LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO61920\

Data File : VN061962.D

Aca On - 19 Jun 2020 19:11

Operator : JC/MD

sample - L3033-04 :
Misc - 5.00mL/MSVOA N/WATER LI R
ALS Vial : 21 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\82N061620W.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 2.140 103 114 115 rBY 17595562 26162594 45.55% 9.900%
2 3.770 605 621 634 rBY 1199732 3035789 5.29% 1.149%
3 3.850 634 646 682 rVV 1225028 3400759 5.92% 1.287%
4 6.779 1528 1557 1636 rBV2 17959000 57440296 100.00% 21.736%
5 7.622 1807 1819 1839 rVB2 243998 603634 1.05% 0.228%
6 7.998 1915 1936 1955 rBv3 382273 992547 1.73% 0.376%
7 8.551 2097 2108 2128 rVB 340157 723727 1.26% 0.274%
8 9.863 2495 2516 2530 rBV 292004 643313 1.12% 0.243%
9 9.963 2530 2547 2567 rVV 22354520 45711047 79.58% 17.298%
10 10.066 2567 2579 2586 rVvVv 648750 1276332 2.22% 0.483%

11 10.130 2586 2599 2647 rVB 25268259 50551323 88.01% 19.129%
12 10.326 2647 2660 2686 rBV 540146 948482 1.65% 0.359%
13 11.406 2974 2996 3008 rBV2 4391114 8417910 14.66% 3.185%
14 11.483 3008 3020 3033 rVvV 3481702 5720170 9.96% 2.165%
15 11.593 3040 3054 3085 rVB 6691236 12948402 22.54% 4_.900%

16 11.921 3138 3156 3172 rBV 4535894 7456175 12.98% 2.821%
17 12.377 3285 3298 3311 rBV 450918 753991 1.31% 0.285%
18 12.631 3366 3377 3383 rBV 1074425 1753249 3.05% 0.663%
19 12.709 3393 3401 3420 rVB 1309982 2061665 3.59% 0.780%
20 12.866 3438 3450 3465 rVB 687895 1105814 1.93% 0.418%

21 13.014 3485 3496 3509 rVB 3584636 5671224 9.87% 2.146%
22 13.258 3563 3572 3581 rVVv2 602390 957876 1.67% 0.362%
23 13.345 3581 3599 3614 rVB3 2969317 6203486 10.80% 2.347%
24 13.519 3633 3653 3660 rBvV 416180 794792 1.38% 0.301%
25 13.628 3674 3687 3704 rVB 9854302 16396986 28.55% 6.205%

26 15.104 4127 4146 4171 rBV 1480026 2531497 4.41% 0.958%

Sum of corrected areas: 264263080
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO61920\

Data File : VN061962.D

Aca On - 19 Jun 2020 19:11

Operator : JC/MD

sample - L3033-04 :
Misc - 5.00mL/MSVOA N/WATER LI R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN061962.D
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Abundance TIC: VN061962.D
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Abundance TIC: VN061962.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO61920\

Data File : VN061962.D

Aca On - 19 Jun 2020 19:11

Operator : JC/MD

sample - L3033-04 :
Misc - 5.00mL/MSVOA N/WATER LI R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 Dimethyl sulfide Concentration Rank 1

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

3.85 281.69 ug/l 3400760 Pentafluorobenzene 7.63
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 78
4 Ethene. chloro- 62 C2H3ClI 000075-01-4 9
5 Boric acid 62 BH303 010043-35-3 5

Abundance Scan 646 (3.850 min): VN061962.D (-634) (-) m/z 62.00 100.00%
47 6p
5000
rrTTTTTTT T T TR T T T
3.60 3.80 4.00 4.20
37 %] 50 5659/ 65
| A1 LY B 11— m/z 47.00 83.17%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #337: Dimethyl sulfide
5000 A UL UL L A
35 3.60 3.80 4.00 4.20
15 27 m/z 45.00 54 _77%
12| on | 32 450 58 g5
s L A L LA AL KA RAAR) AARA LA AR RAARA RN NRARE ARAA KA AR
m/z--> 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 46.00 35.65%
35
o 1215 247" 31 4144 50 569 65 74
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #333: Ethanethiol
29 62 3.60 3.80 4.00 4.20
47 m/z 61.00 34 .94%
5000
2611 34 s
o |[3740 44|| 50 557" ||
m/z--> 5 10 15 20 25 30 3'5 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\HPCHEMI\MSVOA N\DATA\VNO61920\

Data File : VN061962.D

Aca On - 19 Jun 2020 19:11

Operator : JC/MD

sample - L3033-04 :
Misc - 5.00mL/MSVOA N/WATER LI R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 Disulfide, dimethyl Concentration Rank 2

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

9.86 44 .44 ug/1 643313 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. dimethvl 94 C2H6S2 000624-92-0 96
2 1.2-Ethanedithiol 94 C2H6S2 000540-63-6 52
3 Dimethvl sulfone 94 C2H602S 000067-71-0 50
4 Methanesulfonvl chloride 114 CH3CIl02S 000124-63-0 7
5 (Trifluoromethyl)acetylene 94 C3HF3 000661-54-1 5

Abundance Scan 2515 (9.860 min): VN061962.D (-2495) (-) m/z 94.00 100.00%
4
5000 45 79

|| i o 9.60 9.80 10.00 10.20
0 ”.,.”.,.”.,..”,.:J,..”,..”,...Hn..w. N m/z 79.00 51.57%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2533: Disulfide, dimethyl
94
79
5000 45 ||||||||||||||||||||

9.60 9.80 10.00 10.20
m/z 45.00 48.71%

61
15 32 51 | |
e e s SN
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
47 94 /\
60 NG\ B A\
9.60 9.80 10.00 10.20
5000 27 m/z 46.00 23.51%
35
15 66 76 88
e s e R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2528: Dimethy! sulfone R R
79 9.60 9.80 10.00 10.20
m/z 47.00 19.53%
94
5000
45 63
0 35 [,,151 58 |,
o L e o o e NI
m/z--> 10 20 30 40 50 60 70 80 90 100 9.60 9.80 10.00 10.20
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82N061620W.M Tue Jun

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN061920\
Data File : VN061962.D

Aca On 19 Jun 2020 19:11

Operator : JC/MD

Sample : L3033-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 2-Pentanol, 4-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.33 5.63 ug/Il 948482 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 90
2 2-Hexanol 102 C6H140 000626-93-7 78
3 1-Butene. 4-methoxv 86 C5H100 004696-30-4 59
4 2-Heptanol 116 C7H160 000543-49-7 59
5 2-Octanol 130 C8H180 000123-96-6 56

Abundance Scan 2661 (10.329 min): VN061962.D (-2647) (-) m/z 45.05 100.00%
45
5000
69
39 ‘ 57 87 10.00 10.20 10.40 10.60
0 ..,....,....,....|,|!.'..?1..-!'.,‘?3...,...77.,....,....1?9..., m/z 43.05 28.10%
m/z--> 10 30 40 50 60 70 100
Abundance #4455: 2-Pentanol, 4-methyl-
45
5000 N BN UL B SUGRE
69 10.00 10.20 10.40 10.60
m/z 69.05 27 .73%
27 39‘ 57 ‘ 87
3 SRS~ NI 1| NNV THOO. 8 Y A R - S
m/z--> 10 30 40 50 70 80 90 100
Abundance
45
10.00 10.20 10.40 10.60
5000 m/z 41.10 22 .60%
69
27 39 55
14 84
e S S S UL UL UL I UL SULIL LS WL
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #1748: 1-Butene, 4-methoxy R
45 10.00 10.20 10.40 10.60
m/z 39.00 12.93%
5000
29 %9 | 56 71 85
0:::::::::‘:::::‘::::||‘|‘|||||‘||||||‘|||||||||| S e —
m/z--> 10 ' 30 40 50 ' 70 8 9 100 10.00 10.20 10.40 10.60

23 12:24:10 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO61920\
Data File : VN061962.D

Aca On - 19 Jun 2020 19:11

Operator : JC/MD

sample - L3033-04 :
Misc - 5.00mL/MSVOA N/WATER LI R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 Benzene, l-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.63 14.13 ug/Il 1753250 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3377 (12.631 min):VN061962.D(-33eg) ) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 12.40 12.60 12.80 13.00
Obrr e it el 84y 98 Wl WS L "7z 120.10  30.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105
5000 T T T '|/¥"|"'
120 12.40 12.60 12.80 13.00
29 . o1 m/z 91.10 11.57%
o 2 T Slss® e T eg | w3
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
12.40 12.60 12.80 13.00
5000 m/z 77.05 11.22%
120
15 21 39 51565 o9l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105 12.40 12.60 12.80 13.00
m/z 106.05 8.77%
5000
120
o5 27 3 Slsges T7gs % og | m3
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO61920\
Data File : VN061962.D

Aca On - 19 Jun 2020 19:11

Operator : JC/MD

sample - L3033-04 :
Misc - 5.00mL/MSVOA N/WATER LI R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 Benzene, l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.87 8.91 ug/Il 1105810 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 3451 (12.869 min): VN061962.D (-3438) (-) m/z 105.05 100.00%

105

5000 120 M /\ /\

7 91
39 51 65 12.60 12.80 13.00 13.20
S 1 SO 1 R N 1/ 0 PR m/z 120.05  30.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 12.60 12.80 13.00 13.20
39 27 o1 m/z 91.05 11.75%
O V0 O 7 SN NI
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
12.60 12.80 13.00 13.20
5000 m/z 77.05 11.59%
120
0 15 27 39 515865 7 g% o9 113
R R o b R E s E s e e S RERRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105 12.60 12.80 13.00 13.20
m/z 106.10 8.76%
120
5000
77 91
oL 15 27 39 Sl 5865 | g g8 || || Mg /\
R R e AR R e o s e s SR ER RS R B L LALR I i i e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO61920\

Data File : VN061962.D

Aca On - 19 Jun 2020 19:11

Operator : JC/MD

sample - L3033-04 :
Misc - 5.00mL/MSVOA N/WATER LI R
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 Benzene, 2-propenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.52 6.41 ug/Il 794792 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 70
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 70
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 70
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 70
Abundance Scan 3653 (13.519 min): VN061962.D (-3633) (-) m/z 117.10 100.00%
117
105
5000
o1 134
39 51 63 77 | 007 13.20 13.40 13.60 13.80
o} e o i Ea m/z 105.05 76.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8960: Benzene, 2-propenyl-
117
5000
91 13.20 13.40 13.60 13.80
m/z 118.10 56.14%
39 51 63 77 103
0||2‘|7||“|||“ﬁ|‘|“i‘||“=H|||“=||“|||l‘luuuuluuuu|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.20 13.40 13.60 13.80
5000 a m/z 115.10 37.44%
o7 39 51 65 78 103
O T T
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117 13.20 13.40 13.60 13.80
m/z 91.10 23.01%
5000 91
27 3 ﬁl ‘GF 78 103
0 |‘|||||‘=|‘llllHll‘kl‘llll‘llll||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO061920\

Data File : VN061962.D

Acq On : 19 Jun 2020 19:11

Operator : JC/MD

Sample : L3033-04 :
Misc - 5.00mL/MSVOA_N/WATER R LT, RS
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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]
Dimethyl sulfide 3.85 281.7 ug/l 3400760 1 7.63 603634 50.0
Disulfide, dimethyl 9.86 44 _4 ug/1 643313 2 8.55 723727 50.0
2-Pentanol, 4-met... 10.33 5.6 ug/Il 948482 3 11.38 8417910 50.0
Benzene, l-ethyl-_.. 12.63 14.1 ug/1 1753250 4 13.32 6203490 50.0
Benzene, l-ethyl-._... 12.87 8.9 ug/l 1105810 4 13.32 6203490 50.0
Benzene, 2-propenyl- 13.52 6.4 ug/l 794792 4 13.32 6203490 50.0
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