LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071918\
Data File : VV006645.D

Aca On 19 Jul 2018 16:21

Operator : SY/MD

Sample : J3983-19

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 10 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\SOMVTRO71918WMA_.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 1.028 24 43 59 rBY 3986286 5034518 48.64% 16.933%
2 1.257 106 114 124 rBV 116732 315111 3.04% 1.060%
3 1.321 129 134 141 rVvB2 179074 213669 2.06% 0.719%
4 1.479 175 183 211 rBV 6476965 10351269 100.00% 34.814%
5 2.054 353 362 377 rBVY 1098637 1524712 14.73% 5.128%
6 2.131 378 386 399 rVB 244839 353441 3.41% 1.189%
7 2.231 403 417 433 rVB2 400483 691859 6.68% 2.327%
8 2.466 480 490 504 rBV 678716 1138832 11.00% 3.830%
9 2.790 582 591 604 rVB 149999 250736 2.42% 0.843%
10 3.961 939 955 971 rBV 135672 361033 3.49% 1.214%

11 4.044 972 981 1002 rVB 49764 128105 1.24% 0.431%
12 4.405 1075 1093 1119 rBV 163433 393835 3.80% 1.325%
13 5.099 1291 1309 1324 rBV2 396527 912113 8.81% 3.068%
14 5.668 1471 1486 1501 rBV 317107 668685 6.46% 2.249%
15 6.122 1617 1627 1645 rVB 224628 447003 4._.32% 1.503%

16 6.658 1784 1794 1815 rVB 62884 116750 1.13% 0.393%
17 7.035 1898 1911 1926 rBV 97708 172476 1.67% 0.580%
18 7.138 1928 1943 1975 rBvV 796280 1428584 13.80% 4 _805%
19 7.363 2000 2013 2027 rBV 467417 785764 7.59% 2.643%
20 7.668 2097 2108 2125 rBvV 64982 112992 1.09% 0.380%

21 8.141 2241 2255 2287 rBV 588573 1025368 9.91% 3.449%
22 8.758 2435 2447 2466 rBV 115267 199570 1.93% 0.671%
23 8.900 2473 2491 2523 rBvV 467562 908694 8.78% 3.056%
24 10.266 2905 2916 2931 rVB 168328 259130 2.50% 0.872%
25 10.842 3083 3095 3125 rVB 121847 211952 2.05% 0.713%

26 11.089 3154 3172 3184 rBV 121299 194845 1.88% 0.655%
27 11.301 3226 3238 3258 rBV 427821 672371 6.50% 2.261%

28 11.678 3342 3355 3379 rVB 423979 676921 6.54% 2.277%
29 12.285 3533 3544 3552 rBV 116669 182445 1.76% 0.614%

Sum of corrected areas: 29732783
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071918\
VV006645.D

19 Jul 2018 16:21

SY/MD

J3983-19

25 mL/MSVOA V/WATER

10 Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVTRO71918WMA.M

Quant Title

TIC Library

- TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071918\
Data File : VV006645.D

Aca On 19 Jul 2018 16:21

Operator : SY/MD

Sample : J3983-19

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA_M
Quant Title : 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 Sulfur dioxide Concentration Rank 5

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

1.26 2.36 ug/L 315111 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Sulfur dioxide 64 02S 007446-09-5 5

Abundance Scan 115 (1.260 min): VV006645.D (-106) (-) m/z 63.85 100.00%
64
5000 48 ‘/\/L/f~¥\\\\\¥\““
. ‘ s 100 120 140 160
O e T L e o m/z 47.90 44 _27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48 NS S B
1.00 1.20 140 1.60
m/z 65.80 4 _76%
16 R
| !
L L L L WL U B SN SR
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
100 120 140 160
5000 48 m/z 49.85 2.35%
17
32 76 96
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- e R s e e ]
64 1.00 1.20 140 1.60
m/z 43.90 1.34%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169 S N .
m/z--> 20 40 60 80 100 120 140 160 1.00 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071918\
Data File : VV006645.D

Aca On 19 Jul 2018 16:21

Operator : SY/MD

Sample : J3983-19

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA_M
Quant Title : 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 3 Methanethiol Concentration Rank 1

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

1.48 77.40 ug/L 10351300 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethiol 48 CH4S 000074-93-1 90
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 183 (1.479 min): VV006645.D (-175) (-) m/z 46.90 100.00%

5000 \

1.20 1.40 1.60 1.80

OO M 8L 7 4 2 | M7z 47.90 83.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #113: Methanethiol
a7
5000 LA L L L L B L LB

1.20 1.40 1.60 1.80
m/z 44.90 52.59%

14 B
0 Al H‘ ‘h
L o o LA oo o o o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
47
1.20 1.40 1.60 1.80
5000 m/z 45.90 12.87%
O r T T e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #108: Hydroxylamine, O-methyl-
47 1.20 1.40 1.60 1.80
m/z 43.90 8.77%
5000 32
17
Ov—v—v-d"'rv—‘u i A
T T T T T T R e o A REEmEs
m/z--> 20 40 60 80 100 120 140 160 180 200 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071918\
Data File : VV006645.D

Aca On 19 Jul 2018 16:21

Operator : SY/MD

Sample : J3983-19

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA_M
Quant Title : 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 Ethanethiol Concentration Rank 3

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

2.05 11.40 ug/L 1524710 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 91
2 Ethanethiol 62 C2H6S 000075-08-1 91
3 Ethanethiol 62 C2H6S 000075-08-1 91
4 Ethanethiol 62 C2H6S 000075-08-1 91
5 Ethanethiol 62 C2H6S 000075-08-1 91

Abundance Scan 361 (2.051 min): VV006645.D (-353) (-) m/z 61.90 100.00%
6P
47
5000
57 1.80 2.00 2.20 2.40
o...,....,....,..3.6.,4.2."..~,...'|.', YLIA - S m/z 46.90 60.47%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #335: Ethanethiol
29 47 62
5000
1.80 2.00 2.20 2.40
34 m/z 44.90 17 .44%
57
o 24 | ‘W‘ imin
LA UL UL S S SIS SURLRLIN SURLIL N UL RURELE S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
29 47 62
1.80 2.00 2.20 2.40
5000 m/z 60.90 14 .99%
34
15 oy 57
G S L S I SIS SUR S SULI L IULILL S UL B
m/z--> 10 30 40 50 60 70 8 90 100
Abundance #333: Ethanethiol
29 62 1.80 2.00 2.20 2.40
47 m/z 45.90 11.76%
5000
34
0'"w"'w'”'w“tAR'H“w'??J”"w"'w"'w"'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071918\
Data File : VV006645.D

Aca On 19 Jul 2018 16:21

Operator : SY/MD

Sample : J3983-19

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA_M
Quant Title : 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 Butanoic acid, methyl ester Concentration Rank 11

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

6.66 0.87 ug/L 116750 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. methvl ester 102 C5H1002 000623-42-7 91
2 Butanoic acid. methvl ester 102 C5H1002 000623-42-7 91
3 Butanoic acid. methvl ester 102 C5H1002 000623-42-7 83
4 2.3.4-Trimethvlpentanoic acid 144 C8H1602 090435-18-0 59
5 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 43

Abundance Scan 1794 (6.658 min): VV006645.D (-1784) (-) m/z 73.90 100.00%
43 !
5000
59 87
6.40 6.60 6.80 7.00
I | - 8 N W PR - SN B oy 2= oo R T
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4300: Butanoic acid, methyl ester
43
74
5000
27 6.40 6.60 6.80 7.00
15 59 87 m/z 70.95 74._72%
‘ \‘\‘\ 37\\‘\\ 53‘ ‘ ‘ 102
e S S UL SULIULS SURILI IS IULIULS IULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
74 " 640 6.60 6.80 7.00
5000 27 m/z 40.90 33.79%
15
59 o
33 53 68 102
e S S IR SULIULS SURILIL IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4307: Butanoic acid, methy! ester R e L
3 74 6.40 6.60 6.80 7.00
m/z 86.90 27 .66%
5000 27 87
15 59
o ‘ Lz ]l s3 \ 68 . 102 5
m/z--> 10 20 30 40 50 60 70 8 90 100 110 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071918\
Data File : VV006645.D

Aca On 19 Jul 2018 16:21

Operator : SY/MD

Sample : J3983-19

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA_M
Quant Title : 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 7 Disulfide, dimethyl Concentration Rank 4

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

7.14 10.68 ug/L 1428580 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. dimethvl 94 C2H6S2 000624-92-0 96
2 Disulfide. dimethvl 94 C2H6S2 000624-92-0 94
3 Disulfide. dimethvl 94 C2H6S2 000624-92-0 94
4 Disulfide. dimethvl 94 C2H6S2 000624-92-0 91
5 Disulfide, dimethyl 94 C2H6S2 000624-92-0 91

Abundance Scan 1944 (7.141 min): VV006645.D (-1928) (-) m/z 93.90 100.00%
4
5000 45 & /\‘
. ||I51 oo 1on 680 7.00 7.0 7.40
| SMSESEBRSESENINSHMSSSBIMIMBNSMRS ZASIN 1 2 SMUS [ RN £ S0 SRMBMIANr H 0 m/z 78.85 50.64%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2533: Disulfide, dimethyl
94
79
5000 45 "|""/x"'|""|""|
6.80 7.00 7.20 7.40
61 m/z 44.85 42 .75%
0 15 32 ‘“\‘51 N Ly |
RIS I SO UL SR SULI UL UL IO UL UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
94
45 79 6.80 7.00 7.0 7.40
5000 m/z 46.90 25.78%
15 61
o 26 32 51 67
RIS I SO UL SR SO UL UL IO UL UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2534: Disulfide, dimethy! R EEEREREE SR
94 6.80 7.00 7.20 7.40
m/z 45.90 24 _.04%
45 79
5000
15 61
oot % s er |
RIS I SO UL UL SULI UL UL IO UL UL B S U A R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071918\
Data File : VV006645.D

Aca On 19 Jul 2018 16:21

Operator : SY/MD

Sample : J3983-19

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA_M
Quant Title : 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 8 Methyl ethyl disulfide Concentration Rank 10

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

8.76 1.10 ug/L 199570 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl ethvl disulfide 108 C3H8S2 020333-39-5 86
2 Methvl ethvl disulfide 108 C3H8S2 020333-39-5 72
3 Ethene. 1-chloro-2-fluoro- 80 C2H2CIF 000460-16-2 53
4 Dimethvl phosphite 110 C2H703P 000868-85-9 53
5 Methanesulfonic acid, methyl ester 110 C2H603S 000066-27-3 53

Abundance Scan 2448 (8.761 min): VV006645.D (-2435) (-) m/z 107.90 100.00%
80 108
5000
4|5 4 S N —
5 93 8.40 8.60 8.80 9.00
o...,....,....,...??..'.h.,...~ﬁ',|!|.~..,.7.4:|-'....,....,....-l...., m/z 79.90  80.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5248: Methy! ethy! disulfide
80 108
5000 T ""I""I""I""I'
29 8.40 8.60 8.80 9.00
45 64 m/z 44.85 27.81%
|

35 ‘H ?‘ \ 9
T T T T T | T T T T T
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance
29 80 108

8.40 8.60 8.80 9.00

5000 45 m/z 46.85 23.39%
64
35
15 2 51 8 74 93
Ot ekt e
m/z--> 10 20 30 40 S50 60 70 80 90 100 110
Abundance #1044: Ethene, 1-chloro-2-fluoro- L LN Ea
80 8.40 8.60 8.80 9.00

m/z 63.80 21.75%

5000 45
26
35 62
2 19 | |3 51 68 |
Sl Y O R | - S N 1 S —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071918\
Data File : VV006645.D

Aca On 19 Jul 2018 16:21

Operator : SY/MD

Sample : J3983-19

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA_M
Quant Title : 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 9 Dimethyl trisulfide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.84 1.58 ug/L 211952 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl trisulfide 126 C2H6S3 003658-80-8 95
2 Dimethvl trisulfide 126 C2H6S3 003658-80-8 93
3 Sulfurous acid. dimethvl ester 110 C2H603S 000616-42-2 27
4 1H-Pvrazole-4-carboxamide. 3-amino- 126 C4H6N40 005334-31-6 14
5 Dimethyldithiophosphinic acid 126 C2H7PS2 016367-68-3 14
Abundance Scan 3095 (10.842 min): VV006645.D (-3083) (-) m/z 125.80 100.00%
126
79
5000 45 j\
64 111 LB BN SULIULS S UL
|| 56 | | 87 94 101 | | 10.60 10.80 11.00 11.20
o L N SBMSBMNNS | M. m/z 78.90 53.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10946: Dimethyl trisulfide
126
45
5000 & UL BRI SO "'I'/X
10.60 10.80 11.00 11.20
64 11 m/z 44.85 51.33%
15 32
0"wj“|“'wl“'w‘”|“§?w'“|”'w““'w'“|“'WL“'V'dl“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
126
79 10.60 10.80 11.00 11.20
5000 m/z 46.85 45 _30%
45
64 111
ol 33 57 86
mmmwmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5621: Sulfurous acid, dimethyl ester
79 10.60 10.80 11.00 11.20
m/z 63.80 20.09%
5000 /\M
29
45 110
0 L 38 |, 72 | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071918\
Data File : VV006645.D

Aca On 19 Jul 2018 16:21

Operator : SY/MD

Sample : J3983-19

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA_M
Quant Title : 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 10 2-Octanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.09 1.45 ug/L 194845 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanone 128 C8H160 000111-13-7 91
2 2-Octanone 128 C8H160 000111-13-7 91
3 2-Octanone 128 C8H160 000111-13-7 91
4 2-0Octanone 128 C8H160 000111-13-7 91
5 2-Octanone 128 C8H160 000111-13-7 91
Abundance Scan 3172 (11.089 min): VV006645.D (-3154) (-) m/z 42.90 100.00%
48 58
5000
" 128 0080 11100 1150 1140
113 : : : .
o..,....,....,....',|'.:..‘?1.~.'.'|,....i|...7.8,..'..,.?“.3.,....,.'...,...!,.... m/z 57.90 92.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12428: 2-Octanone
43 58
5000
10.80 11.00 11.20 11.40
. 71 m/z 70.90 20.47%
85
0 'W'%?'I'”t“"'JA*"?%J“h""J”"I'J”I'??'P"'}}%'I"%??'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 8
10|80 11. 00 11. 20 11'40
5000 m/z 58.90 17 .65%
71
) i 51 85 g5 103 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12438: 2-Octanone e TP
43 10. 80 11. 00 11. 20 11. 40
58 m/z 40.85 16.24%
5000
27 71
o 3|l s, | 8 g5 113 128
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1c')o 11'0 150 13'0 10. 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071918\
Data File : VV006645.D

Aca On 19 Jul 2018 16:21

Operator : SY/MD

Sample : J3983-19

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA_M
Quant Title : 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 11 2-Nonanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.29 1.36 ug/L 182445 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 95
2 2-Nonanone 142 C9H180 000821-55-6 91
3 2-Nonanone 142 C9H180 000821-55-6 83
4 2-Dodecanone 184 C12H240 006175-49-1 78
5 2-Decanone 156 C10H200 000693-54-9 78

Abundance Scan 3545 (12.288 min): VV006645.D (-3533) (-) m/z 57.90 100.00%

43 S8
5000

82 142 12.00 12.20 12.40 12.60
o...,....',|'...|-.|,.'.-|.'.,'r..?,g..l.l?,l.%?.,'.... o | m/z 42.90  83.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19938: 2-Nonanone
58
43
5000 AR AR BN RN

12:00 12.20 12.40 12.60
71 m/z 70.90 25.32%

15 % | || 85 ei31o71e2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 58

12.00 12.20 12.40 12.60

o

5000 m/z 57.00 22.94%
71
142
29 85 99 113127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19937: 2-Nonanone
43 58 12.00 12.20 12.40 12.60

m/z 59.00 22 .94%

5000
71
H ‘ ‘M | 85 99113127142

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 00 12. 20 12. 40 12. 60

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071918\
Data File : VV006645.D

Acq On 19 Jul 2018 16:21

Operator : SY/MD

Sample - J3983-19

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Sulfur dioxide 1.26 2.4 ug/L 315111 1 5.67 668685 5.0
Methanethiol 1.48 77.4 ug/L 10351300 1 5.67 668685 5.0
Ethanethiol 2.05 11.4 ug/L 1524710 1 5.67 668685 5.0
Butanoic acid, me... 6.66 0.9 ug/L 116750 1 5.67 668685 5.0
Disulfide, dimethyl 7.14 10.7 ug/L 1428580 1 5.67 668685 5.0
Methyl ethyl disu... 8.76 1.1 ug/L 199570 2 8.90 908694 5.0
Dimethyl trisulfide 10.84 1.6 ug/L 211952 3 11.30 672371 5.0
2-Octanone 11.09 1.5 ug/L 194845 3 11.30 672371 5.0
2-Nonanone 12.29 1.4 ug/L 182445 3 11.30 672371 5.0
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