LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

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\SFAMVTRO81723WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: Vve31833.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 66 74 93 rVB 104840 131989 1.19% 0.526%
2 1.532 146 153 165 rVB 103819 122561 1.10% 0.489%
3 2.060 307 317 331 rBV 204227 298801 2.69% 1.192%
4 3.828 852 867 896 rBV2 82180 339080 3.05% 1.353%
5 4.256 985 1000 1025 rBV 153207 403702 3.63% 1.610%
6 4.963 1205 1220 1255 rBV2 335107 896019 8.06%  3.574%
7 5.542 1385 1400 1423 rBV2 231872 509836 4.59% 2.034%
8 5.995 1525 1541 1570 rBV 188194 412544  3.71% 1.646%
9 6.921 1817 1829 1845 rBV2 67998 132544 1.19% 0.529%
10 7.249 1919 1931 1951 rBV 330574 599862 5.40% 2.393%
11 8.034 2161 2175 2218 rBV 399489 875817 7.88%  3.493%
12 8.789 2399 2410 2433 rBV 355175 612080 5.51% 2.441%
13 8.899 2434 2444 2457 rBV 511973 796093 7.16% 3.175%
14  9.873 2734 2747 2761 rBV 123506 198101 1.78% 0.790%
15 10.159 2821 2836 2850 rBvV2 163988 269097 2.42% 1.073%
16 11.191 3146 3157 3177 rBV 404693 629740 5.67% 2.512%
17 11.471 3228 3244 3262 rBV 59494 117434 1.06% 0.468%
18 11.567 3262 3274 3290 rVWW 417727 672234 6.05% 2.681%
19 11.689 3302 3312 3325 rVB2 76938 118468 1.07% 0.473%
20 12.059 3413 3427 3442 rBV 113214 201396 1.81% 0.803%
21 12.406 3526 3535 3546 rBV7 76911 154068 1.39% 0.615%
22 12.892 3676 3686 3704 rVB2 93532 157948 1.42% 0.630%
23 12.995 3705 3718 3730 rBV3 115890 206526 1.86% 0.824%
24 13.162 3749 3770 3778 rBV3 64129 118863 1.07% 0.474%
25 13.358 3821 3831 3844 rVB3 69835 149305 1.34% 0.596%
26 13.442 3844 3857 3866 rBV2 346391 629659 5.67% 2.512%
27 13.554 3881 3892 3901 rBV7 56823 113846 1.02% 0.454%
28 13.612 3902 3910 3918 rBV3 102278 160434 1.44% 0.640%
29 14.172 4068 4084 4094 rBV3 117473 238627 2.15% 0.952%
30 14.233 4094 4103 4118 rVB3 124609 226008 2.03% 0.902%
31 14.516 4181 4191 4199 rBV3 133781 238313  2.14% 0.951%
32 14.564 4200 4206 4216 rVV6 69078 134353 1.21% 0.536%
33 14.625 4217 4225 4240 rVB4 71746 134338 1.21% 0.536%
34 14.770 4258 4270 4279 rBV5 273728 512113 4.61% 2.043%
35 15.017 4339 4347 4354 rBV2 71384 111583 1.00% 0.445%
36 15.368 4443 4456 4466 rBV8 72176 146202 1.32% 0.583%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

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\SFAMVTRO81723WMA.M
Title : TRACE VOA SFAM1.0
37 15.528 4497 4506 4526 rBV2 201728 355250  3.20% 1.417%
38 15.641 4535 4541 4553 rVB2 75849 127916 1.15% ©.510%
39 15.747 4566 4574 4586 rVB4 130963 210768 1.90% 0.841%
40 15.953 4628 4638 4643 rBV2 239481 387510  3.49%  1.546%
41 15.985 4643 4648 4663 rVB 239489 362963 3.27% 1.448%
42 16.123 4682 4691 4702 rBV2 120566 195564 1.76% ©.780%
43 16.220 4711 4721 4738 rVB2 106243 243685 2.19% 0.972%
44 16.426 4773 4785 4802 rBV 7373880 11112759 100.00% 44.327%
45 16.606 4833 4841 4852 rVB 207631 304184  2.74% 1.213%

Sum of corrected areas: 25070183
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81723\

: VVe31833.D

: 17 Aug 2023 16:01

: SY/MD

: 04059-02

: 25.0mL/MSVOA_V/WATER

: 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: VV031833.D\data.ms

1.278 1.532 2.060 3828  4.256 4.963 5.542 5.995

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

UL DL L L L L L L L L B I L L I L B L L L B L A L B L L

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
TIC: VV031833.D\data.ms

7.249 8.?64 8.7%%99 11.191 11.567

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

9.873 10.159 )\ 114711689 12.0f
S kAl :
10.00

‘ ‘ T —T—
7.00 7.50 8.00 8.50 9.00 9.50
TIC: VV031833.D\data.ms

T T
10.50 11.00 11.50 12.00

16.4126

Time-->

12406 1250993 16805185612 1447331458845 %5017 1536893874 a0 m
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 T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T

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\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 2 Benzene, 1-chloro-4-(triflu... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.899 6.50 ug/L 796093  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(trifluorome... 180 C7HACLF3 000098-56-6 99
2 Benzene, 1-chloro-4-(trifluorome... 180 C7H4C1F3 000098-56-6 98
3 Benzene, 1-chloro-4-(trifluorome... 180 C7H4C1F3 000098-56-6 96
4 Benzene, 1-chloro-4-(trifluorome... 1890 C7H4ClF3 000098-56-6 95
5 Benzene, 1-chloro-3-(trifluorome... 180 C7HACLF3 000098-15-7 94

Abundance Scan 2444 (8.899 min): VV031833.D\data.ms (-2434) (-) m/z 179.75 100.00%

179.8
144.9
5000
74.9
e e
49.9 948 1249 | 8.60 8.80 9.00 9.20
0 b “ - M“ bt bl il myz 144,98 55.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55326: Benzene, 1-chloro-4-(trifluoromethyl)-
180.0
145.0
5000 T T T T T[T T T[T
8.60 8.80 9.00 9.20
g0 0 m/z 160.75  50.55%
‘ 95.0 1250
O \\\‘2\\\\‘\\“\\‘H\\‘“Mi\‘\\\‘\\\\‘\‘f!\‘f\\\[‘\\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55324: Benzene, 1-chloro-4-(trifluoromethyl)-
180.0
R m e o SR
145.0 8.60 8.80 9.00 9.20
5000 m/z 129.80 32.21%
75.0
50.0 950 1250
1. N WP F VO PO 1 [
miz-> 20 40 60 80 100 120 140 160 180
Abundance #55320: Benzene, 1-chloro-4-(trifluoromethyl)- e ARRNEES T
180.0 8.60 8.80 9.00 9.20
m/z 181.80 32.11%
5000 145.0
75.0
500 ‘ 95.0 125‘0
0 27.0 ‘\ o1l | 1] ‘ l
“w““_‘“‘H‘“‘H““H““W““_“‘ - R e = a e SR

m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 3 1Indane Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.471 0.93 ug/L 117434  1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 81
2 Indane 118 C9H10 000496-11-7 68
3 Indane 118 C9H10 000496-11-7 62
4 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 59
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 59
Abundance Scan 3244 (11.471 min): VV031833.D\data.ms (-3228) (- m/z 116.90 100.00%
116.9
5000
90.9 A A A
38.8 62.8 ‘ ‘ 11.50
0o 30 L Ml w2 117,98 s9.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
11y.0
5000 /\A wie ‘/\\\ TN
11.50
m/z 114.90 48.91%
39.0 63.0 91.0
0 0= o 770 ] 104.0 |,
\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10180: Indane
117.0
.
11.50
5000 m/z 90.90 19.27%
26,0 9 63.0 77.0 " ‘
0330290 L 4 T om0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /f\
Abundance #10178: Indane eV P !
117.0 11.50
m/z 115.90 18.41%
5000
390 580 91.0
0‘H‘H‘w‘HW‘HJMH‘ﬂ‘wHUH‘Z??H‘wH‘ﬁQﬁR‘AJMH‘ RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 4 Benzene, 1,2-diethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.689 0.94 ug/L 118468 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 87
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 83
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 80
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 55
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 55
Abundance Scan 3312 (11.689 min): VV031833.D\data.ms (-3302) (- m/z 104.85 100.00%
104.8
5000 133.9
389 768 A El.l‘S/(} EI.Z‘Od
57. : :
150.0
Ob vy ‘u Ay JMW JMM b Il Mgl m/z 118.90  87.57%
m/z--> 20 100 120 140
Abundance #17026. Benzene, 1,2-diethyl-
105.0
5000 134.0 - ' /‘\/\\/\‘ ‘M\ /\\
11.50 12.00
77.0 m/z 114.85 77.63%
39.0 ‘
O \]-\5‘\.0‘\‘\‘\ \““\ \M\““\‘\ T \“‘ T \‘ U\ "‘\‘\ \“‘ T \‘\ ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #9544: Benzene, 1-propynyl-
115.0 i
. =
11.50 12.00
5000 m/z 115.85 58.68%
L 390 630  89.0
o 2 N N R E—
mfz--> 20 40 60 80 100 120 140
Abundance #9546: Benzene, 1-propynyl- gL A\‘ e
115.0 11.50 12.00
m/z 133.90 47.42%
5000
63.0 89.0 /\
39 0
m/z--> 20 40 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 Benzene, 1-methyl-2-(2-prop... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.059 1.60 ug/L 201396 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 80
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 80

Abundance Scan 3427 (12.059 min): VV031833.D\data.ms (-3413) (- m/z 116.85 100.00%
1

116.8
5000 M
90.9 R ‘
388 62.9 ‘ ‘ WJ 2070 12.00
OF e e tblle e M Al ST m/z 114,90 38.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 l :
12.00
91.0 m/z 131.90 28.61%
39.0 65.0 ‘ ‘ ‘
O\\\‘\‘\\\“\\“i‘\‘w‘\\\‘”‘\\w\“}‘\\“‘\‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
WV.WA ‘
12.00
5000 ITI/Z 90.90 15.44%
91.0
39.0 65.0 ‘
Y R PN N NP ' —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl- ‘/K/H : ‘
117.0 12.00
m/z 117.80 10.83%
5000
39.0 65.0 91"0 ‘ f\/\
Y N OO N R O B . VWP W0 L FYCBULT.
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 Cinnamaldehyde, (E)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.406 1.22 ug/L 154068 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 83
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 78
3 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 64
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 53
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 53

Abundance Scan 3535 (12.406 min): VV031833.D\data.ms (-3526) (-

m/z 130.85 100.00%

A,

12.50
m/z 131.85 80.94%

L.

1250
m/z 55.90  79.95%

L.

1250
m/z 56.90  34.24%

12.50
m/z 76.80 27.11%

W/LWM Aapyatdlf

130.8
55.9
5000
7(8 103.8
o“‘_“ﬂwaquM Nm\w"”kHHW‘}?ﬁgu“u‘%9§€
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16657: Cinnamaldehyde, (E)-
131.0
103.0
5000
77.0
51.0
O\\\‘2\7\\0\“\\“1\“\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16665: Benzofuran, 2-methyl-
131.0
5000
510770 1030
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000
51.0
77.0 103.0
27.0 ‘
0 VRN A L ——
m/z--> 20 40 60 80 100 120 140 160 180 200

SFAMVTRO81723WMA.M Fri Aug 18 17:08:43 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 Benzene, (1-methyl-2-cyclop... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.892 1.25 ug/L 157948 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
2 2-Methylindene 130 C10H10 002177-47-1 94
3 Naphthalene, 1,2-dihydro- 130 C10H10 000447-53-0 93
4 1,4-Dihydronaphthalene 130 C10H1e 000612-17-9 92
5 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 91
Abundance Scan 3686 (12.892 min): VV031833.D\data.ms (-3676) (- m/z 114.90 100.00%
114.9
5000
1250 1300
38. 90.8 145.8 ; :
om_m“m‘Hw“‘uw‘M_H_MW_MZ‘QW m/z 129.90  88.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #15058: Benzene, (1-methyl-2- cyclopropen -1-yl)-
130.
5000 = VAL
12.50 13.00
m/z 128.85 80.50%
27.0 “770 102.0 UM
O\\\‘\\\\“\\‘\\“\‘\\H}‘\\\\“\\\l‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
Aapdlonl U o
12.50 13.00
5000 m/z 127.85 47 .59%
28.0 ‘ 77.0 102.0
0“‘_:‘w‘ﬂupwuw‘uh‘ﬂ“w‘ S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15045: Naphthalene, 1,2-dihydro- /} VEINWSE =
130.0 12.50 13.00
m/z 126.90  20.13%
5000
63.0 1020 J\A

m/z--> 20 40 60 80 100 120 140 160 180 200 1250 1300

SFAMVTRO81723WMA.M Fri Aug 18 17:08:43 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 1H-Indene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.995 1.64 ug/L 206526 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
2 2-Methylindene 130 C10H1e 002177-47-1 96
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
4 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 96
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 95
Abundance Scan 3718 (12.995 min): VV031833.D\data.ms (-3705) (- m/z 114.90 100.00%
114.9
5000
Al
509 90.8 13.00
0 1458 28T myz 129.90  93.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000 T
13.00
m/z 128.85 79.76%
27.0 ‘ H 77.0 102.0
O‘\\\\“\\‘\\“\‘\\H}“‘\\‘\\‘\\\l‘\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
Al U
13.00
5000 m/z 127.85 47.88%
51.0
28.0 ‘ H 77.0 102.0
o S O ALY I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)- =
130.0 13.00

m/z 103.90  25.27%

5000

i G T NS M St aiadlon oy e

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

.0
2r0, | [101020 |
e

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 9 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.162 0.94 ug/L 118863 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 59
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 59
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 58
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 58
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 58
Abundance Scan 3770 (13.162 min): VV031833.D\data.ms (-3749) (-~ m/z 130.85 100.00%
130.8
5000 j\
0 1300 13.50
38.9 629 ' ‘ : :
Obeod 2 P L As28 2072 158 00 42.0%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 Depl s T
13.00 13.50
91.0 m/z 127.85 26.74%
ase
0\\\‘\‘\\\“\\‘\\‘m\\1‘\\\\“\‘\\U‘\‘M\‘M\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
= -
13.00 13.50
5000 91.0 m/z 145.90  24.33%
39.0
65.0
0 15.0 |
T \‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)- P ‘/k”ﬂﬁ ——
131.0 13.00 13.50
m/z 114.80 20.54%
91.0
5000
27.0 ‘ “
o‘H‘H‘““H‘:“p‘:“uw‘HwW"Mm”l‘_‘ww_m,w VA AL
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

SFAMVTRO81723WMA.M Fri Aug 18 17:08:44 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 10 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.358 1.19 ug/L 149305 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 64
2 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 43
3 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 37
4 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 25
5 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 25

Abundance Scan 3831 (13.358 min): VV031833.D\data.ms (-3821) (- m/z 55.85 100.00%

55.9
5000
111 O132 9 162 o AN M
84. 13. 00 13 50
Ly el L \ L | ‘ 199.1
Ot el “““‘ m/z 70.90 42.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 L\ r\‘ { 4 /’\H”A"’\/“«Arfv
13.00 13 50
29.0 111.0 m/z 54.90  35.45%
145.0
85 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25578: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
LA AVAL N
13.00 13.50
5000 m/z 56.85  34.80%
29.0 ‘ H 850
S O - SSSS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #684: Cyanic acid, ethyl ester M : o
29.0 13.00 13.50
m/z 40.80 28.15%
56.0
5000
0‘m_‘u‘H‘mwHMWm‘m“HH‘HH‘HHWHW “ —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

SFAMVTRO81723WMA.M Fri Aug 18 17:08:44 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 Azulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.442 5.00 ug/L 629659 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 1H-Indene, 1-methylene- 128 C10HS8 002471-84-3 93
4 Azulene 128 C10HS8 000275-51-4 90
5 Azulene 128 C10H8 000275-51-4 90

Abundance Scan 3857 (13.442 min): VV031833.D\data.ms (-3844) (- m/z 127.85 100.00%

127.8
5000
50.9 101.9 i3%d
73.8 )
0 ‘mwm‘”“HHH\MHH“‘mu‘“H‘H,J‘u?‘lr?m“““2‘97‘-9 m/z 145.90  14.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: Naphthalene
128.0
1350
1020 m/z 130.9 14.47%
51.0 '
0‘2\8\\()\‘\\“\\“‘1\7\““?\\\\“\\\\‘\“‘\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
1350
ol . St 750 0|
R A
m/z--> 20 40 60 80 100 120 140 160 180 200 J\
Abundance #13688: 1H-Indene, 1-methylene-
128.0 1350
m/z 128.85 10.90%
5000
51.0
LT
s ot N s a e e ol
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

SFAMVTRO81723WMA.M Fri Aug 18 17:08:45 2023 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.554 0.90 ug/L 113846 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 70
2 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 43
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 003877-19-8 43
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 38
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 38

Abundance Scan 3892 (13.554 min): VV031833.D\data.ms (-3881) (- m/z 103.90 100.00%

108.9 133.8 ‘
5000
EVAVYIUN /\/\(\
50.9 Pt L A
77.8 161 13.50
o W 1618 2068 [/, 133.80 95.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 L L o
13.50
390 m/z 145.90 86.16%
15.0 77.0
O \\‘\‘\‘\ T \“ T \“\\“U\\\H‘\\‘} T ‘M\ \‘V‘M‘ \‘Uw\‘M\Mf\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24956: 2-Propyn-1-ol, 3-(4-methylphenyl)-
o
R .
13.50
5000 115.0 ITI/Z 130.85 76.78%
85.0
63.0 ‘
O M mw““!‘h“ ]
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl- — ‘
104.0 13.50
m/z 114.80 39.39%
5000 146.0
39.0 78.0 ‘
S A S SO T L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

SFAMVTRO81723WMA.M Fri Aug 18 17:08:45 2023 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 Benzofuran, 4,7-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.612 1.27 ug/L 160434 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 4,7-dimethyl- 146 C1OH100 028715-26-6 74
2 2-Propenal, 2-methyl-3-phenyl- 146 C10H1e0 000101-39-3 64
3 1H-Benzimidazole, 2-ethyl- 146 C9H1ON2 001848-84-6 64
4 2,3-Dimethyl-1H-pyrrolo[2,3-b]py... 146 C9H1ON2 010299-69-1 64
5 2-Propenal, 2-methyl-3-phenyl- 146 C10H1e0 000101-39-3 64
Abundance Scan 3910 (13.612 min): VV031833.D\data.ms (-3902) (-  m/z 144.90 100.00%
144.9
5000
1148
— _—
50.9 “ ‘ 13.50 14.00
o"‘_HJ‘w‘whhlw“m“1‘H‘mu_www?‘c"‘?a? m/z 145.90  89.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24930: Benzofuran, 4,7-dimethyl-
146.0
5000 NI — M
13.50 14.00
39.0 117.0 m/z 130.85 26.46%
"~ 3.0 910 ‘
0\\\‘\\‘\\““\\“}‘\““\‘\!‘H\H‘\!‘\\‘\\\‘\‘\!\\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24937: 2-Propenal, 2-methyl-3-phenyl-
145.0
117.0
— —
13.50 14.00
m/z 114.85 26.36%
5000 91.0
51.0
ol 2 Al b b b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25691: 1H-Benzimidazole, 2-ethyl- —— ——
145.0 13.50 14.00
m/z 116.90 17.64%
5000
28.0 63.0 920 118.0
o) S I Y W S M o W
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMVTRO81723WMA.M Fri Aug 18 17:08:46 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 Benzene, pentamethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.172 1.89 ug/L 238627 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 64
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 64
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 64
4 2-tert-Butyltoluene 148 C11H16 001074-92-6 60
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 60
Abundance Scan 4084 (14.172 min): VV031833.D\data.ms (-4068) (- 132.90 100.00%
132.9
5000
8 90.9 ‘ ‘ 14.00 14.50
Obvrrrr bbb bbb e L BB 207.0  269.0 128.90  37.23%
m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #26356: Benzene, pentamethyl-
138.0
5000
14 00 14 50
m/z 147.90  35.17%
41.0 91.0
O \H‘\‘\\\“‘\\‘\“\’\‘\H“H‘H‘\‘\\w“H\‘\‘\U\\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26355: Benzene, pentamethyl-
133.0
R
14.00 14.50
5000 127.90 27.84%

o

91.0
39.0 ‘
T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance

#26354: Benzene, pentamethyl-
138.0 1400 1450

m/z 143.85  23.78%

5000

910
0 410 I Nj\/\/w\

m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50

SFAMVTRO81723WMA.M Fri Aug 18 17:08:46 2023 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 15 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.233 1.79 ug/L 226008 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 95
2 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 94
3 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 70
4 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 58
5 2-Hydroxy-5-methylbenzaldehyde 136 C8H802 000613-84-3 53

Abundance Scan 4103 (14.233 min): VV031833.D\data.ms (-4094) (- m/z 134.80 100.00%

134.8 |
5000
90.8
e —
62.9 14.00 14.50
159.9 : :
0o sl b M L2088 2498y 435 85 77.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18799: Benzol[b]thiophene, 2,3-dihydro-
135.0
5000 —— S
910 14.00 14.50
39.0 m/z 133.7 49.06%
0\‘\\\\““\‘\“\\“\\\H}“‘\\M\‘\\\\‘\\\“‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18797: Benzo[b]thiophene, 2,3-dihydro-
135.0
\‘ ‘
14. 00 14 50
5000 91.0 m/z 33.92%
39.0 65,0 ‘
0‘_‘HHLWWUWJMNm‘H‘w“ﬂ‘u‘w‘u‘w‘u‘u‘w‘u‘w“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18798: Benzo[clthiophene, 1,3-dihydro-
135.0 l4 00 14 50
m/z 144.9 19.96%
5000
91.0
00680 |
O bbb el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 l4 00 14 50

SFAMVTRO81723WMA.M Fri Aug 18 17:08:46 2023 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 3-Methylbenzothiophene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.516 1.89 ug/L 238313 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 CSH8S 001455-18-1 70
2 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 70
3 Benzo[b]thiophene, 4-methyl- 148 CO9H8S 014315-11-8 70
4 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 70
5 3-Methylbenzothiophene 148 CSH8S 001455-18-1 58
Abundance Scan 4191 (14.516 min): VV031833.D\data.ms (-4181) (- m/z 146.90 100.00%
146.9
5000
T T
62.8 11?-9 u ( 14.50
Obrrrprrrtoh bl il oy 2079 20887 147,90 78.26%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26956: 3-Methylbenzothiophene
147.0
5000 A UL
14.50
m/z 159.95 36.99%
40 740 1150
O\]\-\5\.‘0\\\\“‘\‘\H\\“‘H‘f”u‘H‘H“‘H\‘\“HH‘\‘H‘HH‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
T T
14.50
5000 m/z 158.90 31.69%
45.0
\ 740 1150 |
S N O B PO S A S ———
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26960: Benzo[b]thiophene, 4-methyl- e
147.0 14.50
m/z 144.90  24.84%
5000
480 720 1150
o""""“‘M‘pt“JU‘W“MHMHH_‘wm_Ww_ww_m —
m/z--> 20 40 60 80 100120140160180200220240260 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 17 unknown-01 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.564 1.07 ug/L 134353 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 49
2 Phenol, 3,6-difluoro-2-methoxy- 160 C7H6F202 075626-22-1 47
3 Indolizine, 2,8-dimethyl- 145 C1OH11N 031108-59-5 43
4 7-Quinolinol 145 C9H7NO 000580-20-1 38
5 5-Quinolinol 145 C9H7NO 000578-67-6 38

Abundance Scan 4206 (14.564 min): VV031833.D\data.ms (-4200) (- m/z 144.90 100.00%

144.9
5000
114.9 - ‘
50.9 ‘ 14.50
ol o bu B4R L JIBLT 280 icg 99 g5.50%
miz--> 50 100 150 200 250
Abundance #36291: Naphthalene, 1,2,3,4-tetrahydro-6,7-dimethyl-
145.0
5000 S :
14.50
115.0 m/z 158.90  32.17%
39.0 77.0 H
oL ‘h‘ “\ i\‘\ I ‘\H‘ “ ‘m\‘\\“ ‘n\“ ——
miz--> 50 100 150 200 250
Abundance #36633: Phenol, 3,6-difluoro-2-methoxy-
145.0
e |
14.50
5000 ITI/Z 114.90 25.27%
40, P10 1o
ob——— bt Bl
miz--> 50 100 150 200 250
Abundance #24561: Indolizine, 2,8-dimethyl- —— :
145.0 14.50
m/z 115.85 13.98%
5000
77.0 115.0‘ ‘
e — MR
miz--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 18 2,5,6-Trimethylbenzimidazole Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.625 1.07 ug/L 134338 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5,6-Trimethylbenzimidazole 160 C1OH12N2 003363-56-2 64
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 62
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 58
4 1H-Benzimidazole, 2-(1-methyleth... 160 C10H12N2 005851-43-4 58
5 1-Methyl-1H-indazole-4-carboxald... 160 C9H8N20 1053655-56-3 53
Abundance Scan 4225 (14.625 min): VV031833.D\data.ms (-4217) (- m/z 159.85 100.00%
159.8
5000
90.8 114.8
— -
508 o ‘ ‘ ‘ 1f,4,9 14.50 15.00
0‘“““NL‘WwpﬁNﬁMuW\uNmennmihpmuww‘u‘W‘ m/z 158.90  71.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36014: 2,5,6-Trimethylbenzimidazole
160.0
5000 Aol T
14.50 15.00
m/z 144.90  69.58%
91.0
39.0 650 118.0
0 \1\5\-0‘\‘\ T \“”\ Py “\“\ T \mi T \”‘} T i M“ T \‘\ H“ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0
—— -
14.50 15.00
5000 m/z 114.85 32.23%
91.0 1150
39.0 )
L PR A 1 N
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- —— T
145.0 14.50 15.00
m/z 90.85 27.39%
5000
91.0 1150
39.0
150 7", 630, | |
O e e e e bl o S
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.770 4.07 ug/L 512113 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 CSH8S 001455-18-1 38
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 38
3 Benzo[b]thiophene, 5-methyl- 148 CO9H8S 014315-14-1 38
4 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 30
5 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 25

Abundance Scan 4270 (14.770 min): VV031833.D\data.ms (-4258) (- m/z 110.90 100.00%

110.9 146.8
5000
54.9 — A
H ‘ 14.50 15.00
o‘H‘_HJhﬂwﬂwﬁﬁﬁwwwﬂpﬂwhhﬂpﬁgﬂﬁw‘HW‘HW‘H%§§4 m/z 146.85  99.05%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26956: 3-Methylbenzothiophene
147.0
5000 — ——r
14.50 15.00
450 m/z 147.85 60.73%
Y 740 115.0
0\]\-\5\.‘0\‘\\\“‘\‘\HH““\\“1”‘1“\H\“‘\H‘r“uu‘\“‘u‘HH‘HH‘H\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
-1 ~—
14.50 15.00
5000 m/z 114.85  38.99%
450 74.0 1150
) SRS SOV (ORI R ESOO——
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26961: Benzo[b]thiophene, 5-methyl- e e
147.0 14.50 15.00
m/z 144.85 32.16%
5000
45.0 740 1150
Obrrrprrreethebrsborberrerdbr e e reeereen MR Wy SV %
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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-Thiophenecarboxylic acid,... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.

15.017 0.89 ug/L 111583 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Thiophenecarboxylic acid, 6-et... 268 C15H2402S 1000278-87-6 56
2 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 53
3 (Z)-6-Methyl-2-(nonadec-10-en-1-... 376 C25H4402 243118-18-5 50
4 2-Aminopyrimidine-1-oxide 111 C4H5N30 035034-15-2 50
5 Bruceantin 548 C28H36011 041451-75-6 45

Abundance Scan 4347 (15.017 min): VV031833.D\data.ms (-4339) (-~ m/z 110.90 100.00%

110.9 ‘
5000
54.9

b 1 1528 20882580 o 5485 24.65%

mlz--> 50 100 150 200 250 300 350
Abundance #157952: 2-Thiophenecarboxylic acid, 6-ethyl-2-octyl este
111.0

5000
15 OO

39.0 m/z 68.98  16.82%

M‘L L‘\ ““‘ \ T ‘ ‘ “ \h“57\(\)\ T ‘ T \2\:3\9 P\ L ‘ T 1T ‘ 1T
m/z--> 100 150 200 250 300 350
Abundance #6829: 4-Amino-6-hydroxypyrimidine
111.0

15 00
5000 m/z 40.85 14.66%

68.0
miz--> 50 100 150 200 250 300 350

Abundance #285014: (Z)-6-Methyl-2-(nonadec-10-en-1-yl)-2H-pyran-
111.0

o

o

o

15 00
m/z 139.85 11.66%

5000
55.0 A
0 H ‘ H \‘\‘ \ A 2230 277'0 3190 37\6.( A/\{v\ vl /\\A/\A/\H AA/

m/z--> 50 100 150 200 250 300 350 15.00

SFAMVTRO81723WMA.M Fri Aug 18 17:08:49 2023 Page: 22



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 21 1,1'-Biphenyl, 2-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
15.368 1.16 ug/L 146202 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 95
2 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 95
3 Diphenylmethane 168 C13H12 000101-81-5 90
4 Diphenylmethane 168 C13H12 000101-81-5 90
5 Diphenylmethane 168 C13H12 000101-81-5 90
Abundance Scan 4456 (15.368 min): VV031833.D\data.ms (-4443) (- m/z 168.00 100.00%
168.0
5000
81.9 - s
38.8 1148 206.8 2528 15.00 15.50
0 b e m/z 166.90  95.24%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #43634: 1,1'-Biphenyl, 2-methyl-
16¥.0
5000 P e
15.00 15.50
m/z 164.90  43.02%
83.0 115.0 /
0' H‘HH‘HH’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #43642: 1,1'-Biphenyl, 2-methyl-
168.0
gty I
15.00 15.50
5000 m/z 152.85 35.95%
510 230 1150
0! -
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #43621: Diphenylmethane qu\M rof—
168.0 15.00 15.50

m/z 151.90  35.35%

5000

51-0 139.
0wwwpwuhwmwww”JMHW\HM\W\ﬂVq‘ H‘W‘”‘P‘”!‘”‘W‘”\”‘ o gt ot et

m/z--> 20 40 60 80 100120140160 180200 220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 22 Naphthalene, 1-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.528 2.82 ug/L 355250 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 87
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 83
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 81
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 81
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 81

Abundance Scan 4506 (15.528 min): VV031833.D\data.ms (-4497) (- m/z 140.90 100.00%

140.9 '
5000
T \
388 75.9 J “ ‘17 ) 15.50
Olrrrrrorririphitbe AL L LI9-9208.9 281 /7 155,90 39.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000 J\Ak !
15.50
m/z 114.85 24.71%
0 27.0 63.0 1024 I ‘H\\
\H‘H\\‘\H\’HH‘\\H‘HH‘HH‘\H\‘\H\’\\H‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33123: Naphthalene, 2-ethyl-
141.0
o ‘
15.50
5000 ITI/Z 161.85 14.35%
76.0
ol 300 w00y o
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33125: Naphthalene, 2-ethyl- S ‘f}
141.0 15.50
m/z 146.80  13.79%
o B0 00l -
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 23 2,5-Dimethylthiophene-3,4-d... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
15.641 1.02 ug/L 127916 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Dimethylthiophene-3,4-dicarb... 162 C8H6EN2S 1000305-40-9 90
2 Benzo[b]thiophene, 3,6-dimethyl- 162 C10H1eS 016587-50-1 86
3 Benzo[b]thiophene, 2,7-dimethyl- 162 C1eH1es 016587-40-9 64
4 Benzo[b]thiophene, 2,5-dimethyl- 162 C1eH1es 016587-48-7 64
5 5H-1-Pyrindine, 6,7-dihydro-4-am... 162 C10H14N2 062732-46-1 64

Abundance Scan 4541 (15.641 min): VV031833.D\data.ms (-4535) (- m/z 161.90 100.00%

161.9
5000
AN
4g 798 1149 | 15.50 16.00
0 Ll \\‘ oy h\h s b ) ‘ L \M : ‘\‘ il ‘2?4"7‘ . ‘2‘69-:‘[ , m/z 160.90 90.19%
miz--> 50 100 150 200 250
Abundance #38506: 2,5-Dimethylthiophene-3,4-dicarbonitrile
161.0
5000
15 50 16 00
59,0 146.90  46.58%
0“““w“\\\\\\ u‘l\‘mw\‘\ I r‘“\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #37688: Benzo[b]thiophene, 3,6-dimethyl-
162.0
15 50 16 00
5000 28.0 m/z 162.85 16.88%
80.0 115.0
]  ——
miz--> 50 100 150 200 250 /\
Abundance #37689: Benzo[b]thiophene, 2,7-dimethyl- lon /“'“‘ ; : M“WW
162.0 15.50 16.00
m/z 114.90 12.03%
5000
390 80‘ 0 128.0 ‘
o) Mmi— \‘\‘ \‘\‘\\L\\Hm \“L‘H‘\‘\‘\‘ i —— .
m/z--> 50 100 150 200 250 15 50 16 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 24 Diphenylmethane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15747 1.67 ug/l 210768 1,4-Dichlorobenzene-dd  11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual

iphenylmethane 168 C13H12 000101-81-5 93
iphenylmethane 168 C13H12 000101-81-5 91
,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 86
iphenylmethane 168 C13H12 000101-81-5 83
,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 83

uih wNnPE
~ OpRr OO

Abundance Scan 4574 (15.747 min): VV031833.D\data.ms (-4566) (- m/z 166.90 100.00%

166.9
5000
90.9
40.9 27, 1550 16.00
0’ e 2089 2BLE 7 167.95  92.36%
miz--> 50 100 150 200 250
Abundance #43623: Diphenylmethane
167.0
5000 T ‘/\
15 50 16.00
510 0 m/z 164.85  43.00%
NEEEY
O\\\\\W”H\ ‘\\‘\‘\‘“‘\\\‘\\\\‘\\\\
miz--> 100 150 200 250
Abundance #43626: Diphenylmethane
168.0
.
15 50 16.00
5000 m/z 156.00 42 .55%
91.0 ‘
28.0
AT TINTE . E—
miz--> 50 100 150 200 250
Abundance #43633: 1,1'-Biphenyl, 2-methyl-
168.0 15.50 16.00
m/z 140.85 40.06%
5000
390 830 1150 H
0 ‘ “ \‘\ 1l “MH [ PR 1 HH

miz--> 50 100 150 200 250 15.50 16.00

SFAMVTRO81723WMA.M Fri Aug 18 17:08:50 2023 Page: 26



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 25 Naphthalene, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.953 3.08 ug/L 387510  1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
3 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 96
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 4638 (15.953 min): VV031833.D\data.ms (-4628) (- m/z 140.90 100.00%
140.9
5000
s 159 m . 16.00
ob88 14, 1200) | J| 1030 _ 250.9280¢ |, 15585 g87.33%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
16.00
m/z 114.85 23.73%
9.0 76.0
O ‘\. i“\““r‘”h‘\ ul J‘-‘lpr(\)‘”\ ‘\‘ ‘M\ L B B B B B
miz--> 50 100 150 200 250
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
e
16.00
5000 m/Z 154.85 23.56%
76.0 115.0
‘ “:‘%9“,0“ L : ““ bl “H\“ S
miz--> 50 100 150 200 250
Abundance #33155: Naphthalene, 1,8-dimethyl- o
156.0 16.00
m/z 127.90  18.42%
5000
76.0 115.0
39.0 H ‘
) S N OV B O E—— S,
miz--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 26 Naphthalene, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.985 2.88 ug/L 362963 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95

Abundance Scan 4648 (15.985 min): VV031833.D\data.ms (-4643) (- m/z 155.90 100.00%

155.9
5000
76.8 114.9 16.00
38.8 :
o388 L. . LA ,M‘ (190.7220.9 2688 ./, 149.90  71.88%
m/z--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000
16.00
770 1150 m/z 154.90  38.73%
0 \‘\39‘\-0““\“‘}””‘\ i “ \“\““\ U "m\ L B B B B B
m/z--> 50 100 150 200 250
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
L
16.00
5000 m/z 114.90  14.42%
410 (7.0 1150 l
0 ‘m‘h\‘d‘\”““u‘ U"‘ e e
m/z--> 50 100 150 200 250
Abundance #33156: Naphthalene, 1,7-dimethyl- P
156.0 16.00
m/z 152.90  14.40%
5000
77.0 1150
NS o Y I .
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 27 Naphthalene, 1,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.123 1.55 ug/L 195564 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95

Abundance Scan 4691 (16.123 min): VV031833.D\data.ms (-4682) (- m/z 140.90 100.00%

140.9
5000
e —
g 08 \8‘ ‘m .y 16.00 16.50
Ol B8 i 2068y | 117682078 2810 10c 09 75.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0|
5000
16.00 16.50
m/z 114.90 22.88%
76.0
0\H‘H3H9“\O\“H"“l\‘\“!h’\\‘\\‘HH‘\“!‘\\“HM‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
e —
16.00 16.50
5000 ITI/Z 154.90 17.16%
76.0 115.0
RO AU I 1 ——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33141: Naphthalene, 1,3-dimethyl- o —
141.0 16.00 16.50
m/z 127.85 15.60%
5000
90 "% 1do) | |
o‘H‘H‘w‘“",‘1Hu‘,‘uuww‘“uw e e e
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 29 Naphthalene, 2-ethenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.426  88.23 ug/L 11112800 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 89
2 Acenaphthene 154 C12H10 000083-32-9 81
3 Acenaphthene 154 C12H10 000083-32-9 64
4 Acenaphthene 154 C12H10 000083-32-9 64
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 59

Abundance Scan 4785 (16.426 min): VV031833.D\data.ms (-4773) (- m/z 152.85 100.00%

152.8 ‘
5000
75.9
38.9 ‘ J14. 1650
C
ol 255l 149l 2069 2488280 ./, 153,99 89.94%
m/z--> 50 100 150 200 250
Abundance #31486: Acenaphthene
158.0
5000 T
76.0 1650
m/z 151.9 50.51%
o, |30 |
O T T T \ H H ‘ \ T ‘\ T T T T T ‘ T T T T ‘ T T T T
m/z--> 5 100 150 200 250
Abundance #31489: Acenaphthene
154.0
1650
5000 m/z 75.9 24.42%
76.0
o220y 80 M
m/z--> 50 100 150 200 250
Abundance #31487: Acenaphthene —
154.0 16.50
m/z 150.85  18.53%
5000
76.0
39.0 ‘ 115. M
0 \\‘\H‘u\ q C

——— L
miz--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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 30 2,6-Dimethyl-6-methoxymetho... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.606 2.42 ug/L 304184 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethyl-6-methoxymethoxymet... 212 C12H2003 1000431-31-6 59
2 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 50
3 Ethanone, 1-(2,3,4-trihydroxyphe... 168 C8H804 000528-21-2 43
4 Acetophenone, 3'-fluoro-4'-methoxy- 168 C9H9F02 000455-91-4 43
5 Ethanone, 1-(2,3,4-trihydroxyphe... 168 C8H804 000528-21-2 43
Abundance Scan 4841 (16.606 min): VV031833.D\data.ms (-4833) (-~ m/z 152.90 100.00%
152.9
5000
81.9 16.50 17.00
50.8 114.9
Oy 08 L A L2088 2804 . 151 06 6.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #89585: 2,6-Dimethyl-6-methoxymethoxymethyl-1-cycloh
158.0
45.0
5000 e —
16.50 17.00
109.0 m/z 167.90  37.09%
TR bl gy | 220
O H\‘HH“\\\“\’\‘\“\‘\“h\\‘\‘\“\‘M\‘HUH!‘H“\’\‘H\H‘HH“Hl\‘\H\’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43646: Benzene, [1-(2,4-cyclopentadien-1-ylidene)ethyl]
153.0
A SO
16.50 17.00
5000 m/z 164.90 23.62%
114.0
0‘H_HwHH“HWHHNNMNHWWWMH_HWHH_HWHH“HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #44094: Ethanone, 1-(2,3,4-trinydroxyphenyl)- e AL
153.0 16.50 17.00
m/z 153.90  12.85%
5000
43.0 79.0
0 SN PP P2 S — A S
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81723\
Data File : VV@31833.D

Acqg On : 17 Aug 2023 16:01
Operator : SY/MD

Sample : 04059-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81723WMA.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|
Benzene, 1-chlo... 8.899 6.5 ug/L 796093 2 8.789 612080 5.0
Indane 11.471 0.9 ug/L 117434 3 11.191 629740 5.0
Benzene, 1,2-di... 11.689 0.9 ug/L 118468 3 11.191 629740 5.0
Benzene, 1-meth... 12.059 1.6 ug/L 201396 3 11.191 629740 5.0
Cinnamaldehyde, ... 12.406 1.2 ug/L 154068 3 11.191 629740 5.0
Benzene, (1-met... 12.892 1.3 ug/L 157948 3 11.191 629740 5.0
1H-Indene, 1-me... 12.995 1.6 ug/L 206526 3 11.191 629740 5.0
1H-Indene, 2,3-... 13.162 0.9 ug/L 118863 3 11.191 629740 5.0
2,4-Dipropyl-5-... 13.358 1.2 ug/L 149305 3 11.191 629740 5.0
Azulene 13.442 5.0 ug/L 629659 3 11.191 629740 5.0
Naphthalene, 1,... 13.554 0.9 ug/L 113846 3 11.191 629740 5.0
Benzofuran, 4,7... 13.612 1.3 ug/L 160434 3 11.191 629740 5.0
Benzene, pentam... 14.172 1.9 wug/L 238627 3 11.191 629740 5.0
Benzo[b]thiophe... 14.233 1.8 wug/L 226008 3 11.191 629740 5.0
3-Methylbenzoth... 14.516 1.9 ug/L 238313 3 11.191 629740 5.0
unknown-01 14.564 1.1 ug/L 134353 3 11.191 629740 5.0
2,5,6-Trimethyl... 14.625 1.1 ug/L 134338 3 11.191 629740 5.0
unknown-02 14.770 4.1 ug/L 512113 3 11.191 629740 5.0
2-Thiophenecarb... 15.017 0.9 ug/L 111583 3 11.191 629740 5.0
1,1'-Biphenyl, ... 15.368 1.2 ug/L 146202 3 11.191 629740 5.0
Naphthalene, 1-... 15.528 2.8 wug/L 355250 3 11.191 629740 5.0
2,5-Dimethylthi... 15.641 1.0 ug/L 127916 3 11.191 629740 5.0
Diphenylmethane 15.747 1.7 wug/L 210768 3 11.191 629740 5.0
Naphthalene, 2,... 15.953 3.1 ug/L 387510 3 11.191 629740 5.0
Naphthalene, 2,... 15.985 2.9 ug/L 362963 3 11.191 629740 5.0
Naphthalene, 1,... 16.123 1.6 ug/L 195564 3 11.191 629740 5.0
Naphthalene, 2-... 16.426 88.2 wug/L 11112800 3 11.191 629740 5.0
2,6-Dimethyl-6-... 16.606 2.4 ug/L 304184 3 11.191 629740 5.0
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