl”'w"'w"'w"'w"“l"“ [rrrrprrorrpTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
29 62
47

3.60 3.80 4.00 4.20
5000 m/z 46.00 41.17%

18
O T T T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance : i

#919: Borane-methyl sulfide complex LB e

4 62 360 3.80 4.00 4.20
m/z 61.00 34.65%
5000
35
15 L 74 ~
A A AL S
m/z--> O 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80320\
Data File : VN062736.D

Aca On : 3 Aug 2020 15:25

Operator : JC/MD

Sample : L3539-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072120W .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 5 Disulfide, dimethyl Concentration Rank 1

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

9.87 88.95 ug/1 993627 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. dimethvl 94 C2H6S2 000624-92-0 97
2 1.2-Ethanedithiol 94 C2H6S2 000540-63-6 52
3 Dimethvl sulfone 94 C2H602S 000067-71-0 46
4 Methanesulfonvl chloride 114 CH3CIO02S 000124-63-0 7
5 Dimethyl ether 46 C2H60 000115-10-6 5

Abundance Scan 2518 (9.870 min): VN062736.D (-2494) (-) m/z 94.00 100.00%
]
45 79
5000
il . " 9.60 9.80 10.00 1020
o e e @7 m/z 79.00 57.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2533: Disulfide, dimethyl
94
79
5000 45 L L UL SULLN UM
9.60 9.80 10.00 10.20
m/z 45.00 54 _67%

0.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
47 94
60

9.60 9.80 1000 10.20

5000 7 m/z 46.00 26.81%
15 76
ol el e O e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2527: Dimethyl sulfone R EEmmara AR
79 960 980 1000 10 20

m/z 47.00 22 .34%

94
5000
15
2‘8 48 63
O T T T T T e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80320\
Data File : VN062736.D

Aca On : 3 Aug 2020 15:25

Operator : JC/MD

Sample : L3539-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072120W .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 6 Dimethyl trisulfide Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.96 7.54 ug/l 87699 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl trisulfide 126 C2H6S3 003658-80-8 91
2 1H-Pvrazole-4-carboxamide. 3-amino- 126 C4H6N40 005334-31-6 27
3 Butane. 4-chloro-1.1.1-trifluoro- 146 C4HG6CIF3 000406-85-9 23
4 1.3.5-Benzenetriol 126 C6H603 000108-73-6 16
5 S-(2,2,2-Trifluoroethyl) methane... 194 C3H5F302S2 069466-44-0 12

Abundance Scan 3479 (12.959 min): VN062736.D (-3467) (-) m/z 126.00 100.00%
26
79
45
5000
64
1 12.60 12.80 13.00 13.20
ol e AT 77 78.90  63.924
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10946: Dimethyl trisulfide
126
45
5000 & DU UL U B B
12.60 12.80 13.00 13.20
64 11 m/z 45.00 56.27%
15
2
G S S I SR L L S L SN W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109 126
12.60 12.80 13.00 13.20
5000 m/z 47.00 30.38%
52 64 80
oL..16 28 10 98
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #21728: Butane, 4-chloro-1,1,1-trifluoro- Y L
126 12.60 12.80 13.00 13.20
m/z 64.00 30.04%
5000 47 62 91
77
o T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO80320\
Data File : VN062736.D

Acq On : 3 Aug 2020 15:25

Operator : JC/MD

Sample - L3539-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072120W .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]
Propyne 1.92 11.1 ug/I1 89981 1 7.63 404594 50.0
Methanethiol 2.42 52.2 ug/I1 422038 1 7.63 404594 50.0
Dimethyl sulfide 3.85 27.9 ug/I1 226079 1 7.63 404594 50.0
Disulfide, dimethyl 9.87 89.0 ug/I1 993627 2 8.55 558509 50.0
Dimethyl trisulfide 12.96 7.5 ug/l 87699 4 13.32 581327 50.0
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