LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082020\
Data File : VX018035.D

Aca On : 20 Aug 2020 15:19

Operator : JC/SP

Sample : L3721-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 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 X\METHOD\82X081920W .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

1.179 12 15 23 rvw 103375 107128 2.77% 0.425%
1.246 23 26 35 rvB 199097 209039 5.40% 0.829%
rBv3 55865 173343 4.48% 0.688%
1.569 76 79 94 rBvV 494823 726062 18.76% 2.881%
2.087 160 164 171 rBV 52915 86278 2.23% 0.342%

abrwNPE
=
N
\l
=
a1
N
(o]
w
o]
()]

2.252 185 191 198 rBV 27822 50110 1.29% 0.199%
2.422 212 219 223 rBV 1477703 2413346 62.36% 9.575%
rvB 288441 435694 11.26% 1.729%
2.550 234 240 244 rBV 526341 932855 24.10% 3.701%
4.641 573 583 593 rBv2 75638 229849 5.94% 0.912%
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11 5.105 651 659 665 rBv4 19659 59528 1.54% 0.236%
12 5.471 708 719 731 rBvV2 358836 1036339 26.78% 4.112%
13 5.635 731 746 761 rBV 633740 1773192 45.82% 7.035%
14 6.031 798 811 820 rBV 392752 1036267 26.78% 4.112%
15 6.117 820 825 833 rvB2 31572 80213 2.07% 0.318%

16 6.836 932 943 964 rBV3 1021314 3870237 100.00% 15.356%
17 7.135 987 992 1013 rVvB2 152860 511979 13.23% 2.031%
18 8.464 1203 1210 1220 rBV2 222763 432528 11.18% 1.716%
19 8.696 1241 1248 1256 rBV 1916199 2993298 77.34% 11.876%
20 8.891 1276 1280 1285 rVB3 30999 48671 1.26% 0.193%

21 9.976 1453 1458 1465 rVB 42438 65680 1.70% 0.261%
22 10.098 1472 1478 1489 rVB 1952450 2625557 67.84% 10.417%
23 11.122 1640 1646 1655 rVB 1695057 2074830 53.61% 8.232%
24 11.701 1732 1741 1752 rBV 100527 146762 3.79% 0.582%
25 12.061 1795 1800 1807 rVB 2189819 2623435 67.78% 10.409%

26 12.945 1941 1945 1949 rBV 43970 53436 1.38% 0.212%

27 13.554 2040 2045 2051 rVB 50863 66644 1.72% 0.264%

28 13.652 2052 2061 2063 rBV9 13889 40947 1.06% 0.162%

29 13.817 2083 2088 2094 rBV 200165 255928 6.61% 1.015%

30 15.676 2391 2393 2401 rVB7 20868 44794 1.16% 0.178%
Sum of corrected areas: 25203969
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082020\
VX018035.D

20 Aug 2020 15:19

JC/SP

L3721-03

5.0mL/MSVOA X/WATER

15 Sample Multiplier: 1

o Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081920W .M
- SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX018035.D
2000000
1500000 2.42
1000000
157 5.64
500000
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX018035.D
2000000 8.70 10.10
11.12
1500000
6.84
1000000
500000
713 8.46
8.89 9/.\9
O B e e e e e e i e e e e B e e e B e B B B e A B e e e e
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX018035.D
12|06
2000000
1500000
1000000
500000
13.82
(O AL e e e e e e e e e e e e e e e e e T E B e e e e e
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082020\
Data File : VX018035.D

Aca On : 20 Aug 2020 15:19

Operator : JC/SP

Sample : L3721-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081920W .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 Allene Concentration Rank 3

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

1.25 5.89 ug/Il 209039 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allene 40 C3H4 000463-49-0 90
2 Propvne 40 C3H4 000074-99-7 90
3 2-Butvnal 68 C4H40 001119-19-3 74
4 3-Butvn-1-ol 70 C4H60 000927-74-2 74
5 Thiocyanic acid, 2-propynyl ester 97 C4H3NS 024309-48-6 64

Abundance Scan 27 (1.252 min): VX018035.D (-23) (-) m/z 39.95 100.00%

5000

—

1.201.30 1.40 1.50 1.60 1.70

o 64 79 95 120 147 165180 203 228 245 268282 m/z 39.00 90.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48: Allene
0 L
5000
1.20 1.30 1.40 1.50 1.60 1.70
m/z 38.00 39.98%
12 26
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
40
1.20 1.30 1.40 1.50 1.60 1.70
5000 m/z 37.00 24.79%
o 12 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #415: 2-Butynal M TR R T
9 1.20 1.30 1.40 1.50 1.60 1.70

67 m/z 36.10 6.41%

5000

2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.201.301.401.50 1.60 1.70

]
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082020\
Data File : VX018035.D

Aca On : 20 Aug 2020 15:19

Operator : JC/SP

Sample : L3721-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081920W .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 Methanethiol Concentration Rank 1

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

1.57 20.47 ug/1 726062 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethiol 48 CH4S 000074-93-1 91
2 Hvdroxvlamine. O-methvl- 47 CH5NO 000067-62-9 7
3 Methane. nitroso- 45 CH3NO 000865-40-7 5
4 Ethane. fluoro- 48 C2H5F 000353-36-6 4
5 Formamide 45 CH3NO 000075-12-7 4

Abundance Scan 79 (1.569 min): VX018035.D (-76) (-) m/z 47.00 100.00%
5000 k
120 140 160 180 200
o 62 79 105 128 156173 192207 226 248263 282 299 n/z 48.00 79520
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #113: Methanethiol
4
5000 L S AL R AL
1.20 1.40 1.60 1.80 2.00
m/z 45.00 58.39%
14 32
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
47
120 140 160 1.80 2.00
5000 32 m/z 46.00 13.64%
17
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92: Methane, nitroso- TP T T T
30 120 140 160 180 200
45 m/z 44.00 9.84%
5000 \kw-\\“~ﬂhj\-w‘
15
onw j” =S S -
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300 150 1ho 1%0 180 200
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX082020\
Data File : VX018035.D

Aca On : 20 Aug 2020 15:19

Operator : JC/SP

Sample : L3721-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081920W .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.

7.13 6.61 ug/l 511979 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 86
2 Ammonium acetate 77 C2H7NO2 000631-61-8 78
3 Carbonic acid. bis(l-methvlethvl... 146 C7H1403 006482-34-4 53
4 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 50
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 16

Abundance Scan 991 (7.129 min): VX018035.D (-987) (-) m/z 45.00 100.00%
45
5000 jﬁ\\x\\j\\\\\__~“_'~“
'6.80 7.00 7.0 7.40
Olrprerrrrrr b 02, 99, H7133149 173191209 236252 275 300 | ";m/z 43.00  91.24%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #260: Acetic acid
43
60
5000 A SR R
6.80 7.00 7.20 7.40
15 m/z 60.00 61.81%
0'I""I'l"'l R B B B B B DA B R B e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
17 A SRR AR
60 6.80 7.00 7.20 7.40
5000 m/z 42.00 15.43%

F

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21982: Carbonic acid, bis(1-methylethyl) ester R L e N BE
4 6.80 7.00 7.20 7.40

m/z 43.95 9.51%

5000
59

?

104
0 87 131
I~ T I L I TTTrT I TT 1T I L I

m/z--> 0O 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 X\DATA\VX082020\
Data File : VX018035.D

Aca On : 20 Aug 2020 15:19

Operator : JC/SP

Sample : L3721-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081920W .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 Disulfide, dimethyl Concentration Rank 4

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

8.46 5.59 ug/Il 432528 1,4-Difluorobenzene 6.84
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 1.2.3.6-Tetrahvdrobenzvlalcohol.... 126 C8H140 1000365-07-7 9
5 Dimethyl methylphosphonate 124 C3H903P 000756-79-6 9

Abundance Scan 1209 (8.458 min): VX018035.D (-1203) (-) m/z 94.00 100.00%
W
79
5000 45 /\\
61 820 840 8.60 8.80
ol 108 131147162 184 208 249 265 281 n/z  79.00 57 _02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2536: Disulfide, dimethyl
45 94
79
5000 U S R R
8.20 8.40 8.60 8.80
61 m/z 45.00 50.95%
ol 27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
47 94
820 840 8.60 8.80
5000{ oy Ol m/z 45.95  28.71%
ol.13 76
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2526: Dimethyl sulfone
15 79 8.20 8.40 8.60 8.80
m/z 47.00 22 .86%
5000 94
ol | 3045 63 |
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 820 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX082020\
Data File : VX018035.D

Acq On : 20 Aug 2020 15:19

Operator : JC/SP

Sample : L3721-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081920W .M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Allene 1.25 5.9 ug/Il 209039 1 5.64 1773190 50.0
Methanethiol 1.57 20.5 ug/I1 726062 1 5.64 1773190 50.0
Acetic acid 7.13 6.6 ug/Il 511979 2 6.84 3870240 50.0
Disulfide, dimethyl 8.46 5.6 ug/Il 432528 2 6.84 3870240 50.0
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