LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27731.D

Acqg On : 02 Sep 2022 18:38
Operator : SY/MD

Sample : N4418-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 13  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: VV@27731.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.311 73 84 106 rBV2 324751 404522 19.30% 5.472%
2 1.568 156 164 176 rBV 86683 103903 4.96% 1.405%
3 2.108 321 332 357 rVB 181488 274612 13.10% 3.714%
4 3.905 872 891 926 rBV 814356 2096333 100.00% 28.355%
5 4.346 1012 1028 1059 rVB 119729 306497 14.62%  4.146%
6 5.044 1228 1245 1272 rBV4 241914 628658 29.99% 8.503%
7 5.616 1407 1423 1455 rBV 140652 305321 14.56% 4.130%
8 6.066 1550 1563 1593 rBV 139270 301019 14.36% 4.072%
9 6.986 1839 1849 1872 rBV2 55815 109628 5.23% 1.483%
10 7.314 1939 1951 1968 rBV 266182 475681 22.69% 6.434%
11 7.394 1969 1976 1992 rVB 19472 37407 1.78% 0.506%
12 7.622 2038 2047 2065 rBV 34350 64194 3.06% 0.868%
13 8.092 2181 2193 2213 rBV 185422 453076 21.61% 6.128%
14  8.185 2214 2222 2237 rVB2 108445 199477  9.52%  2.698%
15 8.317 2251 2263 2284 rVB2 105450 201188 9.60% 2.721%

16  8.850 2418 2429 2457 rBV 219187 375903 17.93%
17 9.143 2511 2520 2536 rBV 37663 63835 3.05%
18 10.214 2842 2853 2870 rBV 92787 151821  7.24%
19 11.246 3163 3174 3184 rBV 198581 329601 15.72%
20 11.529 3250 3262 3280 rBV 52991 95509  4.56%
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21 11.622 3280 3291 3309 rVB 255130 415062 19.80%
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Sum of corrected areas: 7393247
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090122\

1 W0e27731.D

: 02 Sep 2022 18:38

: SY/MD

: N4418-10

: 25.0mL/MSVOA_V/WATER
.13

Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27731.D

Acq On : 02 Sep 2022 18:38
Operator : SY/MD

Sample : N4418-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 13  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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 Cyclohexene, 3,3,5-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.185 2.65 ug/L 199477  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 3,3,5-trimethyl- 124 C9H1e6 000503-45-7 95
2 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 94
3 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 93
4 Cyclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 91
5 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 019781-47-6 87
Abundance Scan 2222 (8.185 min): VV027731.D\data.ms (-2214) (-) m/z 109.10 100.00%
109.1
67.1
5000 82.0
410 124.2 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
H ‘ ‘ H ‘ 7.80 8.00 8.20 8.40 8.60
0 HwwHHwwHHi‘mwH‘s!imum“:‘u‘_u“e“w‘mw m/z 67.10  73.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12209: Cyclohexene, 3,3,5-trimethyl-
67.0 109.0
5000 820 DL B RN B
210 124.0 7.80 8.00 8.20 8.40 8.60
' m/z 82.05 44.93%
27.0 ‘
O H‘H\\‘H\\‘HH‘H\\\i‘\‘\‘\\‘H\H‘H\H“\‘H\“\H\‘HH}HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12204: Cyclohexene, 3,3,5-trimethyl-
109.0
REEas e AR
67.0 7.80 8.00 8.20 8.40 8.60
5000 41.0 82.0 m/z 81.05 32.45%
124.0
0,,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12241: Cyclohexane, 1,3-dimethyl-2-methylene-, trans- R AR
67.0 7.80 8.00 8.20 8.40 8.60
m/z 95.05 30.82%
109.0
5000 81.0
41.0 95.0
27.0 124.0
0 ,,, SR 0.V A W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40 8.60

SFAMVTRO83122WMA.M Sun Sep 04 ©0:58:59 2022

Page:

3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27731.D

Acq On : 02 Sep 2022 18:38
Operator : SY/MD

Sample : N4418-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 13  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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Cyclohexene, 3,5,5-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.317 2.68 ug/L 201188  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 3,5,5-trimethyl- 124 C9H1le6 000933-12-0 97
2 Cyclohexene, 1,6,6-trimethyl- 124 C9H1le6 069745-49-9 94
3 3,4,4-Trimethylcyclohexene 124 C9Hi1e6 1000113-50-1 93
4 Cyclohexene, 3,5,5-trimethyl- 124 C9H1le6 000933-12-0 83
5 2,4-Heptadiene, 2,6-dimethyl- 124 C9H1le6 004634-87-1 60
Abundance Scan 2263 (8.317 min): VV027731.D\data.ms (-2251) (-) m/z 68.10 100.00%
68.1
109.1
5000
41.0 124.1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
M | ] ‘ 91‘ 0 ‘ 8.00 8.20 8.40 8.60
Obrrrrrrrrrrrrre et _H‘_‘uH_U:wuwwww m/z 109.10  65.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12197: Cyclohexene, 3,5,5-trimethyl-
68.0
109.0
5000 L L R IR R
41.0 8.00 8.20 8.40 8.60
124.0 m/z 67.05 61.64%
w0 ||| L |
O \\‘\H\‘\\\\‘\H\}U\Hi‘}\‘l\‘\\\ ‘H\H‘!‘\H‘\‘\H\‘\\H}H\\‘\\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12198: Cyclohexene, 1,6,6-trimethyl-
68.0
 AAEEEEREEE S
8.00 8.20 8.40 8.60
5000 109.0 ITI z 40.95 24.83%
41.
0 124.0
27.0 H | SP.O
0 ‘ww_H‘:uw‘:mh‘wm RN O A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12182: 3,4,4-Trimethylcyclohexene R S ARN AR AR
68.0 8.00 8.20 8.40 8.60
m/z 124.10 24.57%
5000 109.0
270 410 124.0
0 H‘H‘W‘HWM‘HMN‘WJL‘_“Muﬂhﬁu‘wﬂu‘u‘q‘u‘“‘u‘u e et
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@27731.D

Acq On : 02 Sep 2022 18:38
Operator : SY/MD

Sample : N4418-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 13  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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.529 1.45 ug/L 95509  1,4-Dichlorobenzene-d4 11.249
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 90
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78

Abundance Scan 3262 (11.529 min): VV027731.D\data.ms (-3250) (- m/z 57.10 100.00%
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| o
rerrerrprrrprrhe b et b e m/z 41,00 36.94%
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Abundance #15691: 1-Hexanol, 2-ethyl-
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\H L 80120
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Abundance #15695: 1-Hexanol, 2-ethyl-
57.0 /A
e fatg—h
1150
5000 ITI/Z 43.10 29.17%
43.0
29.0 70.0 83.0 060
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 A
Abundance #15694: 1-Hexanol, 2-ethyl- e
57.0 11.50

m/z 70.10  24.53%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27731.D

Acqg On : 02 Sep 2022 18:38
Operator : SY/MD

Sample : N4418-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13 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|
Cyclohexene, 3,... 8.185 2.6 ug/L 199477 2 8.850 375903 5.0
Cyclohexene, 3,... 8.317 2.7 ug/L 201188 2 8.850 375903 5.0
1-Hexanol, 2-et... 11.529 1.5 ug/L 95509 3 11.249 329601 5.0
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