LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/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_ U\Method\SFAMUTR122121WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@46705.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.366 3 8 26 rVB 660760 691750 76.87% 8.728%
2 1.453 29 35 43 rBV3 14130 20651 2.29% 0.261%
3 1.498 43 49 56 rW 43156 39760 4.42% 0.502%
4 1.597 71 80 91 rBV2 248325 420373 46.72% 5.304%
5 1.671 99 103 114 rVB2 9999 11549 1.28% 0.146%
6 1.748 119 127 138 rBV 34788 44383 4.93% 0.560%
7 1.935 175 185 199 rBV2 36001 59965 6.66% 0.757%
8 2.018 203 211 226 rVB 23279 31567 3.51% 0.398%
9 2.179 251 261 269 rBV 56383 77327 8.59% 0.976%
10 2.227 269 276 298 rVB3 38876 80944 9.00% 1.021%
11  2.433 329 340 350 rBvV3 19895 34482 3.83% 0.435%
12 2.584 377 387 399 rBvV 61298 102823 11.43% 1.297%
13 2.870 467 476 490 rVB3 10329 19639 2.18% 0.248%
14 2.989 499 513 523 rBV1e 4688 12586 1.40% ©.159%
15 3.594 688 701 715 rVB4 10413 22483 2.50% 0.284%
16 4.796 1044 1075 1112 rBV 20434 119597 13.29% 1.509%
17 5.118 1159 1175 1200 rVB 57685 135331 15.04% 1.708%
18 5.764 1356 1376 1403 rBV2 124342 303601 33.74% 3.831%
19 6.282 1524 1537 1561 rBV 101850 191568 21.29% 2.417%
20 6.722 1661 1674 1692 rBV 72855 137664 15.30% 1.737%
21  6.919 1723 1735 1757 rBV2 29280 68109 7.57% 0.859%
22 7.587 1931 1943 1956 rBV 37668 63932 7.10% 0.807%
23 7.915 2030 2045 2058 rBV 137397 229943 25.55% 2.901%
24  7.983 2058 2066 2078 rVB 12270 21098 2.34% 0.266%
25 8.195 2120 2132 2145 rBV2 23278 39721 4.41% 0.501%
26 8.658 2261 2276 2306 rBV 197047 419742 46.65% 5.296%
27 8.803 2308 2321 2362 rVB 463143 899860 100.00% 11.354%
28 9.426 2503 2515 2538 rBV 154396 259015 28.78%  3.268%
29 10.349 2788 2802 2819 rBV 214750 355627 39.52% 4.487%
30 10.761 2919 2930 2947 rVB 70756 116125 12.90% 1.465%
31 10.896 2961 2972 2983 rvVvB3 5409 9155 1.02% 0.116%
32 11.301 3090 3098 3106 rVV5 13644 21472 2.39% 0.271%
33 11.475 3144 3152 3163 rVB4 12719 20708 2.30% 0.261%
34 11.690 3204 3219 3233 rBV 314109 471108 52.35% 5.944%
35 11.815 3246 3258 3272 rVB 199577 319774 35.54%  4.035%

36 12.063 3323 3335 3358 rBV 79182 161813 17.98%  2.042%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/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_U\Method\SFAMUTR122121WMA.M
Title : TRACE VOA SFAM1.0

37 12.195 3365 3376 3389 rVB 159744 257968 28.67%  3.255%
38 12.542 3472 3484 3506 rBV3 56363 112550 12.51% 1.420%
39 12.774 3545 3556 3560 rBV3 6850 10727 1.19% 0.135%
40 12.886 3577 3591 3618 rBV 531568 767411 85.28%  9.683%
41 13.635 3814 3824 3831 rBV5 10157 17252 1.92% ©0.218%
42 13.684 3831 3839 3851 rVB3 27810 43568 4.84% 0.550%
43 13.880 3891 3900 3916 rVB8 7872 15699 1.74% 0.198%
44 13.983 3918 3932 3943 rVW3 21027 31245 3.47%  ©.394%
45 14.651 4131 4140 4151 rBv4 6735 10945 1.22% ©.138%
46 14.732 4153 4165 4179 rBV2 231639 345903 38.44%  4.365%
47 15.365 4351 4362 4378 rBV 38157 60712 6.75% 0.766%
48 15.606 4424 4437 4449 rBV7 5221 9873 1.10% ©.125%
49 15.706 4457 4468 4484 rVB2 43126 66550  7.40%  0.840%
50 16.770 4791 4799 4807 rBV5 7679 10031 1.11% 0.127%

51 16.876 4820 4832 4846 rBV5 71633 129631 14.41% 1.636%

Sum of corrected areas: 7925310
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU046705.D\data.ms

B66
600000

500000
400000
300000

1.597

200000

5.764
100000 6.72

6.282
5.118

1.748. 537
4531671 /9{-3]5118 2433]|  2.87mg9 3.594 4.796

Time--> 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 6.60
Abundance TIC: VU046705.D\data.ms

o

600000

500000 8.803

400000

11.690
300000

10.349 1.815

8.658
200000
9.426 121

7.915
100000 10.761 12.06
oL 1N - A A ot boor bt A

I T T ‘
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU046705.D\data.ms

0.896 11.3Q01.475

600000
12.886
500000

400000
300000

14.732
200000

100000
12.542 16.876

15.365 15.706
0 12.77 133885 53983 14.6 )\ 15.608 16.77
T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T T T ‘ T T ‘ T
Time--> 12.50 13.00 1350 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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.
1.366 18.05 ug/L 691750 1,4-Difluorobenzene 6.282

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 8 (1.366 min): VU046705.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000 A \
RRRE e
36 1.401.501.601.701.80
o m/z 39.00 79.15%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
5000 ‘WWWWW/M‘WWWW‘WWW
27.0 1.401.50 1.60 1.70 1.80
m/z 42.00 61.70%
10 120210 |
O\\\\\\\\’\\\\’\\\\’\\\\’\\H’HH‘HH‘HH‘HH‘ \M‘HH‘HH
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0
RRRa e e
1.401.501.601.701.80
5000 27.0 m/z 44.05 31.96%
0‘HH"‘,‘m,‘m,m‘,‘m,‘m,uu,uu,uu, R RRRRRRRR
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #64: Cyclopropane R
42.0 1.401.501.601.701.80
m/z 43.05 31.13%
5000 27.0 /\J\
14.0
0 MM ‘ 36‘¢ Il

m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.401.501.601.701.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 unknown-01 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
1.452 0.54 ug/L 20651 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propyne 40 C3H4 000074-99-7 46
2 Allene 40 C3H4 000463-49-0 43
3 Cyclopropene 40 C3H4 002781-85-3 23
4 Sulfur dioxide 64 02S 007446-09-5 16
5 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
Abundance  Scan 35 (1.452 min): VU046705.D\data.ms (-29) (-) m/z 39.95 100.00%
40.0 64.0
5000 48.0
e
140 160 1.80
O e e e e e b m/z 64.00 94.60%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #53: Propyne
40.0
5000 L DL
1.40 1.60 1.80
m/z 39.00 81.60%
0 13.0 2§0
H‘\H\‘HH‘HH‘HH‘HH‘HH‘H\ \H\‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #52: Allene
40.0
B e
1.40 1.60 1.80
5000 m/z 48.00 40.63%
12.0 ZQOZﬁO
O et e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #54: Cyclopropene T
39.0 1.40 1.60 1.80
m/z 38.00 35.09%
5000
26.
Y RS O ——— e N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49

Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
: 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 16

R.T. EstConc Area Relative to ISTD R.T.
1498 l.oaugl 39760 1,4-Difluorobenzene 6.282
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane ss cante 000075-28-5 64

2 Isobutane 58 C4H1e 000075-28-5 64
3 Isobutane 58 C4H1e 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 42
Abundance  Scan 49 (1.498 min): VU046705.D\data.ms (-43) (-) m/z 43.00 100.00%

43.0
5000

36$ 49.9 57.0
O b e e e e e m/z 41.00

1.40 1. 60 1. 80
47.23%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane

' 43.0
5000

140 160 1.80

27.0 m/z 41.95 33.33%
0 15‘0 w‘\\ e 50.0 5§O
\HHH\‘\H\‘HH‘HH‘\H\‘HH‘HH’HH‘HH‘H \’\\H‘HH‘HH’HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0

1.40 1.60 1.80
5000 m/z 38.95 20.42%

27.0
. 180 M 9., 500570
T [ e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0 1.40 1.60 1.80
m/z 57.00 5.35%
5000
27.0
o 150 “ 36,0 |, 50.057.0 o
Frrr e e e e e O AL AE A e N1
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.40 160 180
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 14
R.T. EstConc Area Relative to ISTD R.T.
1.748 1.16 ug/L 44383 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, (Z)- 56 C4H8 000590-18-1 87
2 2-Butene, (E)- 56 C4H8 000624-64-6 83
3 2-Butene, (Z)- 56 C4H8 000590-18-1 83

4 1-Butene 56 C4H8 000106-98-9 80
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80

Abundance Scan 127 (1.748 min): VU046705.D\data.ms (-119) (-) m/z 41.00 100.00%

41.0
56.0
5000 ¢j\J
e e Y
770 1.60 1.80 2.00
o) S ———— | ‘HHWHWH_H m/z 56.05  76.34%

miz-> 0 10 20 30 40 50 60 70 80
Abundance #206: 2-Butene, (2)-
41.0
5000 56.0

27.0 1.60 1.80 2.00

m/z 39.00 42.78%
1o | \‘
0 HwH‘W“H\HH\H“”HH“H‘H\H‘WHWH
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #204: 2-Butene, (E)-
41.0 /\d
1‘601‘802(‘)0 |
27.0
s |
0t e e e
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #207: 2-Butene, (2)-
41.0 1.60 1.80 2.00

m/z 53.00 15.20%

5000 56.0
27.0

m/z--> 0 10 20 30 40 50 70 80 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 19
R.T. EstConc Area Relative to ISTD R.T.
2.018 0.82 ug/L 31567 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 83
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 Pentane 72 C5H12 000109-66-0 33
4 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 33
5 3-Buten-1-o0l 72 C4H80 000627-27-0 25
Abundance Scan 211 (2.018 min): VU046705.D\data.ms (-203) (-) m/z 42.95 100.00%
43.0 57.0
5000
e
‘ 721 1.60 1.80 2.00 2.20 2.40
Ol il L nsz a1.00 95.18%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 21.0 ‘\\\\‘\\\\H/\\\\\’\\
1.60 1.80 2.00 2.20 2.40
15.0 m/z 57.05 89.33%
72.0
O\\\‘2-\0\\\‘\}\\‘\\11‘\\\\} }\\i‘\‘\‘!}‘\\\\“}\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
R e e e
57.0 1.60 1.80 2.00 2.20 2.40
5000 m/z 41.95 84.37%
29.0
so ||| me
O L e L A e o NN B
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #806: Pentane
43.0 1.60 1.80 2.00 2.20 2.40
m/z 39.00 36.70%
5000 27.0
15.0 ‘ ‘ 510 720
0““ZTQH‘H‘H‘Hl!‘HHimu‘u‘m‘uu‘luw‘
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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: Cyclic2.179 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.179 2.02 ug/L 77327  1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 90
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 78
3 1-Pentene 70 C5H10 000109-67-1 68
4 1-Pentene 70 C5H10 000109-67-1 64
5 1-Pentene 70 C5H10 000109-67-1 64
Abundance Scan 261 (2.179 min): VU046705.D\data.ms (-251) (-) m/z 41.95 100.00%
42.0 55.0
70.1
5000
63.0 1.80 2.00 2.20 2.40 2.60
] — u‘;;M‘me,mw m/z 55.85 90.32%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #657: Cyclopropane, ethyl-
42.0
5000 T T [ T T T T[T [ Trrr]T
27.0 70.0 1.80 2.00 2.20 2.40 2.60
m/z 70.10  58.93%
15.0 ‘
O\\\’\\\\‘\H\\‘\\l}‘\\\‘ll‘\\\i‘\‘\}\‘\\\\’\\\\‘
miz-> 0O 10 20 30 40 50 60 70 80
Abundance #656: Cyclopropane, ethyl-
42.0
AR AAmRsaRE
1.80 2.00 2.20 2.40 2.60
5000 55.0 m/z 41.00 50.78%
27.0
70.0
15.0 ‘ ‘
0 ‘“,270“W:‘HWH_HM et e
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #629: 1-Pentene T T T e
42.0 1.80 2.00 2.20 2.40 2.60
m/z 39.00 44.83%
55.0
5000 70.0
29.0
0 ,150, A*,
m/z--> 0 10 20 30 40 50 60 70 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.227 2.11 ug/L 80944  1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 72
Abundance Scan 276 (2.227 min): VU046705.D\data.ms (-269) (-) m/z 43.00 100.00%
5000
55.0
721 e RRMEN TN R

‘ 2.00 2.20 2.40 2.60
|

o‘uu_uwuu_u‘_uwuu_uqu‘_quh_uwuu_uwuu_uwu m/z 42.00 59.84%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 \\\\‘\\\\‘\\\\‘/\\/\\\\‘\\\
2.00 2.20 2.40 2.60
57.0 m/z 41.00 55.16%
270 72.0
0 15.0 ‘ , 500 | 650
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #810: Pentane
43.0
T TR
2.00 2.20 2.40 2.60
5000 m/z 55.00 29.81%
27.0
57.0 72.0
15.0 ‘
O‘Huwuwuuwuwuuwuwuup‘wuu_uqhuwuwuupuwuuw
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #808: Pentane ““_““H““H““
43.0 2.00 2.20 2.40 2.60

m/z 39.00 24.79%

5000
27.0 57.0 72.0
0 15.0 ‘ ‘ ||, 500 “‘ 65.0 \

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.00 2.20 2.40 2.60

SFAMUTR122121WMA.M Mon Jan 10 14:13:02 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
2.433 0.90 ug/L 34482  1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H1e 000646-04-8 81
2 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 80
3 2-Methyl-1-butene 70 C5H10 000563-46-2 80
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 80
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 72
Abundance Scan 340 (2.433 min): VU046705.D\data.ms (-329) (-) m/z 55.10 100.00%

55.1
5000 70.1

2.20 2.40 2.60 2.80

61.9
0‘_HWHHMHWH‘WHHMHWHHMHWHHMH‘Muwuwdhuuwuuw m/z 70.10 45.15%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #642: 2-Pentene, (E)-
55.0
5000 390 700 \\\\‘\\\\‘\\\\’\\\\‘\\\

2.20 2.40 2.60 2.80
20.0 m/z 39.00  37.96%

150 \‘\‘ il ‘4 'Q\\\ 62.0 [
\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH T HH‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0

2.20 2.40 2.60 2.80

o

5000 70.0 m/z 42.00 30.22%
41.0
29.0
‘ ‘ \“ Il H ‘\ ‘ 630 ‘ |
O trprrrrprrrrprrrrprrrrp R e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 /\
Abundance #643: 2-Methyl-1-butene HH_HWN‘H,HH_H
55.0 2.20 2.40 2.60 2.80

m/z 41.00  21.25%

5000 0.0
42.0
29 0
0 15.0 \ ‘ ‘ . 62.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.20 2.40 2.60 2.80

SFAMUTR122121WMA.M Mon Jan 10 14:13:03 2022 Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 9 1,3-Cyclopentadiene Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
2.870 0.51 ug/L 19639 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene 66 C5H6 000542-92-7 91
2 1,3-Cyclopentadiene 66 C5H6 000542-92-7 90
3 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 86

4 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 72
5 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 72

Abundance Scan 476 (2.870 min): VU046705.D\data.ms (-467) (-) m/z 66.00 100.00%

66.0
5000
320 R R AREE RS
M‘ 510 260280300320
Ot e e e e m/z 64.95 59.36%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #433: 1,3-Cyclopentadiene
66.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\
390 2.60 2.80 3.00 3.20

m/z 38.95 29.33%

150 240310 m‘ 51.058.0 |
H‘\H\‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #434: 1,3-Cyclopentadiene
66.0
g\

2.60 2.80 3.00 3.20

o

5000 m/z 40.00  24.94%
39.0
31.0 ‘ 51.0
o) OV R FOVEL | P evinntMY1 111 TR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #440: 1-Buten-3-yne, 2-methyl-
66.0 2.60 2.80 3.00 3.20
39.0 m/z 62.90 12.13%
5000
51.0
27.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.60 2.80 3.00 3.20

SFAMUTR122121WMA.M Mon Jan 10 14:13:04 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
3.594 0.59 ug/L 22483  1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene 84 C6H12 000592-41-6 59
2 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 53
3 1-Hexene 84 C6H12 000592-41-6 53
4 Cyclopropane, 1-ethyl-2-methyl-,... 84 C6H12 019781-68-1 53
5 3-Hexene, (Z)- 84 C6H12 007642-09-3 52
Abundance Scan 701 (3.594 min): VU046705.D\data.ms (-688) (-) m/z 56.00 100.00%
410 580
5000 84.1 /\
69.0
3.20 3.40 3.60 3.80 4.00
Ol bl L gz 4e.95 84.28%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1639: 1-Hexene
41.0 56.0
5000 /\W%H_mmﬂ(
270 84.0 3.20 3.40 3.60 3.80 4.00
69.0 m/z 55.00 63.88%
O\\‘\1?;(?‘\\{1“\\\{“\1\\i‘\u‘\‘\\\‘\‘\\\\‘\\‘\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1667: 1-Pentene, 3-methyl-
41.0 55.0 /\/V\
Wm a1 {
69.0 A e e
3.20 3.40 3.60 3.80 4.00
5000 27.0 m/z 41.95 48.00%
84.0
0““““‘m1““;{“‘qhH
miz--> 10 20 30 40 50 60 70 80 90 \m /\ /«\
Abundance #1642: 1-Hexene A L0 A
41.0 56.0 3.20 3.40 3.60 3.80 4.00
m/z 84.10 47.85%
27.0
5000 84.0
O Y Y W SO A O 1
m/z--> 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80 4.00

SFAMUTR122121WMA.M Mon Jan 10 14:13:05 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
6.919 1.78 ug/L 68109 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 78
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 64
3 Pentanal 86 C5H100 000110-62-3 64
4 Pentanal 86 C5H100 000110-62-3 64
5 Pentanal 86 C5H100 000110-62-3 59

Abundance Scan 1735 (6.919 min): VU046705.D\data.ms (-1723) (-) m/z 44.00 100.00%

44.0
5000 58.0

AR R e R
‘ 6.60 6.80 7.00 7.20
|

‘ 670 840 .
“‘H““‘H““:y ““H‘,“m‘u“‘w““‘w m/z 40.95 50.48%

m/z--> 10 20 30 40 70 80 90
Abundance #1916.Pentana
290 44.0
58.0

o

5000 ‘\\‘HH‘\H\’HH‘HH‘
6.60 6.80 7.00 7.20
m/z 58.00 47.22%
Lo 7o o
O\\‘\\\\‘\\\\“\\\\’\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1961: Butanal, 3-methyl-
44.0
A RAmaa R s
6.60 6.80 7.00 7.20
m/z 57.00 39.94%
5000 270 58.0
71.0
15 |
e A e o L L e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1914: Pentanal A RAmEa R s
44.0 6.60 6.80 7.00 7.20

m/z 43.00 29.01%

5000 29.0 s8.0 J\/\KKW
86.0
0 “ ‘7\170 / AT NNTAY)

m/z--> 10 20 30 40 50 60 70 80 90 6.60 6.80 7.00 7.20

SFAMUTR122121WMA.M Mon Jan 10 14:13:06 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
8.803 17.37 ug/L 899860 Chlorobenzene-d5 9.426

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 94
2 Hexanal 100 C6H120 000066-25-1 94
3 Hexanal 100 C6H120 000066-25-1 91
4 Hexanal 100 C6H120 000066-25-1 90
5 Hexanal 100 C6H120 000066-25-1 83

Abundance Scan 2321 (8.803 min): VU046705.D\data.ms (-2308) (-) m/z 56.05 100.00%

44.0 56.0
5000
72.1

H ‘ | 8}31 8.40 8.60 8.80 9.00 9.20
el L L 8L 1000 s 44 0 94.37%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 58.0

5000 e e
8.40 8.60 8.80 9.00 9.20
29.0 72.0

m/z 40.95 80.19%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44,
0 56.0

8.40 8.60 8.80 9.00 9.20

o

o

5000 m z 57.05 69.57%
27.0
72.0
o220 LIl L sso 000
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal R
44.0 56.0 8.40 8.60 8.80 9.00 9.20

m/z 43.00 59.14%

5000 900
72.0

m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20

SFAMUTR122121WMA.M Mon Jan 10 14:13:06 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.349 6.86 ug/L 355627 Chlorobenzene-d5 9.426
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 70
5 Heptanal 114 C7H140 000111-71-7 47

Abundance Scan 2802 (10.349 min): VU046705.D\data.ms (-2788) (- m/z 70.10 100.00%

70.1
41.0
55.1
5000
86.1
‘ “ | ‘ | 1121 10.00 10.50
Oberrrrerprrreperedlh gl bl H2E sz 41,00 79.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptanal
41.0 70.0
55.0
5000
27. 1000 1050
86.0 m/z 44.00 77.03%
O \\‘]-ﬂ-\q’\\}l‘\\\{}\ ‘\\i‘\wll’\\\“\‘ !\\\‘\\‘!\‘\\#\9’(\)\\\]-‘1\-\4'\(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8413: Heptanal
44.0
70.0
29.0 10.00 10.50
5000 57.0 m/z 43.00  69.44%
86.0
ob 260l WLl M Ll a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8414: Heptanal
44.0 1000 1050
0.0 m/z 55.10 66.01%
27.0 :
5000 57.0
‘ ‘ 86.0
Oberprrrepretbrrretle sl L 990 1140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1000 1050

SFAMUTR122121WMA.M Mon Jan 10 14:13:07 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 Octanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.690 7.37 ug/L 471108 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 98
2 Octanal 128 C8H160 000124-13-0 91
3 Octanal 128 C8H160 000124-13-0 90
4 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 46
5 Cyclopentanol, 2-methyl-, trans- 100 C6H120 025144-04-1 41

Abundance Scan 3219 (11.690 min): VU046705.D\data.ms (-3204) (- m/z 41.00 100.00%

41,0 57.0
84.1
5000 jL
100.1 T
‘ ‘ ‘ ‘ ‘ 1981 11.50 12.00
0trrerrrreepreetllle i b L 328 gz 43.08 96.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0
5000 29.0 LN ‘ \/‘L
11.50 12.00
100.0 m/z 57.00 91.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
A —
84.0 11.50 12.00
5000 m/z 56.10 84.08%
270
1000
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 /L
Abundance #14262: Octanal 1
43.0 1150 12.00
m/z 55.10 80.36%
84.0
5000 29.0 510
| I A
oH}“5‘9_”\_m;m‘_miuH‘HHW,HH_HW,H?%QH NS L N L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00

SFAMUTR122121WMA.M Mon Jan 10 14:13:08 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49

Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
: 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 1-Hexanol, 2-ethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.063 2.53 ug/L 161813 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78

Abundance Scan 3335 (12.063 min): VU046705.D\data.ms (-3323) (- m/z 57.10 100.00%

57.1
5000
70.1 83.1 — A
ot LYo
0"_‘H‘H‘W“H‘H‘wﬂmlw‘mﬂh‘qwu‘_‘u‘u‘W‘u‘_ m/z 41. 09 38.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
12.00
2.0 700 830 m/z 55.10  33.07%
0, \ “ \‘ | %80 120
O\\‘\\\\‘\\\\‘\\\\‘\\\\[\}\\‘\\\w‘\\\\‘1\\\‘\\\\‘\\\\‘}\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15695: 1-Hexanol, 2-ethyl-
-
= ‘
12.00
5000 ITI/Z 43.10 27.95%
43.0
29.0 70.0 83,0
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 k
Abundance #15692: 1-Hexanol, 2-ethyl- ‘
57.0 1200
m/z 70.10 26.33%
5000 41.0
29.0 70.0 83.0
\‘\ ] H \‘ ‘\ %89 1120 A
O prv el R —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00

SFAMUTR122121WMA.M Mon Jan 10 14:13:09 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 unknown-02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.542 1.76 ug/L 112550 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aziridine, 1-(1-propenyl)-, (E)- 83 C5HON 080839-91-4 38
2 Cyclopropane, butyl- 98 C7H14 000930-57-4 30
3 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 27
4 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 25
5 Cyclopropane, 1-ethyl-1-methyl- 84 C6H12 053778-43-1 25

Abundance Scan 3484 (12.542 min): VU046705.D\data.ms (-3472) (- m/z 54.95 100.00%

41.0 53.0 70Q0.1
83.1
5000
| —
il \‘ 111.0 12:50
om,"H‘HH‘w}‘\m,ul”wm ‘HM“HH,u‘m‘lwww m/z 70.10  93.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1487: Aziridine, 1-(1-propenyl)-, (E)-
41.0 58.0 83.0
28.0 '
5000
12.50
68.0 m/z 40.95 87.42%
O”\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3745: Cyclopropane, butyl-
41,0 55.0
27.0 N A :
70.0 12.50
5000 ITI/Z 69.10 67 .90%
ol il ol 5320 520
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7539: 1-Heptene, 3-methyl-
55.0 12.50
m/z 83.10 59.56%
41.0 /
70.0
5000
27.0
oyl o 970 1120 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 Nonanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.886 12.00 ug/L 767411 1,4-Dichlorobenzene-d4 11.815
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 86
4 Nonanal 142 C9H180 000124-19-6 83
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 35

Abundance Scan 3591 (12.886 min): VU046705.D\data.ms (-3577) (- m/z 57.10 100.00%
57.1

41.0
5000
- P
bl
o‘m_m;“m‘ - M (RN N m/z 40.95  74.65%
miz--> 20 40 100 120 140
Abundance #22961.N0nana
41.0 57.0
5000 A ——
82.0 98.0 12.50 13.00
m/z 56.10  58.92%
A L e
O\\\\‘2\5‘\‘\\}\\‘\“ ‘\“\H\\ ‘\\\\‘}\\\‘\\
m/z--> 20 40 6 80 100 120 140
Abundance #22963: Nonanal
57.0
41.0 T ™
12.50 13.00
5000 ITI/Z 43.00 55.86%
82.0
1140
LA L 1410
Ol “““““““
m/z--> 20 40 6 0 100 120 140
Abundance #22962: Nonanal 7 e
57.0 12.50 13.00
41.0 m/z 55.05 54.14%
5000
82.0 0
114.0
k130 “““‘1“‘1“‘2‘-9 AL
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49

Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
: 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 2-Nonenal, (E)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.684 0.68 ug/L 43568 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Nonenal, (E)- 146 C9H160 018829-56-6 86
-Nonenal, (E)- 140 C9H160 018829-56-6 78
140 C9H160 060784-31-8 78

154 C10H180

-Propen-1-amine, N-2-propenyl- 97 C6H11IN

Abundance Scan 3839 (13.684 min): VU046705.D\data.ms (-3831) (-
5I:

003913-81-3 64
000124-02-7 46

m/z 55.05 100.00%

5.0 70.0
39
5000
96.1
e R
H ‘ “H 111.1 13.50 14.00
ob el Ik w2 at.e0 93.19%
miz--> 20 40 60 80 100 120 140
Abundance #21495: 2-Nonenal, (E)-
43.0 70.0
o0 T i
2710 96.0 : '
m/z 70.00 91.53%
b Dl e e
0 \\\’\‘\\\}}\‘\ ‘\M\\\““\‘\\“\‘\‘\‘M\“\\\\“\\
miz—-> 20 40 60 80 100 120 140
Abundance #21486: 2-Nonenal, (E)-
41,0
R b oy [y P
70.0 13.50 14.00
5000 ITI/Z 43.00 79.37%
‘ 96.0
111.0
ol 280 W by L ol M0 aseo
miz-> 20 40 60 80 100 120 140 /\ﬂ
Abundance #21485: 2-Nonenal, (2)- ﬁ“ﬁ“‘”‘ Ll ‘AM
41.0 13.50 14.00
m/z 83.05 72.05%
5000 70.0
96.0
il Al
bl Al ol M ll b 202400 Ly [ Wl
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49

Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
: 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 2-Decenal, (E)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.732 5.41 ug/L 345903 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decenal, (E)- 154 C1eH180 003913-81-3 90
2 2-Dodecenal, (E)- 182 C12H220 020407-84-5 64
3 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 53
4 Bicyclo[3.1.0]hexan-2-0l 98 C6H100 1000194-18-6 49
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 49

Abundance Scan 4165 (14.732 min): VU046705.D\data.ms (-4153) (- m/z 70.05 100.00%

5000
98.1
—
‘ “121_1 1501 14.50
ol bl PR m/z 55.00

41.0 70.0
20 40 60 80 100 120 140 160 180
#30983: 2-Decenal, (E)-

h%.

1
15.00
92.14%

m/z-->
Abundance

%

70.0
41.0
2000 1450 1500
98.0 : : o
m/z 41.00 90.85%
‘121.0
O' “\\H‘}“\‘“h\“‘\‘\\}‘\]\-5\4\..(‘)\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56837: 2-Dodecenal, (E)-
41.0
70.0
- ———
14.50 15.00
5000 m/z 43.00 80.06%
97.0
0 12109390 164.0182.0
T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3585: 2-Cyclohexen-1-ol e g
70.0 14.50 15.00
m/z 83.10 68.53%
98.0
OJMJ“HWM . ——
m/z--> 20 40 60 80 100 120 140 160 180 .50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 2,4-Decadienal, (E,E)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.365 0.95 ug/L 60712 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 90
2 2,4-Decadienal 152 C10H160 002363-88-4 90
3 2,4-Decadienal, (E,E)- 152 C10H160 ©25152-84-5 90
4 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 87
5 2,4-Decadienal 152 C10H160 002363-88-4 87

Abundance Scan 4362 (15.365 min): VU046705.D\data.ms (-4351) (- m/z 81.10 100.00%

81.1
5000
41.0 NEVAN | - A
152.1 15.00 15.50
1109.0
0 20T sz 41.00  22.54%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #29142: 2,4-Decadienal, (E,E)-
81.0 j\
. mn !
5000 ‘ T T T T ‘ T T
41.0 15.00 15.50
m/z 67.10 19.80%
152.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #29102: 2,4-Decadienal
81.0
ol N T A
15.00 15.50
5000 41.0 m/z 39.00  14.85%
L L a0e0 120
o) SRR Y ATV e B
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #29156: 2,4-Decadienal, (E,E)- A WMA AL
81.0 15.00 15.50
m/z 82.00 12.68%
5000
41.0
R IS N N O Y B B
miz--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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 2-Undecenal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.706 1.04 ug/L 66550 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecenal 168 C11H200 002463-77-6 86
2 n-Nonadecanol-1 284 C19H400 001454-84-8 49
3 Behenic alcohol 326 C22H460 000661-19-8 35
4 1-Heneicosanol 312 C21H440 015594-90-8 35
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 30
Abundance Scan 4468 (15.706 min): VU046705.D\data.ms (-4457) (- m/z 70.00 100.00%
70.0
5000
121.1 A popl
“ ‘ 15.50 16.00
ol il 2071 m/z 40.95 83.67%
miz-> 50 100 150 200 250 300
Abundance #43319: 2-Undecenal
70.0
29.0
5000 I} T N\‘/W T ‘Al‘ﬁl‘k/\ ‘/\
15.50 16.00
m/z 55.05 79.18%
11.0
0 \“\‘i ““\ . ‘” m\” \H‘\EL\S?.\O\ L e B B B B
miz--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0 o | L \
15.50 16.00
5000 m/z 57.00 72.78%
25.0
L] seso 2o
oL—i w“Wu‘W‘N‘M”““‘ T
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol 0, T —
434 83.0 15.50 16.00
’ m/z 83.00 72.57%
5000
25.0 A
oo LU o mo0 o L
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 2,6-Di-tert-butyl-4-hydroxy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.876 2.03 ug/L 129631 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Di-tert-butyl-4-hydroxy-4-me... 236 C15H2402 010396-80-2 94
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 83
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 81
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 49
5 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 46
Abundance Scan 4832 (16.876 min): VU046705.D\data.ms (-4820) (-  m/z 205.30 100.00%
57.1 205.3
165.1
5000
91.1 137.1
— T
16.50 17.00
0ty ‘\“hh \““\‘ ‘\U\‘ ‘\“\\‘M‘ JU,H “ ‘LH‘ ‘ “ “‘ ‘H‘\ ‘ ‘M‘H‘Z‘S“G‘ ‘2” - %E‘;‘J‘-‘ m/z 57.10 86.53%
m/z--> 20 40 60 80 100 120140 160180200220240260280
Abundance #118681: 2,6-Di-tert-butyl-4-hydroxy-4-methylcyclohexa-:
57.0 165.0
5000 137.0 R
: 16.50 17.00
29.0 91.0 ‘ 93.0221.0 m/z 165.10  79.79%
O ’H‘H“\H“\h \‘U\\M“\\‘\‘\“\M\H\‘\M“!‘l”\‘\“ \‘\“\‘\““‘\\‘\““\H‘\‘H\\“H\l‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99216: Butylated Hydroxytoluene
205.0
— P
16.50 17.00
5000 57.0 m/z 180.20  49.34%
91.0 14504779 ‘
m/z--> 20 40 60 80 100 120140 160180200220240260280
Abundance #99218: Butylated Hydroxytoluene “ T
205.0 16.50 17.00
m/z 41.00 49.33%
5000
57.0
[ a0 1450 4770 ‘
0 ,‘m‘“HWHJ“‘HM“H‘w\hl“hh‘mH‘m“_m_‘”wwm‘ww iy w/\ R
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU010822\
Data File : VU@46705.D

Acqg On : 08 Jan 2022 14:49
Operator : SY/MD

Sample : N1e77-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122121WMA.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... 1.366 18.1 ug/L 691750 1 6.282 191568 5.0
unknown-01 1.452 0.5 ug/L 20651 1 6.282 191568 5.0
(DEL) Alkane: S.. 1.498 1.0 ug/L 39760 1 6.282 191568 5.0
(DEL) Alkane: S.. 1.748 1.2 ug/L 44383 1 6.282 191568 5.0
(DEL) Alkane: S.. 2.018 0.8 ug/L 31567 1 6.282 191568 5.0
(DEL) Alkane: C.. 2.179 2.0 ug/L 77327 1 6.282 191568 5.0
(DEL) Alkane: S.. 2.227 2.1 ug/L 80944 1 6.282 191568 5.0
(DEL) Alkane: S... 2.433 0.9 ug/L 34482 1 6.282 191568 5.0
1,3-Cyclopentad... 2.870 0.5 ug/L 19639 1 6.282 191568 5.0
(DEL) Alkane: S... 3.594 0.6 ug/L 22483 1 6.282 191568 5.0
Pentanal 6.919 1.8 ug/L 68109 1 6.282 191568 5.0
Hexanal 8.803 17.4 ug/L 899860 2 9.426 259015 5.0
Heptanal 10.349 6.9 ug/L 355627 2 9.426 259015 5.0
Octanal 11.690 7.4 ug/L 471108 3 11.815 319774 5.0
1-Hexanol, 2-et... 12.063 2.5 ug/L 161813 3 11.815 319774 5.0
unknown-02 12.542 1.8 wug/L 112550 3 11.815 319774 5.0
Nonanal 12.886 12.0 ug/L 767411 3 11.815 319774 5.0
2-Nonenal, (E)- 13.684 0.7 ug/L 43568 3 11.815 319774 5.9
2-Decenal, (E)- 14.732 5.4 ug/L 345903 3 11.815 319774 5.0
2,4-Decadienal,.. 15.365 0.9 ug/L 60712 3 11.815 319774 5.0
2-Undecenal 15.706 1.0 ug/L 66550 3 11.815 319774 5.0
2,6-Di-tert-but... 16.876 2.0 ug/L 129631 3 11.815 319774 5.0
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