LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 35 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\SFAMVTR112322WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@29328.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e8 15 21 35 rVB 2020502 1830904 100.00% 13.813%
2 1.217 49 55 67 rVB 138890 133413 7.29% 1.007%
3 1.304 76 82 100 rVB2 170490 191261 10.45% 1.443%
4 1.565 156 163 175 rVB 108672 125086 6.83% 0.944%
5 2.105 320 331 349 rBV2 228405 351117 19.18%  2.649%
6 2.503 445 455 469 rBV 16442 28460 1.55% 0.215%
7 3.185 648 667 693 rBV 79843 169611 9.26%  1.280%
8 3.902 874 890 943 rBvV2 322522 989379 54.04% 7.464%
9 4.339 1009 1026 1050 rBV 142146 362199 19.78% 2.733%
10 4.603 1091 1108 1124 rBV3 27386 70102 3.83% 0.529%
11 5.040 1226 1244 1256 rBV2 356157 882732 48.21% 6.660%
12 5.609 1407 1421 1447 rBV 264355 545127 29.77% 4.113%
13 5.908 1501 1514 1535 rBV2 109016 223945 12.23% 1.690%
14 6.063 1548 1562 1596 rBV 191426 404635 22.10%  3.053%
15 6.979 1832 1847 1877 rBvV2 92589 179542  9.81% 1.355%
16 7.307 1937 1949 1967 rBV 451423 805215 43.98% 6.075%
17 7.616 2035 2045 2065 rBV 54208 100870 5.51% 0.761%
18 8.088 2179 2192 2223 rBV2 363254 736232 40.21% 5.555%
19 8.844 2410 2427 2454 rBV 378071 625352 34.16% 4.718%
20 9.133 2506 2517 2526 rBV 11841 20707 1.13% 0.156%
21  9.535 2633 2642 2659 rVB 40208 63321  3.46% 478%
22 9.921 2749 2762 2782 rBV 51436 81587 4.46% 616%

23 10.207 2839 2851 2871 rVB 130737 207372 11.33%
24 11.239 3160 3172 3190 rBV 415707 654069 35.72%
25 11.516 3247 3258 3277 rBV 111211 190703 10.42%
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26 11.612 3277 3288 3307 rVV 449441 705543 38.54%
27 11.735 3315 3326 3340 rBV = 141713 218660 11.94%
28 11.821 3342 3353 3365 rVB 16518 28759  1.57%
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N
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29 12.104 3427 3441 3455 rBV 88706 136249  7.44% 028%
30 12.349 3501 3517 3538 rBV 458065 703873 38.44% 310%
31 12.455 3538 3550 3558 rVV 100342 190098 10.38% 1.434%
32 12.497 3558 3563 3569 rvwv 56360 90127 4.92% 0.680%
33 12.532 3569 3574 3584 rVB2 47461 72723 3.97% 0.549%
34 12.712 3621 3630 3636 rBV 13809 21093 1.15% ©.159%
35 13.490 3845 3872 3891 rBV 131822 294190 16.07%  2.220%

36 13.612 3891 3910 3934 rVB 423338 723848 39.54% 5.461%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 35 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\SFAMVTR112322WMA .M
Title : TRACE VOA SFAM1.0

37 14.564 4196 4206 4216 rBV 23332 38780  2.12% ©0.293%
38 14.802 4269 4280 4295 rBV2 32799 57589  3.15% 0.434%

Sum of corrected areas: 13254473
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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\VVv112322\

: VV029328.D

: 24 Nov 2022 05:38

: SY/MD

: N5694-06DL 5X

: 25.0mL/MSVOA_V/WATER

: 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112322WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

0
Time-->

TIC: VV029328.D\data.ms
.108

3.902 5.040

2.105 5.609
6.063
1.42304 1.?\65 3185 4.339 1 o0s ﬂk 5.908
2.503 ' .

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
2000000

1500000

1000000

500000

TIC: VV029328.D\data.ms

1307 8.088 8.844 11239 11612

6.979 10.207 115161735 1o

0
Time-->

7.616 9.535  9.921
9.133 {821
T T T T T ‘ T A T T ‘ T T ‘/\ T T T T ‘ /\\

I I
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance
2000000

1500000

1000000

500000

TIC: VV029328.D\data.ms

12.349 13.612

13.49
2712 14.564.4.802

Time-->

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

SFAMVTR112322WMA.M Fri Nov 25 13:55:06 2022 Page: 3




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112322WMA.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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.168 16.79 ug/L 1830900 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 83
2 Propane 44 C3H8 000074-98-6 78
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3He6 000115-07-1 9
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance  Scan 21 (1.108 min): VV029328.D\data.ms (-15) (-) m/z 44.05 100.00%

44.0
5000 k/L
Ram RN L AN NE R
1.101.201.301.401.50
C
ot e e 208 m/z 43.05 95.23%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #89: Propane
29.0
5000
1.101.201.301.401.50
m/z 39.00 62.11%
O 1.0’
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
29.0
AT
1.101.201.301.401.50
5000 m/z 41.05 51.95%
e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #90: Propane
29.0 1.101.201.301.401.50
m/z 38.00 18.71%
5000
ol2o LU
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112322WMA.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 Ethane, 1-chloro-1,1-difluoro- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
1.217 1.22 ug/L 133413 1,4-Difluorobenzene 5.609
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1-chloro-1,1-difluoro- 100 C2H3C1F2 000075-68-3 64
2 Ethane, 1-chloro-1,1-difluoro- 100 C2H3C1F2 000075-68-3 45
3 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 9
4 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 9
5 Thioacetic acid 76 C2H40S 000507-09-5 9
Abundance  Scan 55 (1.217 min): VV029328.D\data.ms (-49) (-) m/z 43.05 100.00%
43.0
P
‘ 84.9 1. 20 1.40 1. 60
o“"w“H“‘H"W“‘Hw‘m“‘w“w‘h‘_“‘_“w m/z 65.10 50.72%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4012: Ethane, 1-chloro-1,1-difluoro-
65.0
5000

1.20 140 1.60
45.0 m/z 41.05 44 .83%

85.0
31.0
O‘\\\\‘\\\\“\\\\‘\1\\‘\\\\“\‘1\\‘\\\\‘\\\‘\‘\\\9\9‘(\)\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
65.0

120 1.40 160

5000 m/z 42.05 32.33%
45.0
31.0 85.0
0 19.0 98.0
e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1204: Propane, 2,2-difluoro- N A an e
65.0 120 1.40 160

m/z 39.00 17.03%

5000
45.0
o 270 L 800

m/z--> 10 20 30 40 50 60 70 80 90 100 120 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112322WMA.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 1Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.516 1.46 ug/L 190703 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 91
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 87
4 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 74
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
Abundance Scan 3258 (11.516 min): VV029328.D\data.ms (-3247) (- m/z 117.10 100.00%
117.1
L [L\
Lo L
57.9 ‘ 11.50
Ol L o e 20700 n/7 118,10 54.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 v :
11.50
m/z 115.10  33.63%
390 630 1O
O\\]_\5\.‘0\\\\“.\\”\\““\‘.\\\“\\“\\“\\\!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
11.50
5000 m/z 91.00 15.30%
39.0 63.0 91.0
B Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10198: Benzene, cyclopropyl- R R ‘
117.0 11.50
m/z 116.10 9.58%
5000 910
39.0 65.0
0“‘w“H\‘JHWUHJHHW‘HH‘ R AR b
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112322WMA.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 1Indene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.735 1.67 ug/L 218660 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
3 Indene 116 C9H8 000095-13-6 94
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
5 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
Abundance Scan 3326 (11.735 min): VV029328.D\data.ms (-3315) (- m/z 115.05 100.00%
11%.1
5000
390 030 89.1 11.50 12.00
(N H‘u L m‘ H‘ 207.1 ©
0ttt e m/z 116.10  99.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9541: Indene
116.0
5000 —f ——
11.50 12.00
m/z 89.10 12.97%
39.0 63‘.0 89‘.0 |
0\‘\\\\“\\H\\H“\‘\\\‘\‘\\\‘\\\H ‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
115.0 K ]\/\
VWV
11.50 12.00
5000 m/z 63.00 11.50%
390 630 89.0
Ol e et el e e
miz--> 20 40 60 80 100 120 140 160 180 200 \ f\ A
Abundance #9542: Indene - A I
116.0 11.50 12.00
m/z 117.10 10.63%
5000
390 630 ggp \
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112322WMA.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 Indan, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.104 1.04 ug/L 136249 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 86
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 86
Abundance Scan 3441 (12.104 min): VV029328.D\data.ms (-3427) (- | m/z 117.10 100.00%
117.1
5000 (\
A

- —
911 12.00 12.50

39.0 63.1 : ;
0 e 2070 s 105 10 31.45%

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
5000 : ‘A‘ —
12.00 12.50
m/z 132.05 27.61%
300 650 L0 ‘
O ‘\‘\\\‘\\“\\“u‘\\\“\\‘\\‘\\\1‘\{‘\‘\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
o e
12.00 12.50
5000 ITI/Z 91.10 12.39%
91.0
270 51.0
oY U A M ST | MY A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16131: Benzene, 1-ethenyl-4-ethyl- I P mm‘h‘“\A%
117.0 12.00 12.50
m/z 118.10 9.58%
5000
91.0
90 s %0 |
O b vty by el e e e D —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112322WMA.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 Benzofuran, 7-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.349 5.38 ug/L 703873  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 95
2 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 91
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 91
Abundance Scan 3517 (12.349 min): VV029328.D\data.ms (-3501) (- m/z 131.05 100.00%
131.1
5000 A/M
510 77.0 103.1 = .
‘ H 12.00 12.50
ot bl e 2071 /7 132,05 91.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000 - L
510 12.00 12.5
77.0 103.0 ITI/Z 77 .00 21.71%
27.0 H
0' ‘\\‘\\“\\\\‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
— P
103.0 12.00 12.50
5000 m/z 103.10 20.20%
77.0
51.0
29.0
Ol bt Al el e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16660: Benzofuran, 2-methyl- — —
131.0 12.00 12.50
m/z 51.00 18.93%
5000
51.0 77.0 103.0
S22 VI N S E— Vi
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112322WMA.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 Benzofuran, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.455 1.45 ug/L 190098 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 93
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
5 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 90
Abundance Scan 3550 (12.455 min): VV029328.D\data.ms (-3538) (- m/z 131.00 100.00%
131.0
5000 /\JAN\
77.0 LS
12.50
39.0 ‘ .
om_m_“‘1“,“‘»”“1‘,“‘H“waMHHW,W,HH_Ww_%%lrc m/z 131.95  81.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000 L
510 12.50
103.0 m/z 77.00 20.65%
0\H‘\“\“\\““\\“w\"“\“\\wh’\\‘H“H\H‘H‘\‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
131.0
T
12.50
5000 m/z 51.00 17.66%
51.0
15.0 102.0
O et et el e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16660: Benzofuran, 2-methyl- P
131.0 12.50
m/z 104.00  17.59%
5000
77.0
om‘“3‘?‘7‘0“‘;‘,M,‘W“:Hw‘w‘w‘m,‘H‘,WWWWW j‘k
m/z--> 20 40 60 80 100120140160180200220240260280 12.50

SFAMVTR112322WMA.M Fri Nov 25 13:55:12 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112322WMA.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 4-Aminobenzyl cyanide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.497 0.69 ug/L 90127 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Aminobenzyl cyanide 132 C8H8N2 003544-25-0 86
2 Benzopyrimidine, 3,4-dihydro- 132 C8H8N2 001904-64-9 72
3 1H-Pyrrolo[2,3-b]pyridine, 2-met... 132 C8H8N2 023612-48-8 72
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 58
5 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 56

Abundance Scan 3563 (12.497 min): VV029328.D\data.ms (-3558) (- m/z 131.05 100.00%

131.1
5000
77.0 LI
12.50
390” L | 269.( o
Okt e e e e m/z 132.05 58.00%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #16612: 4-Aminobenzyl cyanide
131.0
5000 L
12.50
104.0 %
770 ‘ m/z 77.05 13.92
0 ‘H\\“5\(\11:\0“‘1”\\‘}““HH‘\HH\‘H‘\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
131.0
T
12.50
5000 ITI/Z 63.00 7.79%
28.0 77.0 104.0
O Fpr e T T T T T T T T T T T T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #16646: 1H-Pyrrolo[2,3-b]pyridine, 2-methyl- A : e
131.0 12.50
m/z 51.00 7.54%
5000
104.0
390\H7?0\ ‘
O Hrrr e e e T e e e e T P
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112322WMA.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 1@ 1H-Pyrrolo[2,3-b]pyridine, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.532 0.56 ug/L 72723 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrrolo[2,3-b]pyridine, 2-met... 132 C8H8N2 023612-48-8 74
2 (Z)-3-Phenylacrylaldehyde 132 C9H80 057194-69-1 64
3 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 50
4 Cinnamoyl chloride 166 C9H7C10 000102-92-1 50
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 49
Abundance Scan 3574 (12.532 min): VV029328.D\data.ms (-3569) (- m/z 131.00 100.00%
131.0
5000 h
RN T
510 77.0 1031 12.50
Ol bbby L2089 35 00 41.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16646: 1H-Pyrrolo[2,3-b]pyridine, 2-methyl-
131.0
5000 ShbdSS :
12.50
m/z 103.05 14.22%
510 77.0 104.0
O\\\‘\\\\“\\‘\\‘m‘\\\h‘\\\‘\‘!\\\“\\ ‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
RN T
12.50
5000 103.0 m/z 77.00 10.85%
510 77.0
0 27.0
A I o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16656: Cinnamaldehyde, (E)- P
131.0 12.50
51.0 m/z 51.00 8.12%
7.0 1030
5000
29.0
0’ ‘whwh‘m“‘M‘H“_“W“H“H‘ B
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112322WMA.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 1H-Indene, 1-methylene- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.490 2.25 ug/L 294190 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 94
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 93
3 Azulene 128 C10H8 000275-51-4 93
4 Naphthalene 128 C10H8 000091-20-3 93
5 Azulene 128 C10H8 000275-51-4 90
Abundance Scan 3872 (13.490 min): VV029328.D\data.ms (-3845) (- m/z 128.00 100.00%
128.0
5000 /j\
63.1 1350
101.1
0 _HwHwHﬂwwH‘Jﬁm‘“Hmm‘_Hwwa”w?‘??‘ m/z 127.10  13.19%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #13686: Naphthalene
128.0
5000
1350
m/z 129.00 11.17%
O ‘HH‘F\’a‘-\ﬁw\\”\“\\]T(\)ﬂ\-.\o\\‘\‘H\\‘H\\‘HH‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
128.0
1350
5000 m/z 102.00 8.46%
51.0
78.0
Ot et e prer e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #13678: Azulene
128.0 1350
m/z 126.00 7.29%
5000
I L. Y
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112322WMA.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 Benzo[c]thiophene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.612 5.53 ug/L 723848 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 95
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 91

Abundance Scan 3910 (13.612 min): VV029328.D\data.ms (-3891) (- m/z 134.00 100.00%

134.0
5000

40 630 890 10a0 ‘ 1350 14.00
Ol e m/z 89.85  10.91%
miz--> 20 40 60 80 100 120 140
Abundance #17519: Benzolc]thiophene
134.0

5000 T
13 50 14.00

m/z 135.00 9.74%

450 630 89“'0 1080
R R R R e
m/z--> 20 40 60 80 100 120 140
Abundance
134.0

e
1350 14.00

5000 ITI z 90.00 7.93%
89.0
o 270 450 670 108.0
L e o A
miz-> 20 40 60 80 100 120 140
Abundance #17521: Benzo[b]thiophene —
134.0 13 50 14.00

m/z 62.95 6.32%

5000 J
89.0
63.0 108.0
ob 270 40 T | T |

T
m/z--> 20 40 60 80 100 120 140 13. 50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112322\
Data File : VV029328.D

Acqg On : 24 Nov 2022 05:38
Operator : SY/MD

Sample : N5694-06DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112322WMA.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: S... 1.108 16.8 ug/L 1830900 1 5.609 545127 5.0
Ethane, 1-chlor... 1.217 1.2 ug/L 133413 1 5.609 545127 5.0
Indane 11.516 1.5 ug/L 190703 3 11.239 654069 5.0
Indene 11.735 1.7 ug/L 218660 3 11.239 654069 5.0
Indan, 1-methyl- 12.104 1.0 ug/L 136249 3 11.239 654069 5.0
Benzofuran, 7-m... 12.349 5.4 ug/L 703873 3 11.239 654069 5.0
Benzofuran, 2-m... 12.455 1.5 ug/L 190098 3 11.239 654069 5.0
4-Aminobenzyl c... 12.497 0.7 ug/L 90127 3 11.239 654069 5.0
1H-Pyrrolo[2,3-... 12.532 0.6 ug/L 72723 3 11.239 654069 5.0
1H-Indene, 1-me... 13.490 2.3 ug/L 294190 3 11.239 654069 5.0
Benzo[c]thiophene 13.612 5.5 wug/L 723848 3 11.239 654069 5.0
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