LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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@25383.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e5 14 20 38 rVB 1552851 1400152 96.53%  7.855%
2 1.211 47 53 66 rBv 102629 102561 7.07% 0.575%
3 1.291 70 78 88 rBV2 1077085 1450446 100.00% 8.137%
4 1.349 93 96 103 rw 46008 45387 3.13% ©0.255%
5 1.41e 106 115 134 rVB 177614 211674 14.59%  1.188%
6 1.568 154 164 175 rVV2 125695 173065 11.93% 0.971%
7 1.635 178 185 200 rVB 69198 87531 6.03% 0.491%
8 1.776 219 227 234 rBV 178387 223403 15.40% 1.253%
9 1.815 234 241 260 rVB3 122641 237890 16.40% 1.335%
10 1.905 260 269 277 rBV 21663 28609 1.97% 0.161%
11 1.986 284 294 302 rBV3 74370 105328 7.26% 0.591%
12 2.027 302 307 322 rVB3 13931 19365 1.34% 0.109%
13 2.117 324 335 346 rBV3 329913 558149 38.48% 3.131%
14 2.352 401 408 417 rVB 25558 39743  2.74%  0.223%
15 2.449 426 438 453 rBV6 16150 46798 3.23% 0.263%
16 2.941 583 591 609 rVB3 34210 70895 4.89% 0©.398%
17 3.188 643 668 687 rBV 143714 325677 22.45% 1.827%
18 3.902 879 890 900 rBV 72016 175285 12.08% 0.983%
19 4.342 1011 1027 1050 rVB2 104107 289782 19.98% 1.626%
20 4.596 1091 1106 1124 rVB4 18549 46746 3.22% 0.262%
21 5.043 1227 1245 1275 rBV2 230526 536189 36.97% 3.008%
22 5.619 1408 1424 1448 rBV 181840 371089 25.58% 2.082%
23 5.921 1503 1518 1536 rBV2 64029 138111 9.52% 0.775%
24  6.088 1555 1570 1593 rBV2 116029 245125 16.90% 1.375%
25 6.320 1632 1642 1662 rBv2 34038 71637 4.94%  0.402%
26 7.005 1843 1855 1878 rBV2 53568 101630 7.01% ©.570%
27  7.329 1944 1956 1971 rBV 245355 426015 29.37%  2.390%
28 7.403 1971 1979 1996 rVB 38940 71193 4.91% 0.399%
29 7.638 2041 2052 2069 rBV2 28695 52964 3.65% 0.297%
30 7.982 2137 2159 2177 rBvV2 79513 141564 9.76% 0.794%
31 8.107 2187 2198 2230 rBV 196655 416041 28.68% 2.334%
32 8.249 2231 2242 2276 rVB 385588 659105 45.44% 3.698%
33 8.857 2417 2431 2453 rBV 263467 438721 30.25% 2.461%
34 9.812 2717 2728 2752 rBV 111130 186624 12.87% 1.047%
35 10.217 2844 2854 2869 rBV2 82595 132427 9.13% 0.743%

36 10.718 3000 3010 3018 rBV 75161 109728 7.57% ©.616%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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
37 10.763 3018 3024 3039 rVB6 13964 25057 1.73% 0.141%
38 10.914 3064 3071 3076 rBV2 12287 17092 1.18% ©.096%
39 11.149 3133 3144 3161 rBV 230461 355942 24.54% 1.997%
40 11.249 3165 3175 3192 rVB 297078 462722 31.90% 2.596%
41 11.390 3208 3219 3224 rBv4 12223 20917 1.44% 0.117%
42 11.426 3224 3230 3240 rVB 14621 22484 1.55% 0.126%
43 11.622 3280 3291 3307 rVB 254339 404210 27.87% 2.268%
44 12.008 3397 3411 3429 rBV5 18829 39998 2.76% ©.224%
45 12.255 3476 3488 3498 rBvVS8 12775 26273 1.81% 0.147%
46 12.342 3502 3515 3530 rBvV 594070 887613 61.20% 4.980%
47 12.467 3546 3554 3559 rBV5 14265 20349 1.40% 0.114%
48 12.802 3647 3658 3667 rBV5 11011 21803 1.50% 0.122%
49 12.885 3671 3684 3701 rBV2 145472 263685 18.18% 1.479%
50 13.040 3720 3732 3749 rBV 133794 289180 19.94% 1.622%
51 13.262 3795 3801 3809 rBV9 17397 28811 1.99% 0.162%
52 13.429 3847 3853 3862 rBV6 56382 116515 8.03% 0.654%
53 13.541 3881 3888 3905 rVB4 115469 204661 14.11% 1.148%
54 13.638 3907 3918 3929 rBV3 244359 473688 32.66% 2.658%
55 13.898 3990 3999 4013 rBV 711499 1057176 72.89% 5.931%
56 14.091 4052 4059 4068 rVB4 128820 198747 13.70% 1.115%
57 14.371 4140 4146 4156 rBV9 75707 139555 9.62% ©.783%
58 14.506 4183 4188 4200 rVB3 209930 304863 21.02% 1.710%
59 14.586 4208 4213 4223 rVB2 118017 175142 12.08% 0.983%
60 14.651 4225 4233 4242 rBV 340241 470680 32.45% 2.641%
61 14.844 4284 4293 4302 rBV 903679 1206608 83.19% 6.769%
62 14.892 4303 4308 4315 rVB3 81702 104132 7.18% 0.584%
63 15.416 4463 4471 4479 rBvV2 232677 325990 22.48% 1.829%
64 15.731 4560 4569 4579 rVB 283342 379192 26.14% 2.127%
65 16.303 4743 4747 4757 rVB8 17964 26834 1.85% 0.151%
66 16.567 4822 4829 4841 rVB5 11760 17925 1.24% 0.101%
Sum of corrected areas: 17824493
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40722\

: VVe25383.D

: 07 Apr 2022 14:05

: SY/MD

: N2261-08

: 25mL/MSVOA_V/WATER
Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

TIC: VV025383.D\data.ms

.105

1.291

2.117

5.043

770

1.410 1
3 99&%%3@75 2.35249

5.619

3.188 4.342

2 088
2.941 4596 5,928 1% 6 220

3.902

0

Time-->

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.

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
TIC: VV025383.D\data.ms

\
8

8.249

11.249

1114 11.622

7.329 8.107

8.857
7.98 9.812 10.71

10.217

1 | ;

0+

Time-->

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

7-9\05 403 7.638 83014

11.00

12.00¢

8.00 8.50 9.00 9.50 10.00 10.50
TIC: VV025383.D\data.ms

T ! T
7.00 7.50 11.50 12.00

14.844

13.898

12.342

15.416 15.731

16.30316.567

Time-->

SFAMVTRO32622WMA.M Fri Apr 08 14:20:13 2022

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T ‘ T
13.00 13.50 14.00 14.50 15.00 15.50 16.00 17.50



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.165 18.87 ug/L 1400150 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7
Abundance  Scan 20 (1.105 min): VV025383.D\data.ms (-14) (-) m/z 41.05 100.00%
41.0
5000
M H - 1.101.201.301.401.50
O e e e e e m/z 39.05 77.79%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #61: Propene
41.0
5000
27.0 1.101.201.301.401.50
m/z 42.10 61.90%
10 180y | \‘
OHHHHH\H‘HH‘\H}‘HHiHHiHH‘HHH\H‘\M‘HH‘HH‘HH‘HH‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #62: Propene
41.0
BREasRaEREREEL SEREIEEE
1.101.201.301.401.50
5000 27.0 m/z 43.10 25.95%
2 180
O e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #64: Cyclopropane e e
42.0 1.101.201.301.401.50
m/z 44.05  25.45%
5000 27.0
14.0 ‘ 36
0HHHH‘HH‘HH‘\HHHH‘Huiu}\‘uu‘hu‘ F T T T ey,
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 23
R.T. EstConc Area Relative to ISTD R.T.
1.211 1.38 ug/L 102561 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Isobutane 58 C4H1e 000075-28-5 72
3 Isobutane 58 C4H1ie 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 59
Abundance  Scan 53 (1.211 min): VV025383.D\data.ms (-47) (-) m/z 43.10 100.00%
e A Biama o
‘ 571 . 120 1.40 1.60
-t m/z 41.05 49.34%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #266: Isobutane
43.0
5000 L L B B ) IR
270 1.20 140 1.60
' m/z 42.05 35.32%
15.0 ‘ L] 57.0
O\\\‘\\\\‘\\\\‘\\}}‘\\\}i\}\\‘\\\w‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #267: Isobutane
43.0
4
1.20 140 1.60
5000 m/z 39.00 22.16%
27.0
o L0 150 ‘M 870
e e e e
miz--> 0 10 20 30 40 50 60 70 80
Abundance #268: Isobutane I O A aman e
43.0 1.20 140 1.60
m/z 57.10 4.48%
5000
27.0
15.0
0 20 \‘ Wyl | | 57\\0
— et et N B I S
m/z--> 0 10 20 30 40 50 60 70 80 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 15
R.T. EstConc Area Relative to ISTD R.T.
1.410 2.85 ug/L 211674  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene 56 C4H8 000106-98-9 87
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 87
3 1-Butene 56 C4H8 000106-98-9 83
4 2-Butene, (Z)- 56 C4H8 000590-18-1 83
5 1-Butene 56 C4H8 000106-98-9 83
Abundance Scan 115 (1.410 min): VV025383.D\data.ms (-106) (-) m/z 41.05 100.00%

41.0
56.1
5000

1.20 1.40 1.60 1.80

O el 770940 4y 5610 67.74%
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #199: 1-Butene
41.0
5000 LN L L L B L B
se.0 1.20 1.40 1.60 1.80
28.0

m/z 39.05 39.87%

2.015-0‘
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #208: 1-Propene, 2-methyl-
41.0

1.20 1.40 1.60 1.80

o

5000 56.0 m/z 55.05 31.48%
28.0
2o I W
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #198: 1-Butene HWHWHWHW
41.0 1.20 1.40 1.60 1.80

m/z 53.05 11.93%

5000 56.0
28.0
20 15.0 H
0 """H""‘_m‘_‘u:}:‘H;m“‘_m_www‘_

m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
1.635 1.18 ug/L 87531 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 83
3 Pentane 72 C5H12 000109-66-0 64
4 Pentane 72 C5H12 000109-66-0 53
5 Oxirane, ethyl- 72 C4H80 000106-88-7 47
Abundance Scan 185 (1.635 min): VV025383.D\data.ms (-178) (-) m/z 43.10 100.00%
C o571
5000
‘ 721 1.40 1.60 1.80 2.00
Obrrrreererrrprre el 939 n/z a2.10 83.65%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #814: Butane, 2-methyl-
3.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 41.05 80.49%
72.0
0\H‘H\\‘H‘\\‘\H\‘H\H H\‘\H\‘\H\‘\\H‘\\H‘\\H‘HH‘H
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #813: Butane, 2-methyl-
43.0
o NmERREE S
57.0 1.40 1.60 1.80 2.00
5000 27.0 m/z 57.10 77.43%
ol o | 720
e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #809: Pentane
43.0 1.40 1.60 1.80 2.00
m/z 56.05 25.87%
5000
27.0 57.0 720
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 14
R.T. EstConc Area Relative to ISTD R.T.
1.770 3.01 ug/L 223403 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 81
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 76
3 1-Pentene 70 C5H10 000109-67-1 76
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 68
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64
Abundance Scan 227 (1.770 min): VV025383.D\data.ms (-219) (-) m/z 42.05 100.00%
42.0
55.0
70.0
5000
1.40 1.60 1.80 2.00
ol b e 920 sz 55,85 78.70%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
55.0
5000
700 1.40 1.60 1.80 2.00
29.0 m/z 70.05 51.89%
so | o)
0\\\‘\\\\‘\\\\‘\\\\‘\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #653: Cyclopropane, ethyl-
42.0
1.40 1.60 1.80 2.00
5000 55.0 m/z 41.05 47.42%
27.0 70.0
= )|
0t et e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene A e
42.0 1.40 1.60 1.80 2.00
m/z 39.00 39.79%
55.0
5000
27.0 70.0
15.0 ‘ ‘
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 12
R.T. EstConc Area Relative to ISTD R.T.
1.815 3.21 ug/L 237890 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 64
2 Pentane 72 C5H12 000109-66-0 58
3 1-Butanol, 3-methyl- 88 C5H120 000123-51-3 53
4 Pentane 72 C5H12 000109-66-0 53
5 Pentane 72 C5H12 000109-66-0 53
Abundance Scan 241 (1.815 min): VV025383.D\data.ms (-234) (-) m/z 43.10 100.00%
55.1
5000
70.1 A RRASRaL aaaneaE el
‘ ‘ 1.40 1.60 1.80 2.00 2.20
Ot bl ekl 810 980 7 42,10 65.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #809: Pentane
43.0
5000
1.40 1.60 1.80 2.00 2.20
. m/z 55.10 65.16%
27.0 57.0 220 /
0 H‘:\L\S\.Q‘H\“}“\\\1‘i\}\\‘\‘\M\‘\‘HH‘!H\‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #810: Pentane
43.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 41.05 60.99%
27.0
57.0 72.0
150 N R
Ottt e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2385: 1-Butanol, 3-methyl- R R S
42.0 55.0 1.40 1.60 1.80 2.00 2.20
m/z 39.00 30.76%
29.0
5000 70.0
Y S S 11 | N PR -1 £ R AR LREEESISEITANSE
m/z--> 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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: Cyclic1.986 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
1.986 1.42 ug/L 105328 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 87
2 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 87
3 2-Pentene, (E)- 70 C5H10 000646-04-8 83
4 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 81
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 80
Abundance Scan 294 (1.986 min): VV025383.D\data.ms (-284) (-) m/z 55.05 100.00%
55.
RmEREEE e
‘ | | 1.60 1.80 2.00 2.20 2.40
Ol ol 921 AISL /7 70010 41.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #658: Cyclopropane, 1,1-dimethyl-
55.0
5000 39.0
700 1.60 1.80 2.00 2.20 2.40
m/z 39.10  39.41%
0
O\H‘\\‘\\‘\\1}’\H‘l}\‘\\\“\\}\‘1\\\“H\\‘\H\‘\H\’\H\‘\\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #659: Cyclopropane, 1,1-dimethyl-
55.0
REARREEEEEETEE SR
1.60 1.80 2.00 2.20 2.40
5000 39.0 70.0 m/z 42.05 34.84%
15.0 ‘
omMMWWmmmewwwwmwuwmwwu

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #642: 2-Pentene, (E)-

55.0 1.60 1.80 2.00 2.20 2.40
m/z 41.05 23.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1.60 1.80 2.00 2.20 2.40

SFAMVTRO32622WMA.M Fri Apr 08 14:20:34 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 1-Buten-3-yne, 2-methyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
2.352 0.54 ug/L 39743 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 91
2 1,3-Cyclopentadiene 66 C5H6 000542-92-7 90
3 1,3-Cyclopentadiene 66 C5H6 000542-92-7 83

4 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 83
5 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 83

Abundance Scan 408 (2.352 min): VV025383.D\data.ms (-401) (-) m/z 66.05 100.00%

66.0
5000
39.0
e ERaRaREEEETaE
‘ 510 9.8 103.0 2.00 2.20 2.40 2.60
0 ‘H"‘H"Mml_wwpl“ bt /2 65,10 66.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #440: 1-Buten-3-yne, 2-methyl-
66.0
39.0
5000 \‘\\\\‘Tﬁ/\\‘\\\\’\\\\‘\
51.0 2.00 2.20 2.40 2.60

m/z 39.00 31.56%

27.0 ‘
\\\‘]\.'\5\(\)‘\f!“f‘\\\‘!‘\\\\“\\\\“H\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #433: 1,3-Cyclopentadiene
66.0

200220240260

o

39.0
ol 150 270, m‘ 510l
R T L B R
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #434: 1,3-Cyclopentadiene e A RmaEs B
66.0 2.00 2.20 2.40 2.60

m/z 63.05 11.20%

5000
39.0
27.0 | 510
0 a1 i

m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.00 2.20 2.40 2.60

SFAMVTRO32622WMA.M Fri Apr 08 14:20:35 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
2.449 0.63 ug/L 46798 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 87
2 Cyclopropane, 1l-ethyl-1-methyl- 84 C6H12 053778-43-1 80
3 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 74
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 72
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 72
Abundance Scan 438 (2.449 min): VV025383.D\data.ms (-426) (-) m/z 55.05 100.00%

55.0
5000
39.0 84.2

Ll 1050 1340 2.20 2.40 2.60 2.80
ol ol A m/z 69.05  82.52%

m/z--> 0 20 40 60 80 100 120
Abundance #1667: 1-Pentene, 3-methyl-
41.0
69.0
5000

2.20 2.40 2.60 2.80
m/z 41.05 63.56%

O 8$'0
miz--> 0O 20 40 60 80 100 120
Abundance #1710: Cyclopropane, 1-ethyl-1-methyl-
41.0

R R RREEE
69.0 2.20 2.40 2.60 2.80
5000 ITI/Z 56.00 36.50%
15.0 ‘
| | Al M‘\\ Ll 8"0
ol
miz--> 0 20 40 60 80 100 120
Abundance #1674: 1-Pentene, 3-methyl- e e e RAKRERE
55.0 2.20 2.40 2.60 2.80
m/z 84.20 33.26%
5000 27.0
84.0
m/z--> 0 20 40 60 80 100 120 2.20 2.40 2.60 2.80

SFAMVTRO32622WMA.M Fri Apr 08 14:20:37 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 1@ (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
2.941 0.96 ug/L 70895 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene 84 C6H12 000592-41-6 91
2 1-Hexene 84 C6H12 000592-41-6 91
3 1-Hexene 84 C6H12 000592-41-6 80
4 Hexane, 2-chloro- 120 C6H13Cl 000638-28-8 78
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
Abundance Scan 591 (2.941 min): VV025383.D\data.ms (-583) (-) m/z 56.10 100.00%
410 561 /\/W
5000
69.1
84.1
SESVAN WALVATY N
2.60 2.80 3.00 3.20
o el il m/z 41.05 86.32%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1640: 1-Hexene
410 50
27.0
5000 L L L L L B B O
84.0 2.60 2.80 3.00 3.20
69.0 ' m/z 55.10 66.50%
15.0
0 \H%.\O\H‘H‘H‘H‘\!‘\H}J\M\i‘\u ‘\‘H\‘\“HH‘H‘H‘HH‘H
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1639: 1-Hexene
41.0 56.0
LA mmaat R e
2.60 2.80 3.00 3.20
5000 m/z 42.05 52.56%
27.0
69.0 84.0
0 \\\‘\\\\‘]\-\5\'\0‘\\\1‘\\\1" R
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1642: 1-Hexene R AR RARERE
41.0 58.0 2.60 2.80 3.00 3.20
m/z 43.05 37.46%
27.0
h 1 \J\LV“jMLMJ\J\w&ﬂMVVVf
Ol rrrrrrrra et il 820 L e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20

SFAMVTRO32622WMA.M Fri Apr 08 14:20:37 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 Pentanal Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
6.320 0.97 ug/L 71637 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 86
2 Pentanal 86 C5H100 000110-62-3 78
3 Pentanal 86 C5H100 000110-62-3 72
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 64
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 45
Abundance Scan 1642 (6.320 min): VV025383.D\data.ms (-1632) (-) m/z 44.00 100.00%
44.0
5000 58.1
‘ ‘ 6.00 6.20 6.40 6.60
71.0 84.1 : ) : :
0““‘H““‘w“u1;1M‘Mﬂm““uuu“‘_w““u m/z 41.10 46.73%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
290 44.0
58.0
5000 MJ\\P“HH‘HH‘H(‘\TWH‘
6.00 6.20 6.40 6.60
m/z 58.10 42.26%
“ | H | 710 86.0
O\\\‘\\\\‘\\\\’\\\\‘\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1914: Pentanal
44.0
6.00 6.20 6.40 6.60
5000 290 58.0 m/z 57.10  35.05%
‘ ‘ 71.0  86.0
Y | U Y | S G
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal Cpee ey
44.0 6.00 6.20 6.40 6.60
29.0 m/z 39.00 23.90%
5000
58.0
15.0
o230 L Ll no e
m/z--> 10 20 30 40 50 60 70 80 90 6.00 6.20 6.40 6.60

SFAMVTRO32622WMA.M Fri Apr 08 14:20:38 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 Hexanal Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.249 7.51 ug/L 659105 Chlorobenzene-d5 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 95
2 Hexanal 100 C6H120 000066-25-1 90
3 Hexanal 100 C6H120 000066-25-1 86
4 Hexanal 100 C6H120 000066-25-1 83
5 Hexanal 100 C6H120 000066-25-1 83

Abundance Scan 2242 (8.249 min): VV025383.D\data.ms (-2231) (-) m/z 56.05 100.00%

44.0 56.0
5000
72.1

‘ ‘ 8.00 8.20 8.40 8.60
oy

H,w_wm:}! el J‘H“w“m?#lw??‘lw m/z 44.05 95.39%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 56.0

2000 8,00 8.20 8.40 8.60
29.0 72.0 '

m/z 41.05 80.70%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal
44.0
56.0

8.00 8.20 8.40 8.60
5000 21.0 m/z 57.10 68.76%

o

o

o

44

72.0
S 1 T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal

.0

8.00 8.20 8.40 8.60

56.0
m/z 43.05 59.34%
5000
27.0
72.0
oH,‘l?"gw:!_u“;l‘H"M;H““‘1“‘5“#‘9““1‘99‘9” SRS (YIS A SR
miz--> 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60

SFAMVTRO32622WMA.M Fri Apr

08 14:20:39 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 Heptanal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.812 2.13 ug/L 186624  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 96
2 Heptanal 114 C7H140 000111-71-7 96
3 Heptanal 114 C7H140 000111-71-7 95
4 Heptanal 114 C7H140 000111-71-7 90
5 Heptanal 114 C7H140 000111-71-7 46

Abundance Scan 2728 (9.812 min): VV025383.D\data.ms (-2717) (-) m/z 70.10 100.00%

70.1
44.0
57.1
5000
86.1

“ 9.50 1000
1Lyl 1

,,,1140 m/z 44.05 81.62%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8413: Heptanal
44.0
29.0 70.0
57.0

5000
950 10 00
m/z 41.05 81.27%

‘ ‘ 86.0
\\‘;\Q.\Q\\l\i‘\\\{}\\\‘\‘111’\\\\‘\\H“\\!\‘\\1\’\\\\‘\\4\(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptanal
41.0 70.0
55.0

o

o

9 50 10 00
27.
86.0
0 \\‘1\4\-\0\’\\}1‘\\\1}\ ‘w‘!!!,u“\‘ !\HH\‘!wué\g’-(\)u\l‘]\_ﬁ.(\)‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8414: Heptanal
44.0 9. 50 10 00

m/z 55.10 62.80%

27.0 70.0
5000 57.0
‘ 86.0
| e [T 9.0 1140

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1000

o

SFAMVTRO32622WMA.M Fri Apr 08 14:20:40 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 Furan, 2-pentyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.718 1.19 ug/L 109728 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-pentyl- 138 C9H140 003777-69-3 91
2 Furan, 2-pentyl- 138 C9H140 003777-69-3 83
3 Furan, 2-pentyl- 138 C9H140 003777-69-3 78
4 Cyclohexene,3-butyl- 138 C10H18 003983-07-1 56
5 2,3-Diazabicyclo[2.2.1]hept-2-en... 124 C7H12N2 071312-54-4 42
Abundance Scan 3010 (10.718 min): VV025383.D\data.ms (-3000) (- m/z 81.10 100.00%
81.1
5000
—— —
53‘-1 ‘ 1060 138.2 10.50 11.00
obr 382 el 220 L myz 82.10 22.96%
miz-> 20 40 60 80 100 120 140
Abundance #20157: Furan, 2-pentyl-
81.0
5000 —r ——
10.50 11.00
m/z 138.20 15.73%
o 530 138.0 /
O T \\‘\‘\.‘\ \“‘\ \‘\‘\ ‘ \W T “\ T \H\ ‘]TO\‘Q;O\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #20160: Furan, 2-pentyl-
81.0
A T ‘ T T ‘ T
10.50 11.00
5000 m/z 53.10 14.03%
27.0 53.0
0 \\\‘\M‘\\w\\wk ‘\w\\‘y\\wu‘%ng ‘\\%éﬁe\
miz--> 20 40 60 80 100 120 140
Abundance #20161: Furan, 2-pentyl- ey Pl
81.0 10.50 11.00
m/z 39.00 7.59%
5000
53.0 138.0
T NP . SR AN B U |
m/z--> 20 40 60 80 100 120 140 10.50 11.00

SFAMVTRO32622WMA.M Fri Apr 08 14:20:41 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 16 Octanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.149 3.85 ug/L 355942  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 97
2 Octanal 128 C8H160 000124-13-0 91
3 Octanal 128 C8H160 000124-13-0 87
4 Octanal 128 C8H160 000124-13-0 78
5 1-Hexene 84 C6H12 000592-41-6 43

Abundance Scan 3144 (11.149 m|n) VV025383.D\data.ms (-3133) (- m/z 57.10 100.00%

41.0 .
84.1
5000
= —
H 10‘01 1971 11.00 11.50
owHwWH;JmwuuwumluMm,uH“WJW,WW m/z 41.85 96.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14266: Octanal
43.0
29.0
57.0
5000 (o P
84.0 11.00 11.50
m/z 43.10 90.57%
‘\ ‘\ ‘ \‘\ \‘H\“ H‘ ]\-OPO\ 28.0
OH‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘\H’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0
= .
11.00 11.50
5000 20.0 m/z 56.10 77 .15%
100.0
PN O 1 O .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal Smfn rjy\7~4\
41.0 11.00 11.50
57.0 -
m/z 55.05 72.51%
84.0
5000
270
100.0
oH_m‘m‘wmlmN!H‘W‘HHWm,uwaw,w‘w i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50

SFAMVTRO32622WMA.M Fri Apr 08 14:20:42 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 17 Nonanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.342 9.59 ug/L 887613 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 91
4 Nonanal 142 C9H180 000124-19-6 83
5 Cycloheptane 98 C7H14 000291-64-5 43

Abundance Scan 3515 (12.342 min): VV025383.D\data.ms (-3502) (-  m/z 57.05 100.00%

57.0 ‘
41.0
5000
821 98.1
|
o‘m_m;m“ i ‘wmwwuwlﬁ‘zc?‘ n/z 41.05 78.83%
miz--> 20 40 100 120 140
Abundance #22961.N0nana
41.0 57.0
5000
82.0 938.0 12,00 12:50
m/z 56.05 61.09%
bl e
O\\\\‘Z\S‘\‘\\}\\‘\“\ ‘ ‘\H\\ ‘\\\\‘}\\\‘\\\
m/z--> 20 40 80 100 120 140
Abundance #22963.N0nana
57.0
41.0 = O]
1200 12.50
82.0
||
oww_l“;“”“‘ Lo 7 e
m/z--> 20 40 80 100 120 140
Abundance #22962: Nonanal
57.0 1200 1250
41.0 m/z 55.05 54.85%
5000
82.0 8.0
0, 130 L H 0 e
m/z--> 20 40 0 100 120 140 1200 1250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.885 2.85 ug/L 263685 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 80
3 Dodecane 170 C12H26 000112-40-3 80
4 Undecane 156 C11H24 001120-21-4 80
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 3684 (12.885 min): VV025383.D\data.ms (-3671) (- m/z 57.10 100.00%

57.1
5000
85.0
= o
12.50 13.00
1122 170.3
0 A m/z 43.05  74.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 =4 e
85.0 12.50 13.00
m/z 71.05 55.23%
290
L1120 aag 1700
O \\\‘\\\\‘\\\\‘\\\\“\\\\’\\\\‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
= -
12.50 13.00
5000 m/z 41.05  46.61%
85.0
290\\ h ‘ h\ ‘\\11\10 140.0 1680 213.0
0 H“w“_“w“H“H‘,Hw‘_“q“u,‘u“u“_“w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45481: Dodecane o —
57.0 12.50 13.00
m/z 85.05 35.86%
5000
85.0
290‘
113.0 170.0
e retheby e d ey L0 TR o)
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.040 3.12 ug/L 289180 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 76
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 76
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 70
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 58

Abundance Scan 3732 (13.040 min): VV025383.D\data.ms (-3720) (- m/z 57.05 100.00%
57.

0
5000
‘ 98.0 13.00 |
166.2 .
79 141.1
oHW?@*_m!mhhw ‘“M‘M““J‘l‘z,zr?wm‘_‘m‘m m/z 71.10 42.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 e :
13.00
200 98.0 m/z 43.10 39.88%
O\\‘\H‘\\“‘\\\‘H“\\“7\9‘.9\\\““\\1‘\’\\\].\4‘1\.\0\\‘\\\}‘8\4.;()\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
T T
13.00
5000 ITI/Z 41.05 31.26%
29-0‘ L 98.0
Obor i b 789 Tl 1410 1690
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl- ——
57.0 13.00
m/z 55.10 21.94%
5000
29.0
H 98.0
Ob i 4790 L 3410 1690 A
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\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.429 1.26 ug/L 116515 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 62
2 Decyl octyl ether 270 C18H380 1000406-38-3 59
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 52
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 50
5 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 50

Abundance Scan 3853 (13.429 min): VV025383.D\data.ms (-3847) (- m/z 57.10 100.00%
57.1

-

5000
98.2 T i3%d
39 125.1 .
153.2 182.2
01 7'“Hﬁ_‘w“$“‘p‘u“‘u‘wh“ m/z 71.10 44.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 ‘”A*“‘ T
13.50
98.0 m/z 43.10 43.77%

29.0 :
Ll _‘\\‘79.9 \ I 141.0 184.0

il
‘\\\‘\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #161354: Decyl octyl ether

57.0

-

.
13.50

5000 m/z 41.10 41.36%
83.0

29.0 112.0
L | 1400

miz--> 20 40 60 80 100 120 140 160 180

o

5

Abundance #59075: Undecane, 2,6-dimethyl- ——
57.0 13.50
m/z 55.10 36.07%
5000
29.0
98.0
0 “ ik ‘m 1799 | 141.0 169.0

e e
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\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

13.541 2.21 ug/L 204661 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 58
3 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 58
4 Hentriacontane 437 C31H64 000630-04-6 53
5 10-Methylnonadecane 282 C20H42 056862-62-5 52

Abundance Scan 3888 (13.541 min): VV025383.D\data.ms (-3881) (- m/z 57.10 100.00%
57.1

5000 85.1

é

‘ ‘ 113.1137-2 166.2 13.50
et e L m/z 43.10 90.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59048: Dodecane, 2-methyl-
57.0
85.0
T \

o

5000
13.50
29.0 141.0 m/z 71.10 62.76%
‘ ‘ | 113.0 ‘ 169.0
0\\\‘\‘\\\‘}\\‘\\H}\‘l‘\\\‘\\w‘\‘\‘\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
\/\\ \‘\ ‘
13.50
5000 85.0 m/z 41.10 52.33%
140.0
T A T e =
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59081: Decane, 2,3,7-trimethyl- —
43.0 13.50
71.0 m/z 85.10  46.57%
5000
e, e
o“wJH‘w‘u‘H“_‘JMH‘W‘H‘M"W‘H‘_‘H‘H‘W‘H‘ LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.638 5.12 ug/L 473688 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
2 Tridecane, 7-methyl- 198 C14H30 026730-14-3 80
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
4 Decane, 5-propyl- 184 C13H28 017312-62-8 59
5 1-Pentanol, 3-methyl-2-propyl- 144 CS9H200 054004-40-9 53

Abundance Scan 3918 (13.638 min): VV025383.D\data.ms (-3907) (- m/z 57.10 100.00%
57.1

- MJ\JL\
113.2 RN T
‘ | 85‘1 | 1552 108 13.50 14.00
bl S 1982 s 71010 9e.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 PhE L
13.50 14.00
m/z 43.10 57.56%
29.0
‘ ‘ g5 1130
0\\\‘\‘\\\‘\\\ ‘\\H}\‘\‘\\\‘\\f“\‘\\\]-\fz\\o\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
T -
13.50 14.00
5000 m/z 41.10 35.18%
112.0
0 M‘ |80 ] 13301550 1830
H‘_‘H“H‘_‘H“H‘_‘H“H‘_‘H“H‘_‘H“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl- —— —
57.0 13.50 14.00
m/z 56.10 25.53%
5000
29.0 85.0
N O RV L PN
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\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.898 11.42 ug/L 1057180 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 94
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 90
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 3999 (13.898 min): VV025383.D\data.ms (-3990) (-  m/z 57.10 100.00%
57.1

5000 85.1

32

13.50 14.00
1121 184.3
H‘_H“M”_“‘:wu‘uu”_m_‘1‘4‘1“2“,””‘wwww‘ m/z 43.10  73.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59028: Tridecane
57.0
—

o

5000 85.0 [
13.50 14.00
29.0 m/z 71.10 64.59%
\‘ \‘ H \‘ L ‘112 01410 18\4 0
0\\\‘\\\\‘}\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘1\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59026: Tridecane
57.0
— =
13.50 14.00
5000 m/z 85.10 42.17%
29.0 85.0
‘H‘H‘W‘H‘_‘H‘H‘w“H‘H‘W‘H‘V‘H‘H‘W‘H‘_‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178950: Carbonic acid, tetradecyl vinyl ester T T
57.0 13.50 14.00

m/z 41.10 40.90%

) | fAfwAwwfxﬂvAJ\ﬂvmvﬂ
2200 ‘ ‘\ M0 140016801960 241

oHWHwHHwWHwHH_HwHH,‘Mm:_m‘ww -

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\

Data File : VV@25383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.091 2.15 ug/L 198747 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 86
2 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 60
3 Tetratetracontane 619 C44H90 007098-22-8 43
4 Oxalic acid, 6-ethyloct-3-yl iso... 286 C16H3004 1010309-34-1 38
5 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 38

Abundance Scan 4059 (14.091 min): VV025383.D\data.ms (-4052) (-

m/z 57.10 100.00%

57.1
5000
T T
l"ilzm 050 14.00
ol b L LR8BS e m/z 71010 48.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #74019: Tridecane, 6-methyl-
57.0
5000 M :
14.00
26.0 m/z 41.10 36.14%
0 \“ J | 1980
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #74022: Dodecane, 2,5-dimethyl-
57.0
T T
14.00
5000 m/z 55.10 33.90%
126.0
ol LTI 1980
et e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T ‘
57.0 14.00
m/z 43.10 31.95%
- /L/\/
ol i £70197.0267.0337.0407.0 491.0562.0
P e e I e e e ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 25 1,1'-Bicyclohexyl Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.371 1.51 ug/L 139555 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 58
2 Succinic acid, nonyl trans-hex-3... 326 C19H3404 1000353-43-2 53
3 Succinic acid, dodecyl trans-hex... 368 C22H4004 1000353-43-5 50
4 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 49
5 Adipic acid, di(trans-hex-3-enyl... 310 C18H3004 1000354-02-3 47

Abundance Scan 4146 (14.371 min): VV025383.D\data.ms (-4140) (- m/z 82.10 100.00%

82.1
5000 41.0
166.2 ™ .
112.1 14.00 14.50
B P R - m/z 57.10 61.87%
miz--> 50 100 150 200 250
Abundance #41527: 1,1'-Bicyclohexyl
82.0
5000 7 Y
41.0 14.00 14.50
166.0 m/Z 83.10 50.65%
0 \M\ Lh ““\‘h\ “r‘\“‘ 9_2\3\0\ T | —— LA LA A
m/z--> 50 100 150 200 250
Abundance  #231790: Succinic acid, nonyl trans-hex-3-enyl ester
82.0
— —r
14.00 14.50
5000 m/z 67.10 48.10%
43.0 119.0
ol L b 2000 2480
miz--> 50 100 150 200 250
Abundance #277254: Succinic acid, dodecyl trans-hex-3-enyl ester P ——
82.0 14.00 14.50
m/z 71.10 45.74%
5000
119.0
41.0
0 | “\‘ ‘M L ‘ 169.0201.0 287'(
e 1 = e
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\

Data File : VV@25383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 26 (DEL) Alkane: Straight-Chai...

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.506 3.29 ug/L 304863 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 50
3 Succinic acid, 2-ethylhexyl tran... 312 C18H3204 1010391-11-6 47
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 45
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 38

Abundance Scan 4188 (14.506 min): VV025383.D\data.ms (-4183) (-
57.1

m/z 57.10 100.00%

83.1
5000
T \
‘ | ‘1131 15"52182 2 14.50
Ol rerrrrereebbotb sl st i e, m/z 43.10 96.66%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #74013: Tridecane, 2-methyl-
57.0
5000 o
85.0 14.50
20.0 m/z 83.10 73.38%
113.0 155.0
O\‘\\\\‘\‘\‘\\“‘\\\‘!‘\\H}\‘\\\\“\\\\‘\\\\‘\\\“\‘\\\]-\8‘\3\\0\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #74020: Tridecane, 2-methyl-
57.0
T \
14.50
5000 ITI/Z 71.10 59.65%
85.0
29.0 113.0 155.0
183.0
SELEE B O N
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #214539: Succinic acid, 2-ethylhexyl trans-hex-3-en-1-yl ( T |
82.0 14.50
m/z 82.10 56.65%
5000
55.0
119.0
ol 229 ‘ N 201.0 231.C
W‘H‘_“w‘u‘_“w‘H‘_"W‘H‘_“w‘u‘_“w‘u‘_“w —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 27 Sulfurous acid, butyl dodec... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.586 1.89 ug/L 175142  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 72
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Octacosane 394 C28H58 000630-02-4 59
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 59

Abundance Scan 4213 (14.586 min): VV025383.D\data.ms (-4208) (- m/z 57.10 100.00%
57.1

- \kaxjkAAfJ\\ﬁﬂAAA¥
169.2 L
14.50
bbbl b e m/z 71.10 50.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
5000 o :
14.50
m/z 43.10 48.59%
My 000
0‘\\JTT‘\‘ff‘\“\\d\%‘\‘g\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #132769: 2-Bromo dodecane
57.0
1
14.50
5000 ITI/Z 41.10 37.20%
169.0
o il T eag0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane 7 ‘
57.0 14.50
m/z 85.10 37.15%
5000
o HIH‘“27;9;97.0267.0337.0407.0 491.0 562.0
P N e -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50

SFAMVTRO32622WMA.M Fri Apr 08 14:20:57 2022

Page:

29



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\

Data File : VV@25383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 28 (DEL) Alkane: Straight-Chai...

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.651 5.09 ug/L 470680 1,4-Dichlorobenzene-d4 11.249
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 90
3 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 87
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
5 Octane, 2-methyl- 128 C9H20 003221-61-2 81

Abundance Scan 4233 (14.651 min): VV025383.D\data.ms (-4225) (-

m/z 57.10 100.00%

57.1
5000 85.1
1 5
127.2 14.50 15.00
Ol el b I A4l 1551 1833 2122 7o) 10 g7.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 A Ve
85.0 14.50 15.00
m/z 43.05 52.34%
29.0 27.0
0\‘\‘”1\‘1\\‘ “\\‘1\“1\\}M‘\\U\‘\“\\\‘\]_\5\5\8\\1\8‘?\0\\“\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.
0 71.0
— —
14.50 15.00
5000 ITI/Z 85.10 39.51%
01410%6901930
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl- e ]
57.0 14.50 15.00
m/z 41.05 34.97%
5000
29.0 85.0
‘ 127.0
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\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.844 13.04 ug/L 1206610 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tetradecane 198 C14H30 000629-59-4 95
3 Tetradecane 198 C14H30 000629-59-4 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 4293 (14.844 min): VV025383.D\data.ms (-4284) (- m/z 57.10 100.00%

57.1
5000 85.1
‘ 14‘56 5.5‘06
113.2 141.2 198.3 : :
oHww_H!_u”"p‘!m:”‘_m_m_“‘,1‘69?,””,””‘ m/z 43.10  73.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
5000 85.0 o TS
14.50 15.00
29.0 m/z 71.10 67.19%
\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\1\\‘\\\\’\\\\’\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
= g
14.50 15.00
5000 m/z 85.10 46.80%
85.0
29.0
o L3010 4em asne
H“‘H“H‘ R R S RN R RERE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane o =
57.0 14.50 15.00
m/z 41.10 41.64%
5000 85.0
29.0 ‘
113.0 198.0
bt b g 1120,3430 1600 1989 v UL 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\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 30 unknown-01 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.892 1.13 ug/L 104132  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 49
2 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 46
3 Decane, 1-bromo-2-methyl- 234 C11H23Br 127839-47-8 35
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 30
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 30

Abundance Scan 4308 (14.892 min): VV025383.D\data.ms (-4303) (- m/z 57.10 100.00%

57.1
5000
79.2 = Vs
J, \ 14.50 15.00
oMMl m/z 43.10  61.83%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #350465: Tetrapentacontane, 1,54-dibromo-
57.0
5000 2 s
14.50 15.00
m/z 71.10 56.00%
ol lﬂﬁﬁ-ﬂgss.o 351.0443.0541.0 670.0  835.(
\I\T’\\\\’\\\\‘\\\\‘T\T\T\\\\‘\\\\‘\\\\‘\T\
miz--> 0 100 200 300 400 500 600 700 800
Abundance #90200: Tridecane, 4,8-dimethyl-
57.0
P e
14.50 15.00
5000 ITI/Z 55.10 52.58%
69.0
miz--> 0 100 200 300 400 500 600 700 800
Abundance #115575: Decane, 1-bromo-2-methyl- “ ——
57.0 14.50 15.00
m/z 41.10 49.49%
5000
149.0
0 J“‘wrmu,““‘“““““““‘H““‘“““ — —
m/z--> 0 100 200 300 400 500 600 700 800 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 31 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.416 3.52 ug/L 325990 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 91
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Tridecane 184 C13H28 000629-50-5 87
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
Abundance Scan 4471 (15.416 min): VV025383.D\data.ms (-4463) (- m/z 57.10 100.00%
57.1
- MM
e
991 1411 15.50
LA 1832 5562
b plt ok, L] e m/z 71.106  92.69%
miz--> 50 100 150 200 250 300
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 1
15.50
m/z 43.10 84.84%
‘ ‘ 113.0
0]\-8\.q\ ‘\‘ “‘\ “ \‘\ “ \H T \ } ‘\ J\-8\3\0‘ \2\26\0\ ‘ L ‘ T T
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
e
15.50
5000 m/z 85.10 49,36%
7.0
0b—l “h ‘\‘ \H\ L‘ ‘\\ ‘h‘4“1 ‘O‘ ]"8‘2‘0 — ‘2‘5‘2"0‘ — ‘32‘5"
miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —
57.0 15.50
m/z 41.05 41.77%
5000
99.
ol \ bl % 1410 1830 2300 2960
““‘ ‘ b e
m/z--> 100 150 200 250 300 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.731 4.10 ug/L 379192 1,4-Dichlorobenzene-d4 11.249
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 Tetradecane 198 C14H30 000629-59-4 87
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 4569 (15.731 min): VV025383.D\data.ms (-4560) (-  m/z 57.10 100.00%

57.1
5000 85.1
‘ 1550 16,00
1131 1411 212.4 : :
0 m,"m,‘;‘uu‘,‘“‘m,‘lm”‘,w_wm_Ml???‘w_w m/z 43.10  70.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90192: Pentadecane
57.0
85.0
5000 — =
15.50 16.00
29.0 m/z 71.106 66.73%
\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90190: Pentadecane
57.0
— ==
15.50 16.00
m/z 85.10 45.91%
5000 85.0
29.0
N A A R St B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90189: Pentadecane —T ===
57.0 15.50 16.00
m/z 41.10 37.50%
5000 85.0
29.0
0 \‘ b H \‘\ Il ‘11?0\1410 169.0 212.0
R AR e o R e e A ARABERAR —— ——
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\VVv@40722\
Data File : VV025383.D

Acqg On : 07 Apr 2022 14:05
Operator : SY/MD

Sample : N2261-08

Misc : 25mL/MSVOA_V/WATER

ALS vial : 8 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 1.105 18.9 ug/L 1400150 1 5.619 371089 5.0
(DEL) Alkane: S 1.211 1.4 ug/L 102561 1 5.619 371089 5.0
(DEL) Alkane: S... 1.410 2.9 ug/L 211674 1 5.619 371089 5.0
(DEL) Alkane: S... 1.635 1.2 ug/L 87531 1 5.619 371089 5.0
(DEL) Alkane: S 1.770 3.0 ug/L 223403 1 5.619 371089 5.0
(DEL) Alkane: S 1.815 3.2 ug/L 237890 1 5.619 371089 5.0
(DEL) Alkane: C 1.986 1.4 ug/L 105328 1 5.619 371089 5.0
1-Buten-3-yne, 2.352 0.5 ug/L 39743 1 5.619 371089 5.0
(DEL) Alkane: S... 2.449 0.6 ug/L 46798 1 5.619 371089 5.0
(DEL) Alkane: S... 2.941 1.0 ug/L 70895 1 5.619 371089 5.0
Pentanal 6.320 1.0 ug/L 71637 1 5.619 371089 5.0
Hexanal 8.249 7.5 ug/L 659105 2 8.857 438721 5.0
Heptanal 9.812 2.1 ug/L 186624 2 8.857 438721 5.0
Furan, 2-pentyl- 10.718 1.2 ug/L 109728 3 11.249 462722 5.0
Octanal 11.149 3.9 ug/L 355942 3 11.249 462722 5.0
Nonanal 12.342 9.6 ug/L 887613 3 11.249 462722 5.0
(DEL) Alkane: S.. 12.885 2.9 ug/L 263685 3 11.249 462722 5.0
(DEL) Alkane: S.. 13.040 3.1 ug/L 289180 3 11.249 462722 5.0
(DEL) Alkane: S.. 13.429 1.3 ug/L 116515 3 11.249 462722 5.0
(DEL) Alkane: S.. 13.541 2.2 ug/L 204661 3 11.249 462722 5.0
(DEL) Alkane: S.. 13.638 5.1 wug/L 473688 3 11.249 462722 5.0
(DEL) Alkane: S... 13.898 11.4 ug/L 1057180 3 11.249 462722 5.0
(DEL) Alkane: S... 14.091 2.1 ug/L 198747 3 11.249 462722 5.0
1,1'-Bicyclohexy 14.371 1.5 ug/L 139555 3 11.249 462722 5.0
(DEL) Alkane: S... 14.506 3.3 ug/L 304863 3 11.249 462722 5.0
Sulfurous acid,... 14.586 1.9 wug/L 175142 3 11.249 462722 5.0
(DEL) Alkane: S... 14.651 5.1 ug/L 470680 3 11.249 462722 5.0
(DEL) Alkane: S... 14.844 13.0 ug/L 1206610 3 11.249 462722 5.0
unknown-01 14.892 1.1 ug/L 104132 3 11.249 462722 5.0
(DEL) Alkane: S... 15.416 3.5 ug/L 325990 3 11.249 462722 5.0
(DEL) Alkane: S... 15.731 4.1 ug/L 379192 3 11.249 462722 5.0
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