LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV@29253.D

Acqg On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 43 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\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV029253.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.105 15 20 45 rVB 1473591 1604662 36.34% 3.781%
2 1.214 49 54 74 rVWW 256639 429443 9.73% 1.012%
3 1.301 76 81 100 rVB2 340003 460499 10.43%  1.085%
4 1.564 157 163 174 rVB 157999 186818 4.23% 0.440%
5 2.105 321 331 348 rVB2 326473 521942 11.82% 1.230%
6 3.182 652 666 691 rVB 234269 520446 11.79% 1.226%
7 3.899 871 889 930 rBV2 476876 1383069 31.32% 3.259%
8 4.336 1008 1025 1055 rBV = 222807 573202 12.98% 1.351%
9 5.040 1225 1244 1255 rBV2 520206 1300771 29.46% 3.065%
10 5.609 1405 1421 1453 rBV 519688 1060990 24.03% 2.500%
11 5.908 1501 1514 1535 rVB2 91351 187809 4.25% 0.443%
12 6.063 1543 1562 1581 rBV 297830 623211 14.11% 1.468%
13 6.979 1833 1847 1862 rBV 154236 279696 6.33% 0.659%
14  7.307 1939 1949 1965 rVB 642921 1110646 25.15% 2.617%
15 7.612 2035 2044 2060 rVB 84461 145139  3.29% 0.342%
16 8.082 2178 2190 2220 rBV2 668979 1274616 28.87% 003%
17  8.844 2415 2427 2449 rBV 722927 1186736 26.88% 796%
18 9.921 2752 2762 2773 rBV 111619 178338 4.04%

19 10.207 2832 2851 2869 rBV 224605 367986  8.33%
20 10.921 3057 3073 3086 rVB6 20760 55904 1.27%
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21 11.239 3161 3172 3191 rVV 781028 1195316 27.07%
22 11.519 3248 3259 3274 rBV 282521 435465 9.86%
23 11.612 3276 3288 3305 rBV 612521 980518 22.21%
24 11.738 3318 3327 3336 rBV 48534 81645 1.85%
25 12.104 3429 3441 3460 rVB 554836 900133 20.38%
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w
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3%

26 12.239 3472 3483 3494 rBV6 39718 91715 2.08%
27 12.349 3505 3517 3532 rBV 1545212 2341132 53.02%
28 12.445 3538 3547 3555 rBV 259517 431748 9.78%
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29 12.496 3555 3563 3569 rVV 481665 745111 16.87% 756%
30 12.529 3570 3573 3588 rVB 243431 327133 7.41% 771%
31 12.712 3623 3630 3637 rBV 62866 93466 2.12% ©.220%
32 12.840 3655 3670 3690 rVB2 198908 510917 11.57% 1.204%
33 12.943 3695 3702 3720 rVB6 71726 166201 3.76% ©.392%
34 13.033 3722 3730 3739 rBV 66837 109571 2.48%  ©.258%
35 13.088 3740 3747 3773 rVB4 60222 135127 3.06% ©.318%
36 13.252 3791 3798 3805 rVB3 34227 48318 1.09% ©0.114%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV@29253.D

Acqg On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 43 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\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0
37 13.300 3806 3813 3824 rVB3 27796 50140 1.14% 0.118%
38 13.480 3859 3869 3877 rVV2 167649 286344 6.48% 0.675%
39 13.529 3878 3884 3893 rVV 90153 136723 3.10% 0.322%
40 13.609 3894 3909 3946 rVB 2265681 3709765 84.01% 8.741%
41 14.278 4108 4117 4137 rVB 139195 247336 5.60% 0.583%
42 14.564 4197 4206 4215 rBV 65049 109728 2.48% 0.259%
43 14.805 4272 4281 4298 rVB3 203406 333831 7.56% 0.787%
44 15.027 4345 4350 4359 rVB5 42186 56860 1.29% 0.134%
45 15.368 4446 4456 4496 rVB 1290464 2029993 45.97% 4.783%
46 15.696 4553 4558 4566 rBvV3 58759 71667 1.62% 0.169%
47 15.760 4568 4578 4604 rVV 2548249 4027712 91.21%  9.490%

48 15.927 4614 4630 4665 rBV 2528236 4415664 100.00% 10.405%
49 16.281 4734 4740 4750 rVB 166711 242457 5.49% ©.571%

50 16.368 4759 4767 4779 rVB 167521 262811 5.95% ©0.619%
51 16.548 4812 4823 4835 rBV5 288213 578778 13.11% 1.364%
52 16.863 4913 4921 4940 rVB 265186 404885 9.17% ©.954%
53 17.043 4969 4977 4980 rBV 314001 401708 9.10% 0.947%
54 17.075 4981 4987 5006 rVV 757550 1327951 30.07% 3.129%
55 17.168 5008 5016 5028 rVB 474058 707760 16.03% 1.668%
56 17.371 5070 5079 5090 rBV 308018 499837 11.32% 1.178%

57 17.458 5099 5106 5123 rVB 296279 492123 11.14% 1.160%

Sum of corrected areas: 42439512
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\

1 VW029253.D

: 21 Nov 2022 03:24

: SY/MD

: N5725-04

: 25.0mL/MSVOA_V/WATER
. 43

Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA .M
. TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.105 7.56 ug/L 1604660 1,4-Difluorobenzene 5.609

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propane 44 C3H8 000074-98-6 83
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3He 000115-07-1 9
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance  Scan 20 (1.105 min): VV029253.D\data.ms (-15) (-) m/z 43.00 100.00%

43.0
BRERsGREERERSLE SREEE R
1.101.201.301.401.50
ol il 820 1278 2071 n/z a4.00  88.50%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #88: Propane
29.0
5000 [TT T T[T T[T T T[T [TTTr]
1.101.201.301.401.50
m/z 39.00 65.91%
T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #89: Propane
29.0
T
1.101.201.301.401.50
5000 m/z 41.00 55.16%
10
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #90: Propane BARRNARRENRRERNRREAEEmRSY
29.0 1.101.201.301.401.50
m/z 42.00 19.36%
h /\\JL
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\VV112022\
Data File : VV@29253.D

Acq On : 21 Nov 2022 03:24

Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 1Indane Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
11.519 1.82 ug/L 435465 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Indane 118 C9H1e 000496-11-7 91
3 Indane 118 C9H10 000496-11-7 91
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83

Abundance Scan 3259 (11.519 min): VV029253.D\data.ms (-3248) (- m/z 116.95 100.00%

117.0
5000 j\
P

91.0
3.0 5.9 | h 175.0 150
e el M 290 m/z 117.95 55.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10181: Indane
117.0
5000 T
11.50

m/z 115.00  32.49%

91.0
39 0 63.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10178: Indane
117.0

11.50
5000 ITI z 91.00 14.87%
390 530 9ﬁ0 m
Ll |
““‘ R R ERREEEE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10179: Indane
117.0 1150

m/z 116.00 8.30%

5000
39.0 gg9 910 ﬁk /\

m/z--> 20 40 60 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1Indan, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.104 3.77 ug/L 900133 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
4 Benzene, l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 87
Abundance Scan 3441 (12.104 min): VV029253.D\data.ms (-3429) (- m/z 116.95 100.00%
117.0
5000
/\ T T ‘ T T ‘ 1
575 910 ‘ ) 12.00 12.50
Ol b g ABLL 2462 no 11405 30.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16104: Indan, 1-methyl-
117.0
5000 — —
12.00 12.50

m/z 132.00  26.98%

ool 1
\M | min
H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\\H‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
/-t

12.00 12.50
5000 ITI z 91.00 12.84%
91.0
51.0 ‘
LSRN T N ST Y S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16107: 1-Phenyl-1-butene
117.0 12 00 12 50
m/z 118.00 9.76%
5000
91.0
51.0 ‘
SR S P R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50

SFAMVTR111122WMA.M Fri Dec 09 ©0:37:44 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Benzofuran, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.349 9.79 ug/L 2341130  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
3 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 93
4 1H-Indenol 132 C9H80 056631-57-3 91
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
Abundance Scan 3517 (12.349 min): VV029253.D\data.ms (-3505) (- m/z 131.00 100.00%
131.0
5000 JLA
51.0 77.0  103.0 T U
‘ ‘ 12.00 12.50
) AR | A N A ,M 2810 /7 132,00 91.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16660: Benzofuran, 2-methyl-
131.0
5000 | JI—At ~~
12.00 12.50
m/z 77.00 21.83%
51.0 77.0 103.0
\\\’\\\\‘\\“\“\‘\\\“‘\\\\"‘\\\\‘\\‘\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16663: Benzofuran, 7-methyl-
132.0
— e
12.00 12.50
5000 m/z 50.95 21.06%
51.0
27.0 H
\\\,\“1‘”““”“1‘\““\‘ ‘HH,‘HH‘HMWHH‘H
m/z--> 20 40 60 80 100 120 140 160
Abundance #16661: 2-Propenal, 3-phenyl- ‘ A T
131.0 12.00 12.50
m/z 102.95  19.89%
103.0
5000 77.0
51.0
27.0 ‘
et el VA
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzofuran, 7-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.445 1.81 ug/L 431748  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 93
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 93
3 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 90
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 90
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
Abundance Scan 3547 (12.445 min): VV029253.D\data.ms (-3538) (- m/z 130.95 100.00%
130.9
5000 M
5.0 /7.0 1040 AU
bl or
ot bl il L 1469 /7 131,05 84.82%
miz--> 20 40 60 80 100 120 140
Abundance #16665: Benzofuran, 2-methyl-
131.0
5000 A\ﬂ R
12.50
m/z 77.00  22.47%
510 770 1030 /
\\\‘2\7‘\.9\““\\“}\“‘\‘\\”1“‘\\\\“‘1\\\‘\\ ‘\‘\\\\
miz-—-> 20 40 60 80 100 120 140
Abundance #16666: Benzofuran, 2-methyl-
131.0
e
12.50
5000 m/z 50.95 19.37%
51.0 77.0 103.0
SN2 (VRS NRTHERNY N NS —
miz--> 20 40 60 80 100 120 140
Abundance #16663: Benzofuran, 7-methyl- i —
132.0 12.50
m/z 103.95 19.06%
5000
51.0
77.0 103.0
27.0 ‘
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 4-Methyl-1H-benzimidazole Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.496 3.12 ug/L 745111  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
5 4-Methyl-1H-benzimidazole 132 C8H8N2 1000486-24-5 86
Abundance Scan 3563 (12.496 min): VV029253.D\data.ms (-3555) (- m/z 131.00 100.00%
131.0
5000 M
77.0 1550
12.50
800 246.0 P
O+t e e e e m/z 132.00 66.07%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16660: Benzofuran, 2-methyl-
131.0
5000 AL‘ T
12.50
m/z 77.00 13.40%
77.0
H\‘\\3\\9“"\0\“}\“‘\“Hwh‘\\H“‘}H\‘H‘\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16666: Benzofuran, 2-methyl-
131.0
o
12.50
5000 m/z 103.00 11.80%
77.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16664: Benzofuran, 2-methyl- 2
131.0 12.50
m/z 50.95 10.76%
5000
51.0
‘ 103.0
Hwuh‘M“u“1‘4‘»“»‘:“‘M“m_MmwwH_Mwwww ATV
m/z--> 20 40 60 80 100120140160180200220240260 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV112022\
Data File : VV@29253.D

Acq On : 21 Nov 2022 03:24

Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 4-Aminobenzyl cyanide Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
12.529 1.37 ug/L 327133 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 78
4 4-Aminobenzyl cyanide 132 C8H8N2 003544-25-0 72
5 Benzopyrimidine, 3,4-dihydro- 132 C8H8N2 001904-64-9 64

Abundance Scan 3573 (12.529 min): VV029253.D\data.ms (-3570) (- 131.00 100.00%
131.0
5000 M
103.0 L ‘
510 /70 ‘ 12.50
el b 2070 132.00  68.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16660: Benzofuran, 2-methyl-
131.0
5000 TLES :
12.50
m/z 103.00  23.62%
51.0 77.0 103.0
\\\‘\\\\‘\\“\\“\‘\\\“‘\\\\“}\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16666: Benzofuran, 2-methyl-
131.0
N T
12.50
5000 77 .00 15.23%
51.0 77.0 103.0
SN2 U YIRS S [ ———
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16665: Benzofuran, 2-methyl- P
131.0 12.50
78.00 12.67%
5000
510 77.0 1030
27.0 |
‘H““ﬂhﬂlwﬁhuww““u“‘u““H“‘H““H““‘ P
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

SFAMVTR111122WMA.M Fri Dec ©9 ©0:37:48 2022

Page:

10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.840 2.14 ug/L 510917 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Dodecene 168 C12H24 000112-41-4 96
2 1-Dodecene 168 C12H24 000112-41-4 95
3 1-Dodecene 168 C12H24 000112-41-4 94
4 Cyclododecane 168 C12H24 000294-62-2 91
5 1-Undecanol 172 C11H240 000112-42-5 91
Abundance Scan 3670 (12.840 min): VV029253.D\data.ms (-3655) (- m/z 55.00 100.00%
55.0
83.0
5000
1110 12.50 13.00
140.1 168.1 : :
ml“‘u‘l‘,ﬂm‘;W_JH_W%Q@:‘? m/z 41.00 87.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43466: 1-Dodecene
55.0
83.0
5000 = —
29.0 12.50 13.00
111.0 m/z 56.00 84.16%
“ \‘  140.0 168.0
\\\‘\\‘\\’\‘\\\i\\\\‘\}\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #43465: 1-Dodecene
43.0
= ——
69.0 12.50 13.00
5000 m/z 43.00 82.53%
97.0
S L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43464: 1-Dodecene I T
41,0 12.50 13.00
m/z 69.00 81.16%
5000 69.0
97.0
‘\‘\ “\ , 1260  168.0
AR n e B o 7 e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

SFAMVTR111122WMA.M Fri Dec ©9 ©0:37:50 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 1,4-Dihydronaphthalene Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.943 0.70 ug/L 166201 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C1l0H10 034324-40-8 60
2 2a,4a,6a,6b-Tetrahydrocyclopenta... 130 C10H10 006053-74-3 60
3 1,4-Dihydronaphthalene 130 CleHie 000612-17-9 60
4 2-Methylindene 130 CleH1e 002177-47-1 60
5 Naphthalene, 1,2-dihydro- 130 CleH1ie 000447-53-0 49
Abundance Scan 3702 (12.943 min): VV029253.D\data.ms (-3695) (- m/z 129.00 100.00%
129.0
55.0
5000 JL/\
83.0
168.1 /\ VAW AVt
6 13.00
et 20701 sz 130,00 97.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15064: Tetracyclo[5.3.0.0<2,6>.0<3,10>]deca-4,8-diene
129.0
5000 \Am\ﬁ { ‘/\\ /\j\f“\
13.00
510 m/z 55.00 77.98%
77.0 102.0
\\\‘2\7\(\)\“\\\\“‘U\\H}h‘\\“\\‘H\\\l‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15062: 2a,4a,6a,6b-Tetrahydrocyclopenta[cd]pentalene
129.0
——
13 00
5000 76.45%
51.0
‘ 7.0 103.0
‘H_mmm‘!w” SRS TR 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15034: 1,4-Dihydronaphthalene
130.0 13 00
57.24%
5000
510 770 1020
2 N N MOONY | S
m/z--> 20 40 60 80 100 120 140 160 180 200 13 00

SFAMVTR111122WMA.M Fri Dec ©9 ©0:37:51 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.088 0.57 ug/L 135127 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Dodecene, (E)- 168 C12H24 007206-16-8 96
2 5-Dodecene, (E)- 168 C12H24 007206-16-8 96
3 5-Dodecene, (Z)- 168 C12H24 007206-28-2 95
4 4-Dodecene 168 C12H24 002030-84-4 95
5 4-Dodecene, (E)- 168 C12H24 007206-15-7 95
Abundance Scan 3747 (13 088 min): VV029253.D\data.ms (-3740) (- m/z 55.00 100.00%
5!:
5000 83.0 M
168.1 —— :
111.0 ‘ 13.00
Al 200 21y seiee 75.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43490: 5-Dodecene, (E)-
55.0
5000 ‘13\00‘ \
29.0 83.0 : .
168.0 m/z 69.00 72.75%
|l 110500
‘H\\‘\\H‘\\\\‘HH‘\\\\‘H\\‘\H\‘\\\\‘\H\‘\\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43489: 5-Dodecene, (E)-
55.0
T \
13.00
5000 m/z 70.00 66.52%
20.0 83.0
168.0
“H‘HH"H‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43481: 5-Dodecene, (Z)- —
55.0 13.00
m/z 41.00 57.73%
5000
83.0
29.0
168.0
S P20 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00

SFAMVTR111122WMA.M Fri Dec ©9 ©0:37:52 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 2-(2-Hydroxyphenyl)buta-1,3... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.480 1.20 ug/L 286344  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-(2-Hydroxyphenyl)buta-1,3-diene 146 C10H100 038865-47-3 86
2 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 81
3 Benzene, (2-methyl-1-butenyl)- 146 C1l1Hi4 056253-64-6 72
4 1H-Indazole, 5,7-dimethyl- 146 C9H1ON2 043067-41-0 64
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 64
Abundance Scan 3869 (13.480 min): VV029253.D\data.ms (-3859) (- m/z 146.00 100.00%
146.0
5000
115.0 Mo ]V
51.0 ] M ‘ ( 13.50
S0 2888 131,08 86.57%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24949: 2-(2-Hydroxyphenyl)buta-1,3-diene
131.0
A
5000 91.0 13.50
51.0 m/z 145.00 69.58%
‘MH H L\ ‘\ L

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25699: 1H-Benzimidazole, 5,6-dimethyl-
146.0

e
13.50

5000 ITI/Z 114.95 24.12%
390 90
H‘m‘“‘u“‘1‘“;“11“‘H“‘mml‘wu“luWm‘uH‘mwm‘mwm
m/z--> 20 40 60 80 100120140160 180200220 240260 MJ\/\
Abundance #25013: Benzene, (2-methyl-1-butenyl)- o
131.0 13.50
m/z 127.95 23.08%
5000 910
53.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260 13.50

SFAMVTR111122WMA.M Fri Dec ©9 ©0:37:53 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV112022\
Data File : VV@29253.D

Acq On : 21 Nov 2022 03:24

Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 13 Benzofuran, 4,7-dimethyl- Concentration Rank 27

R.T EstConc Area Relative to ISTD R.T.
13.528 0.57 ug/L 136723 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 4,7-dimethyl- 146 C10H100 028715-26-6 72
2 1H-1,3-Benzodiazole-5-carbaldehyde 146 C8H6N20 058442-17-4 64
3 Benzonitrile, 4-(dimethylamino)- 146 C9H1ON2 001197-19-9 64
4 1H-Benzimidazole, 2-ethyl- 146 C9H1ON2 001848-84-6 64
5 Benzonitrile, 4-(dimethylamino)- 146 C9H1ON2 001197-19-9 59

Abundance Scan 3884 (13.529 min): VV029253.D\data.ms (-3878) (- m/z 145.00 100.00%
145.0
- M&h
115.0 L
72.0 ‘ ‘ ) 13.50
ettt b e 288 7 146,00 80.52%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24930: Benzofuran, 4,7-dimethyl-
146.0
5000 SAILYN :
13.50
39.0 117.0 m/z 115.00  18.29%
‘ 72.0 H ‘
HH‘\“\‘H““\\“”\““‘i‘”‘h‘\‘”‘H“H‘M\HMH}\‘\‘\H‘HH‘H\\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25677: 1H-1,3-Benzodiazole-5-carbaldehyde
145.0
T
117.0 13.50
5000 m/z 131.00 13.26%
63.0
29.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25708: Benzonitrile, 4-(dimethylamino)- A
145.0 13.50
m/z 91.00 10.55%
5000
15.0 102.0
ok mond
HH‘wmwwhmum‘mWWHmmhwhu‘uuw‘uwu‘wuw‘uw‘u‘ e
m/z--> 20 40 60 80 100120140160180200220240260 13.50

SFAMVTR111122WMA.M Fri Dec ©9 ©0:37:54 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Benzo[c]thiophene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.609 15.52 ug/L 3709770  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# 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 3909 (13.609 min): VV029253.D\data.ms (-3894) (- m/z 133.95 100.00%
133.9
5000 Jk
44.9 89.0 13.50 14.00
Ot ety 2989 2690 /s 89 ee  11.77%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17519: Benzo[c]thiophene
134.0
5000
1350 1400
m/z 135.00 10.03%
89.0
HH‘\\\\4.‘5\\(\)\“‘\‘\‘\\‘\\H\\‘\l\\‘\\\““HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17518: Benzo[b]thiophene
134.0
—
1350 14.00
5000 m/z 89.95 8.56%
4 89.0
w""‘ERMMWHW:HM‘Mw_m‘wwH_ww_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17521: Benzo[b]thiophene —
134.0 1350 14.00
m/z 62.95 6.33%
5000
4 89.0
m/z--> 20 40 60 80 100120140160180200220240260 13 50 14.00

SFAMVTR111122WMA.M Fri Dec ©9 ©0:37:55 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.278 1.03 ug/L 247336  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# 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 90
4 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 90
5 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 87

Abundance Scan 4117 (14.278 min): VV029253.D\data.ms (-4108) (- m/z 134.95 100.00%

134.9
5000
91.0

62.9 ‘ ] l4 00 14 50
et 2808 7 136,00 79.68%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18797: Benzolb]thiophene, 2,3-dihydro-
135.0
5000 91.0 L—— I —
14.00 14.50

m/z 91.00 31.86%

39.0 ‘
\‘\\\\‘[\‘\“\\“\“\“\\“\\M\“\\\\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18799: Benzol[b]thiophene, 2,3-dihydro-
135.0

14 OO 14 50
m/z 133.95 18.93%
5000 910 /
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18800: Benzo[c]thiophene, 1,3-dihydro-
135.0 l4 00 14 50

m/z 137.00  11.98%

5000
91.0
63*0 ‘ H o L™ Lo P A

\HH‘\‘\‘H‘\‘H\‘H‘HHH\H‘HHHHHHHHHH\H\HHH T T T T T T
f f f f I I I I I I [ I I I T I

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

SFAMVTR111122WMA.M Fri Dec @9 ©0:37:56 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.805 1.40 ug/L 333831 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 99
2 2-Tetradecene, (E)- 196 C14H28 035953-54-9 96
3 Cyclododecane 168 C12H24 000294-62-2 94
4 1-Tetradecene 196 C14H28 001120-36-1 93
5 Cetene 224 C16H32 000629-73-2 91
Abundance Scan 4281 (14.805 min): VV029253.D\data.ms (-4272) (- m/z 55.00 100.00%
55.0
97.0
5000
142.0 50 1500
L2 e e e
AL e 2P B8LE Ty 41,00 92.74%
miz--> 50 100 150 200 250
Abundance #71723: 1-Tetradecene
43.0
83.0
5000 = ——
14.50 15.00
m/z 43.60  85.87%
25.0
T T ‘\ “ ‘m\ H\‘ \‘H\ }F\ H\ ‘}1?5\.({ \1\9‘6‘.()\ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #71738: 2-Tetradecene, (E)-
55.0
— ——
14.50 15.00
5000 m/z 83.00 85.27%
97.0
196.0
1‘5"0‘\‘ H‘ ‘\Lm‘ ““ ‘\“‘ , “\ ‘\\]"49‘0 . “‘ . —
m/z--> 50 100 150 200 250
Abundance #43467: Cyclododecane - —
55.0 14.50 15.00
m/z 69.00 82.92%
] g %
50 | UL hero B s
m/z--> 50 100 150 200 250 14.50 15.00

SFAMVTR111122WMA.M Fri Dec ©9 ©0:37:57 2022 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Dodecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.368 8.49 ug/L 2029990 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecanal 184 C12H240 000112-54-9 98
2 Dodecanal 184 C12H240 000112-54-9 91
3 Dodecanal 184 C12H240 000112-54-9 91
4 Dodecanal 184 C12H240 000112-54-9 91
5 1,1-Dodecanediol, diacetate 286 C16H3004 056438-07-4 91

Abundance Scan 4456 (15.368 min): VV029253.D\data.ms (-4446) (- m/z 57.00 100.00%

57.0
5000
96.0 A\
‘ T

\
| ‘ 140.0 15.00 15.50
P m‘\HH‘JW‘M‘u‘lm_lztf’,%???;ﬂ‘“‘2““9-‘9‘%5“,1;9 m/z 41.00  78.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58866: Dodecanal
41,0
5000 — A¥ :
820 15.00 15.50
m/z 43.00 78.41%
140.0
\[HUH‘!‘%\]}‘HI‘-\.S\\\‘}\H\‘\‘\%\s’ﬁ'\o\‘\\H‘HH‘HH‘HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58869: Dodecana
I
— ==
15.00 15.50
5000 96.0 m/z 55.08  70.71%
140.0
27.0
| 183.0
et
m/z--> 20 40 60 80 100120140160180200220240260280 JL
Abundance #58868: Dodecanal 7= a—
43.0 15.00 15.50
m/z 82.00 69.05%
5000 82.0
h m 11101400 A
RAna At — ———
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Dodecane, 1-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.760  16.85 ug/L 4027710  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 98
2 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 91
3 1-Chloroundecane 190 C11H23Cl 002473-03-2 91
4 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 91
5 Decane, 1-chloro- 176 C1eH21Cl 001002-69-3 86
Abundance Scan 4578 (15.760 min): VV029253.D\data.ms (-4568) (- m/z 91.00 100.00%
91.0
57.0
5000
— —
| ‘ H ‘ o ‘ 15.50 16.00
ol Ml dl Ll 1210 1682 2041 2527282 ./, 5706 78.37%
miz--> 50 100 150 200 250
Abundance #79822: Dodecane, 1-chloro-
91.0
57.0 Jk
5000 — =
15.50 16.00
m/z 43.00 74.95%
210 |l
T ‘\ H‘ ‘H‘\‘H! ‘\“‘ - “‘”HTZ‘\:L\O\ ]‘_6\1\0\ ??4\0\ LA B s
miz--> 50 100 150 200 250
Abundance #79824: Dodecane, 1-chloro-
I
91.0 — A
15.50 16.00
5000 m/z 55.00 57.93%
; “‘ “‘\ ‘H‘\‘M\!w \‘M ‘\‘ ““"]“.2“1.‘0‘ ]“6‘1‘0‘ ‘20‘4‘0‘ —
miz--> 50 100 150 200 250
Abundance #64557: 1-Chloroundecane — —
43.0 91.0 15.50 16.00
m/z 41.00 53.65%
5000
L‘ I \\‘ M “L ‘AZ‘l-O 161.0192.0 JL
e e e e ; ; ; :
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\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 (DEL) Alkane: Cyclic15.927 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.927  18.47 ug/L 4415660  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclododecane 168 C12H24 000294-62-2 97
2 Cyclododecane 168 C12H24 000294-62-2 96
3 Cyclopropane, nonyl- 168 C12H24 074663-85-7 96
4 1-Decene 140 C10H20 000872-05-9 95
5 Cyclooctane, 1,2-dimethyl- 140 Cl1oH20 013151-94-5 95

Abundance Scan 4630 (15.927 min): VV029253.D\data.ms (-4614) (- m/z 55.00 100.00%
55.0

5000 97.0 MA\JA\\

‘ H ‘ ‘ 140.1 16.00
ol WA W 4|5 | 1692 2131 2561 m/z 69.00 88.03%
miz--> 50 100 150 200 250
Abundance #43467: Cyclododecane
55.0
5000 97.0 =
16.00
168.0 m/z 83.00 75.10%
1\5-\0“\ “‘ T H \“\ 127q T “\ L B B B B B B
m/z--> 50 100 150 200 250
Abundance #43471: Cyclododecane

55.0

5000

97.0 m/z 43 :
LLLELL ) o0
LR E R
m/z--> 50 100 150 200 250
Abundance #43499: Cyclopropane, nonyl-

55.0 16.00
m/z 56.00  73.54%

5000
97.0

\ | 1400

ol I L)y 00
miz--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Benzene, (1-butylhexyl)- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
16.281 1.01 ug/L 242457  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-butylhexyl)- 218 C16H26 004537-11-5 96
2 Benzene, (1-butylhexyl)- 218 C16H26 004537-11-5 94
3 Benzene, (1-butylheptyl)- 232 C17H28 004537-15-9 53
4 Benzene, (1-butyloctyl)- 246 C18H30 002719-63-3 42
5 Benzene, (1-pentyloctyl)- 260 C19H32 004534-49-0 42
Abundance Scan 4740 (16.281 min): VV029253.D\data.ms (-4734) (- m/z 91.00 100.00%
91.0
- k“"\uw/\j\j\vﬁvw
L 1600 1650
41.0 119.0 218.2 : :
O bprrmfrer et wm_w‘uw‘mﬁf??}wHw%?m?w m/z 147.05 16.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96883: Benzene, (1-butylhexyl)-
91.0
5000 = S
16.00 16.50
147.0 m/z 105.80  13.38%
29.0
\’\‘\‘\\“\H\‘\H\‘\f‘\“”\\]“‘g\e\‘\‘\\\“J\-H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96884: Benzene, (1-butylhexyl)-
91.0
— —
16.00 16.50
5000 m/z 161.05 12.05%
147.0
41.0
B RSN A T R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114091: Benzene, (1-butylheptyl)- e ‘”WM/JV“
91.0 16.00 16.50
m/z 92.00 8.36%
5000
1479750
b 20 | T 20302320 e UL
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\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 Benzene, (1-propylheptyl)- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
16.368 1.10 ug/L 262811 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-propylheptyl)- 218 C16H26 004537-12-6 91
2 Benzene, (1-propyloctyl)- 232 C17H28 004536-86-1 64
3 Benzene, (1-propylnonyl)- 246 C18H30 002719-64-4 64
4 Benzene, (1-propyldecyl)- 260 C19H32 004534-51-4 59
5 Benzene, (1-propylheptadecyl)- 358 C26H46 002400-03-5 50
Abundance Scan 4767 (16.368 min): VV029253.D\data.ms (-4759) (- m/z 91.00 100.00%
91.0
133.0 = —
41.0 175.1 218.2 ) 16.00 16.50
Obrprorstimssptrmtprebe et peebprere ek 290,289 m/z 133,00 22.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96888: Benzene, (1-propylheptyl)-
91.0
5000 P Pl
16.00 16.50
133.0 m/z 105.00 9.91%
41‘_0 | 175.0 2180
| [ " I | L L
\‘HH‘HH‘HH‘H \‘H\\‘H\\’\\\\‘\\H‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114092: Benzene, (1-propyloctyl)-
91.0
— —
16.00 16.50
5000 m/z 175.10 9.41%
133.0
41‘,0 189.0 2320
L I 1 - L |
e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131085: Benzene, (1-propylnonyl)- P et
91.0 16.00 16.50
m/z 91.95 8.51%
5000
133.0
e, | .. 1620 2030 2460
e e e e e o U
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\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 22 Benzene, (1-ethyloctyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.548 2.42 ug/L 578778 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-ethyloctyl)- 218 C16H26 004621-36-7 93
2 Benzene, (1-ethyldecyl)- 246 C18H30 002400-00-2 53
3 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 53
4 Benzene, (1l-ethyldecyl)- 246 C18H30 002400-00-2 53
5 Benzene, (1l-ethylundecyl)- 260 C19H32 004534-52-5 53
Abundance Scan 4823 (16.548 min): VV029253.D\data.ms (-4812) (- m/z 91.00 100.00%
91.0
- e M
41.0 L \
H H 490 189.1218.2 16.50
C
Y nu“:h!J“‘l‘w;‘m‘ﬁmw_“uww“_wm%@?v m/z 119.00  40.95%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #96882: Benzene, (1-ethyloctyl)-
91.0
5000 119.0 = ‘
16.50
m/z 41.00 17.67%
41.0
Y W \‘ i \1470 18\90 21\80
\‘HH‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #131076: Benzene, (1-ethyldecyl)-
91.0
SN T
16.50
5000 119.0 m/z 43.00 14.95%
41.0
oy | | 147017509 21702460
\‘HH“HH‘\\“\\“HH‘\WHH‘HH‘\‘\H‘HH‘\H\‘HH‘HH‘\‘\H‘HH
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #114089: Benzene, (1-ethylnonyl)- T ‘
91.0 16.50
m/z 57.00 14.76%
o T A\\/jt/\k/
\41\.0 ! || 16%'0 20\3'0 232.0
1 L 1 L | il L )
e e e A e e e e P
m/z--> 20 40 60 80 100120140160 180200220 240260 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 Benzene, (1-methylnonyl)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.863 1.69 ug/L 404885 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 94
2 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 93
3 Benzene, (1-methylnonyl)- 218 C1l6H26 004537-13-7 62
4 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 59
5 3-Methylbenzylamine, N,N-dihexyl- 289 C20H35N 1010310-40-6 59
Abundance Scan 4921 (16.863 min): VV029253.D\data.ms (-4913) (- m/z 105.00 100.00%
105.0
1650  17.00
41.0 218.2 : :
ol 120 L. 1470 1849 | 2651 n/z 91.00  15.55%
miz--> 50 100 150 200 250
Abundance #96886: Benzene, (1-methylnonyl)-
105.0
5000 — —
16.50 17.00
m/z 106.00  13.57%
41.0 710 | \ 147.0 21\8'0
T T \ \ ‘ T T T T T ‘ T T T T ‘ T T T T T T T T
miz--> 50 100 150 200 250
Abundance #96885: Benzene, (1-methylnonyl)-
105.0
s =
16.50 17.00
5000 m/z 218.20 6.97%
218.0
MO 710 | \ 147.0 \
s . T
miz--> 50 100 150 200 250
Abundance #96887: Benzene, (1-methylnonyl)- [ —
105.0 16.50 17.00
m/z 103.95 4.98%
5000
40 710 | | 14701770 2180
s T — B : :
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 24 Benzene, (1-pentylhexyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.043 1.68 ug/L 401708  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-pentylhexyl)- 232 C17H28 004537-14-8 91
2 Benzene, (1-ethylbutyl)- 162 C12H18 004468-42-2 38
3 Benzene, (1-ethyloctyl)- 218 C1l6H26 004621-36-7 37
4 Benzene, (1-butylhexyl)- 218 C16H26 004537-11-5 35
5 Benzene, (1-pentylheptyl)- 246 C18H30 002719-62-2 28
Abundance Scan 4977 (17.043 min): VV029253.D\data.ms (-4969) (- m/z 91.00 100.00%
91.0
w JM
161.1
7 [
41.0 232.2 17.00
Ob i kL 4280 | 203177 28LC o161 10 26.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114090: Benzene, (1-pentylhexyl)-
91.0
5000 s :
17.00
41.0 161.0 m/z 105.00 13.67%
\‘\‘\‘H“‘\H‘\‘\H\‘Hl\‘}‘\]_\%e.\o\\‘\\H"‘HH]‘.\g\(\)\.c‘)\\\\‘2\3\}2\.’(\)\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #37920: Benzene, (1-ethylbutyl)-
91.0
T \
17.00
5000 m/z 104.00 8.31%
133.0162.0
/S T S S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96882: Benzene, (1-ethyloctyl)- = ‘
91.0 17.00
m/z 92.00 7.64%
5000
41.0
“‘ ~ [1200 18?-0218.0
b e e e e e e e =
m/z--> 20 40 60 80 100120140160180200220240260280 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 25 Benzene, (1-butylheptyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.075 5.55 ug/L 1327950  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-butylheptyl)- 232 C17H28 004537-15-9 60
2 Benzene, (1-butylhexyl)- 218 Cl16H26 004537-11-5 50
3 Phenethyl isocyanate 147 C9H9NO 001943-82-4 46
4 Benzene, (1-hexylheptyl)- 260 C19H32 002400-01-3 43
5 Benzene, (1-butyloctyl)- 246 C18H30 002719-63-3 40

Abundance Scan 4987 (17.075 min): VV029253.D\data.ms (-4981) (- m/z 91.00 100.00%

91.0
5000
147.1
41.0 17.00 ‘
232.2 17.00
owHH“H:‘n‘:“MNm‘uu1‘1“‘1“”““\”“““:H_lzﬁllm_m,ulw‘_%‘?,lnq m/z 147.05  29.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114091: Benzene, (1-butylheptyl)-
91.0
5000 — ;
17.00
1470 m/z 175.10  15.87%
\\4%\.0\ | \‘ | | 176.0 23?'0
\‘\H\‘H\\‘HH‘\\H‘\H\‘HH‘\\H‘\\H‘H\\‘HH’HH‘HH‘HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96884: Benzene, (1-butylhexyl)-
91.0
T 1
17.00
5000 ITI/Z 105.00 15.19%
147.0
41.0
B RPN T PR 1 .
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26078: Phenethyl isocyanate ‘ :
91.0 17.00
m/z 41.00 13.47%
5000
147.0
510‘ ‘
e e e e e ——
m/z--> 20 40 60 80 100120140160180200220240260280 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 26 Benzene, (1-propyloctyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.168 2.96 ug/L 707760  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-propyloctyl)- 232 C17H28 004536-86-1 95
2 Benzene, (1-propyldecyl)- 260 C19H32 004534-51-4 56
3 Benzene, (1-propylnonyl)- 246 C18H30 002719-64-4 56
4 Benzene, (1-propylheptyl)- 218 C16H26 004537-12-6 53
5 Benzene, (1-propylpentyl)- 190 C14H22 018335-17-6 37
Abundance Scan 5016 (17.168 min): VV029253.D\data.ms (-5008) (- m/z 91.00 100.00%
91.0
5000
133.0
—F— =
o | |~ 2678 P
e m/z 133.00  27.52%
miz--> 50 100 150 200 250
Abundance #114092: Benzene, (1-propyloctyl)-
91.0
5000 — =
17.00 17.50
133.0 m/z 105.00 11.34%
410 N 1890 2320
T | - I |
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #148568: Benzene, (1-propyldecyl)-
91.0
=
17.00 17.50
5000 m/z 92.00 8.59%
133.0
‘\\4]”0\\ | ‘ L b 175.0 21\70 ZGQO
e e
miz--> 50 100 150 200 250
Abundance #131085: Benzene, (1-propylnonyl)- == 7
91.0 17.00 17.50
m/z 189.05 8.53%
5000
133.0
41.0 203.0
iAoyl b 1680 777 2900 SO G
m/z--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 27 Benzene, (1-ethylnonyl)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.371 2.09 ug/L 499837  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 94
2 Benzene, (1-ethylundecyl)- 260 C19H32 004534-52-5 72
3 Benzene, (1-ethyloctyl)- 218 C1l6H26 004621-36-7 64
4 Benzene, (1l-ethyldecyl)- 246 C18H30 002400-00-2 64
5 Butyric acid, 2-phenyl-, 3-methy... 232 C15H2002 1000406-91-5 50
Abundance Scan 5079 (17.371 min): VV029253.D\data.ms (-5070) (- m/z 91.00 100.00%
91.0
- XJJ\QAKﬁ\J\\
2032 1700 17.20 1740
41.0 £232.2 . . .
m [12P9 1610 270.9 :
Ottt bl e e e e m/z 119.00  45.10%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114089: Benzene, (1-ethylnonyl)-
91.0
5000 L DL L
17.00 17.20 17.40
m/z 105.00 12.66%
41“0 120.0 161.0 20§ 02320
|
\‘HH‘HH‘HH‘H \‘H\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #148573: Benzene, (1-ethylundecyl)-
91.0
e SR
17.00 17.20 17.40
5000 m/z 203.15 11.02%
41.0
120.0 231.0
SRR RO B B Sl -
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96882: Benzene, (1-ethyloctyl)- R e
91.0 17.00 17.20 17.40
m/z 41.00 8.25%
B \MVV//\VA\WM,jAv]\VM/\
41.0
| [120. 189.0218.0
| 1 )
e e e e e e e T
m/z--> 20 40 60 80 100120140160180200220240260280 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VWVW@29253.D

Acq On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 28 Tetradecane, 1-chloro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.458 2.06 ug/L 492123 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 94
2 Tetradecane, 1-chloro- 232 C14H29Cl1 002425-54-9 93
3 1-Chloroundecane 190 C11H23Cl 002473-03-2 91
4 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 87
5 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 80
Abundance Scan 5106 (17.458 min): VV029253.D\data.ms (-5099) (- m/z 57.00 100.00%
57.0 91.0
5000
L
UL s oz im0
b b Ay 13291628 1961 2321 2669 1/, 91,00  86.40%
miz--> 50 100 150 200 250
Abundance #113920: Tetradecane, 1-chloro-
57.0
91.0
5000 L B L B B
17.20 17.40
m/z 43.00 78.00%
e Ly
PTOL LI, 380 ams0 amo
miz--> 50 100 150 200 250
Abundance #113921: Tetradecane, 1-chloro-
57.0
91.0 S
17.20 17.40
5000 ITI/Z 55.00 64.36%
ol 1L
AL L AL, f30 ws0 20
miz--> 50 100 150 200 250
Abundance #64557: 1-Chloroundecane e e peanaee
43.0 91.0 17.20 17.40
m/z 41.00 52.08%
B N/]\\/\VV/\//\\M/\L
L‘ L \\‘ M “L 1210 16101920
e e e e e oo
m/z--> 50 100 150 200 250 17.20 17.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV@29253.D

Acqg On : 21 Nov 2022 03:24
Operator : SY/MD

Sample : N5725-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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... 1.105 7.6 ug/L 1604660 1 5.609 1060990 5.0
Indane 11.519 1.8 wug/L 435465 3 11.239 1195320 5.0
Indan, 1-methyl- 12.104 3.8 ug/L 900133 3 11.239 1195320 5.0
Benzofuran, 2-m... 12.349 9.8 wug/L 2341130 3 11.239 1195320 5.0
Benzofuran, 7-m... 12.445 1.8 ug/L 431748 3 11.239 1195320 5.0
4-Methyl-1H-ben... 12.496 3.1 wug/L 745111 3 11.239 1195320 5.0
4-Aminobenzyl c... 12.529 1.4 ug/L 327133 3 11.239 1195320 5.0
(DEL) Alkane: S... 12.840 2.1 ug/L 510917 3 11.239 1195320 5.0
1,4-Dihydronaph... 12.943 0.7 ug/L 166201 3 11.239 1195320 5.0
(DEL) Alkane: S... 13.088 0.6 ug/L 135127 3 11.239 1195320 5.0
2-(2-Hydroxyphe... 13.480 1.2 ug/L 286344 3 11.239 1195320 5.0
Benzofuran, 4,7... 13.528 0.6 ug/L 136723 3 11.239 1195320 5.0
Benzo[c]thiophene 13.609 15.5 ug/L 3709770 3 11.239 1195320 5.0
Benzo[b]thiophe... 14.278 1.0 ug/L 247336 3 11.239 1195320 5.0
(DEL) Alkane: S... 14.805 1.4 ug/L 333831 3 11.239 1195320 5.0
Dodecanal 15.368 8.5 ug/L 2029990 3 11.239 1195320 5.0
Dodecane, 1-chl... 15.760 16.9 ug/L 4027710 3 11.239 1195320 5.0
(DEL) Alkane: C... 15.927 18.5 ug/L 4415660 3 11.239 1195320 5.0
Benzene, (1-but... 16.281 1.0 ug/L 242457 3 11.239 1195320 5.0
Benzene, (1-pro... 16.368 1.1 ug/L 262811 3 11.239 1195320 5.0
Benzene, (1l-eth... 16.548 2.4 ug/L 578778 3 11.239 1195320 5.0
Benzene, (1-met... 16.863 1.7 ug/L 404885 3 11.239 1195320 5.0
Benzene, (1-pen... 17.043 1.7 wug/L 401708 3 11.239 1195320 5.0
Benzene, (1-but... 17.075 5.5 ug/L 1327950 3 11.239 1195320 5.0
Benzene, (1-pro... 17.168 3.0 ug/L 707760 3 11.239 1195320 5.0
Benzene, (l-eth... 17.371 2.1 wug/L 499837 3 11.239 1195320 5.0
Tetradecane, 1-... 17.458 2.1 ug/L 492123 3 11.239 1195320 5.0
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