LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/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\SFAMVTRO32622WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@25369.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 76 83 96 rVB 94601 93049 3.42% 0.867%
2 1.568 156 164 181 rVB 93258 108399 3.98% 1.010%
3 1.709 199 208 214 rBV 85756 104396 3.84% 0.973%
4 1.754 214 222 237 rVB 634769 830430 30.51% 7.736%
5 2.108 322 332 348 rVB 175105 256577  9.43%  2.390%
6 3.886 875 885 886 rBV 65080 82261 3.02% 0.766%
7 4.352 1014 1030 1058 rBV 95451 246149 9.04%  2.293%
8 5.050 1226 1247 1273 rBV2 207771 520182 19.11% 4.846%
9 5.619 1410 1424 1449 rBV 172986 356938 13.11% 3.325%
10 5.915 1503 1516 1544 rBV2 232204 468749 17.22% 4.367%
11 6.069 1552 1564 1583 rBV 121088 247926  9.11%  2.310%
12 6.989 1839 1850 1874 rBV2 50974 97674 3.59% 0.910%
13 7.317 1940 1952 1973 rBV 245081 434861 15.97% 4.051%
14  7.625 2035 2048 2070 rBvV2 28793 56431 2.07% 0.526%
15 7.973 2136 2156 2181 rBV 1641761 2722140 100.00% 25.359%

16 8.088 2182 2192 2228 rVB 215080 403408 14.82%
17 8.854 2418 2430 2451 rBV 271043 445518 16.37%
18 10.214 2843 2853 2870 rBv2 82338 132525 4.87%

wwRE bhw
N
w
v
R

19 11.246 3164 3174 3192 rBV 259077 402991 14.80% 754%
20 11.622 3279 3291 3313 rBV 247013 387901 14.25% 614%
21 12.886 3672 3684 3700 rBV5 51068 98398 3.61% ©.917%
22 13.037 3719 3731 3749 rBV5 46863 119968 4.41% 1.118%
23 13.432 3847 3854 3860 rBV8 15131 29925 1.10% 0.279%
24 13.477 3864 3868 3880 rVB7 32670 51944 1.91% ©0.484%
25 13.542 3881 3888 3906 rVB6 46668 84079 3.09% ©.783%
26 13.638 3907 3918 3928 rBV3 83242 169728 6.24%  1.581%
27 13.899 3990 3999 4013 rBV 261719 406082 14.92%  3.783%
28 14.091 4051 4059 4067 rVB5 52351 81926 3.01% ©.763%
29 14.371 4138 4146 4156 rBV5 53812 106110 3.90% 0.988%
30 14.506 4183 4188 4200 rVB3 84938 130260 4.79%  1.213%
31 14.651 4225 4233 4242 rBV 119716 167031 6.14% 1.556%
32 14.844 4284 4293 4302 rBV 370569 510450 18.75%  4.755%
33 14.892 4304 4308 4316 rVB4 36637 47837 1.76% 0.446%
34 15.416 4464 4471 4479 rBV 97160 130130 4.78% 1.212%
35 15.731 4560 4569 4578 rBV 146720 202241 7.43% 1.884%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/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\SFAMVTRO32622WMA .M
Title : TRACE VOA SFAM1.0
Sum of corrected areas: 10734614
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV025369.D\data.ms
1600000

1400000
1200000
1000000

800000
1.754
600000

400000

5.050 5.619

1.307 1.568709 3.886 4.352 6.069
b

200000 2.108

T | T T T \ 1 \ \ \ \
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: VV025369.D\data.ms
1600000 7.973
1400000
1200000
1000000
800000

600000

400000
7.317 8.854 11.246  11.622

.088
200000 /L 10214
6.989 7.625 '
0 ‘ /L

T T
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: VV025369.D\data.ms
1600000

1400000

1200000

1000000

800000

600000

400000

200000

13%

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

12.8B%037

0 T ‘ T
Time--> 12.50

T ‘ T
13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
12.886 1.22 ug/L 98398 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Dodecane 170 C12H26 000112-40-3 93
3 Undecane 156 C1l1H24 001120-21-4 86
4 Dodecane 170 C12H26 000112-40-3 81
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 3684 (12.886 min): VV025369.D\data.ms (-3672) (- m/z 57.10 100.00%

57.1
5000 851
= —
39
‘m 91127 2 ‘ 16?3 12.50 13.00 .
0+ ‘HM“JW“”M‘q“““HH‘ m/z 43.05 79.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45478: Dodecane
57.0
5000 0 T
85.0 12.50 13.00
m/z 71.10 61.23%
29.0
O T ‘ \‘\‘\ T ‘ \ T \UU‘ T \“} T “1‘\ T \H‘ \:L\llz‘-\o‘ \‘\ \1\4‘1\.(\)\ T ‘]\.7\?'9‘
m/z--> 60 80 100 120 140 160
Abundance #45480: Dodecane
57.0
MoDacperd 1
12.50 13.00
5000 ITI/Z 41.05 50.32%
85.0
290 170.0
112.0 .
0 "w‘MM"u"m"ﬂ;wdu“w“w“m‘?ﬁ¥9““m“
m/z--> 40 60 80 100 120 140 160
Abundance #33080: Undecane T ——
57.0 12.50 13.00
m/z 85.10 39.42%
5000
85.0
29.0
156.0
0 HW\“H_H B I e B N NP LA L OV
m/z--> 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\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
13.037 1.49 ug/L 119968 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58
2 Nonane, 3-methyl- 142 C1eH22 005911-04-6 50
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 50
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 50
Abundance Scan 3731 (13.037 min): VV025369.D\data.ms (-3719) (- m/z 57.10 100.00%
57.1
5000
81.0 166.2 R w
36 113.2 1401‘ ‘ 13.00
0! | bl e TS L m/z 43.05  46.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 e :
13.00
m/z 71.10 45.43%
29.0 ‘ 98.0
O\\\‘\H‘\\“‘\\\‘ “\\H}\“H\\\““\\1‘\‘\\\]-\4"].\.\0\\‘\\\%‘8\4.\.(\)
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22077: Nonane, 3-methyl-
57.0
Bacuuerd -t ‘
13.00
5000 m/z 41.05 43.44%
29.0 112.0
b 480 ] w0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl- —
57.0 13.00
m/z 55.05 31.48%
5000
29.0
98.0
oHW‘;HMMHH“H;?-Rm‘mh_“1““1;9”‘199;9_” ——
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 Cyclohexane, (cyclopentylme... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.477 0.64 ug/L 51944  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (cyclopentylmethyl)- 166 C12H22 004431-89-4 64
2 Cyclohexanone, 2,2,5,5-tetrameth... 166 C11H180 035505-97-6 59
3 Cyclohexane, hexyl- 168 C12H24 004292-75-5 58
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 47
5 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 47

Abundance Scan 3868 (13.477 min): VV025369.D\data.ms (-3864) (-  m/z 82.10 100.00%

551 821
5000
168.2 o
1091 oo, 13.50
0 m/z 83.15 96.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41555: Cyclohexane, (cyclopentylmethyl)-
83.0
55.0
5000 RN
13.50
- 0 100.0 166.0 m/z 55.10  91.13%
O’ HH‘\\“\\‘ 138.0
m/z--> 80 100 120 140 160 180
Abundance #41451: Cyclohexanone, 2,2,5,5-tetramethyl-3-methylene
82.0
—
13.50
m/z 67.05 44.25%
5000 41.0
166.0
15.0 110.0
0! 28l 2380 1 L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43498: Cyclohexane, hexyl- T
55.0 3.0 13.50
m/z 81.10 40.53%
5000
29.0 ‘ 168.0
PN 0 = O .
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.542 1.04 ug/L 84079  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 43
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 43
3 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 43
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 43
5 10-Methylnonadecane 282 C20H42 056862-62-5 38

Abundance Scan 3888 (13.542 min): VV025369.D\data.ms (-3881) (-~ m/z 57.10 100.00%

57.1
5000 85.1
1372 166.2 L ‘
35, 131 13.50
0 et L m/z 43,100 92.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59048: Dodecane, 2-methyl-
57.0
85.0
5000 T 1
13.50
29.0 141.0 m/z 41.05 69.15%
‘ ‘ | 113.0 ‘ 169.0
O\\\‘\‘\\\“}\\H“\‘\H}\“!“\\\H‘\\w‘\‘\‘\\\l‘\\\\‘\\‘\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59049: Undecane, 2,3-dimethyl-
43.0
e
71.0 13.50
5000 ITI/Z 71.10 60.01%
99.0 140.0
N 1 e T Y.
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59080: Decane, 2,3,6-trimethyl- e
43.0 13.50
m/z 85.10 51.60%
71.0
5000
‘ 99.0 141.0
obozzd b L L 2l
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.638 2.11 ug/L 169728 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 80
2 Decane, 2-methyl- 156 C11H24 006975-98-0 78
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 78
4 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 64
5 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 64
Abundance Scan 3918 (13.638 min): VV025369.D\data.ms (-3907) (- m/z 57.10 100.00%
57.1
- JJ
113.2 o =
85.1 H 1553 1839 13.50 14.00
| ENNERSSN— " ‘M““Mm_um‘m"mw;‘%‘??:? m/z 71.10  87.71%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 s )
112.0 13.50 14.00
m/z 43.10 54.83%
85.0
O \‘\\\\‘\\\\‘i‘}\\hh“\\‘M\“U\\\‘\\\‘\‘\\\\‘\1\5\\5.‘0\\\1\8‘\3;0\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #33087: Decane, 2-methyl-
43.0
= —
13.50 14.00
5000 710 m/z 41.10  38.74%
113.0
141.0
0L22
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl- — —
57.0 13.50 14.00
m/z 56.10  23.93%
5000
29.0‘ 113.0
85.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.899 5.04 ug/L 406082  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tridecane 184 C13H28 000629-50-5 93
3 Tridecane 184 C13H28 000629-50-5 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 86
Abundance Scan 3999 (13.899 min): VV025369.D\data.ms (-3990) (-  m/z 57.10 100.00%
57.1
‘ 13.50 14.00
1121 1412 184.3 : :
o‘H_m“‘;m!‘_“‘WIHJ\mumH“m_m‘m m/z 43.10 73.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59028: Tridecane
57.0
5000 85.0 T T
13.50 14.00
29.0 m/z 71.10 64.12%
Ll L 120 aeo s
0\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #59026: Tridecane
57.0
T —
13.50 14.00
5000 m/z 41.05 41.93%
29.0 85.0
), 120 a0 1840
om_m_m_m‘mwHu,uuH,m‘_m‘m
miz--> 60 80 100 120 140 160 180
Abundance #59029: Tridecane “ —
57.0 13.50 14.00
m/z 85.10 41.83%
5000
85.0
29.0
o Lm0 1m0 1sao
e P O
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.091 1.02 ug/L 81926 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 47
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 47
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 38
4 Undecane, 5-ethyl- 184 C13H28 017453-94-0 38
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 38

Abundance Scan 4059 (14.091 min): VV025369.D\data.ms (-4051) (-  m/z 57.10 100.00%
1

57
5000
N \
| 151.2 14.00
0‘H‘MmhﬂkLMMLqu‘WH‘WHH,HH,HH‘HH‘HHM‘HM‘HM m/z 71.10 42.27%
m/z--> 0 50 100150200250 300350400450500550600
Abundance #348482: Dotriacontyl heptafluorobutyrate
57.0
5000 = :
14.00
m/z 55.10 39.58%
9.0
ol J lfl ,,208.0278.0348.0 448.0 644.(
‘\HF[\H\’HH"HH‘\H\‘\H\‘\\H’HH’HH‘HH‘\H\‘HH‘HH‘\
m/z--> 0 50 100150200250 300350400450500550600
Abundance #74019: Tridecane, 6-methyl-
57.0
N \
14.00
5000 ITI/Z 41.10 38.86%
26.0
R e e e e e
m/z--> 0 50 100150200 250 300350400450 500550600
Abundance #59103: Decane, 6-ethyl-2-methyl- ——
57.0 14.00
m/z 97.10 33.96%
141.0
o+t ——
m/z--> 0 50 100150200 250 300350400450 500550 600 14.00

SFAMVTRO32622WMA.M Thu Apr 07 17:07:37 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 1,1'-Bicyclohexyl Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.371 1.32 ug/L 106110 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 81
2 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 81
3 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 58
4 Succinic acid, decyl trans-hex-3... 340 C20H3604 1000353-43-3 53
5 Adipic acid, di(trans-hex-3-enyl... 310 C18H3004 1000354-02-3 53

Abundance Scan 4146 (14.371 min): VV025369.D\data.ms (-4138) (-~ m/z 82.10 100.00%

82.1
5000 5ol
1652 14.00 14:50
125.1 : :
[ bbb e 205 m/z 83.10  52.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41527: 1,1'-Bicyclohexyl
82.0
55.0
5000 — ——
14.00 14.50
166.0 m/Z 55.10 50.40%
29.0
O \\\‘\U\\‘i“\\\“\‘\‘\‘\\““\\\\%929’\\]_\3\8’\0\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41526: 1,1'-Bicyclohexyl
82.0
— ——
14.00 14.50
5000 55.0 m/z 67.10 47.07%
166.0
cerpebeee e e e R TR e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41529: 1,1'-Bicyclohexyl “ T
82.0 14.00 14.50
m/z 41.05 39.73%
5000 41.0
166.0
0150H ‘h Al \1090 138.0
‘H‘H“_‘H“H‘_“W‘H‘W“W‘H‘,H‘w“u‘u“ — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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: Cyclic14.506 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.506 1.62 ug/L 130260 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 49
2 Cyclohexane, 2-propenyl- 124 COH16 002114-42-3 45
3 3-Methyl-1-[(1H)-1,2,4-triazol-1... 153 C7H11N30 064922-02-7 43
4 Cyclohexane, 1,1'-(1,2-ethanediy... 194 C14H26 003321-50-4 38
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 38

Abundance Scan 4188 (14.506 min): VV025369.D\data.ms (-4183) (-~ m/z 83.10 100.00%

57.1 831
5000
T \
| ‘ 113.2 155.2 18‘2'2 2070 14.50
0 bl bl b 290 s 57100 91.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56962: Heptylcyclohexane
83.0
5000 58.0 1 |
14.50
m/z 43.10 84.78%
182.0
29.0
O\\\‘\‘\‘\\““\\\“”‘\M‘\\“\“\\ih‘lew-;\l-.\(‘)\\:\L\4‘1\.\0\\‘HH“HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12168: Cyclohexane, 2-propenyl-
55.0 83.0
T 7 \
14.50
5000 ITI/Z 82.10 79.92%
27.0‘ 124.0
0\\\‘\H\\i“\\\”Mwl\Hi‘\‘\\‘1‘\H\‘\‘\H‘mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30566: 3-Methyl-1-[(1H)-1,2,4-triazol-1-ylJbutan-2-one e ‘
43.0 14.50
83.0 m/z 41.10 62.12%
- w
‘ h ‘ 154.0
0l e e e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.651 2.07 ug/L 167031 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 87
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 78
4 Octacosane 394 C28H58 000630-02-4 72
5 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 72

Abundance Scan 4233 (14.651 min): VV025369.D\data.ms (-4225) (- m/z 57.10 100.00%

57.1
5000
97.2 1272 14:50 15.00
183.3 : :
0 2 . S m/z 71.10  86.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 AL M
14.50 15.00
m/z 43.05 50.66%
28.0 97.0 127.0
O\‘\ﬁ\\‘\“\\‘ “H‘l\“l‘\\}M‘H”\‘\“\H‘\H\’\\:\Lﬁ\s\e‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14552: Heptane, 2,6-dimethyl-
43.0
e .
14.50 15.00
5000 m/z 85.10  39.16%
85.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- = P
57.0 14.50 15.00
m/z 41.10 29.34%
5000
27| 113.0
oo L L] 15401880 ossozmpc oo/ LS
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.

14.844 6.33 ug/L 510450 1,4-Dichlorobenzene-d4 11.246
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 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
4 Nonadecane 268 C19H40 000629-92-5 83
5 Tridecane 184 C13H28 000629-50-5 83

Abundance Scan 4293 (14.844 min): VV025369.D\data.ms (-4284) (- m/z 57.10 100.00%

57.1
5000
7.1 14%6 ide
T 1402 1982 ' :
0b— M““‘ b 2 m/z 43.10  72.84%
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
5000 2 5SS
14.50 15.00
m/z 71.10  66.83%
99.0
Ol\Sl\q‘\ ‘\“ ‘ “\ ‘!‘ \“‘\ ““ \H \%4}.‘0\ T \1\9?.(\) LI ‘ T T T 7T ‘ T T 7T
miz--> 50 100 150 200 250 300
Abundance #74006: Tetradecane
57.0
. e
14.50 15.00
5000 m/z 85.10  44.63%
L0 a0 ssso
L 0 P O AT ot
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester P ==
57.0 14.50 15.00
m/z 41.10 43.48%
5000
7.0
ol Ll a0 a0 2s20 s oL
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 unknown-02 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.892 0.59 ug/L 47837 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decyl heptyl ether 256 C17H360 1000406-39-1 46
2 Hexane, 1-(hexyloxy)-3-methyl- 200 C13H280 074421-18-4 35
3 7-Octene-2,4-dione 140 C8H1202 010151-22-1 25
4 cis-11-Hexadecenal 238 C16H300 053939-28-9 18
5 3-(But-3-enyl)-cyclohexanone 152 C10H160 003636-03-1 15
Abundance Scan 4308 (14.892 min): VV025369.D\data.ms (-4304) (- m/z 57.10 100.00%
5.1
97.1
5000
179.2
- ==
1901403 14.50 15.00
ol || g2082 9
0° R e R AT m/z 55.10 96.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #143658: Decyl heptyl ether
57.0
5000 — ——
14.50 15.00
85.0 m/z 43.10 71.55%
29.0 112.0
01’140.0171.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76047: Hexane, 1-(hexyloxy)-3-methyl-
43.0
— =
14.50 15.00
70.0 o
5000 m/z 97.10 66.69%
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21187: 7-Octene-2,4-dione “ T
43.0 85.0 14.50 15.00
m/z 41.1@ 57.99%
5000
112.0 140.0
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\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.

15.416 1.61 ug/L 130130 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 72

Abundance Scan 4471 (15.416 min): VV025369.D\data.ms (-4464) (-  m/z 57.10 100.00%

57.1
5000
99.0 P
L4 2 ase o
oMb b b o+ m/z 71.10  87.56%
miz--> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
5000 UL
15.50
m/z 43.10 86.97%
‘ 99.0
O T “\ ‘\“ “‘\ “H‘ \‘“‘\ h“ \H‘ \%4“]“’()‘\ ]\-8\3.\0‘ T T T T ‘2\6§.(\) T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
e
15.50
5000 ITI/Z 85.10 51.71%
127.0
ol by [0 .80
miz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo- —
57.0 15.50
m/z 41.10 42.22%
5000
99.0 1550
obr M b B0 e e, -
m/z--> 50 100 150 200 250 300 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.

15.731 2.51 ug/L 202241 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Pentadecane 212 C15H32 000629-62-9 96
3 Pentadecane 212 C15H32 000629-62-9 95
4 Pentacosane 352 C25H52 000629-99-2 91
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91

Abundance Scan 4569 (15.731 min): VV025369.D\data.ms (-4560) (-  m/z 57.05 100.00%
57.0

o T M\A
‘ 1550  16.00
113.1 : :
o"‘,H‘J,‘;‘wu“,n:”:‘,w‘lm”‘,uwh_Hulf“lulu‘l???‘““‘2“1‘2‘? m/z 43.05 75.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90190: Pentadecane
57.0
5000 — B
85.0 15.50 16.00
29.0 m/z 71.05 70.27%
\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90191: Pentadecane
57.0
— =
15.50 16.00
s000] 220 - m/z 85.10  46.60%
0 ‘ Il h (A M1130\1410 169.0 2120
\\\’\\\\’\\\\’\\\\’\‘\\\’\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90192: Pentadecane —1 e
57.0 15.50 16.00
m/z 41.10 40.96%
85.0
5000
290
113
oo b 03410 1690 2120 T Al
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025369.D

Acqg On : 06 Apr 2022 17:22
Operator : SY/MD

Sample : N2291-03

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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... 12.886 1.2 ug/L 98398 3 11.246 402991 5.0
(DEL) Alkane: S... 13.037 1.5 ug/L 119968 3 11.246 402991 5.0
Cyclohexane, (c... 13.477 0.6 ug/L 51944 3 11.246 402991 5.0
(DEL) Alkane: S. 13.542 1.0 ug/L 84079 3 11.246 402991 5.0
(DEL) Alkane: S 13.638 2.1 ug/L 169728 3 11.246 402991 5.0
(DEL) Alkane: S... 13.899 5.0 ug/L 406082 3 11.246 402991 5.0
unknown-01 14.091 1.0 ug/L 81926 3 11.246 402991 5.0
1,1'-Bicyclohexyl 14.371 1.3 ug/L 106110 3 11.246 402991 5.0
(DEL) Alkane: C... 14.506 1.6 ug/L 130260 3 11.246 402991 5.0
(DEL) Alkane: S... 14.651 2.1 ug/L 167031 3 11.246 402991 5.0
(DEL) Alkane: S... 14.844 6.3 ug/L 510450 3 11.246 402991 5.0
unknown-02 14.892 0.6 ug/L 47837 3 11.246 402991 5.0
(DEL) Alkane: S... 15.416 1.6 ug/L 130130 3 11.246 402991 5.0
(DEL) Alkane: S 15.731 2.5 ug/L 202241 3 11.246 402991 5.0
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