LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072018\
Data File : VV006674.D

Aca On : 20 Jul 2018 18:16

Operator : SY/MD

Sample = J4078-06

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 19 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: VV006673.D
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.029 28 43 59 rBvY 1675731 2189407 100.00% 16.013%
2 1.093 59 63 67 rBv 30550 30063 1.37% 0.220%
3 1.209 92 99 105 rBvV 240626 370749 16.93% 2.712%
4 1.318 129 133 151 rVB2 142468 176666 8.07% 1.292%
5 1.469 174 180 191 rBY 2136214 1951176 89.12% 14.270%
6 1.520 191 196 206 rBvV 85393 182202 8.32% 1.333%
7 2.054 353 362 377 rBV 340841 472519 21.58% 3.456%
8 2.131 377 386 396 rVB 205045 290139 13.25% 2.122%
9 2.192 398 405 410 rBV 41598 54654 2.50% 0.400%
10 2.231 410 417 434 rVB 167499 246223 11.25% 1.801%
11 2.315 438 443 451 rvVB2 24249 32362 1.48% 0.237%

12 2.463 482 489 496 rBvV 63481 105323 4.81% 0.770%
13 2.791 585 591 612 rVB 71711 133265 6.09% 0.975%
14 3.726 869 882 896 rBv4 12694 31194 1.42% 0.228%
15 3.951 938 952 969 rBV 102476 255784 11.68% 1.871%

16 4.038 971 979 999 rVB 22821 56380 2.58% 0.412%
17 4.408 1076 1094 1115 rBV 131618 315509 14.41% 2.308%
18 5.099 1291 1309 1325 rBV2 326719 744708 34.01% 5.447%
19 5.668 1472 1486 1511 rBV 280124 582386 26.60% 4._.259%
20 6.125 1614 1628 1647 rVB 178755 350183 15.99% 2.561%

21 6.237 1653 1663 1674 rVB 16131 27872 1.27% 0.204%
22 7.035 1899 1911 1928 rBV 87566 152761 6.98% 1.117%
23 7.138 1928 1943 1977 rBV 498035 906606 41.41% 6.631%
24 7.363 2000 2013 2028 rBV 395824 670751 30.64% 4.906%
25 7.668 2096 2108 2124 rBV 54832 92669 4.23% 0.678%

26 8.141 2241 2255 2289 rBV 426173 710468 32.45% 5.196%
27 8.758 2436 2447 2467 rBV 95989 162982 7.44% 1.192%
28 8.900 2470 2491 2525 rBV 413839 748058 34.17% 5.471%
29 10.269 2906 2917 2932 rVB 126661 197590 9.02% 1.445%
30 10.842 3084 3095 3120 rBV 65242 114391 5.22% 0.837%

31 11.089 3160 3172 3190 rBV2 44230 71629 3.27% 0.524%
32 11.301 3225 3238 3258 rBV 381960 600899 27.45% 4 _.395%
33 11.678 3343 3355 3372 rBV 343954 538948 24.62% 3.942%
34 11.932 3425 3434 3449 rBV2 24444 39277 1.79% 0.287%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072018\
Data File : VV006674.D

Aca On : 20 Jul 2018 18:16

Operator : SY/MD

Sample = J4078-06

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 19 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 - 0 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
35 12.285 3533 3544 3553 rBV3 40058 67090 3.06% 0.491%

Sum of corrected areas: 13672883
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072018\
VV006674.D

20 Jul 2018 18:16

SY/MD

J4078-06

25 mL/MSVOA V/WATER

19 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

1.03

TIC: VV006673.D
47

4.41

3.73

0
Time-->

3.95
s

I T
3.50 4.00 4.50

Abundance

2000000

1500000

1000000

500000

TIC: VV006673.D

11.30 11.68

A

0
Time--> 6.

11.50

11.00

10.50

10.00

9.00 9.50

Abundance

2000000

1500000

1000000

500000

TIC: VV006673.D

12.29

0
Time-->

I
17.00

=
17.50

16.50

16.00

15.50

T
14.50

15.00

T
13.50

T
14.00

13.00

T
12.50

SOMVTRO71918WMA.M Thu Jul 26 13:24:42 2018

Page: 3




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072018\
Data File : VV006674.D

Aca On : 20 Jul 2018 18:16

Operator : SY/MD

Sample = J4078-06

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA _M
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.

1.21 3.18 ug/L 370749 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 99 (1.209 min): VV006674.D (-92) (-) m/z 63.90 100.00%

1.00 120 140 1.60

a4
5000 4(

o m/z 47.90 45_41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48 LI L N I ) N L LB L

1.00 120 140 1.60
m/z 65.80 5.17%

16 3f
ortr——-—r—Hr—r—r——r———
m/z--> 20 40 60 80 100 120 140 160
Abundance #6177: Aminomethanesulfonic acid
64
e
1.00 1.20 1.40 1.60
5000 48 m/z 49.80 2.26%
17
| 2 76 9
ot P
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- B LI B
64 1.00 1.20 1.40 1.60
m/z 64.90 0.81%
5000 48
28
16
oL |, 39 .77 93 106115 130 143 169
T T e T T e T e e B
m/z--> 20 40 60 80 100 120 140 160 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072018\
Data File : VV006674.D

Aca On : 20 Jul 2018 18:16

Operator : SY/MD

Sample = J4078-06

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA _M
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 2

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

1.47 16.75 ug/L 1951180 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 180 (1.469 min): VV006674.D (-174) (-) m/z 46.85 100.00%
5000

1.20 1.40 1.60 1.80

O e 88 8 e | M7z 47.90  82.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #112: Methanethiol
47
5000
1.20 1.40 1.60 1.80
m/z 44.90 53.69%
0 I R T o MO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #113: Methanethiol
a7
1.20 1.40 1.60 1.80
5000 m/z 45.90 13.05%
14 33
0 .l H‘ ‘h
L o o o L e o R LA e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #109: Hydroxylamine, O-methyl-
a7 1.20 1.40 1.60 1.80
m/z 43.90 8.34%
5000 32
0 H |l A
T L I o o o O O B IR I L o o AR
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\VV072018\
Data File : VV006674.D

Aca On : 20 Jul 2018 18:16

Operator : SY/MD

Sample = J4078-06

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA _M
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 Ethanethiol Concentration Rank 4

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

2.05 4_.06 ug/L 472519 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): VV006674.D (-353) (-) m/z 61.90 100.00%
6p
47
5000
57 1.80 2.00 2.20 2.40
0 ...,....,....,..?7.,4.2.“. ller e o1 T 90 59.20%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #335: Ethanethiol
29 47 6p
5000
1.80 2.00 2.20 2.40
m/z 44.90 18.05%
o 2l || || m |
'"|"”|""|"”|""|"' LI AU SUR L SURLL
m/z--> 10 20 30 50 60 70 80 90
Abundance #334. Ethanethiol
29 47 6p
180 200 220 240
5000 m/z 60.85 15.31%
34
0 15 24l ‘ \M\‘
'"I"”I""I"”I""I"” LI R SU L IULL
m/z--> 10 20 30 40 50 70 80 90
Abundance #333: Ethanethlol
20 62 1.80 2.00 2.20 2.40
47 m/z 45.85 11.95%
5000
34
0|||||lll|||‘||||‘|‘||4|OIIHI‘|II?7P|"l|||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
m/z--> 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072018\
Data File : VV006674.D

Aca On : 20 Jul 2018 18:16

Operator : SY/MD

Sample = J4078-06

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA _M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3

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

7.14 7.78 ug/L 906606 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. dimethvl 94 C2H6S2 000624-92-0 94
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): VV006674.D (-1928) (-) m/z 93.90 100.00%
]
5000 45 79 /\_
| 61 6.80 7.00 7.00 7.40
st Iy

/A S <= S 1 RS S — m/z 78.90 50.85%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2535: Disulfide, dimethyl
e
45 79
5000

6.80 7.00 7.20 7.40

15 m/z 44.90 43.28%
26 32 || e . .
0 .”,..”,..”,..”,..”,..” .”,..”,.”.,.”.,...,.”
m/z--> 10 40 50 80 90 100
Abundance #2533. Disulfide, dlmethyl
94
R EEEEEREEEsmE ey
79 6.80 7.00 7.20 7.40
5000 45 m/z 46.90 26.32%
61
15 32 5 ‘ |
R e o e e - e 1|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2537: Disulfide, dimethy! R EEEREEIERE S
94 680 700 720 740
m/z 45.90 24 .20%
45 79
5000
15 61
1 | 26 32 51 | |67 ‘ |
O T - T ey
m/z--> 10 20 40 50 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072018\
Data File : VV006674.D

Aca On : 20 Jul 2018 18:16

Operator : SY/MD

Sample = J4078-06

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA _M
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 8

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

8.76 1.09 ug/L 162982 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 Dimethvl phosphite 110 C2H703P 000868-85-9 53
4 Methanesulfonic acid. methvl ester 110 C2H603S 000066-27-3 53
5 Ethene, 1-chloro-2-fluoro- 80 C2H2CIF 000460-16-2 53

Abundance Scan 2448 (8.761 min): VV006674.D (-2436) (-) m/z 107.90 100.00%
80 108
5000
45
et
5 93 8.40 8.60 8.80 9.00
o..,....,....,...??.."J!,....{f:'l.ln.,..-..|-'....,....,... R m/z 79.90 81.04%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #5248: Methyl ethyl disulfide
80 108
5000 UARARE SRR --- WRRARER

8.40 8.60 8.80 9.00
64 m/z 44.85  28.24%

o..,....,...|.‘,!??. ..||| . .Sﬁ;u.|-=.,....I-!...,?ﬁ*..,...u;....,
m/z--> 10 20 40 50 60 70 80 90 100 110
Abundance #5247 Methyl ethyl disulfide
29 80 108
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl'

8.40 8.60 8.80 9.00
5000 45 m/z 46.90 22._.12%

64
35 ‘ 5
b2l B s Bl mly e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5632: Dimethyl phosphi

15 5
ite B R R By i

28 8.40 8.60 8.80 9.00
m/z 63.85 21.60%

5000
15 4 95
; | s A

m/z--> 10 20 30 40 50 60 70 8 90 100 110 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072018\
Data File : VV006674.D

Aca On : 20 Jul 2018 18:16

Operator : SY/MD

Sample = J4078-06

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA _M
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 9
R.T. EstConc Area Relative to ISTD R.T.
10.84 0.95 ug/L 114391 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl trisulfide 126 C2H6S3 003658-80-8 96
2 Dimethvl trisulfide 126 C2H6S3 003658-80-8 81
3 Dimethvldithiophosphinic acid 126 C2H7PS2 016367-68-3 22
4 4-Mercaptophenol 126 C6H60S 000637-89-8 9
5 (2,2,2-Trifluoroethoxy)ethene 126 C4H5F30 1000306-54-7 9
Abundance Scan 3094 (10.838 min): VV006674.D (-3084) (-) m/z 125.80 100.00%
126
79
5000 45
64 —— e —
|| | | 94 111 | 10,60 10.80 11.00 1120
T 1 A T | M PMURIME FURIUMI | B m/z 78.80 53.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10946: Dimethy| trisulfide
1‘ 6
45
5000 & R BRI SRR BV SUR
10.60 10.80 11.00 11.20
64 11 m/z 44.85 50.69%
15
0 2| 57|| . .
L INLRA IR I IR IR UL VLA UL LIS SIS B BRRE B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10947: Dimethyl trisulfide
126
79 10.60 10.80 11.00 11.20
5000 m/z 46.85 43_47%
45
64 111
0"|""|""|??"|"ll|"§?|t"'|"'lh'§q ""I""IL""I"‘EI""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10950: DimethyIdithiophosphinic acid R R BAEEE sy SAN
93 126 10.60 10.80 11.00 11.20
m/z 63.85 20.66%
5000 65
45 ‘ 77 111
O'W'“'P'“I““I”‘ﬁ'“mﬁ‘”l“wu'“'PN”I“'WM“'P““I“'W
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\VV072018\
Data File : VV006674.D

Aca On : 20 Jul 2018 18:16

Operator : SY/MD

Sample = J4078-06

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA _M
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 10
R.T. EstConc Area Relative to ISTD R.T.
11.09 0.60 ug/L 71629 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 87
Abundance Scan 3172 (11.089 min): VV006674.D (-3160) (-) m/z 42.85 100.00%
4 58
5000 ‘*/kv«‘
T 128 10,80 11.00 11.20 11.40
113 : : : :
o...,....,....,....',|'.=..??~.'~.'|,...--.~i|....,'..':.,.9.“.3.,....,.-...,...!,.... m/z 57.90 90.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12437: 2-Octanone
ile]
58
5000
10.80 11.00 11.20 11.40
m/z 70.90 19.33%
27 71
oL 15 " 36 51 8 99 113 128
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12436: 2-Octanone
ile]
58 10.80 11.00 11.20 11.40
5000 m/z 59.00 15.58%
27
15 71
o T lisall, s1, | 788 o5 105113 128
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12428: 2-Octanone AR m
43 58 10.80 11.00 11.20 11.40
m/z 40.90 15.18%
5000
- 71
o a5 T ] s | | % g5 13 128
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1c')o 11'0 12'0 1:'30 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072018\
Data File : VV006674.D

Aca On : 20 Jul 2018 18:16

Operator : SY/MD

Sample = J4078-06

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71918WMA _M
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 11
R.T. EstConc Area Relative to ISTD R.T.
12.29 0.56 ug/L 67090 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 94
2 2-Nonanone 142 C9H180 000821-55-6 90
3 2-Nonanone 142 C9H180 000821-55-6 87
4 2-Nonanone 142 C9H180 000821-55-6 87
5 2-Dodecanone 184 C12H240 006175-49-1 78

Abundance Scan 3545 (12.289 min): VV006674.D (-3533) (-) m/z 57.90 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV072018\
Data File : VV006674.D

Acq On : 20 Jul 2018 18:16

Operator : SY/MD

Sample - J4078-06

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 19 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 1.21 3.2 ug/L 370749 1 5.67 582386 5.0
Methanethiol 1.47 16.8 ug/L 1951180 1 5.67 582386 5.0
Ethanethiol 2.05 4.1 ug/L 472519 1 5.67 582386 5.0
Disulfide, dimethyl 7.14 7.8 ug/L 906606 1 5.67 582386 5.0
Methyl ethyl disu... 8.76 1.1 ug/L 162982 2 8.90 748058 5.0
Dimethyl trisulfide 10.84 0.9 ug/L 114391 3 11.30 600899 5.0
2-Octanone 11.09 0.6 ug/L 71629 3 11.30 600899 5.0
2-Nonanone 12.29 0.6 ug/L 67090 3 11.30 600899 5.0
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