LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@41323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 16 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\SFAMVTRO32323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@30546.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.281 67 75 87 rBV 71950 80012 2.87% 0.376%
2 1.535 147 154 165 rBV 60870 70132 2.51% 0.330%
3 1.715 203 210 221 rBV 20629 28186 1.01% 0.133%
4 2.069 310 320 336 rBV3 214282 358830 12.86% 1.688%
5 3.121 631 647 666 rBV 110437 233094 8.35% 1.097%
6 3.825 851 866 892 rBvV2 214715 588072 21.07% 2.767%
7 4.265 986 1003 1027 rBV3 89688 262521 9.40% 1.235%
8 4.526 1069 1084 1097 rBvV2 14556 36438 1.31% 0.171%
9 4.969 1205 1222 1242 rBvV2 173577 448019 16.05% 2.108%
10 5.545 1388 1401 1421 rBV 149064 315329 11.30% 1.484%
11 5.841 1475 1493 1513 rBV 765519 1486936 53.27% 6.996%
12 5.998 1530 1542 1566 rVB 107704 220080 7.88% 1.036%
13  6.924 1819 1830 1848 rBV3 48013 88834 3.18% 0.418%
14  7.252 1920 1932 1950 rBV 190495 344538 12.34% 1.621%
15 7.564 2020 2029 2041 rBV2 29744 53303 1.91% 0.251%
16 7.915 2121 2138 2160 rBV 601009 1045097 37.44% 4.917%
17 8.037 2166 2176 2205 rBV 205101 405489 14.53% 1.908%
18 8.796 2397 2412 2428 rBV 224689 386006 13.83% 1.816%
19 10.072 2800 2809 2821 rBV2 20156 32290 1.16% 0.152%
20 10.162 2825 2837 2850 rBV 78250 131110 4.70% 0.617%
21 10.863 3039 3055 3070 rBV 42222 70768 2.54% 0.333%
22 10.982 3082 3092 3102 rBV2 18625 32390 1.16% 0.152%
23 11.095 3116 3127 3136 rBV 64026 101542 3.64% 0.478%
24 11.194 3148 3158 3175 rBV 244158 384217 13.76%  1.808%
25 11.336 3192 3202 3208 rBV 42593 71224  2.55% ©.335%
26 11.377 3209 3215 3224 rVB 51367 75646 2.71% 0.356%
27 11.570 3264 3275 3295 rVB 244922 406613 14.57% 1.913%
28 12.207 3462 3473 3483 rBV5 34206 55868 2.00% 0.263%
29 12.316 3498 3507 3514 rBV8 19560 36357 1.30% 0.171%
30 12.416 3530 3538 3545 rBV5 61679 96078  3.44% 0.452%
31 12.455 3546 3550 3557 rVB4 24016 30475 1.09% 0.143%
32 12.541 3571 3577 3585 rVB 25425 32560 1.17% 0.153%
33 12.673 3611 3618 3628 rVB4 37379 60261 2.16% 0.284%
34 12.747 3632 3641 3651 rBV9 36878 70483  2.53% 0.332%
35 12.837 3655 3669 3689 rBV2 341195 702412 25.16%  3.305%

36 12.992 3704 3717 3734 rBV2 337373 761410 27.28%  3.583%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@41323\
Data File : VV030546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 16 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\SFAMVTR032323WMA.M
Title : TRACE VOA SFAM1.0

37 13.213 3780 3786 3795 rBV6 52422 84817 3.04% 0.399%
38 13.384 3833 3839 3843 rBV3 83702 124012 4.44% ©.584%
39 13.496 3867 3874 3891 rVB5 266136 510193 18.28% 2.401%
40 13.593 3892 3904 3914 rBV 595736 1176498 42.15% 5.536%
41 13.853 3976 3985 3998 rBV 1432654 2122040 76.02%  9.985%
42 14.046 4038 4045 4054 rVB4 278049 437339 15.67% 2.058%
43 14.319 4124 4130 4142 rBV5 185591 408612 14.64% 1.923%
44 14.461 4169 4174 4184 rVB3 451238 649944 23.28%  3.058%
45 14.541 4194 4199 4209 rVB2 271012 386942 13.86% 1.821%
46 14.606 4211 4219 4228 rBV 785530 1099273 39.38% 5.172%
47 14.799 4270 4279 4288 rBV 2012333 2791359 100.00% 13.134%
48 14.847 4289 4294 4302 rVB2 205473 286431 10.26% 1.348%
49 15.371 4450 4457 4465 rBV2 571948 779273 27.92%  3.667%
50 15.686 4547 4555 4573 rVB 569029 793265 28.42%  3.733%

Sum of corrected areas: 21252618
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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\VVve41323\

: VVO30546.D

: 13 Apr 2023 15:33

: SY/MD

: 02250-04

: 25.0mL/MSVOA_V/WATER

: 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV030546.D\data.ms
2000000
1500000
1000000
5.841
500000
2.069 3.825
4.969
1.281 1.53%_ 715 3.121 4.265 4526 5.545 5.998
0 \\\‘\\\\‘\\\\‘\;\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\'\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV030546.D\data.ms
2000000
1500000
1000000
7.915
500000
7,952 8.037 8.796 11.194 11.570
. 6924 || 7564 /\\ k 10187362 10%@%%@#@%%
L s L e B B B S B A B w‘www‘wwww‘wwww‘ww"\w‘wwww‘
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV030546.D\data.ms
14.799
2000000
13.853
1500000
14.606
1000000
15.371
14.461 15.686
500000 14.04614'31 541 14.847
022@ A“$““v\~w~R~ﬁAﬁ‘4\~vHAM,A,H__N,N~
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
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.863 0.92 ug/L 70768 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 72
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 64
3 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 64
4 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 64
5 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
Abundance Scan 3055 (10.863 min): VV030546.D\data.ms (-3039) (| | m/z 57.05 100.00%
57.0
5000
HD 1050 1100
39 851 1131
ob ol b T TP 1850 T s 16 de.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45522: Heptane, 2,2,4,6,6-pentamethyl-
57.0
5000 el
10. 50 11 00
m/z 41.10 28.49%
29.0
O \\\‘\‘\‘\ \“‘\ T \uﬂ‘ T \‘\ \?!:\_‘).\0\ \“ \1\1-\2\0‘\\\\‘\]\_5\5\‘()\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
— b
10.50 11.00
5000 m/z 43.05 25.74%
39 99.0
oltao L WL L 7o | 10
m/z--> 20 40 60 80 100 120 140 160
Abundance #59095: Decane, 2,2,7-trimethyl- — e
57.0 10.50 11.00
m/z 71.10 13.95%
5000
Nl N LR BT A e
T e e e e R
m/z--> 20 40 60 80 100 120 140 160 10. 50 11. OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.336 0.93 ug/L 71224  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
3 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 53
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 53
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 50
Abundance Scan 3202 (11.336 min): VV030546.D\data.ms (-3192) (- m/z 57.10 100.00%
57.1
5000
39 113.2 1100 1150
e e g, mw us
Ottt e m/z 56.10 43.91%
miz--> 20 40 60 80 100 120 140 160
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000 i ~
11.00 11.50
113.0 m/z 41.10 30.39%
27. )
Ol 80 T a0
O\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
— ——
11.00 11.50
5000 m/z 43.05 28.01%
29.0 ‘
‘ 830 1130
o"_“H‘,“muﬂ_w‘w”wHMHH,HH_H
m/z--> 20 40 60 80 100 120 140 160
Abundance #33105: Octane, 2,2,6-trimethyl- e —
57.0 11.00 11.50
m/z 71.15 25.16%
5000
20.0 85.0
ol bl ol L 1130 1410 AL DNV o}
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.378 0.98 ug/L 75646  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
2 Decane, 2,2-dimethyl- 170 C12H26 017302-37-3 53
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 50
4 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 43
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 42
Abundance Scan 3215 (11.377 min): VV030546.D\data.ms (-3209) (- m/z 57.10 100.00%
57.1
5000
‘ 85.1 11‘06 El.l‘Sd
: 113.1 : :
35. 155.2
o""‘m\"MH”H‘WH\H»‘WH‘_m_m‘m m/z 56.10 32.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
5000 \ s ~—
11.00 11.50
m/z 41.10 29.44%
20.0 85.0
0 i Al m‘ ‘ | 113.0 14;“'0
\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45509: Decane, 2,2-dimethyl-
57.0
— ——
11.00 11.50
5000 m/z 71.10 27 .88%
29.0
ol | 850 4199 155.0
-ttt
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl- &MA ‘ =
57.0 11.00 11.50
m/z 43.10 23.17%
5000
29.0 85.0
o L L BP0 1550 saag U Ll
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 Naphthalene, decahydro-2-me... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.

12.207 0.73 ug/L 55868 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 96
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 94
3 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 86
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 83
5 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 74

Abundance Scan 3473 (12.207 min): VV030546.D\data.ms (-3462) (- m/z 81.05 100.00%

810 152.2
41.0
5000
110.1 A

I
‘ 267.( 1200 12,50
el m/z 152.20  83.85%

0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 I S Am’}\
12.00 12.50
109.0 m/z 95.10 81.27%
O\‘\!HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #29490: trans-Decalin, 2-methyl-
81.0
T ——
410 152.0 12.00 12.50
5000 ITI/Z 67.10 72.37%

109.0
0! H“}w‘_‘meWHwm‘,mwm‘,mwm,‘m
m/z--> 20 40 60 80 100120140 160 180200 220 240260
Abundance

#29494: cis-Decalin, 2-syn-methyl- T T
95.0 12.00 12.50

m/z 41.05 59.42%

67.0
5000
152.0
39.0
123.0
i

0! w‘;‘”w"‘H"H‘J"Hu‘H‘Www‘mwwm — —

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 1-Methyldecahydronaphthalene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.416 1.25 ug/L 96078 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 96
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 96
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 94
4 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 70
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 68

Abundance Scan 3538 (12.416 min): VV030546.D\data.ms (-3530) (- m/z 67.10 100.00%
. 2.2
. AvakﬂkJLj\AAAJkA/\A
12.50
206.9 :
0 ity m/z 152,15 91.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29506: Naphthalene, decahydro-2-methyl-
410 7.0
9.0 152.0 j\w
5000 Lo Ao /‘\“‘\ :
12.50
m/z 55.10  78.09%
h 123.0
O' ‘\\‘\\‘u\\\“\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29497: 1-Methyldecahydronaphthalene
41.0 7.0
980 152.0 L
12.50
5000 m/z 41.10 77 .95%
h 123.0
0! e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl- —
41.0 81.0 1520 12.50
m/z 81.05 77.73%
5000
109.0
0! _Mu“‘1‘H‘_H“WH_HWHH =
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

SFAMVTRO32323WMA.M Fri Apr 14 16:01:49 2023 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 cis-Decalin, 2-syn-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.

12.673 0.78 ug/L 60261 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 93
2 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 93
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 90
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 89
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 83

Abundance Scan 3618 (12.673 min): VV030546.D\data.ms (-3611) (- m/z 81.10 100.00%
1

81.
41.1
5000 152.2
109.2

?.0‘ 135.0 12.50 13.00
Al 1

O gt b L m/z 95.10 89.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29505: Naphthalene, decahydro-2-methyl-
41.0 95.0
67.0 152.0
5000 —r ——
12.50 13.00
123.0 m/z 41.10 75.75%
O'
m/z--> 20 40 60 80 100 120 140 160
Abundance #29494: cis-Decalin, 2-syn-methyl-
95.0
67.0 —— ——
410 12.50 13.00
5000 ITI/Z 67.10 74.16%
152.0
‘ ‘ 123.0
o“W$“w‘NM“ “N‘_‘M“M“M“H““H
m/z--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl- — —
81.0 12.50 13.00
m/z 55.10 69.94%
55.0 152.0
5000
29.0 109.0 J
H ‘M l ol H 1350

o

‘ T
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 trans-4a-Methyl-decahydrona... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

12.747 0.92 ug/L 70483  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 76
2 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 70
3 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 64
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 64
5 1,3,3-Trimethylcyclohex-1-ene-4-... 152 C10H160 127128-60-3 60

Abundance Scan 3641 (12.747 min): VV030546.D\data.ms (-3632) (- m/z 55.10 100.00%
58.

| I m
0! .
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29508: Naphthalene, decahydro-2-methyl-
55.0 95.0
152.0

5000

5000

123.0 :
77
O' 37 ‘\\‘\\“}\\\“\\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29513: trans-4a-Methyl-decahydronaphthalene
95.0

T
137.0 12.50 13.00

67.0
5000 m/z 41.10 84.99%
OTT***T**JLT*M%4#L**M pﬁﬁAprﬂJ\J\ﬂJ\J\AA
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29494: cis-Decalin, 2-syn-methyl- T —
95.0 12.50 13.00

m/z 43.05 83.90%

5000
152.0
H 123.0
01 et M ‘ :

67.0
41.0
= :
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00

SFAMVTRO32323WMA.M Fri Apr 14 16:01:51 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.837 9.14 ug/L 702412  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Decane 142 C10H22 000124-18-5 81
3 Dodecane 170 C12H26 000112-40-3 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 3669 (12.837 min): VV030546.D\data.ms (-3655) (- m/z 57.10 100.00%
57.1
5000
85.1
5 =
12.50 13.00
112.2 151.2170.3
om_‘?’ﬂ_” ol TASR0 T m/z 43.10  88.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45478: Dodecane
57.0
5000 = =
85.0 12.50 13.00
m/z 41.05 60.33%
29.0
FEw 1120 1410 1700
O \\\‘\‘\\\‘\\\\’\\‘\\“1\\\H‘\\“\‘\‘\\\‘\\\\‘\\‘\\‘\\
miz--> 40 60 80 100 120 140 160 180
Abundance #22067: Decane
43.0
— ——
12.50 13.00
5000 m/z 71.10 55.46%
71.0
| fe0
0 H“‘1H‘\“‘WJ“‘H““‘H““WM“‘_““‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45481: Dodecane i T
57.0 12.50 13.00
m/z 55.10 33.23%
5000
85.0
29.0
| ‘ 1130 41410 1700
0 ‘H"M‘W“‘mwJt"H“W“M“M‘W““_““H i —
m/z--> 40 60 80 100 120 140 160 180 12.50 13.00

SFAMVTRO32323WMA.M Fri Apr 14 16:01:52 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.992 9.91 ug/L 761410 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 96
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 95
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 83
4 Octane, 4-ethyl- 142 C10H22 015869-86-0 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
Abundance Scan 3717 (12.992 min): VV030546.D\data.ms (-3704) (- m/z 57.10 100.00%
57.1
- JX\J«JKH/KfoNAJﬁVJ
98.1 T a0n
166.2 13.00
S N TR “;“\ A2001412 "0 2070 n; o 43.10 48.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 T
13.00
m/z 41.10 39.92%
29.0 H 98.0
0\‘\H‘\\“‘\\\‘\“\\H}\“H\\\““\\U\‘\\\]-\4.‘1-\.\0\\‘\\\]\-‘8\4\.(\)\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
——
13.00
5000 m/z 71.10 39.22%
29.0
98.0
ob Lm0 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59061: Undecane, 3,6-dimethyl- ——
57.0 13.00
m/z 55.10 25.02%
5000
29.0 85.0
O e R CP S 0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

SFAMVTRO32323WMA.M Fri Apr 14 16:01:52 2023 Page: 12



Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

: VVO30546.D

: 13 Apr 2023 15:33

: SY/MD

: 02250-04

: 25.0mL/MSVOA_V/WATER

: 16 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41323\

hod : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.M

le : TRACE VOA SFAM1.0

ry : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
er 11 Naphthalene, decahydro-2,6-... Concentration Rank 18

Peak Numb

13.213

Hit# of

EstConc Area Relative to ISTD R.T.

1.10 ug/L 84817 1,4-Dichlorobenzene-d4 11.194

5 Tentative ID MW MolForm

1 Naphth
2 trans,

alene, decahydro-2,6-dimet... 166 C12H22
trans-1,6-Dimethylspiro[4.... 166 C12H22

3 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22

001618-22-0 94
1000111-72-1 89
1000111-72-3 86
1000111-72-4 83
1000111-72-5 62

m/z 95.10 100.00%

m/z 41.10 92.80%

—
13.00 13.50

m/z 55.10 90.17%

T
13.00 13.50

m/z 81.10 74.78%

T
13.00 13.50

m/z 67.10 66.09%

4 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22
5 cis,cis- and cis,trans-1,9-dimet... 166 C12H22
Abundance Scan 3786 (13.213 min): VV030546.D\data.ms (-3780) (-

41.1 95.1
166.2
5000
68.1 123.1
0 267.1
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0
50001 41.0
109.0
H 137.0
O ‘\‘\‘\\‘i“\\‘\hl“\h\h\\‘”‘}\‘\H“\}‘\\“}\\\L‘\\1\‘\‘H\‘H\\‘\\\\‘\\H‘\H\‘H\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance  #41583: trans,trans-1,6-Dimethylspiro[4.5]decane
95.0
67.0 166.0
5000
123.0
o] PSSO L A N OOV B
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane
95.0
166.0
67.0
5000
123.0
0 b :
m/z--> 20 40 60 80 100120140160 180 200 220 240 260

T —
13.00 13.50

SFAMVTRO32323WMA.M Fri Apr 14 16:01:54 2023

Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.384 1.61 ug/L 124012 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 59
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 50
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 49
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 43
Abundance Scan 3839 (13.384 min): VV030546.D\data.ms (-3833) (| | m/z 57.10 100.00%
57.1
- M/\J
A
i 11;}35_2 13.00 13.50
bbbt e M/Z 43.10 51.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 J‘\A SLANE
13.00 13.50
m/z 71.10 46.34%
ol ,‘j f27:0197.0 267.0337.0  463.0 533.0 604.
\\\\‘\\\\‘\\\1‘\T!\‘T\\T‘\1f\‘1\\\[\\\f‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59069: Undecane, 2,6-dimethyl-
57.0 JXA
= S
13.00 13.50
5000 m/z 41.10 44.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester — ——
57.0 13.00 13.50
m/z 55.10 31.02%
- MM
obdl .J‘%?5-°227-0, i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.00 13.50

SFAMVTRO32323WMA.M Fri Apr 14 16:01:55 2023 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.496 6.64 ug/L 510193 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 90
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
3 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 86
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
Abundance Scan 3874 (13.496 min): VV030546.D\data.ms (-3867) (- m/z 43.10 100.00%
5000 1 /\JA
SIS
‘ 99.2 141.2 169.2 13.50
Oberrerr il ol 2200 17 1892 1961 57 10 o5 78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45490: Undecane, 3-methyl-
57.0
5000 L T
85.0 13.50
29.0 m/z 41.10 57.40%
141.0
- b 1120 | 170.0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59048: Dodecane, 2-methyl-
57.0
—
85.0 13.50
5000 m/z 71.10 50.65%
29.0 141.0
| ‘ | |30 ‘ 169.0
oY S T N Mt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59078: Undecane, 2,10-dimethyl- kﬁ 7
43.0 13.50
m/z 85.20 39.93%
5000 71.0
‘ ‘ 99.0 141.0
P 0 P vl
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

SFAMVTRO32323WMA.M Fri Apr 14 16:01:56 2023 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.593  15.31 ug/L 1176500 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 74
2 Tridecane, 7-methyl- 198 C14H30 026730-14-3 74
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 72
4 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 72
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 72
Abundance Scan 3904 (13.593 min): VV030546.D\data.ms (-3892) (| | m/z 57.10 100.00%
57.1
- JJL
T \
g5.2 1132 13.50
o‘Hw‘H“H;w‘me“:‘M“w;“_uH‘_“““1‘5"?;2‘“1‘?‘3:3‘?‘9?:9 m/z 71.10  79.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0
5000 —— :
13.50
85.0 o
m/z 43.10 65.89%
29.0 ‘ 113.0 155.0 /
O\\\\‘\‘\‘\\“‘\\\H“\\“l\“!\\\“\\H\‘\H\\\‘\\\\.‘\\\178‘\3.\0\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
1 T
13.50
5000 m/z 41.10 44 ,37%
112.0
85.0
o‘m_mwm\\uwwmm_H\‘_““‘1‘55\-‘9”1‘?‘3-‘9“””
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl- T
57.0 13.50
m/z 56.10 26.13%
5000 29.0 M
113.0
obrrr bl AR ] 20 i
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

SFAMVTRO32323WMA.M Fri Apr 14 16:01:57 2023 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.853  27.62 ug/L 2122040 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tridecane 184 C13H28 000629-50-5 95
3 Tridecane 184 C13H28 000629-50-5 90
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 3985 (13.853 min): VV030546.D\data.ms (-3976) (| | m/z 57.10 100.00%
57.1
5000
85'2 w
= B
13.50 14.00
112.2 184.3
0 ‘“‘wiHu‘_‘H‘H‘lf“l‘?”ww“z‘(??? m/z 43.10 87.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
5000 3‘6 ‘ ‘Od
290 85.0 13.5 14.
m/z 71.10 57.64%
| \ H I 112.0 1410 184.0
O\\\‘\}\\‘}\\\‘\\‘\\“1\\\“‘\\”\‘\‘\\\‘\\\\‘\\\\‘1\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
= =
13.50 14.00
5000 85.0 m/z 41.10 49.76%
29.0
L1120 a0 1840
0““H‘“mwﬂ_“‘MH"_‘JW‘u‘W“‘W“H“‘H“‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane — —
57.0 13.50 14.00
m/z 85.15 36.00%
5000
29.0 85.0
“w“u“u“u“_“w“u“u“u“_“w“u“u‘ T s
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMVTRO32323WMA.M Fri Apr 14 16:01:58 2023 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.046 5.69 ug/L 437339  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 76
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 70
3 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 53
4 2-Methyltetracosane 352 (C25H52 001560-78-7 50
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 47
Abundance Scan 4045 (14.046 min): VV030546.D\data.ms (-4038) (- m/z 57.10 100.00%
57.1
’ 14.00 |
127.2 .
180.2
0 "Mwu‘«“wgw‘wmw‘_‘H_m_m_m_ m/z 71.15  44.37%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #74022: Dodecane, 2,5-dimethyl-
57.0
5000 _— :
14.00
m/z 43.10  38.50%
Ol:\%.g‘\‘\“‘ “\‘\“‘\\“\.\‘\]-\8\3\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #74019: Tridecane, 6-methyl-
57.0
T \
14.00
5000 m/z 41.10 36.69%
‘ ‘ 126.0
o L ame
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #303744: Disulfide, di-tert-dodecyl —— ‘
57.0 14.00
m/z 55.10 33.14%
5000
130 1650
0140 L] i a0 oo -
m/z--> 0 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 1,1'-Bicyclohexyl Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.320 5.32 ug/L 408612 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 70
2 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 68
3 Succinic acid, cis-hex-3-enyl he... 438 C27H5004 1000353-41-9 59
4 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 58
5 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 58
Abundance Scan 4130 (14.319 min): VV030546.D\data.ms (-4124) (- m/z 82.10 100.00%
82.1
o) MMMJ
166.2 — e
125.2 14.00 14.50
0 2104 2811 m/z 55.10  64.09%
m/z--> 50 100 150 200 250 300 350
Abundance #41527: 1,1'-Bicyclohexyl
82.0
5000 — ——
41.0 14.00 14.50
166.0 m/z 83.10 55.06%
O\\“‘\‘\‘h““\‘hf“\\““\\\.\‘\‘\\\‘\\\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #41526: 1,1'-Bicyclohexyl
82.0
— ——
14.00 14.50
5000 ITI/Z 67.10 51.92%
41.0 166.0
olrb bbb 1200 |
m/z--> 50 100 150 200 250 300 350
Abundance #321299: Succinic acid, cis-hex-3-enyl heptadecyl ester P e
82.0 14.00 14.50
m/z 41.10 50.05%
5000
43.
oL 11 “M 1200 201.0239.0 357
e 7= — —
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.461 8.46 ug/L 649944  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 49
2 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 47
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 47
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 46
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 43
Abundance Scan 4174 (14.461 min): VV030546.D\data.ms (-4169) (-] ' m/z 43.10 100.00%
43.1
2000 W \A“NL/«V\AA%,kaw
—
155.2 14.50
[ ‘e‘ Al 22 [T 1982 2691 ., 57.19  91.09%
m/z--> 0 50 100 150 200 250
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 T
14.50
m/z 41.10 57.94%
‘ 127.0
O‘\2\4}.\0‘\““\‘1‘\‘\“\\“\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250
Abundance #186381: Pentadecane, 1-bromo-
57.0
—
137.0 14.50
5000 m/z 71.10 48.91%
0 25\JOH ! ‘ M L H 177.0211.0 2470 2921
Emam ——— e
m/iz--> 0 50 100 150 200 250
Abundance #59045: Dodecane, 2-methyl- —
43.0 14.50
m/z 55.10 44.76%
5000 85.0
141.0
020 Ll e o
m/z--> 0 50 100 15 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 Sulfurous acid, butyl dodec... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.541 5.04 ug/L 386942 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 80
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 76
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 74
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 62
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59

Abundance Scan 4199 (14.541 min): VV030546.D\data.ms (-4194) (- m/z 57.10 100.00%
57.1

é

5000
85.2
169.2 14.50
113.2
140.2
ob o Il ITP0902 1963 o 4310 s4.a7%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
5000 — :
85.0 14.50
m/z 71.10 49.41%
290 1130 169.0
o Ll gt 13,0 16 221.0
‘\\\\’\\\\‘1\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74014: Tridecane, 3-methyl-
57.0
U \
14.50
5000 ITI/Z 41.10 48.09%
29.0
85.0
P 1130 1400 1690 1954
N e RS ERa.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45512: Decane, 3,8-dimethyl- —

57.0 14.50
m/z 56.10 35.86%

85.0
5000

113.0 141.0

170.0
0 ‘\u\,‘1\\“‘u‘\\“1‘”\‘,\\‘\‘\‘\\u“uH‘\m‘\m‘\m‘uu‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50

4

SFAMVTRO32323WMA.M Fri Apr 14 16:02:02 2023 Page: 21



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@O32323WMA.M
: TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.606  14.31 ug/L 10992760 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 78
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 78

Abundance Scan 4219 (14.606 min): VV030546.D\data.ms (-4211) (- m/z 57.10 100.00%

57.1
5000
85.2

113.2 14.50 15.00
o,w\‘m““H:“‘Ju‘s‘\‘ul‘wu‘m_15‘5‘%‘13‘3‘%‘2‘1‘%‘37”‘_m"?Eﬂl‘-ﬁ m/z 71.15  79.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90207: Dodecane, 2,6,10-trimethyl- Vw\Jva&AJKAJAAAfﬁ
57.0
5000 85.0 T T

14.50 15.00
m/z 43.10 59.63%

29.0 27.0
N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0

O

14.50 15.00
5000 m/z 41.10 43.,20%
85.0
29.0
S | 13301 616001970
P e e e S T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90205: Dodecane, 2,6,11-trimethyl- —— —
43.0 14.50 15.00

71.0
m/z 85.20  33.55%

5000
4 197.

m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

SFAMVTRO32323WMA.M Fri Apr 14 16:02:04 2023 Page: 22



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.799  36.33 ug/L 2791360 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Tetradecane 198 C14H30 000629-59-4 96
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 86
5 Dodecane 170 C12H26 000112-40-3 86
Abundance Scan 4279 (14.799 min): VV030546.D\data.ms (-4270) (- m/z 57.10 100.00%
57.1
— 5
14.50 15.00
112.2 198 3
Obrrr 38 b bl e, 1412 169.3 m/z 43.10  84.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
5000 — o
85.0 14.50 15.00
290 m/z 71.10 59.50%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
— s
14.50 15.00
5000 85.0 m/z 41.10 47.73%
29.0
R e L RRRE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane 1 —
57.0 14.50 15.00
m/z 85.20 38.85%
5000 85.0
29.0
ey refereb e e 2430_ 1600 1980 1 Al S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.847 3.73 ug/L 286431 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 52
2 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 50
3 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 49
4 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 46
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 45
Abundance Scan 4294 (14.847 min): VV030546.D\data.ms (-4289) (-] ' m/z 57.10 100.00%
57.1
- \N\/\\,j\u
— =
} }‘ » 1 179 2 14.50 15.00
ow_w!‘ﬁﬂ_Wwwww_‘H_MW_HW m/z 43.10  86.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346742: Tetracontane, 3,5,24-trimethyl-
57.0
5000 b o
14.50 15.00
m/z 41.10 63.52%
o ’ ” 35 0 2380 505.0
\\\‘\\\\T\\1‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59078: Undecane, 2,10-dimethyl-
43.0
— ——
14.50 15.00
5000 m/z 55.10 62.40%
141.0
oﬂ\ 1 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90200: Tridecane, 4,8-dimethyl- — —
57.0 14.50 15.00
m/z 71.10 54.07%
5000
141.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.371 10.14 ug/L 779273  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 87
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 4457 (15.371 min): VV030546.D\data.ms (-4450) (| m/z 57.10 100.00%
57.1
99.2 15.00 15.50
. 141.2 . .
183.3
N ““‘ AL 1833 2263 281 . 43,19 98.89%
miz--> 50 100 150 200 250
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 — —
15.00 15.50
‘ ‘ 113.0 m/z 71.10 84.17%
O T 2\7“;0‘\‘ ““\ “ \“\ “‘ \“ T ‘\ }‘ “\ \]-8\‘3.\0’ \2\26\.()\ ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
— —
15.00 15.50
5000 m/z 41.10 49.11%
99.0
oL kLI, 1410 1s30 2260
m/iz--> 50 100 150 200 250
Abundance #90203: Dodecane, 2,6,11-trimethyl- — —
57.0 15.00 15.50
m/z 85.15 43.45%
99.0
27.0
oL LA Ly 890 a120 ~ P Aen,
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@O32323WMA.M
: TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.686 10.32 ug/l 793265 1,4-Dichlorobenzene-dd  11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentadecane 22 c1sHz2 060629-62-9 95

2 Tetradecane 198 C14H30 000629-59-4 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 4555 (15.686 min): VV030546.D\data.ms (-4547) (- m/z 57.10 100.00%
57.1

N

5000
‘ 1550  16.00
99.2 . .
212.3
[ — h“m‘u LA7i%, 2412 18312128 2816 . 4310 g1.63%
miz--> 50 100 150 200 250
Abundance #90192: Pentadecane
57.0
5000 — —
15.50 16.00
990 m/z 71.10 62.14%
2710 H ' ,
0 \“\ ‘\“ ‘” I ‘!‘ \‘H‘\ ““ \H T “:1\_4}’0‘\ ]\-8\2\0‘21\‘2\0\ L

miz--> 50 100 150 200 250

—

Abundance #74005: Tetradecane
57.0
—T —
15.50 16.00
5000 ITI/Z 41.10 47 .20%
27‘"0‘ | | 93'0 1410 1980
(5 “M“M\‘W‘M L B e e A
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane T —
57.0 15.50 16.00
m/z 85.20 39.96%
5000
27‘.0 ‘ 99.0
ol L L, 140 830 2680 A
m/z--> 50 100 150 200 250 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@41323\
Data File : VV030546.D

Acqg On : 13 Apr 2023 15:33
Operator : SY/MD

Sample : 02250-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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... 10.863 0.9 ug/L 70768 3 11.194 384217 5.0
(DEL) Alkane: S... 11.336 0.9 ug/L 71224 3 11.194 384217 5.0
(DEL) Alkane: S... 11.378 1.0 ug/L 75646 3 11.194 384217 5.0
Naphthalene, de... 12.207 0.7 ug/L 55868 3 11.194 384217 5.0
1-Methyldecahyd... 12.416 1.3 ug/L 96078 3 11.194 384217 5.0
cis-Decalin, 2-... 12.673 0.8 ug/L 60261 3 11.194 384217 5.0
trans-4a-Methyl... 12.747 0.9 ug/L 70483 3 11.194 384217 5.0
(DEL) Alkane: S... 12.837 9.1 ug/L 702412 3 11.194 384217 5.0
(DEL) Alkane: S... 12.992 9.9 ug/L 761410 3 11.194 384217 5.0
Naphthalene, de... 13.213 1.1 ug/L 84817 3 11.194 384217 5.0
(DEL) Alkane: S 13.384 1.6 ug/L 124012 3 11.194 384217 5.0
(DEL) Alkane: S 13.496 6.6 ug/L 510193 3 11.194 384217 5.0
(DEL) Alkane: S 13.593 15.3 ug/L 1176500 3 11.194 384217 5.0
(DEL) Alkane: S... 13.853 27.6 ug/L 2122040 3 11.194 384217 5.0
(DEL) Alkane: S... 14.046 5.7 wug/L 437339 3 11.194 384217 5.0
1,1'-Bicyclohexy 14.320 5.3 ug/L 408612 3 11.194 384217 5.0
(DEL) Alkane: S... 14.461 8.5 ug/L 649944 3 11.194 384217 5.0
Sulfurous acid,... 14.541 5.0 ug/L 386942 3 11.194 384217 5.0
(DEL) Alkane: S 14.606 14.3 ug/L 1099270 3 11.194 384217 5.0
(DEL) Alkane: S 14.799 36.3 ug/L 2791360 3 11.194 384217 5.0
(DEL) Alkane: S 14.847 3.7 ug/L 286431 3 11.194 384217 5.0
(DEL) Alkane: S 15.371 10.1 ug/L 779273 3 11.194 384217 5.0
(DEL) Alkane: S 15.686 10.3 ug/L 793265 3 11.194 384217 5.0
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