LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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: VV@29254.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.301 77 81 101 rVB 216677 272394 8.04% 1.104%
2 1.564 157 163 177 rVB 151912 180288 5.32% 0.731%
3 2.101 321 330 342 rVB 290122 413119 12.19% 1.674%
4 2.294 381 390 403 rBV 47703 94241  2.78% ©.382%
5 3.895 869 888 941 rBV2 116339 519329 15.32% 2.104%
6 4.336 1008 1025 1057 rBV 214318 540457 15.94%  2.190%
7 5.037 1225 1243 1276 rBV2 493615 1267672 37.40% 5.137%
8 5.609 1405 1421 1449 rBV 506361 1031187 30.42% 4.178%
9 6.063 1543 1562 1589 rBV 288403 601515 17.75% 2.437%
10 6.979 1832 1847 1864 rBV 147751 269294 7.94% 1.091%
11  7.307 1938 1949 1967 rVB 601717 1039057 30.65% 4.210%
12 7.616 2035 2045 2067 rVB 85492 149197 4.40% 0.605%
13 8.082 2178 2190 2223 rBV 668136 1232323 36.36% 4.994%
14  8.844 2415 2427 2452 rBV 689069 1136346 33.52% 4.605%
15 10.207 2833 2851 2865 rBV 214016 342749 10.11% 1.389%

16 11.239 3161 3172 3186 rBV 731955 1092582 32.23%
17 11.516 3246 3258 3273 rBV 96308 152624  4.50%
18 11.612 3276 3288 3307 rBV 575568 920471 27.16%

OO WO M
~N
w
[
R

19 11.734 3317 3326 3336 rBV 33284 58592 1.73% 237%
20 12.249 3472 3486 3500 rVB6 18843 49169 1.45% 199%
21 12.336 3505 3513 3530 rVB7 29204 61180 1.80% ©.248%
22 12.844 3663 3671 3694 rVB5 158129 387495 11.43% 1.570%
23 13.088 3741 3747 3762 rVB4 42130 80682 2.38% 0.327%
24 13.422 3843 3851 3861 rVB6 21901 33908 1.00% ©.137%
25 13.612 3899 3910 3929 rVB 171592 285036  8.41% 1.155%
26 14.805 4272 4281 4299 rVB2 157952 248667 7.34%  1.008%
27 14.892 4302 4308 4318 rVB3 26946 35774 1.06% ©0.145%
28 15.027 4344 4350 4360 rVB4 35449 51042 1.51% ©.207%
29 15.368 4445 4456 4497 rBV 1140684 1858953 54.84%  7.533%
30 15.696 4552 4558 4567 rBvV2 59999 81515 2.40% 0.330%

31 15.760 4568 4578 4604 rVV 2096620 3389664 100.00% 13.735%
32 15.927 4613 4630 4664 rBV 1766670 3137414 92.56% 12.713%
33 16.284 4733 4741 4751 rVB 117449 170751 5.04% 0.692%
34 16.368 4759 4767 4783 rVB 112920 179457 5.29% ©.727%
35 16.551 4813 4824 4835 rBV3 200162 401957 11.86% 1.629%

36 16.863 4913 4921 4935 rBV 166941 257483 7.60%  1.043%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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 17.043 4969 4977 4980 rBV 194631 252422  7.45% 1.023%
38 17.078 4981 4988 5006 rVV2 559810 1043432 30.78% 4.228%
39 17.168 5008 5016 5029 rVB 293203 446391 13.17% 1.809%
40 17.371 5071 5079 5090 rVB 191375 305013 9.00%  1.236%
41 17.461 5099 5107 5132 rVB 255069 452168 13.34% 1.832%

42 17.599 5142 5150 5165 rVB3 88658 155453 4.59% 0.630%

Sum of corrected areas: 24678463
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

Abundance TIC: VV029254.D\data.ms

2000000
1500000

1000000

500000 5.037 5.609

1.301 2.101
1.564 A - 4336 /L JL 6.063
895
2.294 A /k
0 N

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: VV029254.D\data.ms

2000000
1500000

1000000

11.239
8.082 8.844
7.307 11.612

500000

10.207
6.979 115

7.616
Y — A AR

T I —— — — ‘ ‘ ‘ = ‘
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: VV029254.D\data.ms

15.y60
15.927

2000000

1500000

15.368

1000000

500000

12.844 13.612 14.805
13.088 13422

T ‘ T T T T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00

T ‘ T T ‘ T T ‘ T T ‘ T
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\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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 2 Indane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.516 0.70 ug/L 152624  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 90
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
4 Indane 118 C9H1e 000496-11-7 74
5 Deltacyclene 118 C9H1e 007785-10-6 72

Abundance Scan 3258 (11.516 min): VV029254.D\data.ms (-3246) (- m/z 116.95 100.00%
11y7.0
5000
573 910 Lw 11.50
] Mmum“m“uH e 492070 nyz 118,00 58.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 e :
11.50
m/z 115.00  34.35%
390 630 1O
O\\]_\5\.‘0\\\\“.\\H\\““\“\\\“\\“\\“\\\!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
T T
11.50
5000 m/z 90.95 13.08%
39.0 63.0 91.0
B Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10198: Benzene, cyclopropyl- T
117.0 11.50
m/z 116.00 9.26%
5000 910
300 650 L‘% A
0“‘w“uu‘uquHJHHW“H‘ R AR o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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.
12.844 1.77 ug/L 387495 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecene 168 C12H24 000112-41-4 97
2 1-Dodecene 168 C12H24 000112-41-4 96
3 1-Decene 140 C10H20 000872-05-9 96
4 1-Undecanol 172 C11H240 000112-42-5 91
5 1-Dodecanol 186 C12H260 000112-53-8 91
Abundance Scan 3671 (12.844 min): VV029254.D\data.ms (-3663) (|  m/z 55.00 100.00%
55.0
83.0
5000
Lo 1250  13.00
140.0 168.1 : :
I - m!‘H‘!mm;m‘_m m/z 41.00 92.93%
m/z--> 20 40 60 80 100 120 140 160
Abundance #43465: 1-Dodecene
43.0
69.0
5000 = ——
97.0 12.50 13.00
m/z 43.00 87.38%
. 25, | 1250 168.0
\\\‘\\\\i\\\ \\\‘\\\\‘\h\\\i\\\\‘\}\\
miz--> 20 40 60 80 100 120 140 160
Abundance
55.0
= ——
83.0 12.50 13.00
m/z 70.00 84.51%
5000 29.0
111.0
0 140.0 168.0
A I B T
m/z--> 20 40 60 80 100 120 140 160
Abundance #20642: 1-Decene = ——
55.0 12.50 13.00
m/z 69.00  83.85%
5000 83.0
29.0
111.0
‘ | 140.0
ol SRR M N —— = —
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\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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 Benzo[c]thiophene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.612 1.30 ug/L 285036 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 95
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 93
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
5 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 91
Abundance Scan 3910 (13.612 min): VV029254.D\data.ms (-3899) (- m/z 133.95 100.00%
133.9
5000 J\\
. 13 50 14 00
390 630
Obrr 2 S 00 2071 s g9.ee 11.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17519: Benzolc]thiophene
134.0
5000 T
13 50 14.00
89.0 m/z 135.0 9.59%
63.0 H |
O\\\\‘\\\\‘\\\\“\‘\‘\\‘\\\\‘\}\\‘\\\w‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
134.0
P
13 50 14.00
5000 m/z 89.95 8.07%
e -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17521: Benzo[b]thiophene —
134.0 13 50 14.00
m/z 62.95 5.76%
5000
89.0
63.0
XIS S TS N s
m/z--> 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\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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 14
R.T. EstConc Area Relative to ISTD R.T.
14.805 1.14 ug/L 248667 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tetradecene, (E)- 196 C14H28 035953-54-9 98
2 1-Tetradecene 196 C14H28 001120-36-1 98
3 Cyclododecane 168 C12H24 000294-62-2 94
4 Cyclododecane 168 C12H24 000294-62-2 94
5 1-Tetradecene 196 C14H28 001120-36-1 92
Abundance Scan 4281 (14.805 min): VV029254.D\data.ms (-4272) (- | m/z 55.00 100.00%
g
550 83.0
5000
111.0
— ——
142.0
“ “ M0 1681 1060 14.50 15.00
(o} R L R B B R m/z 41.00 84.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71738: 2-Tetradecene, (E)-
55.0
5000 29.0 - T 7
83.0 14.50 15.00
m/z 69.00 82.54%
111.0
O ‘\ H \“ “ i 140.0 168.0 19‘6.0
\\\‘\\\\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
83.0 o ——
14.50 15.00
5000 m/z 83.00 81.85%
111.0
51150 140.0 168.0 196.0
R e E e A B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43470: Cyclododecane T -
55.0 14.50 15.00
m/z 43.00 81.22%
83.0
5000
29.0
‘ ‘ 140.0
0 e o T
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\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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 Tridecanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.368 8.51 ug/L 1858950 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanal 198 C13H260 010486-19-8 91
2 Dodecanal 184 C12H240 000112-54-9 91
3 Dodecanal 184 C12H240 000112-54-9 91
4 1,1-Dodecanediol, diacetate 286 C16H3004 056438-07-4 91
5 Tridecanal 198 C13H260 010486-19-8 90

Abundance Scan 4456 (15.368 min): VV029254.D\data.ms (-4445) (-] ' m/z 57.00 100.00%
57.0

5000
96.0
‘ T

\} b s

‘ L 15.00 15.50
| Lo 17512070 2690 1/ 41.00  78.09%

m/z--> 50 100 150 200 250
Abundance #73886: Tridecanal
57.0 jL
=— ——

5000
96.0 15.00 15.50
m/z 43.00 77 .45%

‘ 154.0
AL “H“n‘ e
m/z--> 50 100 150 200 250
Abundance
41.0 jL
‘ = —

o

o

82.0 15.00 15.50
5000 m/z 55.00 71.24%
140.0
R B —
m/z--> 50 100 150 200 250
Abundance #58868: Dodecanal —_——
43.0 15.00 15.50

m/z 82.00 65.78%

5000 82.0 [t
140.0
0 ‘\ L LT 1800 — SN -

miz--> 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\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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 Dodecane, 1-chloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.760  15.51 ug/L 3389660 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 98
2 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 91
3 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 89
4 1-Chloroundecane 190 C11H23Cl 002473-03-2 80
5 Decane, 1-chloro- 176 C1leH21Cl 001002-69-3 72
Abundance Scan 4578 (15.760 min): VV029254.D\data.ms (-4568) (- m/z 91.00 100.00%
91.0
57.0
5000
— —
| ‘ H ‘210 ‘ 15.50 16.00
ol A4l 1210 1681 2041 2529282 1/, 57.00  77.99%
miz-> 50 100 150 200 250
Abundance #79822: Dodecane, 1-chloro-
91.0
5000 — ——
15.50 16.00
m/z 43.00 72.65%
ZTO ‘ ‘ ‘
0 \‘\ H“H‘\‘H! ‘\“ \‘ “‘”FI\TZ‘\:L.\O\ :I‘-6\1\0\ \2(‘)4\0\ LA B
miz--> 50 100 150 200 250
Abundance
43.0
91.0 JL
— —
15.50 16.00
5000 m/z 55.00 57.24%
0 125.0 168.0 204.0
— e T
miz--> 50 100 150 200 250 J\\
Abundance #79824: Dodecane, 1-chloro- = T
43.0 15.50 16.00
91.0 m/z 41.00 52.91%
5000
ok ““ LM»!‘ M 4210 1610 2040 — _—
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 : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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 (DEL) Alkane: Cyclicl5.927 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.927 14.36 ug/L 3137410 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 97
2 Cyclododecane 168 C12H24 000294-62-2 96
3 1-Decene 140 C10H20 000872-05-9 95
4 Cyclopropane, nonyl- 168 C12H24 074663-85-7 95
5 Cyclooctane, 1,2-dimethyl- 140 C10H20 013151-94-5 95
Abundance Scan 4630 (15.927 min): VV029254.D\data.ms (-4613) (- m/z 55.00 100.00%
55.0
97.0
5000
—
‘ | ‘ ‘ 140.0 16.00
ol ML o | 17692070 281 7 69.00  89.39%
miz-> 50 100 150 200 250
Abundance #43467: Cyclododecane
55.0
5000 97.0 T
16.00
‘ ‘ 168.0 m/z 83.00 76.43%
01\5.\()“\ L “ ‘\ H \“\ “‘ 1‘1\2‘Z.q ‘ T ‘\ T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
55.0
—=
16.00
5000 97.0 m/z 43.00 74.81%
140.0
015.0
— T — —
miz--> 50 100 150 200 250
Abundance #20642: 1-Decene —
55.0 16.00
m/z 70.00 74.04%
140.0
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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 Benzene, (1-butylhexyl)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.284 0.78 ug/L 176751 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-butylhexyl)- 218 C16H26 004537-11-5 94
2 Benzene, (1-butylhexyl)- 218 C16H26 004537-11-5 91
3 Benzene, (1-butyloctyl)- 246 C18H30 002719-63-3 53
4 Benzene, (5-iodopentyl)- 274 C11H15I 099858-37-4 40
5 Benzene, (1-butyloctyl)- 246 C18H30 002719-63-3 40
Abundance Scan 4741 (16.284 min): VV029254.D\data.ms (-4733) (|  m/z 91.00 100.00%
91.0
- k\“«vmj\j\v\/kNAVv
170 1600 1650
41.0 218.2 , : :
o‘,HH‘mH_w_‘1w‘!‘uw‘w‘L“““1‘7‘99“_m‘w,”w?ﬁ?;: m/z 147.00 17.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96883: Benzene, (1-butylhexyl)-
91.0
5000 e Sash.
16.00 16.50
147.0 m/z 105.80  12.60%
29.0 218.0
0\’\‘\‘\\““\?\8“9\\h‘\\1\“”\\‘\“\\\\‘\LH“‘\\H‘\H.\‘\\H“HH’HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
—— —
16.00 16.50
5000 m/z 161.10 11.45%
147.0
0 41.0 176.0 2180
T T T T o e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131081: Benzene, (1-butyloctyl)- e ‘ ‘”VJV“
91.0 16.00 16.50
m/z 91.95 8.10%
5000
147.0
41.0
0 | M | ‘\‘ I “w 18\9.0 246'0
e e e e e o F
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 : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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

Peak Number 1@ Benzene, (1-propylheptyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.368 0.82 ug/L 179457 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-propylheptyl)- 218 C16H26 004537-12-6 91
2 Benzene, (1-propylnonyl)- 246 C18H30 002719-64-4 64
3 Benzene, (1-propylheptadecyl)- 358 C26H46 002400-03-5 64
4 Benzene, (1-propyloctyl)- 232 C17H28 004536-86-1 64
5 Benzene, (1-propyldecyl)- 260 C19H32 004534-51-4 64
Abundance Scan 4767 (16.368 min): VV029254.D\data.ms (-4759) (- m/z 91.00 100.00%
91.0
- JUULJ
133.0 — =
175.1 218.2 16.00 16.50
Ll T 2o P
o SR m/z 133.00 22.93%
miz--> 50 100 150 200 250 300 350
Abundance #96888: Benzene, (1-propylheptyl)-
91.0
5000 sas o
16.00 16.50
133.0 m/z 105.00 11.06%
41.0 | 17§0 218.0
O\“\\M“\\\\“\‘\\‘\‘\\\\‘\‘\\\‘\\\\‘\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance
91.0
— L5
16.00 16.50
5000 m/z 175.05 9.11%
133.0
41.0 203.0 246.0
0L e e e
m/z--> 50 100 150 200 250 300 350
Abundance #268279: Benzene, (1-propylheptadecyl)- R e a1 pabs A
91.0 16.00 16.50
m/z 91.95 8.66%
5000 133.0
43.0
0 ‘\“ |l 1750217.0 2500 3150 358.
e Fo e
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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 Benzene, (1l-ethyloctyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.551 1.84 ug/L 401957 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1l-ethyloctyl)- 218 C16H26 004621-36-7 90
2 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 52
3 Benzene, (1-ethyldecyl)- 246 C18H30 002400-00-2 50
4 Benzene, (1-ethyldecyl)- 246 C18H30 002400-00-2 50
5 Benzeneacetaldehyde, .alpha.-ethyl- 148 C10H120 002439-43-2 43
Abundance Scan 4824 (16.551 min): VV029254.D\data.ms (-4813) (- m/z 91.00 100.00%
91.0
- M
57.0 U \
“‘ 134.9 189.1218.2 16.50
owW‘H"‘ukWw‘w‘_H‘U_m_m_Mm“_H‘%??‘?’?ﬁgf m/z 119.00  39.81%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96882: Benzene, (1-ethyloctyl)-
91.0
5000 — :
16.50
m/z 57.00 17.83%
41.0
| 120.0 189.0218.0
O\‘HH‘HH‘HH‘H\‘\H‘\“\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
N T
16.50
5000 ITI/Z 43.00 17.55%
41.0 120.0 161.0 203.02320
B N i ———
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131077: Benzene, (1-ethyldecyl)- —— ‘
91.0 16.50
m/z 41.00 16.66%
5000
41.0
ol il | 1330 1750 217:02460
R SO - P
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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 Benzene, (1-methylnonyl)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.863 1.18 ug/L 257483 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 93
2 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 87
3 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 74
4 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 53
5 2-Methylbenzylamine, N,N-dihexyl- 289 C20H35N 1000310-39-7 53
Abundance Scan 4921 (16.863 min): VV029254.D\data.ms (-4913) (- m/z 105.00 100.00%
105.0
- xjﬂVw/k\/ﬁmJ\xJ
1650  17.00
41.0 218.2 : :
o S— “‘7‘5‘9“ 1469 1890 |  257.1 m/z 91.00 15.38%
miz--> 50 100 150 200 250
Abundance #96886: Benzene, (1-methylnonyl)-
105.0
5000 - —
16.50 17.00
m/z 106.00 13.03%
41. 0 218.0
147.0
0 T T \ \M ‘ T T p\ \‘ “‘\ T T T ‘ T T T T ‘ T ‘\ T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
105.0
. =
16.50 17.00
5000 m/z 218.20 7.21%
218.0
ol M0 710 147.0
T T e
m/iz--> 50 100 150 200 250
Abundance #114094: Benzene, (1-methyldecyl)- = —
105.0 16.50 17.00
m/z 104.00 4.91%
232.0
o 650, | | 1470 1900 "7
‘ e T P Y
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 : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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 Benzene, (1l-pentylhexyl)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.043 1.16 ug/L 252422  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-pentylhexyl)- 232 C17H28 004537-14-8 91
2 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 52
3 Benzene, (1-butylhexyl)- 218 C1l6H26 004537-11-5 38
4 Benzene, (1-ethylbutyl)- 162 C12H18 004468-42-2 35
5 Benzene, (1-pentylheptyl)- 246 C18H30 002719-62-2 33
Abundance Scan 4977 (17.043 min): VV029254.D\data.ms (-4969) (- m/z 91.00 100.00%
91.0
161.1 — :
41.0 232.2 17.00
Ok 4280 L 203072649 161 a5 25.00%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114090: Benzene, (1-pentylhexyl)-
91.0
5000 — :
17.00
41.0 161.0 m/z 105.00  13.49%
0\‘\‘\‘H“‘H\‘\‘HH‘H‘\‘1‘%\%?‘\0\\‘H\\“‘\H\]‘_\g\(\)\.(‘)\\\\‘2\3\}2\.‘(\)\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
RN T
17.00
5000 m/z 104.00 8.48%
41.0 1200 161.0 203.02320
B A i M ——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96883: Benzene, (1-butylhexyl)- = ‘
91.0 17.00
m/z 92.00 8.44%
5000
147.0
218.0
000 ||| 1s0®®0 |
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 : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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

Peak Number 14 Benzene, (1-butylheptyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.078 4.78 ug/L 1043430 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-butylheptyl)- 232 C17H28 004537-15-9 60
2 1H-Tetrazol-5-amine, N-(phenylme... 175 C8H9N5 014832-58-7 32
3 Phenylacetic acid, dodec-9-ynyl ... 300 C20H2802 1000282-91-4 32
4 Phenethyl isocyanate 147 C9H9ONO 001943-82-4 22
5 Benzene, (1,1-diethylpropyl)- 176 C13H20 004170-84-7 12

Abundance Scan 4988 (17.078 min): VV029254.D\data.ms (-4981) (- m/z 91.00 100.00%

91.0
5000
57.0 147.1
175.1 — :
il [ 2
O et bl bt bbb 2828 m/z 57.00 33.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114091: Benzene, (1-butylheptyl)-
91.0
5000 — |
17.00
1470 m/z 147.05 32.57%
0\’HH‘\\\\‘\\H‘\\\\‘\\\\‘\H\‘\\\\‘HH‘HH‘HH‘HH‘\H\’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
N \
17.00
5000 m/z 43.00 31.64%
147.0
39.0 175.0
O e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #200005: Phenylacetic acid, dodec-9-ynyl ester —— ‘
91.0 17.00

m/z 41.00  29.20%

5000 55.0

137.0
26,0 Ao 190.0 233.0 271.0
Mtk 2200 2330 2710

m/z--> 20 40 60 80 100 120140160180200220240260280 17.00

é
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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 Benzene, (1-propyloctyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.168 2.04 ug/L 446391 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-propyloctyl)- 232 C17H28 004536-86-1 95
2 Benzene, (1-propyldecyl)- 260 C19H32 004534-51-4 72
3 Benzene, (1-propylnonyl)- 246 C18H30 002719-64-4 56
4 Benzene, (1-propylheptyl)- 218 C1l6H26 004537-12-6 53
5 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 49
Abundance Scan 5016 (17.168 min): VV029254.D\data.ms (-5008) (- m/z 91.00 100.00%
91.0
5000
133.0
—F— =
41.0 ‘ 189.1 232.2 284.( 17.00 17.50
Obrprrrfrest etk et e b eeons | m/z 133.08 27.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114092: Benzene, (1-propyloctyl)-
91.0
5000 e =
17.00 17.50
133.0 m/z 105.00 11.00%
41.0 | ‘ 1890 2320
0 \‘\‘\‘H‘“\H‘\‘HH‘H \HH\“H\‘\‘HH‘HH‘HH‘\H\‘H}\‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
= =
17.00 17.50
5000 m/z 91.95 8.58%
133.0
0 41.0 162.0 2170 260.0
T T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131085: Benzene, (1-propylnonyl)- T 7
91.0 17.00 17.50
m/z 189.10 7.97%
5000
133.0
o de20 2030 2460
e e e e e P e
m/z--> 20 40 60 80 100120140160180200220240260280 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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 Benzene, (1-ethylnonyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.371 1.40 ug/L 305013 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 78
2 Benzene, (1l-ethyloctyl)- 218 C16H26 004621-36-7 64
3 Benzene, (1-ethyldecyl)- 246 C18H30 002400-00-2 64
4 Hexane, 3,4-diphenyl- 238 C18H22 005789-31-1 53
5 Aziridine, 1-phenyl- 119 C8HSN 000696-18-4 50
Abundance Scan 5079 (17.371 min): VV029254.D\data.ms (-5071) (| m/z 91.00 100.00%
91.0
- M
2032 1700 1720 1740
41.0 329 232.2 . . .
O oottt 2620 L 2BLO s 119,00 42.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114089: Benzene, (1-ethylnonyl)-
91.0
5000 LI LA L L B B B
17.00 17.20 17.40
m/z 105.00 11.41%
41“0 120.0 1610 203. 02320
0 \‘HH‘\\\\‘\\H‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\H\‘H\\’HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
BRI
17.00 17.20 17.40
5000 m/z 203.15 10.49%
41.0
120.0 189.0218.0
N MR KM
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131077: Benzene, (1-ethyldecyl)- R R
91.0 17.00 17.20 17.40
m/z 232.20 7.89%
5000
41.0
oy | 1330 4750 21702460
B SN Mo R R R R
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 : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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 Tetradecane, 1-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.461 2.07 ug/L 452168 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 97
2 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 94
3 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 94
4 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 91
5 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 64
Abundance Scan 5107 (17.461 min): VV029254.D\data.ms (-5099) (| m/z 57.00 100.00%
57.0
91.0
5000
‘ “‘1‘7‘2‘0”1‘7‘4‘0”“‘
133.0 : :
ol : H”!‘w““““““““‘ S Lra02070 2649 0y, 91.60  81.63%
miz-> 50 100 150 200 250
Abundance #113919: Tetradecane, 1-chloro-
57.0
91.0
5000 L L B I B B B
17.20 17.40
m/z 43.00  79.30%
0 \zwa\\o‘\“ ‘”“\ “!‘ \M \“ ‘h‘ “\h %3\3\0‘ \17\5\.0\ T %3\2-\0‘ T
m/z--> 50 100 150 200 250
Abundance
57.0
91.0 N
17.20 17.40
5000 m/z 55.00 67.67%
0 26.0 133.0 175.0 232.0
i e R e B e S
miz--> 50 100 150 200 250
Abundance #113920: Tetradecane, 1-chloro- B R B
57.0 17.20 17.40
91.0 m/z 41.00 59.37%
h M
obsol | 11L10 as0 a0 VLV
m/z--> 50 100 150 200 250 17.20 17.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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

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: Cyclicl17.599 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.599 0.71 ug/L 155453  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 96
2 1-Tetradecene 196 C14H28 001120-36-1 95
3 1-Tetradecene 196 C14H28 001120-36-1 95
4 Cyclotetradecane 196 C14H28 000295-17-0 94
5 Cyclododecane 168 C12H24 000294-62-2 94
Abundance Scan 5150 (17.599 min): VV029254.D\data.ms (-5142) (- m/z 55.00 100.00%
55.0
97.0
5000
R EAAREnE R
‘ | H 45,1681 207.0 250.9 282 1720 17.40 17.60
ol AL L | 138270 | 2509282¢ 6900 94.36%
miz-> 50 100 150 200 250
Abundance #43471: Cyclododecane
55.0
5000 LA L O L L B B
97.0 17.20 17.40 17.60
m/z 83.00 85.68%
ININRS
01\5-\0\ } “‘ T H \“\ “‘ }‘ \h\ ‘1 ‘ T ‘\ T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
43.0
R AaREREE R
17.20 17.40 17.60
5000 830 m/z 41.00  73.26%
125.0 196.0
o e b e e
miz--> 50 100 150 200 250
Abundance #71726: 1-Tetradecene I A S
41.0 17.20 17.40 17.60
m/z 43.00 70.16%
83.0
5000
Ll s
ob— b udd . e
m/z--> 50 100 150 200 250 17.20 17.40 17.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029254.D

Acqg On : 21 Nov 2022 03:49
Operator : SY/MD

Sample : N5725-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 44 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|
Indane 11.516 0.7 ug/L 152624 3 11.239 1092580 5.0
(DEL) Alkane: S... 12.844 1.8 ug/L 387495 3 11.239 1092580 5.0
Benzo[c]thiophene 13.612 1.3 wug/L 285036 3 11.239 1092580 5.0
(DEL) Alkane: S... 14.805 1.1 ug/L 248667 3 11.239 1092580 5.0
Tridecanal 15.368 8.5 ug/L 1858950 3 11.239 1092580 5.0
Dodecane, 1-chl... 15.760 15.5 ug/L 3389660 3 11.239 1092580 5.0
(DEL) Alkane: C... 15.927 14.4 ug/L 3137410 3 11.239 1092580 5.0
Benzene, (1-but... 16.284 0.8 ug/L 170751 3 11.239 1092580 5.0
Benzene, (1-pro... 16.368 0.8 ug/L 179457 3 11.239 1092580 5.0
Benzene, (1-eth... 16.551 1.8 ug/L 401957 3 11.239 1092580 5.0
Benzene, (1-met... 16.863 1.2 ug/L 257483 3 11.239 1092580 5.0
Benzene, (1-pen... 17.043 1.2 ug/L 252422 3 11.239 1092580 5.0
Benzene, (1-but... 17.078 4.8 ug/L 1043430 3 11.239 1092580 5.0
Benzene, (1-pro... 17.168 2.0 ug/L 446391 3 11.239 1092580 5.0
Benzene, (1-eth... 17.371 1.4 ug/L 305013 3 11.239 1092580 5.0
Tetradecane, 1-... 17.461 2.1 ug/L 452168 3 11.239 1092580 5.0
(DEL) Alkane: C... 17.599 0.7 ug/L 155453 3 11.239 1092580 5.0
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