LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 49 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\SFAMVTR110421WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@23364.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 75 84 100 rVB2 114661 125784 3.19% 0.786%
2 1.568 156 164 179 rBV2 41754 71665 1.82% 0.448%
3 2.111 321 333 345 rBV2 84582 138576 3.51% ©0.866%
4 3,192 653 669 693 rBV 300854 631986 16.01%  3.949%
5 3.912 875 893 930 rBV2 399208 1070081 27.10% 6.686%
6 4.352 1012 1030 1060 rBv4 72460 217292 5.50%  1.358%
7 4.609 1089 1110 1150 rBV 628851 1575338 39.90% 9.843%
8 5.050 1230 1247 1276 rBvV2 144127 369830 9.37%  2.311%
9 5.619 1412 1424 1444 rBV 148208 297441 7.53% 1.858%
10 5.912 1490 1515 1548 rBV 2039738 3947971 100.00% 24.667%
11 6.072 1552 1565 1578 rBV 89295 184121 4.66% 1.150%
12 6.989 1838 1850 1866 rBV 40608 77965 1.97% 0.487%
13 7.317 1940 1952 1968 rBV 157125 275450 6.98% 1.721%
14 7.394 1968 1976 2004 rVB 28696 58045 1.47% 0.363%
15 7.625 2038 2048 2067 rBV 24116 49804 1.26% ©0.311%
16 7.979 2147 2158 2177 rVB3 44504 76198 1.93% 0.476%
17 8.088 2180 2192 2221 rBV 207251 375584  9.51%  2.347%
18 8.854 2419 2430 2433 rBV 245561 340890 8.63% 2.130%
19 8.883 2434 2439 2451 rVB 377480 571413 14.47% 3.570%
20 9.153 2500 2523 2531 rBVv9 27609 97692 2.47% 0.610%
21  9.320 2564 2575 2589 rBvV2 27301 49123 1.24% 0.307%
22 9.477 2599 2624 2640 rBV3 60657 195352 4.95% 1.221%
23 9.551 2640 2647 2661 rVB3 28457 53069 1.34% 0.332%
24  9.706 2669 2695 2705 rBV2 105549 238236 6.03% 1.488%
25 9.802 2714 2725 2740 rBV6 49458 107842 2.73% 0.674%
26 9.934 2755 2766 2775 rBV 80291 141737 3.59% 0.886%
27 10.127 2814 2826 2836 rBV4 64900 110642 2.80% 0.691%
28 10.217 2843 2854 2858 rBV 74674 123261 3.12% 0.770%
29 10.355 2888 2897 2918 rBV 84964 165201 4.18% 1.032%
30 10.452 2918 2927 2940 rVB7 36666 74221 1.88% 0.464%
31 10.738 2990 3016 3032 rBV2 184566 329483 8.35% 2.059%
32 10.915 3061 3071 3091 rVB 168262 302948 7.67% 1.893%
33 11.056 3108 3115 3118 rwV 55341 78290 1.98% 0.489%
34 11.088 3118 3125 3137 rVB 159103 249890 6.33% 1.561%
35 11.249 3165 3175 3194 rBV2 284756 579698 14.68% 3.622%

36 11.336 3194 3202 3213 rVB 73342 113337 2.87% ©.708%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 49 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\SFAMVTR110421WMA.M
Title : TRACE VOA SFAM1.0
37 11.455 3230 3239 3250 rVB 42775 66757 1.69% 0.417%
38 11.529 3250 3262 3278 rBV2 244230 502989 12.74% 3.143%
39 11.632 3278 3294 3316 rVB5 366913 904638 22.91% 5.652%
40 12.046 3410 3423 3434 rVB4 78817 150855 3.82% 0.943%
41 12.114 3434 3444 3456 rBV2 169203 300555 7.61% 1.878%
42 12.300 3493 3502 3513 rVB4 54447 93757 2.37% 0.586%
43 12.554 3568 3581 3592 rBV3 35873 57874 1.47% 0.362%
44 12.683 3604 3621 3628 rBv4 31271 56009 1.42% 0.350%
45 12.882 3674 3683 3695 rVvv2 35990 56855 1.44% 0.355%
46 13.046 3724 3734 3746 rVB3 30578 54659 1.38% 0.342%
47 13.217 3778 3787 3795 rW 46708 80097 2.03% 0.500%
48 13.268 3795 3803 3810 rVV5 26024 45816 1.16% 0.286%
49 13.333 3810 3823 3828 rVv4 31547 74551 1.89% 0.466%
50 13.368 3828 3834 3847 rVB 60711 94437 2.39% 0.590%
Sum of corrected areas: 16005305
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV023364.D\data.ms
2000000 5.912

1500000

1000000

4.609

500000 3.912
3.192

5.050 5.619
1311 ) o6 2111 4.352 6.072

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance TIC: VV023364.D\data.ms
2000000

o

1500000
1000000

500000
8.883 11.632

8.088 8.854 11.249 11 57 _
7.317 9.7 10.738.915.088 12.;
oL 65 hgaress Tore o150 o PRORAIOATRR: || fuithotifhey | 120
‘ D NSSED G- AR B A W L R A AN TR LAV RO A

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VV023364.D\data.ms
2000000

1500000

1000000

500000

0\jfiggg}g.53468EQ.8$3£ﬂ@§%§§§@@
T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
: 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 2 (DEL) Alkane: Cyclic9.153 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.153 1.43 ug/L 97692  Chlorobenzene-d5 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 90
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 90

3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 90
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 80
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 72

Abundance Scan 2523 (9.153 min): VV023364.D\data.ms (-2500) (-) m/z 97.10 100.00%

97.1
55.0
5000 j\/\
4.0 | 690 1261 SV SR SR B
“ ‘ ‘ . ‘ | 10 ‘ 8.80 9.00 9.20 9.40
Obrerererprrerrrteelbeelh B2 L 0 L mjz ss.05  78.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
T 1 M\
5000 \‘HH‘HH’H/\\'\“\H\‘\
210 8.80 9.00 9.20 9.40
’ 69.0 126.0 m/z 69.05 28.23%
27.0 ‘ ‘ ‘
0H‘HH‘H\‘\“\H\“UH\‘\‘\!\‘H\‘\‘\Hﬁ\p\e’\\\1‘\\]\-\]-‘]\-\\0\’\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
0 97.0
5. L vy

8.80 9.00 9.20 9.40
5000 m/z 41.05 26.23%

m/z-->

41.0 69.0 126.0
o 27.0 83.0 111.0
e s e e
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane B A
55.0 97.0 8.80 9.00 9.20 9.40
m/z 126.10  23.61%
5000
410 69.0 126.0
27.0 ‘ ‘
0 Lo 830 | 1110 RN A1 N B

10 20 30 40 50 60 70 80 90 100110120130

8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 3 Cyclobutane, (1-methylethyl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

o320 e.72ugl 49123 Chlorobenzene-ds 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 58

2 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 53
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 52
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 52
5 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 50
Abundance Scan 2575 (9.320 min): VV023364.D\data.ms (-2564) (-) m/z 81.10 100.00%
81.1
5000
67.0 95.1
41.0 R RARRRES e
H ‘ ‘ ‘ 109.0 124.0 9.00 9.20 9.40 9.60
oH_m_m‘HuuHM:wM‘;m‘e}mwu‘wmuu“‘w‘cluw m/z 95.10 30.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
9.00 9.20 9.40 9.60
39.0 . . .43%
‘ 53.0 670 96.0 m/z 67.00 29.43
0H‘\\H‘2\\5\.‘9‘\HH‘HH“1‘}‘\\‘H‘i‘}‘H\‘\‘H\\\‘H‘!\“H\“\\\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
81.0
9.00 9.20 9.40 9.60
5000 m/z 96.10 29.38%
41.0 67.0
110.0
21.0 95.0
1 | NERRR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 MN\
Abundance #3230: Cyclohexene, 1-methyl-  RmEmOEEE S
81.0 9.00 9.20 9.40 9.60
m/z 82.10 21.64%
5000 67.0 96.0
39.0 SSF
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV@23364.D

Acqg On : 11 Nov 2021 04:31

Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
: 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 4 (DEL) Alkane: Cyclic9.477 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.477 2.87 ug/L 195352  Chlorobenzene-d5 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 76
2 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 76

3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 76
4 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 72
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 64
Abundance Scan 2624 (9.477 min): VV023364.D\data.ms (-2599) (-) m/z 97.10 100.00%
97.1
55.0
5000 ﬂﬁm\
411
‘ 81.1 ‘ 126.1 L L L B B B
9.20 9.40 9.60 9.80
111.0 ‘
0 H_m‘m‘_w!‘mp“llh M‘Hm‘ Jm,uu!“ww,‘wm m/z 55.05  74.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
5000 L L B L LR LR
9.20 9.40 9.60 9.80
41.0 690 126.0 m/z 41.10 29.09%
27.0 ‘ | ‘
O H‘HH‘\H‘\“\\H““H\‘\\H‘H\‘\‘H\ﬁ\ﬁ\e’\\\1‘\\]\-\]_‘]\-\\0\’\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
55.0 97.0
A R REREE
9.20 9.40 9.60 9.80
5000 m/z 95.10 26.18%
40 600 126.0
0 210 83.0 111.0
L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane R RRERAREENS SN
55.0 97.0 9.20 9.40 9.60 9.80
m/z 81.10 26.15%
5000
41.0 69.0 126.0
27.0 ‘ ‘
et 89 3880 L sl JUJL U
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 5 1H-Indene, octahydro-, cis- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.706 3.49 ug/L 238236  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-, cis- 124 C9H1e6 004551-51-3 52
2 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 46
3 1,4-Hexadiene 82 C6H10 000592-45-0 43
4 1-Dodecyne 166 C12H22 000765-03-7 43
5 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 43
Abundance Scan 2695 (9.706 min): VV023364.D\data.ms (-2669) (-) m/z 67.10 100.00%
67.1 g1.1
5000
41.0 96.1 A
e —
H \H ‘ ‘ 124.1 9.50 10.00
Obrererrrerrepremrre il il ot L nsz s1.16 85.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0
67.0
96.0 /\
5000 e L
41.0 9.50 10.00
124.0 ITI/Z 82.10 76.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
81.0
670 ]\\ ‘ T T ‘ T
’ 9.50 10.00
41.0 m/z 96.10 33.067
5000 96.0 . . 9
124.0
0 110.0
T T e T T T e
miz--> 10 20 30 40 50 60 70 80 90 100110120130 /\ M
Abundance #1367: 1,4-Hexadiene \ e e
67.0 9.50 10.00
m/z 41.05 27.93%
5000 41.0 82.0
27.0 ‘ U\
0"_H‘_HLMH:UH‘Mﬁ‘Mm‘wuﬂﬂu‘wu‘wu‘wu‘wu‘_‘ . —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 6 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.802 1.58 ug/L 107842  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vinylcyclohexyl ether 126 C8H140 002182-55-0 49
2 1-Heptadecyne 236 C17H32 026186-00-5 46
3 Cyclohexane, (1-methylethylidene)- 124 C9H1l6 005749-72-4 46
4 Cyclopropane, (2-methylenebutyl)- 110 C8H14 074685-56-6 46
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38
Abundance Scan 2725 (9.802 min): VV023364.D\data.ms (-2714) (-) m/z 81.10 100.00%
55.0 81.1
5000 3900 97.0 /\
126.2 s AN
H ‘ ‘ ‘ 9.50 10.00
o lh MWl ws s2.10 93.39%
miz--> 20 40 60 80 100 120 140
Abundance #12995: Vinylcyclohexyl ether
55.0
82.0
5000 — 7 T
9.50 10.00
m/z 55.05 89.52%
27.0 126.0
O\\‘\‘\m\\“‘W\\‘M“\}\\“}\\\‘1\0\8.\0\‘\‘\\\‘\
miz-> 20 40 60 80 100 120 140
Abundance
81.0
41.0 e T
9.50 10.00
5000 96.0 m/z 67.10 88.68%
57.0 '
123.0138.0
1| RN e 1 M 1 T A i e
m/iz--> 20 40 60 80 100 120 140
Abundance #12227: Cyclohexane, (1-methylethylidene)- Aa#éhﬁ T
81.0 9.50 10.00
m/z 83.10 81.08%
5000 41.0 109.0124.0
° il
0 ‘H‘zf’LpH}“‘u‘:ﬂ!“u”“u““HM“wm‘mw‘ ‘/\m =y
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 7 Bicyclo[2.2.2]octane, 2-met... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.127 0.95 ug/L 110642 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 72
2 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 58
3 Cyclopentene, 1-butyl- 124 C9H16 002423-01-0 58
4 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 58
5 1H-Indene, octahydro-, cis- 124 C9H1e6 004551-51-3 50
Abundance Scan 2826 (10.127 min): VV023364.D\data.ms (-2814) (- 67.00 100.00%
67.0
81.1
95.0
5000
il 1091 124.1
‘ M I ‘ ‘ i 10.00 10,50
Oeprreeprerrprrmbrre el ML bl e 81.10  64.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12215: Bicyclo[2.2.2]octane, 2-methyl-
67.0 81.0 950
124.0
109.0
41.0
5000
10 OO 10 50
82.106 55.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
67.0
109.0 10.00 10,50
81.0 m/z 95.05 54.41%
5000 21.0
95.0
27.0 124.0
Ol et e i e el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12162: Cyclopentene, 1-butyl- T T
67.0 10.00 10.50
m/z 96.05 32.04%
5000
82.0
41.0 ‘ 124.0
27.0
0 ‘w‘H‘_‘H"HH"HN:M‘_“1w‘HMH‘Wf?www!”w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 OO 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 8 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.355 1.42 ug/L 165201 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 80
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 64
Abundance Scan 2897 (10.355 min): VV023364.D\data.ms (-2888) (- m/z 91.05 100.00%
91.0
5000
120.1 — P /\TJ
373 5L1 65.0 | 105.1 10.00 10.50
Ol rprrrrprrrrp et vt e ol e m/z 120.10  22.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10702: Benzene, propyl-
91.0
5000 — Ly
10.00 10.50
120.0 m/z 92.85 10.88%
65.0
e 1050
O\\‘\\\\‘\\\‘\‘\\\\“\\\\i\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\H‘H‘H‘HH“HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
91.0 A
/\A‘ \/\,‘\m\ \ﬂ/\/“ \M T T
10.00 10.50
5000 m/z 65.00 9.97%
65.0 120.0
15.0 39.0 105.0
L SRS MOUSN RSSUI MU M.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\\
Abundance #10701: Benzene, propyl- L R e
91.0 10.00 10.50
m/z 78.10 6.79%
5000
120.0
65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\

VVve23364.D

: 11 Nov 2021 04:31

: SY/MD

. M4542-07

: 25.0mL/MSVOA_V/WATER

: 49  Sample Multiplier: 1

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M

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
Concentration Rank 20

Peak Number

9 unknown-02

R.T. EstConc Area Relative to ISTD R.T.
10.452 0.64 ug/L 74221  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 42
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 35
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 35
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 35
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 30

Abundance Scan 2927 (10.452 min): VV023364.D\data.ms (-2918) (- m/z 105.05 100.00%
105.1
81.1
5000 55.0
120.1
3900 — L=
‘ ‘ ‘ ‘ ‘ ‘ 138.1 10.50
I Al W m‘w”w Ml Mt W sz 81.10 58.43%
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 1
10.50
120. 9
79.0 0.0 m/z 55.05 41.12%
390 630 |
0 \\\‘\‘\ T \“‘\ i “\“\ T \“ T \‘\ T ‘H\ \‘\“‘\ L
miz-> 20 40 60 80 100 120 140
Abundance
105.0
——
10.50
5000 m/z 69.05 32.27%
120.0
77.0
ol 180 39.0 590
e T e
m/iz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl- —
105.0 10.50
m/z 120.10  30.35%
5000
120.0
39.0 77.0
N PRS- N TR \
O e e e e e e e
m/z--> 20 40 60 80 100 120 140 10.50

SFAMVTR110421WMA.M Wed Nov 17 ©3:16:53 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV@23364.D

Acqg On : 11 Nov 2021 04:31

Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 10 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.738 2.84 ug/L 329483 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87

Abundance Scan 3016 (10.738 min): VV023364.D\data.ms (-2990) (- m/z 105.10 100.00%
105.1
5000
120.1
391 65.0 5‘31‘-0 560 10.50 11.00
ol il L 1880 s 100,10 31.00%
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 j\ — e
120.0 10.50 11.00
m/z 91.10 12.98%
77.0
0 \1\5\.0‘ T \3\9“.0\ \‘\5\9‘.9‘\ T \M‘ T \‘i T “1‘\ \‘\”"\ L
miz--> 20 40 60 80 100 120 140
Abundance
105.0
10.50 11.00
5000 ITI/Z 81.05 12.38%
120.0
39.0 77.0
59.0
o
miz-> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl- —r— —
105.0 10.50 11.00
m/z 77.05 12.20%
5000
120.0
79.0
39.0
m/z--> 20 40 60 80 100 120 140 10.50 11.00

SFAMVTR110421WMA.M Wed Nov 17 ©3:16:53 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 11 Benzene, (2-methylpropyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.056 0.68 ug/L 78290 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 90
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
4 Benzene, n-butyl- 134 CleH14 000104-51-8 78
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 78
Abundance Scan 3115 (11.056 min): VV023364.D\data.ms (-3108) (- m/z 91.10 100.00%
91.1
5000
134.1
43.0 65"0 115.0 11,00
0t L m/z 92.85  55.94%
miz--> 20 40 60 80 100 120 140
Abundance #17038: Benzene, (2-methylpropyl)-
91.0
5000 “A‘ T ﬁ
11.00
134.0 m/z 134.05  27.07%
43.0 65.0
0 27\0 H‘ I ‘ I 115'0 I
\\\‘\\\\‘\\\\‘\\\\‘\\\’\\\\‘\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance
91.0 f\
T /\\ ‘ T T ‘
11.00
5000 m/z 65.05 12.96%
43.0 65.0 134.0
0 27.0 115.0
T e T
m/iz--> 20 40 60 80 100 120 140 J& /\
Abundance #17040: Benzene, (2-methylpropyl)- S M Dl
91.0 11.00
m/z 43.05 8.16%
5000
134.0
43.0
65.0
ol M b b R0 L LN
m/z--> 20 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 12 Oxirane, 2-methyl-2-phenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.088 2.16 ug/L 249890 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 87
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 87
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 87
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 83
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 78
Abundance Scan 3125 (11.088 min): VV023364.D\data.ms (-3118) (- m/z 105.10 100.00%
105.1
5000
77.0 134.1 11.00
51.0 :
Oberererrrrirrrgimpeereprebb e e m/z 134.05  15.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17575: Oxirane, 2-methyl-2-phenyl-
105.0
5000 A I ‘A\
11.00
770 m/z 77.05 11.94%
27.0 51.0 ‘ 134.0
O\\‘HH‘H\‘\-‘\H\“HHi‘\H\‘\‘\‘H‘H\}“HH“HH‘\‘}!\‘\\H‘HH‘\EH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0
L LIULA
11.00
5000 m/z 103.05 9.51%
134.0
70 510 (10
e e RSASM N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #17625: Benzeneacetaldehyde, .alpha.-methyl- < ‘ ‘A‘
105.0 11.00
m/z 79.10 8.68%
5000
77.0
0 WO e A
O et e e e e e e T ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 13 Benzene, 1,2,3-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.336 0.98 ug/L 113337 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3202 (11.336 min): VV023364.D\data.ms (-3194) (- m/z 105.10 100.00%
105.1
5000
390 oo, 77‘0 1211 oy, 11.00 11.50
O3l LG ST A521 7 120,10 44.19%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 - A A
11.00 11.50
m/z 77.05 11.74%

77.0
oL— ‘2‘7‘9 , \‘ ‘5‘?‘_‘0‘\\‘ \‘\ — “\‘ — “ “ H‘ ‘]\-‘\ ‘1‘0‘ e
m/z--> 20 40 60 80 100 120 140
Abundance
M

11. 00 11 50
5000 m/z 119.05 10.65%
39.0 590 77.0 121.0
1) S VNN i ST USRS | BT N
miz--> 20 40 60 80 100 120 140 M
Abundance #10715: Benzene, 1,2,3-trimethyl- =4 ‘/\‘ —
105.0 11.00 11.50

m/z 106.05 9.47%

5000

39.0 77.0 121.0 /\ M
oL 150 | 290 | | I \ X N

m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 14 o-Cymene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.455 0.58 ug/L 66757 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 p-Cymene 134 C10H14 000099-87-6 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 o-Cymene 134 C1oH14 000527-84-4 95
Abundance Scan 3239 (11.455 min): VV023364.D\data.ms (-3230) (- m/z 119.05 100.00%
119.1
134.0
39.0 65.0 ‘ “ | 11.50
) NS VPR PRI YA TR | N m/z 134.00  32.28%
miz--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene
119.0 JU\
5000 ‘j\\ i
11.50
910 134.0 91.00  24.88%
41.0 65.0 ‘
O\\\‘\‘\\\“‘\\‘\\H“\‘\\\“\\\\‘W\\‘\‘l\\\‘\‘\
miz-> 20 40 60 80 100 120 140
Abundance
119.0
11 50
5000 m/z 117.00 16.95%
91.0 134.0
o 26.0 41.0 65.0
L I L e o e
m/iz--> 20 40 60 80 100 120 140
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 11 50
m/z 120.10 11.16%
5000
91.0
134.0
39.0 65.0 ‘
ooww\m iy
m/z--> 20 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV@23364.D

Acqg On : 11 Nov 2021 04:31

Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
: 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 15 Indane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.529 4.34 ug/L 502989 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 91
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72

Abundance Scan 3262 (11.529 min): VV023364.D\data.ms (-3250) (- m/z 117.10 100.00%

117.1
5000
910 \/\\ T ‘ T ‘
390 630 ‘ 1341 11.50
S ST O B N 1 Y M T | m/z 118.1@  54.37%
miz--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 o :
11.50
m/z 115.85  36.87%

91.0
63.0
O\\1\5\.()‘\\\:3\9“-0\\”\\““\‘\\\“\\‘\\“\\\!“\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance
117.0
O

11.50
5000 ITI/Z 91.05 16.01%
39.0 g5gp 91.0
0 13.0 74.0
T L L A B e e AL RN
m/z--> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cyclopropyl- T waJ}
117.0 11.50
m/z 116.10 11.33%
5000 91.0
51.0
N 0 ) S SN D WL
m/z--> 20 60 80 100 120 140 11.50

SFAMVTR110421WMA.M Wed Nov 17 ©3:16:55 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 16 Benzene, (2-methyl-1-propen... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.047 1.30 ug/L 150855 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 83
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 83
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 74
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 74

Abundance Scan 3423 (12.046 min): VV023364.D\data.ms (-3410) (- m/z 117.10 100.00%

117.1
5000 132.1 m

79.0 ‘
I

39.0 ‘ gﬁl 12 00
Y IS VR T ‘“‘ “ uu““ k] AU‘“HM : m/z 132.85  48.21%
m/z--> 20 40 100 120 140
Abundance #16140: Benzene, (Z—methyl—l—propenyl)—
117.0
132.0
LN\
5000 T
91.0 12 00

m/z 115.05 37.78%

270 *0 | 760 Il
O LI ’ \‘\ T ‘ T \‘\ T “‘\ L ‘ T \‘} T “W LI ’ \‘U \‘\ ‘ T
m/z--> 20 40 60 80 100 120 140
Abundance
117.0

12 00
5000 m/z 136.05 33.42%
91.0 132.0
39.0 65.0
15.0
O T T T T T T T T
mlz--> 20 40 60 80 100 120 140
Abundance #16119: Benzene, 2-butenyl- L A A ‘

11v.0 12.00

m/z 79.05 17.23%

132.0
5000 91.0
39.0
65.0
‘\ L \‘m \‘ A JU ) | ANy

miz--> 20 40 100 120 140 12,00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 17 1-Methyl-2-phenylcyclopropane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.114 2.59 ug/L 300555 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 80
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 80

Abundance Scan 3444 (12.114 min): VV023364.D\data.ms (-3434) (- m/z 117.10 100.00%
117.1
5000
91.1 BN 1o en
390 63.0 I %‘3.1 12.00 12.50
ottt et Al M m/z 115.10  34.56%
m/z--> 20 40 60 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
5000 — —
12.00 12.50
91.0 m/z 132.00  28.18%
O ‘\2?‘\0\ “ \5\%\.(\) “‘1‘ \7\4\9‘ T T “H T \“ \1}‘3\:‘3\0‘ T
miz-> 20 40 60 80 100 120 140
Abundance
117.0
SLLVAY NSV
12.00 12.50
5000 m/z 91.10 14.03%
1.
39.0 65.0 910 133.0
] T NN PR | M e
m/iz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- = ‘ ‘/\
117.0 12.00 12.50
m/z 118.10 9.98%
5000
0 91.0
51.
133.0
A7 2 SR .~ O B UYL O
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV@23364.D

Acqg On : 11 Nov 2021 04:31

Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 18 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.301 0.81 ug/L 93757 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 93
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
4 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 81
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 74

Abundance Scan 3502 (12.300 min): VV023364.D\data.ms (-3493) (- m/z 131.00 100.00%
131.0
5000 7AM\
91.0 A
146.1 il P
w00 630 ‘ 11‘5'0 ] 12.00 12.50
Ot i ML w2 o1.es 21.49%
miz--> 20 40 60 80 100 120 140
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 JM
12 00 12 50
91.0 m/z 146.05  16.65%
115.0 146.0
O\ ’2\7\0\\“ \5\1‘-\‘0\‘“\7\5\1()‘\\\\"\ T \H ‘ \‘H‘! T ’ L
miz--> 20 40 60 80 100 120 140
Abundance
131.0 A
P el
146.0 12.00 12.50
5000 ’ ITI/Z 115.00 15.66%
910 4150
51.0 76.0
Ot
miz--> 20 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0 12 00 12 50
m/z 133.05 13.24%
5000
91.0 146.0
: 115.0
00 w0 L HEO M\N\ L.
miz--> 20 80 100 120 140 12,00 12/50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 19 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.217 0.69 ug/L 80097 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
Abundance Scan 3787 (13.217 min): VV023364.D\data.ms (-3778) (- m/z 131.00 100.00%
131.0
5000 M
A FNIP )
91.1 13.00 13.50
39.0 630 ‘
Y I el M A WS I ‘ J!M b 1822 s 146,05 22.34%
miz--> 20 40 60 80 100 120 140 160
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 /\” ‘/\\ ‘ ‘ /\\”A)
13.00 13.50
m/z 129.05 18.68%
270 510 91.0
O T \‘\ ‘ \“\ T \“‘\ \“\‘\ “}‘7\]7\.(3‘ T \‘\ T “\1\1\3110‘\‘M T ‘ \“\ T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance
SCRVITVLV,
— e
13.00 13.50
5000 m/z 115.05 15.93%
39.0 91.0
0 63.0 1130 | 149.0
R I B e RS E T e S
m/z--> 20 40 60 80 100 120 140 160 j&\ Avaj
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- —— e
131.0 13.00 13.50
m/z 128.00  12.49%
5000
Ll J
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 20 2,2-Dimethylindene, 2,3-dih... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.333 0.64 ug/L 74551  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 93
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
Abundance Scan 3823 (13.333 min): VV023364.D\data.ms (-3810) (- m/z 131.00 100.00%
131.0
5000 M
pha BW L AL
391 651 O30 13.00 13.50
- ' ), 160.0 207.0 .
0! e m/z 146.15 29.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 /\_ A‘NJ\,/\N
13.00 13.50
91.0 m/z 145.05 26.52%
51.0 ‘ |
O\‘\\\\‘\\‘\‘\‘m\\\“‘\\‘}\“U\\‘\“\‘U‘!\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0 \
A‘ T \‘\
13.00 13.50
5000 m/z 115.00 23.00%
91.0
390 430
Ot e el il e
m/z--> 20 40 60 80 100 120 140 160 180 200 AMVVJVL
Abundance #25011: Benzene, (3-methyl-2-butenyl)- f— e B
131.0 13.00 13.50
m/z 91.05 14.18%
91.0
5000
41.0 65.0
0! — — dad
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV@23364.D

Acqg On : 11 Nov 2021 04:31

Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M
: 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 21 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.368 0.81 ug/L 94437  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 90

Abundance Scan 3834 (13.368 min): VV023364.D\data.ms (-3828) (- m/z 131.05 100.00%
131.1
5000 M
1151 146.1 WVIPN W
o 646 910 ' | ‘ 13.00 13.50
e ] R ST Al pller m/z 146.05  23.41%
m/z--> 20 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 AW L e,
13.00 13.50
o 146.0 m/z 115.18  16.24%
39.0 64.0 91.0 .
0\2‘4\..9\ \“ T \“\‘\ ‘W'\‘\ \“ T \‘\ T ‘ \‘\ \H ‘ \‘U‘! T ‘ \“\ T T
miz--> 20 40 80 100 120 140
Abundance
131.0 W
- ALY
13.00 13.50
5000 ITI/Z 129.00 14.47%
o010 146.0
390 g . 115.0
ol 240 !
&N VRN MY D MRS 1| RS A
miz—-> 20 40 60 80 100 120 140 Mj\ P J\
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- — Pk M
131.0 13.00 13.50
m/z 132.05 13.66%
5000
910 146.0
290 up ‘ 115.0 ‘ /\/\A
ST O O N N 1 V¥ A 11V .0
miz--> 20 40 60 80 100 120 140 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023364.D

Acqg On : 11 Nov 2021 04:31
Operator : SY/MD

Sample : M4542-07

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA .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|
(DEL) Alkane: C... 9.153 1.4 ug/L 97692 2 8.854 340899 5.0
Cyclobutane, (1... 9.320 0.7 ug/L 49123 2 8.854 340890 5.0
(DEL) Alkane: C... 9.477 2.9 ug/L 195352 2 8.854 340890 5.0
1H-Indene, octa... 9.706 3.5 ug/L 238236 2 8.854 340890 5.0
unknown-01 9.802 1.6 ug/L 107842 2 8.854 340890 5.0
Bicyclo[2.2.2]o... 1@.127 0.9 ug/L 110642 3 11.249 579698 5.0
Benzene, propyl- 10.355 1.4 ug/L 165201 3 11.249 579698 5.0
unknown-02 10.452 0.6 ug/L 74221 3 11.249 579698 5.0
Benzene, 1-ethy... 10.738 2.8 ug/L 329483 3 11.249 579698 5.0
Benzene, (2-met... 11.056 0.7 ug/L 78290 3 11.249 579698 5.0
Oxirane, 2-meth... 11.088 2.2 ug/L 249890 3 11.249 579698 5.0
Benzene, 1,2,3-... 11.336 1.0 wug/L 113337 3 11.249 579698 5.0
o-Cymene 11.455 0.6 ug/L 66757 3 11.249 579698 5.0
Indane 11.529 4.3 wug/L 502989 3 11.249 579698 5.0
Benzene, (2-met... 12.047 1.3 ug/L 150855 3 11.249 579698 5.0
1-Methyl-2-phen... 12.114 2.6 ug/L 300555 3 11.249 579698 5.0
1H-Indene, 2,3-... 12.301 0.8 ug/L 93757 3 11.249 579698 5.0
1H-Indene, 2,3-... 13.217 0.7 ug/L 80097 3 11.249 579698 5.0
2,2-Dimethylind... 13.333 0.6 ug/L 74551 3 11.249 579698 5.0
1H-Indene, 2,3-... 13.368 0.8 ug/L 94437 3 11.249 579698 5.0
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