LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90622\
Data File : VV027753.D

Acqg On : 06 Sep 2022 20:04
Operator : SY/MD

Sample : N44e4-16DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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\SFAMVTRO90622WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@27753.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 76 83 105 rBv2 122281 149934 30.62%  3.355%
2 1.568 156 164 177 rBV 67160 80081 16.35% 1.792%
3 1.632 177 184 191 rVB6 4391 5784 1.18% 0.129%
4 2.105 321 331 348 rBV 145011 212490 43.39% 4.755%
5 2.507 447 456 465 rBV2 4393 7017 1.43% 0.157%
6 3.908 874 892 918 rBv4 110916 341400 69.72% 7.639%
7 4.346 1012 1028 1052 rBV 91902 230574 47.09%  5.159%
8 5.043 1229 1245 1271 rBV2 191747 489686 100.00% 10.957%
9 5.616 1411 1423 1443 rBV 150002 318695 65.08% 7.131%
10 5.915 1499 1516 1539 rBV 58262 123492 25.22% 2.763%
11 6.066 1551 1563 1583 rBV2 111294 234558 47.90%  5.249%
12 6.985 1837 1849 1865 rBV 47001 88975 18.17% 1.991%
13 7.313 1939 1951 1968 rBV 208003 370586 75.68%  8.292%
14  7.391 1971 1975 1994 rVB2 9818 16791 3.43% 0.376%
15 7.622 2038 2047 2062 rBV 27070 50492 10.31% 1.130%
16 7.976 2147 2157 2170 rVB3 21280 38325 7.83% 0.858%
17 8.092 2182 2193 2215 rBV2 152544 386067 78.84% 8.639%
18 8.185 2215 2222 2235 rVB2 28819 54272 11.08% 1.214%
19 8.320 2252 2264 2280 rVB3 23479 44769 9.14% 1.002%
20 8.850 2417 2429 2448 rBV 245800 405982 82.91% 9.084%
21  9.140 2510 2519 2534 rVB2 11041 18019 3.68% 403%

22 10.214 2839 2853 2867 rBV 78609 125662 25.66%
23 11.246 3164 3174 3195 rBV 223524 356868 72.88%
24 11.532 3255 3263 3276 rBV5 6421 11503 2.35%
25 11.622 3280 3291 3318 rVV 193652 307018 62.70%
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Sum of corrected areas: 4469040

SFAMVTRO90622WMA.M Thu Sep 08 16:02:55 2022 1



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90622\

: VWe27753.D

: 06 Sep 2022 20:04

: SY/MD

: N4404-16DL 5X

: 25.0mL/MSVOA_V/WATER

: 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090622\
Data File : VV@27753.D

Acqg On : 06 Sep 2022 20:04

Operator : SY/MD

Sample : N4404-16DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA .M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK 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 0.67 ug/L 54272  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 94
2 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 93
3 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 93
4 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 019781-47-6 87

5 2,4-Heptadiene, 2,6-dimethyl- 124 C9H16 004634-87-1 70
Abundance Scan 2222 (8.185 min): VV027753.D\data.ms (-2215) (-) m/z 109.05 100.00%
109.1
67.1
5000 82.0
124.1
41.0 R RARERAREE R
‘ ‘ ‘ ‘ ‘ 7.80 8.00 8.20 8.40 8.60
S | YT 1 S O N B = P T3
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12209: Cyclohexene, 3,3,5-trimethyl-
67.0 109.0
5000 82.0 P
41.0 124.0 7.80 8.00 8.20 8.40 8.60
' m/z 82.00 39.88%
27.0 ‘
O \\‘H\\‘H\\‘H\\“\‘H\i‘\‘\‘\\‘\\\“‘\\\‘\“\‘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 {\
R AR R
67.0 7.80 8.00 8.20 8.40 8.60
5000 41.0 82.0 m/z 95.10  35.94%
124.0
0 S 1 -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12241: Cyclohexane, 1,3-dimethyl-2-methylene-, trans- R AR EERE
67.0 7.80 8.00 8.20 8.40 8.60
m/z 81.10  33.24%
109.0
5000 81.0
41.0 95.0
27.0 H ‘ 124.0
0 ‘wH‘wH“Uw‘Uw‘“HWH‘;‘H“HHwwm}mw!”w Y 1 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090622\
Data File : VV@27753.D

Acqg On : 06 Sep 2022 20:04
Operator : SY/MD

Sample : N4404-16DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

R.T. EstConc Area Relative to ISTD R.T.
8.320 0.55 ug/L 44769  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3,5,5-trimethyl- 124 C9H1e6 000933-12-0 90
2 3,4,4-Trimethylcyclohexene 124 C9H16 1000113-50-1 86
3 Cyclohexene, 1,6,6-trimethyl- 124 C9H16 069745-49-9 86
4 Cyclohexene, 3,5,5-trimethyl- 124 C9H1e6 000933-12-0 62
5 Cyclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 55
Abundance Scan 2264 (8.320 min): VV027753.D\data.ms (-2252) (-) m/z 68.10 100.00%
68.1
109.1
5000
41.0 124.1 R B R
H | ‘ H 91‘ 1 ‘ 8.00 8.20 8.40 8.60
Orerprerrprererresstbe Sl il L sz 109,10 76.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120130
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 66.95 61.79%
7o | L |
O \\‘\\H‘H\\‘\\H}U\\\m\‘l\‘\\\ ‘\\\‘\“!‘\\\‘\‘\H\‘H\\}\\H‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12182: 3,4,4-Trimethylcyclohexene
68.0
e
8.00 8.20 8.40 8.60
5000 109.0 m/z 124.10  25.80%
41.0 124.0
27.0 H BF.O
0 H‘H‘W‘HWM‘H‘W‘WJL‘_“Huﬂﬁﬂu‘ﬂﬂu‘u‘q‘u‘_‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12198: Cyclohexene, 1,6,6-trimethyl- EAEEEEEE TS
68.0 8.00 8.20 8.40 8.60
m/z 41.05 25.30%
5000 109.0
270 41.0 124.0
0 H‘H‘W‘HWM‘HMM‘WJL‘_“Huﬂhﬁu‘_‘u‘u‘q‘u‘wlu‘u v ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90622\
Data File : VV027753.D

Acqg On : 06 Sep 2022 20:04
Operator : SY/MD

Sample : N44e4-16DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO90622WMA.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 0.7 ug/L 54272 2 8.850 405982 5.0
Cyclohexene, 3,... 8.320 0.6 ug/L 44769 2 8.850 405982 5.0
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