LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27723.D

Acqg On : 02 Sep 2022 15:22
Operator : SY/MD

Sample : N44e4-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 5 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: VV027723.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.310 76 84 108 rBV2 373925 455490 32.52% 5.773%
2 1.568 155 164 174 rBV 84035 100380 7.17% 1.272%
3 1.632 178 184 193 rVB 21214 26309 1.88% ©0.333%
4 2.108 322 332 346 rVB2 176144 266742 19.04%  3.381%
5 2.577 469 478 489 rVB2 12089 21366 1.53% 0.271%
6 3.905 876 891 920 rBV2 543967 1400684 100.00% 17.754%
7 4.346 1012 1028 1054 rVB 113650 286051 20.42% 3.626%
8 5.043 1229 1245 1279 rBV2 243983 638173 45.56%  8.089%
9 5.616 1412 1423 1454 rBV 141719 306144 21.86% 3.880%
10 5.911 1502 1515 1547 rBV 341239 701313 50.07% 8.889%
11 6.066 1551 1563 1581 rBV 141127 295687 21.11% 3.748%
12 6.985 1838 1849 1870 rBV 52419 102426 7.31% 1.298%
13 7.313 1940 1951 1966 rBV 264393 471983 33.70% 5.983%
14  7.387 1966 1974 1996 rVB 51409 102459 7.31% 1.299%
15 7.625 2039 2048 2064 rBV2 29564 56693 4.05% 0.719%
16 7.972 2138 2156 2177 rBV2 120943 213669 15.25% 2.708%
17 8.091 2183 2193 2212 rBV 181481 439192 31.36% 5.567%
18 8.185 2213 2222 2249 rW 149197 295381 21.09%  3.744%
19 8.316 2249 2263 2290 rVB3 135503 267151 19.07% 3.386%
20 8.850 2418 2429 2451 rBV 218829 376010 26.84% 4.766%

21 9.136 2505 2518 2538 rBV 64874 114087  8.15%
22 10.213 2841 2853 2868 rBv2 89653 149246 10.66%
23 11.249 3161 3175 3184 rBV 202248 329605 23.53%
24 11.532 3252 3263 3273 rBV2 30055 51013 3.64%
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25 11.622 3280 3291 3312 rVB 244193 393600 28.10% 989%

26 12.114 3435 3444 3456 rBvV3 8606 14072 1.00% 0.178%

27 14.991 4333 4339 4349 rVB2 9644 14455 1.03% 0.183%
Sum of corrected areas: 7889381
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

: VWe27723.D

: 02 Sep 2022 15:22

: SY/MD

: N4404-16

: 25.0mL/MSVOA_V/WATER

: 5 Sample Multiplier: 1

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO83122WMA.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27723.D

Acq On : 02 Sep 2022 15:22
Operator : SY/MD

Sample : N4404-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 5 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 2 Cyclohexene, 3,3,5-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.185 3.93 ug/L 295381  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 3,3,5-trimethyl- 124 C9H1e6 000503-45-7 96
2 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 93
3 Cyclohexene, 3,5,5-trimethyl- 124 C9Hi1e6 000933-12-0 90
4 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 89
5 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 019781-47-6 87
Abundance Scan 2222 (8.185 min): VV027723.D\data.ms (-2213) (-) m/z 109.05 100.00%
109.1
67.0
5000 82.1
41.0 124.1
Eaaa e Eaamaa R
H ‘ ‘ H 7.80 8.00 8.20 8.40 8.60
0 HwwHHwwHHMHwH‘:!“m;m““u‘_m‘w‘w‘mw m/z 67.05 75.09%
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 LN R B
210 124.0 7.80 8.00 8.20 8.40 8.60
' m/z 82.10 45.93%
27.0 ‘
O \\‘HH‘HH‘H\\‘H\Hi‘\‘\‘\\‘H\H‘H\H“\‘H\“\H\‘HH}HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12241: Cyclohexane, 1,3-dimethyl-2-methylene-, trans-
67.0 /\
_mww‘m,uwu
109.0 7.80 8.00 8.20 8.40 8.60
81.0 m/z 81.05 35.34%
5000 41.0
95.0
27.0 124.0
0 ,,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12211: Cyclohexene, 3,5,5-trimethyl- R ERmaa
109.0 7.80 8.00 8.20 8.40 8.60
67.0 m/z 95.05 33.10%
41.0
5000
82.0 124.0
0 e SRS WA NSE—
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\VVve90122\
Data File : VWW@27723.D

Acq On : 02 Sep 2022 15:22
Operator : SY/MD

Sample : N4404-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 5 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 2

R.T. EstConc Area Relative to ISTD R.T.
8.316 3.55 ug/L 267151  Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexene, 3,5,5-trimethyl- 124 C9H1le6 000933-12-0 94
2 3,4,4-Trimethylcyclohexene 124 C9H16 1000113-50-1 94
3 Cyclohexene, 1,6,6-trimethyl- 124 C9H16 069745-49-9 91
4 Cyclohexene, 3,5,5-trimethyl- 124 C9H1le6 000933-12-0 83
5 2,4-Heptadiene, 2,6-dimethyl- 124 C9H1le6 004634-87-1 64
Abundance Scan 2263 (8.316 min): VV027723.D\data.ms (-2249) (-) m/z 68.10 100.00%
68.1
109.1
5000
41.0 124.2 N, B S
M | ‘ I 91"1 8.00 8.20 8.40 8.60
0 ‘wHH_m‘w;em“u‘lw‘: _HMH‘:M‘ewuhgw‘m‘_‘ m/z 109.10  59.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12210: Cyclohexene, 3,5,5-trimethyl-
68.0 A
5000 1090 L B R B B
8.00 8.20 8.40 8.60
41.0 124.0 m/z 67.10 59.24%
27.0 ‘ | 820
0 \\‘H\\‘H\‘i“\u\‘“‘\H“\‘\H‘\‘Hw ‘\\\‘\“1‘\\\“\‘\‘1\‘\HWHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12182: 3,4,4-Trimethylcyclohexene
68.0
R A
8.00 8.20 8.40 8.60
5000 109.0 m/z 46.95  26.34%
41.0
124.0
27.0 H SP.O
0 "W‘WHM‘WHNHi‘l‘;‘lwm“ ‘;H“M‘H“m“Wm}mmmw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12198: Cyclohexene, 1,6,6-trimethyl- N EAREEEARSECEESSTELE,
68.0 8.00 8.20 8.40 8.60
m/z 124.20 23.26%
5000 109.0
41.0
124.0
27.0 H sﬁ.o
0"WH_H‘UWHNHi‘:‘;‘mm“ ‘{H“M‘H“m“Wm}mmmw e 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@27723.D

Acq On : 02 Sep 2022 15:22
Operator : SY/MD

Sample : N4404-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 5 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 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.532 0.77 ug/L 51013 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 72
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 3263 (11.532 min): VV027723.D\data.ms (-3252) (- m/z 57.10 100.00%
57.1
5000
41.0 /k
83.1 Ar, I B
bl e T
0 ‘“““\WUHWN‘,”WN‘\w‘uu"“JN““““ : m/z 41.00 36.47%
miz--> 20 40 60 80 100 120 140
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 Y J\ﬂ . i [ ‘A !\‘ A‘/\M/\‘H
41.0 11.50
83.0 m/z 43.00 29.72%
b L L]
O\\\‘\\‘\\“‘\\\\"\\“\\‘!‘\\\‘\\}\‘\\\\‘\\\
miz—-> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0 A
I} A‘ ‘!\A‘ ‘ ) L . I\‘l ll‘
11.50
5000 m/z 55.00 27.79%
41.0
83.0
ol 180 i Al “ ‘ “J oy ‘1‘1‘3‘0‘ SN
miz--> 20 40 60 100 120 140
Abundance #61072: 1—Isobutoxy—Z—eththexane ‘ ‘”’““
57.0 1150
42.0 m/z 56.00 26.42%
5000
27,0
83.0 112.0
ol L T T s 0uas0 -
m/z--> 20 40 60 80 100 120 140 1150
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve90122\
Data File : VWW@27723.D

Acqg On : 02 Sep 2022 15:22
Operator : SY/MD

Sample : N4404-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 5 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 3.9 ug/L 295381 2 8.850 376010 5.0
Cyclohexene, 3,... 8.316 3.5 ug/L 267151 2 8.850 376010 5.0
1-Hexanol, 2-et... 11.532 0.8 ug/L 51013 3 11.249 329605 5.0
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