LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27724.D

Acqg On : 02 Sep 2022 15:47
Operator : SY/MD

Sample : N4404-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA V\Method\SFAMVTRO83122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV027724.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  1.307 74 83 98 rBV2 99535 123446 9.81% 1.958%
2 1.564 155 163 175 rBV 83666 100744 8.01% 1.598%
3 2.1e5 321 331 350 rVW 166453 245352 19.50%  3.892%
4 2.204 353 362 377 rVB 34560 53569 4.26% ©.850%
5 3.908 879 892 920 rBv4 65307 206319 16.40%  3.273%
6 4.346 1013 1028 1054 rVB 108967 275940 21.93% 4.377%
7 5.043 1227 1245 1276 rBV2 237093 607876 48.31% 9.643%
8 5.616 1408 1423 1450 rBV 137251 293343 23.31% 4.653%
9 6.069 1550 1564 1594 rBV 138446 296741 23.58% 4.707%
10 6.985 1840 1849 1875 rBV 50126 100561 7.99% 1.595%
11 7.313 1939 1951 1971 rBV ~ 258983 466820 37.10%  7.405%
12 7.625 2038 2048 2061 rBV2 29047 55023 4.37% 0.873%
13 8.091 2180 2193 2216 rBV 171548 429862 34.16% 6.819%
14  8.316 2253 2263 2276 rVB4 19989 38278 3.04% 0.607%
15 8.850 2417 2429 2448 rBV 217368 363526 28.89% 5.767%
16 9.146 2511 2521 2533 rBV2 10971 18442 1.47% 0.293%
17 10.214 2842 2853 2870 rBV 87380 143762 11.42%  2.281%
18 10.538 2939 2954 2972 rBV 67004 113546 9.02% 1.801%
19 10.718 3002 3010 3022 rVB2 14570 20517 1.63% 0.325%
20 11.246 3160 3174 3197 rBV 205596 340629 27.07% 5.404%
21 11.529 3253 3262 3280 rBV2 64978 113330 9.01% 1.798%

22 11.622 3280 3291 3306 rVV 253639 403234 32.04% 6.397%
23 12.577 3573 3588 3606 rBV 577229 1258383 100.00% 19.962%
24 12.992 3704 3717 3732 rBV3 129995 234540 18.64% 3.721%

Sum of corrected areas: 6303783
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27724.D

Acq On : 02 Sep 2022 15:47
Operator : SY/MD

Sample : N4404-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV027724.D\data.ms
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Abundance TIC: VV027724.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27724.D

Acq On : 02 Sep 2022 15:47
Operator : SY/MD

Sample : N4404-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Dimethyl sulfide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.204 0.91 ug/L 53569 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 91
2 Dimethyl sulfide 62 C2H6S 000075-18-3 91
3 Dimethyl sulfide 62 C2H6S 000075-18-3 91
4 Dimethyl sulfide 62 C2H6S 000075-18-3 91
5 Dimethyl sulfide 62 C2H6S 000075-18-3 90
Abundance Scan 362 (2.204 min): VV027724.D\data.ms (-353) (-) m/z 61.95 100.00%
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Abundance #392: Dimethyl sulfide
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27724.D

Acq On : 02 Sep 2022 15:47
Operator : SY/MD

Sample : N4404-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Cyclohexene, 3,5,5-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.316 0.53 ug/L 38278  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 3,5,5-trimethyl- 124 C9H1le6 000933-12-0 96
2 Cyclohexene, 3,5,5-trimethyl- 124 C9H1le6 000933-12-0 87
3 3,4,4-Trimethylcyclohexene 124 C9Hi1e6 1000113-50-1 86
4 Cyclohexene, 1,6,6-trimethyl- 124 C9H1le6 069745-49-9 80
5 3-Ethenyl-3-methylcyclopentanone 124 C8H120 049664-66-6 64
Abundance Scan 2263 (8.316 min): VV027724.D\data.ms (-2253) (-) m/z 68.05 100.00%
68.0
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5000
39.0 53.0 124.1 S YA . PR
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M ‘ ‘ H‘ | 8.00 8.20 8.40 8.60
Obrrrrrerrrrerrrrebie bl Ml Ml b Mz 67.10 63.85%
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Abundance #12197: Cyclohexene, 3,5,5-trimethyl-
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il MO I
O \\‘H\\‘H\\‘H\\}U\\\i‘}\‘l\‘\\\ ‘H\\“!‘H\‘\‘\H\‘\H\}\H\‘\H\‘\\
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Abundance #12210: Cyclohexene, 3,5,5-trimethyl-
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A A amEE R
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41.0 124.0
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o BN R RSO OO N NS S A
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Abundance #12182: 3,4,4-Trimethylcyclohexene EEEmaRRE TR
68.0 8.00 8.20 8.40 8.60
m/z 69.00 22.64%
5000 109.0
270 410 124.0
0‘W‘HW‘HM‘H«HHWJ“W‘HH‘Hmfuqumw‘uq‘uw‘uw“ e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27724.D

Acq On : 02 Sep 2022 15:47
Operator : SY/MD

Sample : N4404-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Benzene, 1-chloro-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.538 1.67 ug/L 113546  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-chloro-4-methyl- 126 C7H7C1 000106-43-4 97
2 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 96
3 Benzene, 1-chloro-4-methyl- 126 C7H7C1 000106-43-4 96
4 Benzene, 1l-chloro-3-methyl- 126 C7H7C1 000108-41-8 96
5 Benzene, 1-chloro-4-methyl- 126 C7H7C1 000106-43-4 95
Abundance Scan 2954 (10.538 min): VV027724.D\data.ms (-2939) (- m/z 91.10 100.00%
91.1
5000
126.0
RN T
63.0 10.50
39.0 :
0 H‘ww,mukum,w‘\‘wﬁ'?m‘;!‘“%95‘5:‘1“”“““1_”‘ m/z 126.00  33.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12921: Benzene, 1-chloro-4-methyl-
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000 1260 il
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O H‘H\-\‘\\H’H\{“H‘\\}‘\\HMHH‘\‘\‘\\.‘\H\‘il\H“H]\-\J-‘]\-?\O\‘H‘\‘!‘HH
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Abundance #12914: Benzene, 1-chloro-3-methyl-
91.0
RN T
10.50
5000 m/z 128.05 12.60%
126.0
63.0
| y
Obr et et et e b
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Abundance #12915: Benzene, 1-chloro-4-methyl- A ‘
91.0 10.50
m/z 63.00 12.30%
5000
126.0
63.0
0 el y
P S S| RN TNRSS A M SR MS R | R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VV@27724.D

Acq On : 02 Sep 2022 15:47

Operator : SY/MD

Sample : N4404-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 1-Hexanol, 2-ethyl- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
11.529 1.66 ug/L 113330 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64

Abundance Scan 3262 (11.529 min): VV027724.D\data.ms (-3253) (- m/z 57.10 100.00%
57.1
5000 K
83.1 — :
0‘w‘Hw‘HWH‘wH‘WM‘MHJWMH‘HH‘HH‘HH,HH‘HH_‘H m/z 41.10 36.38%
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Abundance #15694: 1-Hexanol, 2-ethyl-
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Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
p—f—hughot ‘
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5000 41.0 /
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L P
o‘“mWm“HH“!Hwm‘m“_mWww_m,w_ww
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Abundance #15685: 1-Hexanol, 2-ethyl- A ay ool
57.0 11.50
m/z 70.10 24.59%
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9801120
0 L | 130.0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27724.D

Acq On : 02 Sep 2022 15:47
Operator : SY/MD

Sample : N4404-18

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Benzene, 1,2-dichloro-3-met... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.577 18.47 ug/L 1258380 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 98
2 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 97
3 Benzene, 1,4-dichloro-2-methyl- 160 C7H6C12 019398-61-9 96
4 Benzene, 2,4-dichloro-1-methyl- 160 C7H6C12 000095-73-8 96
5 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 96
Abundance Scan 3588 (12.577 min): VV027724.D\data.ms (-3573) (- m/z 125.00 100.00%
125.0
5000 160.0
89.0
63.0 1 1
39.0 H 12.50
) S R N R TS 2 1 — m/z 160.00  45.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0
5000 160.0 T T /\
89.0 12.50 )
63.0 m/z 89.00 36.08%
44.0
o260 | | 1070 |
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
miz--> 20 40 80 100 120 140 160
Abundance #36615: Benzene, 1,3-dichloro-2-methyl-
125.0 /\
— —
12.50
5000 160.0 m/z 127.00 32.56%
89.0
44,0 63.0
ol 280 .l L dogore L
m/z--> 20 40 60 80 100 120 140 160 A
Abundance #36608: Benzene, 1,4-dichloro-2-methyl- — —5
125.0 12.50
160.0 m/z 162.00  28.42%
5000
89.0
44.0 63.0
ol 260 w\\w_wwm A
m/z--> 20 40 80 100 120 140 160 12 50
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve9e122\
: VWe27724.D

: 02 Sep 2022 15:47

: SY/MD

: N4404-18

: 25.0mL/MSVOA_V/WATER

: 6 Sample Multiplier: 1

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
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Peak Number

7 Benzene, 1,3-dichloro-5-met...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.992 3.44 ug/L 234540  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 98
2 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97
3 Benzene, 1,3-dichloro-5-methyl- 160 C7H6C12 025186-47-4 97
4 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 97
5 Benzene, 1,2-dichloro-4-methyl- 160 C7H6C12 000095-75-0 96

Abundance Scan 3717 (12.992 min): VV027724.D\data.ms (-3704) (- m/z 125.00 100.00%
125.0
5000 160.0
89.1 '
671 1300
R w“ Do by b 8088 ol w/z 160.00  36.50%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0
5000 160.0 T
89.0 13.00
63.0 m/z 127.00 32.79%
440
O\\\‘2\6.\()\\"11”\\‘H\\\\‘\\‘\\;‘L(\)\p\“}\\‘\\\\
miz--> 20 40 80 100 120 140 160
Abundance #36618: Benzene, 1,2-dichloro-3-methyl-
125.0
160.0 13.00
5000 m/z 89.10 29.31%
630 890
44.0 H
0 m_muh“‘w ‘ HumﬁLQ?"Ow‘ S
m/z--> 20 100 120 140 160
Abundance #36607: Benzene, 1,3-dichloro-5-methyl-
125.0 1300
m/z 162.00 22.66%
160.0
5000
630 890
m—L w"“u ‘ u”‘ iy ‘ - CO R i
m/z--> 20 40 80 100 120 140 160 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27724.D

Acqg On : 02 Sep 2022 15:47
Operator : SY/MD

Sample : N4404-18

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Dimethyl sulfide 2.204 0.9 ug/L 53569 1 5.616 293343 5.0
Cyclohexene, 3,... 8.316 0.5 ug/L 38278 2 8.850 363526 5.0
Benzene, 1-chlo... 10.538 1.7 wug/L 113546 3 11.246 340629 5.0
1-Hexanol, 2-et... 11.529 1.7 wug/L 113330 3 11.246 340629 5.0
Benzene, 1,2-di... 12.577 18.5 wug/L 1258380 3 11.246 340629 5.0
Benzene, 1,3-di... 12.992 3.4 ug/L 234540 3 11.246 340629 5.0
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