LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 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\SFAMUTRO31422WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@47567.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.372 3 10 30 rvB 598757 638708 15.76%  3.390%
2 1.504 44 51 58 rBvV 49756 49783 1.23% 0.264%
3 1.607 73 83 101 rBV2 264813 482591 11.90% 2.562%
4 1.752 115 128 147 rBV4 48982 91165 2.25% ©.484%
5 1.938 176 186 201 rVV2 55596 89415 2.21% 0.475%
6 2.018 202 211 220 rVB2 35016 46607 1.15% 0.247%
7 2.176 250 260 267 rBV 84419 115010 2.84% 0.611%
8 2.224 267 275 287 rVB 169376 240633  5.94% 1.277%
9 2.433 329 340 350 rBV2 35132 55526 1.37% 0.295%
106 2.588 376 388 425 rBV3 154796 377620  9.32%  2.005%
11 3.411 623 644 673 rBV 259029 660881 16.30%  3.508%
12 4.504 973 984 1012 rVB5 20272 74584 1.84% 0.396%
13 4.687 1023 1041 1054 rBV 317320 745731 18.40% 3.959%
14 5.089 1151 1166 1190 rVB 83880 197530 4.87% 1.049%
15 5.764 1356 1376 1385 rBV2 169069 424829 10.48%  2.255%
16 5.816 1385 1392 1412 rVB 166655 333277 8.22% 1.769%
17 6.285 1524 1538 1560 rVB 155675 291230 7.18% 1.546%
18 6.571 1612 1627 1650 rBv2 318375 603464 14.89%  3.203%
19 6.722 1661 1674 1698 rBV 109308 218198 5.38% 1.158%
20 6.919 1721 1735 1770 rBV 172427 402960 9.94% 2.139%
21 7.587 1931 1943 1957 rBV 55963 96969 2.39% 0.515%
22 7.915 2030 2045 2058 rBV 193265 327769 8.09% 1.740%
23 8.195 2123 2132 2144 rBV 34644 56273 1.39% 0.299%
24  8.565 2234 2247 2262 rBV 545288 903334 22.28% 4.795%
25  8.655 2262 2275 2306 rVV 302200 601039 14.83% 3.191%

26 8.803 2307 2321 2364 rVB 2369255 4053773 100.00% 21.
27 9.426 2502 2515 2535 rVB 216475 356905  8.80%
28 10.349 2784 2802 2828 rVB 428521 659578 16.27%
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29 10.761 2918 2930 2943 rBV 103839 168062 4.15% 892%
30 11.259 3075 3085 3091 rBV2 53739 81536 2.01% 433%
31 11.298 3091 3097 3106 rVB2 51099 76594  1.89% 407%
32 11.471 3144 3151 3165 rVB2 32097 48958 1.21% 260%

33 11.687 3206 3218 3238 rBV 795040 1166803 28.78%
34 11.812 3246 3257 3276 rVB 261271 413296 10.20%
35 12.195 3363 3376 3387 rBV 228170 365239 9.01%
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36 12.545 3472 3485 3516 rBV3 183828 343010 8.46% 1.821%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 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\SFAMUTRO31422WMA.M
Title : TRACE VOA SFAM1.0
37 12.886 3577 3591 3610 rBV 1036143 1467306 36.20% 7.789%
38 13.632 3813 3823 3831 rBV2 30660 49926 1.23% 0.265%
39 13.684 3831 3839 3855 rVvB2 75482 118269 2.92% 0.628%
40 13.883 3883 3901 3916 rBV9 25216 56192 1.39% 0.298%
41 13.983 3918 3932 3948 rVWV 71124 108911 2.69% 0.578%
42 14.732 4153 4165 4188 rBV 515650 774410 19.10% 4.111%
43 15.368 4352 4363 4384 rBV 104492 182968 4.51% 0.971%
44 15.709 4458 4469 4492 rBV2 77027 131259 3.24% 0.697%
45 16.880 4822 4833 4846 rBv4 45643 90262 2.23% 0.479%
Sum of corrected areas: 18838383
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU047567.D\data.ms
2000000
1500000
1000000
372
500000
1.607 » 224 a8 3411 4.687 s7616 6.571
5 . 6.285 5
1. so%h A53%3@1% /JKG 2433)\ /\ 4.504 | \ 5089 N j\m‘
O\Y_Y\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\r\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\TY_Y_Y\‘\
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: VU047567.D\data.ms
8.803
2000000
1500000
1000000
11.687
8.565
500000 10.349
655
6.919 7.915 9.426 L0761 1.812 13
7.587 8.195 i : 1112898 471 /\
O\N\ \‘/\\\XL‘\A\\\‘\\\\‘\\\‘\ — \‘\\/\\\‘\\mﬁ\’\‘\ ——="
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: VU047567.D\data.ms
2000000
1500000
12.886
1000000
14.732
500000
12.545
15.368
15% Sf3 53983 15.709 16.880
0 T T 1 ‘ T T \/\g—‘r 1 g T ‘ T T ‘ T \/k\ ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T
Time--> 12.50 13.00 13 50 14. oo 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\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.372  10.97 ug/L 638708 1,4-Difluorobenzene 6.285

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 10 (1.372 min): VU047567.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
- J\\ Lf\\
R RARRARNEEcEEE
1.401.501.601.701.80
o]
e Al e e 200 m/z 39.00 81.90%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
41.0
5000 ‘Huﬁ/\\ﬁ‘\’uu‘u\
1.401.501.601.701.80
m/z 41.95 60.44%
15‘.0
\“\\\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #62: Propene
41.0
Rt
1.401.501.601.701.80
5000 m/z 44.00 29.98%
15.0
A 1
i e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #64: Cyclopropane R A AR RS ama s o
42.0 1.401.501.601.701.80
m/z 43.00 29.76%
5000
14.0
N
R o R B e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.401.501.601.701.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 22
R.T. EstConc Area Relative to ISTD R.T.
1.504 0.85 ug/L 49783  1,4-Difluorobenzene 6.285

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Isobutane 58 C4H1e 000075-28-5 64
3 Isobutane 58 C4H1ie 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 45
Abundance  Scan 51 (1.504 min): VU047567.D\data.ms (-44) (-) m/z 43.00 100.00%
43.0
5000 jl
140 160 180
36 49.9 57.0 .
\H\HH‘\H\‘\\H‘HH‘\H\‘HH‘HH’HH‘H“Hi\\‘\’HH‘HH‘\H\’HH‘H\ m Z 41 ee 59.980
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0
5000 T JL T T
270 1.40 160 180
' m/z 42.00 34.18%
1o 150 “ 60 || 500570
\H\HH‘\H\‘\\H‘HH‘\H\‘HH‘HH’HH‘HH‘H\’HH‘HH‘HH’HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #268: Isobutane
43.0
1.40 160 180
5000 m/z 39.00 23.78%
27.0
15.0
20 \‘ \\‘ | | 500570
T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane P “‘ A
43.0 1.40 160 180
m/z 43.95 4.82%
5000
27.0
0 . 360 | 500570
T T P e e e A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 14
R.T. EstConc Area Relative to ISTD R.T.
1.752 1.57 ug/L 91165 1,4-Difluorobenzene 6.285

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene 56 C4H8 000106-98-9 53
2 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 49
3 1-Butene 56 C4H8 000106-98-9 49
4 2-Butene, (Z)- 56 C4H8 000590-18-1 49
5 1-Butene 56 C4H8 000106-98-9 49
Abundance Scan 128 (1.752 min): VU047567.D\data.ms (-115) (-) m/z 41.00 100.00%
41.0
56.0
5000
1.60 1.80 2.00
76.9
m/z 56.09 65.5100
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #198: 1-Butene
41.0
5000 LB L L L B L L
56.0 1.60 1.80 2.00
280 m/z 44.00  63.39%
.15.0
miz--> 0 10 20 30 40 50 60 70 80
Abundance #208: 1-Propene, 2-methyl-
41.0
R R
1.60 1.80 2.00
5000 56.0 m/z 38.95 42.47%
28.0
2o 0
m/z--> 0 10 20 30 40 50 60 70 80 JL
Abundance #199: 1-Butene LAY
41.0 1.60 1.80 2.00
m/z 42.95 35.12%
5000 56.0
28.0
20 150
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 23
R.T. EstConc Area Relative to ISTD R.T.
2.018 0.80 ug/L 46607 1,4-Difluorobenzene 6.285

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 80
3 3-Buten-1-o0l 72 C4H80 000627-27-0 37
4 3-Buten-1-ol 72 C4H80 000627-27-0 28
5 2-Butene-1,4-diol, (Z)- 88 C4H802 006117-80-2 28
Abundance Scan 211 (2.018 min): VU047567.D\data.ms (-202) (-) m/z 42.95 100.00%
57.1
5000
‘ ‘ 72.1 1.60 1.80 2.00 2.20 2.40
el el w2 4e.95 87.16%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 [Tr T T T T[T T T [T T T
29.0 1.60 1.80 2.00 2.20 2.40
m/z 41.95 82.01%
72.
15.0 ‘ Al | ‘\O
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
1.60 1.80 2.00 2.20 2.40
27.0 570
5000 : m/z 57.10 73.39%
15.0
72.0
20l 1\w‘m‘!c‘uu‘luw\u
m/iz--> 0 10 20 30 40 50 60 70 80 /\
Abundance #752: 3-Buten-1-ol AT e
42.0 1.60 1.80 2.00 2.20 2.40
31.0 m/z 38.95 32.56%
5000
57.0 72.0
150 ‘1“_‘;@‘_‘H“!m_”
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\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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: Cyclic2.176 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.176 1.97 ug/L 115010 1,4-Difluorobenzene 6.285

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 87
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 83
3 2-Pentene 70 C5H10 000109-68-2 83
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 70
5 1-Pentene 70 C5H10 000109-67-1 68
Abundance Scan 260 (2.176 min): VU047567.D\data.ms (-250) (-) m/z 41.95 100.00%

42.0
70.1
5000

1.80 2.00 2.20 2.40 2.60
el e 2988 m/z 55.00 83.26%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #657: Cyclopropane, ethyl-
42.0

5000 \‘\\\\‘\\\\‘\\\\‘\\\\’\
70.0 1.80 2.00 2.20 2.40 2.60
m/z 70.10 58.50%
15.0 |
‘\\H\i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #637: 2-Pentene, (Z)-
55.0 A AA
e A
1.80 2.00 2.20 2.40 2.60
5000 m/z 40.95 49.16%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #630: 2-Pentene
55.0 1.80 2.00 2.20 2.40 2.60
m/z 38.95 45 .30%
5000
29.0
Ll

m/z--> 20 40 60 80 100 120 140 160 180 200 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\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.224 4.13 ug/L 240633  1,4-Difluorobenzene 6.285

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 90
4 Oxirane, ethyl- 72 C4H80 000106-88-7 50
5 Pentane 72 C5H12 000109-66-0 47
Abundance Scan 275 (2.224 min): VU047567.D\data.ms (-267) (-) m/z 43.00 100.00%
43.0
5000 J
57.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ 721 1.80 2.00 2.20 2.40 2.60
“‘_““H““H‘“‘mi‘e‘w‘uu‘_““w““w m/z 42.00  56.27%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
5000
27.0 1.80 2.00 2.20 2.40 2.60
' m/z 41.00 51.82%
57.0 72.0
150 -
\\\‘\\\\‘\\\\‘\\i\‘\\\\‘\\‘\\‘\\‘\‘\‘\\\\‘\\\\‘\\\
miz-> 0 10 20 30 40 50 60 70
Abundance #807: Pentane
43.0
1.80 2.00 2.20 2.40 2.60
5000 m/z 39.00 18.54%
27.0
57.0 72.0
20 199
m/iz--> 0 10 20 30 40 50 60 70
Abundance #806: Pentane BEBRREEEEE SR TS
43.0 1.80 2.00 2.20 2.40 2.60
m/z 57.05 17.44%
5000 27.0
15.0 “ ‘ 570 70
: | | L
R R AL I P e
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\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 1,4-Pentadiene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
2.433 0.95 ug/L 55526  1,4-Difluorobenzene 6.285

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene 68 C5H8 000591-93-5 72
2 Furan 68 C4H40 000110-00-9 72
3 Furan 68 C4H40 000110-00-9 72

4 Furan 68 C4H40 000110-00-9 64
5 Furan 68 C4H40 000110-00-9 45

Abundance Scan 340 (2.433 min): VU047567.D\data.ms (-329) (-) m/z 55.00 100.00%

55.0
39.0
68.0
5000
R AREREERES
H‘ 47 ‘ 2.20 2.40 2.60 2.80
\H‘\H\‘HH’\H\‘H\‘\’\“H\.‘%‘\H\‘\i‘\‘\“‘\m\ mZ 38.95 83910
miz--> 0O 10 20 30 40 50 60 70
Abundance #510: 1,4-Pentadiene
39.0
68.0
53.0
5000 270 LB L I B B BN B U
2.20 2.40 2.60 2.80
m/z 68.00 61.21%
o B0 H
\\\“\\\\‘\M\\’\\\“\\\‘\’\\\\“}}\\““\\‘\\\\
miz--> 0O 10 20 30 40 50 60 70
Abundance #481: Furan
39.0 68.0
“,‘
2.20 2.40 2.60 2.80
5000 m/z 70.10 44.74%
29.0
miz--> 0O 10 20 30 40 50 60 70 \
Abundance #480: Furan S AN AN A NN
39.0 2.20 2.40 2.60 2.80
68.0 m/z 41.95 35.66%
5000
29.0
140 || 00 |
e e e e e  AARARRRASEREE RS
m/z--> 0 10 20 30 40 50 60 70 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 Butanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
4.504 1.28 ug/L 74584  1,4-Difluorobenzene 6.285

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4H80 000123-72-8 80
3 Butanal 72 CAH80 000123-72-8 64
4 Butanal 72 C4H80 000123-72-8 58
5 Butanal 72 C4H80 000123-72-8 58
Abundance Scan 984 (4.504 min): VU047567.D\data.ms (-973) (-) m/z 44.00 100.00%
4
4 72.0
5000
e EEaAsmmEESs ST
‘ ‘ 207.0 4.20 4.40 4.60 4.80
\\\\‘\\\\Mi‘\‘\“\‘\\H‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\ m/z 43.09 95.9300
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #737: Butanal
27,0
72.0
5000 L L L B R
4.20 4.40 4.60 4.80
m/z 41.00 83.91%
\\\‘\‘\“M\\-9\.‘\‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #739: Butanal
44.0
P e RN
72.0 4.20 4.40 4.60 4.80
5000 m/z 72.00 82.18%
T Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 /\\
Abundance #738: Butanal e
44.0 4.20 4.40 4.60 4.80
m/z 38.95 42.95%
72.0
5000
15.0 ‘
S N S s TS
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 Pentanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.919 6.92 ug/L 402960 1,4-Difluorobenzene 6.285

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 87
2 Pentanal 86 C5H100 000110-62-3 86
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 83
4 Pentanal 86 C5H100 000110-62-3 74
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 64
Abundance Scan 1735 (6.919 min): VU047567.D\data.ms (-1721) (-) m/z 43.95 100.00%
44.0
5000 58.0 Jt
‘ ‘ 6.60 6.80 7.00 7.20
67.0 : - : :
m_m_m,mut |l OTO 840 /2 ae.95  47.09%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
290 44.0
58.0
5000 L N R R R
6.60 6.80 7.00 7.20
m/z 58.00 43.81%
| ‘ | ‘ 11— 710 86.0
\\\‘\\\\‘\\\\’\\\\‘\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
R e aa
290 6.60 6.80 7.00 7.20
5000 m/z 56.95 34.79%
58.0
190 |l mo s
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1962: Butanal, 3-methyl- EREEMEE
44.0 6.60 6.80 7.00 7.20
m/z 42.95 25.89%
58.0
5000
29.0 71.0
L e
1y [N . .
R A B T B R AR R
m/z--> 10 20 30 40 50 60 70 80 90 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.803 56.79 ug/L 4053770  Chlorobenzene-d5 9.426

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 87
2 Hexanal 100 C6H120 000066-25-1 81
3 Hexanal 100 C6H120 000066-25-1 72
4 Hexanal 100 C6H120 000066-25-1 64
5 Hexanal 100 C6H120 000066-25-1 59
Abundance Scan 2321 (8.803 min): VU047567.D\data.ms (-2307) (-) m/z 56.00 100.00%
44.0 56.0
5000
72.0
R R
‘ ‘ ‘ ‘ S‘L 1 8.40 8.60 8.80 9.00 9.20
el L BB 1001 s 43,95 98.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexana
44.0 56.0
5000 [T T T[T T T T T[T T TT T
27.0 8.40 8.60 8.80 9.00 9.20
720 m/z 41.00 85.06%
150 ) M A | 880 1000
\\‘\\\\‘\\\\‘\\\\’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0
56.0
8.40 8.60 8.80 9.00 9.20
m/z 57.00 70.74%
5000 29.0
72.0
b WL o 000
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal
44.0 8.40 8.60 8.80 9.00 9.20
56.0 m/z 43.00 62.43%
27.0
5000
72.0
180 Ll so o
m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 12 Heptanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.349 9.24 ug/L 659578  Chlorobenzene-d5 9.426
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 98
2 Heptanal 114 C7H140 000111-71-7 95
3 Heptanal 114 C7H140 000111-71-7 94
4 Heptanal 114 C7H140 000111-71-7 52
5 Heptanal 114 C7H140 000111-71-7 38

Abundance Scan 2802 (10.349 min): VU047567.D\data.ms (-2784) (- | m/z 70.10 100.00%

70.1
41.0
5000

“961 10.00 10.50
w‘m‘_H‘_Wwwwﬁ(?‘?? m/z 41.00  78.99%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8412: Heptanal
41.0 70.0
5000

10.00 10.50
m/z 43.95 77.12%

96.0
15.0 “‘ |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #8413: Heptanal

44.0

70.0
10 OO 10 50
5000 ITI z 42.95 70.58%
96.0
16.0 L
e T

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8414: Heptanal

44.0 10 OO 10 50

m/z 55.00 66.14%

70.0
5000 JL
96.0
228 0 4 0 1%

m/z--> 20 40 60 80 100 120 140 160 180 200 lO OO 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 Furan, 2-pentyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.259 0.99 ug/L 81536 1,4-Dichlorobenzene-d4 11.812
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 91
3 Furan, 2-pentyl- 138 C9H140 003777-69-3 83
4 2-[(2-Furylmethyl)amino]-2-methy... 169 C9H15NO2 889949-94-4 59
5 Cyclohexene,3-butyl- 138 C10H18 003983-07-1 56
Abundance Scan 3085 (11.259 min): VU047567.D\data.ms (-3075) (- | m/z 80.95 100.00%
81.0
5000
— =
53.0 ‘ 060 1381 11.00 11.50
LI \3\7‘.‘9\ \‘i‘”\ T Tt \H‘ T \@i.‘ =TT \1‘2:\3\0\ [ m/Z 82.00 22.32%
miz--> 20 40 60 80 100 120 140
Abundance #20161: Furan, 2-pentyl-
81.0
5000 — A ——
11.00 11.50
530 138.0 m/z 138.05 15.50%
T ‘2\7‘\‘0\ \“\ \‘1“‘\ T ey \”‘ ‘\ T \“\ ‘170\9\0\ T \“ T
miz-> 20 40 60 80 100 120 140
Abundance #20157: Furan, 2-pentyl-
81.0
— —
11.00 11.50
5000 m/z 53.00 13.39%
138.0
53.0
S iR WP NP2 N W
miz--> 20 40 60 80 100 120 140 M
Abundance #20160: Furan, 2-pentyl- B e S
81.0 11.00 11.50
m/z 41.00 7.82%
5000
27.0 53.0
138.0
\\\‘\M‘\JH\\J\‘\W \\‘\\\W‘%ng‘ \\\J‘\\ —— \”@¥rq .
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 2-Heptenal, (E)- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.298 0.93 ug/L 76594  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenal, (E)- 112 C7H120 018829-55-5 76
2 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 70
3 2-Heptenal, (E)- 112 C7H120 018829-55-5 64
4 2-Heptenal, (Z)- 112 C7H120 057266-86-1 64
5 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 62
Abundance Scan 3097 (11.298 min): VU047567.D\data.ms (-3091) (- | m/z 41.00 100.00%
410 55.0 83.0
5000
Y, VS
97.0 1120 11.00 11.50
H‘_‘H‘H‘W‘HW !H‘H‘W‘H‘_LH‘HJW‘H‘_‘H“ m/z 83.00 94.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7340: 2-Heptenal, (E)-
41.0
27.0
55.0 83.0
5000 oo S
70.0 11.00 11.50
m/z 55.00 88.02%
(l \\‘ \\‘ 97\0 1120
\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7696: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0
41.0 83.0 SRS
11.00 11.50
5000 70.0 m/z 38.95 59.74%
27.0
970 1120
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7335: 2-Heptenal, (E)- 1 =T
41.0 11.00 11.50
m/z 56.00 55.84%
5000 27.0
70.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 3-Octanone Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.471 0.59 ug/L 48958 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanone 128 C8H160 000106-68-3 93
2 3-Octanone 128 C8H160 000106-68-3 74
3 3-Octanone 128 C8H160 000106-68-3 59
4 3-Octanone 128 C8H160 000106-68-3 50
5 3-Octanone 128 C8H160 000106-68-3 47
Abundance Scan 3151 (11.471 min): VU047567.D\data.ms (-3144) (- | m/z 57.00 100.00%
43.0 57.0
72.0
99.0
5000
A
| T s
H‘HH‘\\H‘HH“\M\“M‘\H‘HHW\‘H‘\‘\\‘H“\H‘\}HH’HH“H\MHH m/Z 42.95 91.0600
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14273: 3-Octanone
43.0 57.0
29.0 72.0
99.0
5000 T
11.50
128.0 m/z 71.95 67.51%
H‘\H.\‘\Hl‘HH“‘M\\‘H‘H‘HH‘\‘H\‘\\‘H‘\\Hi\H\’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14271: 3-Octanone
29.0 43.0 57.0
/\\ T ‘ T
11.50
5000 72.0 m/z 99.00 59.92%
99.0
128.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #14269: 3-Octanone —— i
43.0 57.0 11.50
72.0 99.0 m/z 71.00 57.22%
5000 29.0
128.0
H‘mWH‘:‘HH“MmWu‘uww‘uW“mw}ml‘,l‘?’:p‘mn_m S A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.687 14.12 ug/L 1166800 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 97
2 Octanal 128 C8H160 000124-13-0 94
3 Octanal 128 C8H160 000124-13-0 91
4 Octanal 128 C8H160 000124-13-0 86
5 Octanal 128 C8H160 000124-13-0 78
Abundance Scan 3218 (11.687 min): VU047567.D\data.ms (-3206) (- | m/z 41.00 100.00%
41,0
57.0
84.1
5000
‘ ‘ 100.1 11 50 12 00
H‘HH‘HH‘\H{}H\“\HHH“H“HH\‘\‘H\’H‘H‘\\\\}\\\\’\]-\2\\8‘.\()\\\ mz 42 95 95 370
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0
5000 29.0
11.50 12.00
100.0 m/z 57.00 83.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal
43.0
57.0
290 84.0 11.50 12.00 .
5000 : m/z 56.00 75.85%
H H 1000
H_‘H_m_m;w_m WHM A S 428
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #14264: Octanal =
41.0 11 50 12.00
57.0
m/z 55.00 73.47%
84.0
5000
27.0
1000
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11 50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 2-Decenal, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.545 4.15 ug/L 343010 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decenal, (E)- 154 C10H180 003913-81-3 53
2 2-Octenal, (E)- 126 C8H140 002548-87-0 53
3 1-Hexene, 3,5-dimethyl- 112 C8H16 007423-69-0 35
4 2-Hexene, 3,5-dimethyl- 112 C8H16 003404-79-3 30
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 25

Abundance Scan 3485 (12.545 min): VU047567.D\data.ms (-3472) (- | m/z 55.00 100.00%

55.0
83.0
5000 /L

12 50
A0l “\ 208.1 ;
““““u\‘h il e m/z 40.95 90.01%
m/z--> 20 40 60 80 100 120 140
Abundance #30981: 2-Decenal, (E)-
4110
70.0
5000 ‘ ‘/\‘ :
12.50

70.00  87.83%

98.0
‘\ \M\H‘ \‘\ M} T ‘ T \1\3\6.‘0\ ]\-5\4\.?
mi/z--> 20 40 60 80 100 120 140
Abundance #12976: 2-Octenal, (E)-
41.0
70.0

12.50
5000 m/z 83.00 62.91%

97.0
150 L, 1250
AL I e
m/z--> 20 40 60 80 100 120 140
Abundance #7574: 1-Hexene, 3,5-dimethyl-

41.0 12 50
m/z 69.00 53.27%

70.0
5000

| e I
‘ ‘ | il | |

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12

Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@O31422WMA.M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Nonanal Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.886 17.75 ug/L 1467310 1,4-Dichlorobenzene-d4 11.812
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 Heptane, 2-chloro-

134 C7H15C1

001001-89-4 27

Abundance Scan 3591 (12.886 min): VU047567.D\data.ms (-3577) (- | m/z 57.00 100.00%
57
41.0
5000
82.1 98.1
= —
‘ H 1141 12 50 13.00
R ‘m“‘_m! el 11420 40.95  80.08%
miz--> 20 40 60 100 120 140
Abundance #22961.N0nana
41.0 57.0
5000
82.0 98.0 1250 13.00
m/z 56.00 57.55%
Ll e
\\\\‘\‘\‘\\}\\\““\‘\1 ‘\H\\‘\\\\‘}\\\‘\\\
m/z-> 20 40 60 8 100 120 140
Abundance #22962: Nonanal
57.0
41.0
1250 1300
5000 ITI z 43.00 57.21%
82.0 98.0
114.0
SEET I .1
miz-> 20 40 60 80 100 120 140
Abundance #22963: Nonanal A7ﬁ¥
57.0 12.50 13 00
41.0 m/z 54.95 53.95%
98.0
5000
82.0
SN (N 5 L O O ¥ 1
m/z--> 20 40 60 80 100 120 140 1250 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 1-Nonanol Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.632 0.60 ug/L 49926  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 1-Nonanol 144 C9H200 000143-08-8 90
3 2-Dodecene, (Z)- 168 C12H24 007206-26-0 90
4 Cyclopropane, nonyl- 168 C12H24 074663-85-7 80
5 Cycloheptane 98 C7H14 000291-64-5 74
Abundance Scan 3823 (13 632 min): VU047567.D\data.ms (-3813) ( | m/z 55.00 100.00%
o o
‘ 2069 13.50 14.00
m_mpm ‘w‘w"‘H‘zf“‘?ww_m_m_m m/z 56.00  97.34%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #24384: 1-Nonano
56.0
5000 WY, Vi M‘ { 5 1
83.0 13.50 14.00
m/z 41.00 90.51%
29.0 ‘ ‘
\\\‘\‘\H\\“\\\“‘\\‘\“\‘\\}“\\\\]_‘2\6\.\()\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24382: 1-Nonano
e —
13.50 14.00
5000 m/z 70.00 81.62%
29.0
\‘ H 126.0
R B e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43478:2—Dodecene,(2} 44— ‘ f§ P
13.50 14.00
m/z 42.95 75.83%
h 1 M
111.0 168.0
. . 140.0 s M
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_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@O31422WMA.M
: TRACE VOA SFAM1.0

TIC Integration Parameters: LSCINT.P

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

Peak Number 20 2-Nonenal, (E)- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.684 1.43 ug/L 118269 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonenal, (E)- 146 C9H160 018829-56-6 80
2 2-Nonenal, (E)- 140 CS9H160 018829-56-6 72
3 2-Nonenal 140 C9H160 002463-53-8 50
4 1H,3H-Furo[3,4-c]furan, tetrahydro- 114 C6H1002 005175-36-0 38
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 30

Abundance Scan 3839 (13.684 min): VU047567.D\data.ms (-3831) (- | m/z 41.00 100.00%
41.0 | 70.0
5000
1350 1400
122.0 : :
“\“\“‘\‘\“H\\‘\\\\‘\\\\‘\\\\2‘9\6.\9\ m/Z 55.00 98.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21495: 2-Nonenal, (E)-
43.0 700
5000 1350 1400
96.0 : :
m/z 70.00 88.53%
15,0 | 220
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21492: 2-Nonenal, (E)-
41.0
o N
70.0 13.50 14.00
5000 m/z 83.00 76.17%
96.0
15.0 ‘\H ‘\‘H \122.0
A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21468: 2-Nonenal 3 A
43.0 13.50 14.00
70.0 m/z 43.00 72.22%
5000
96.0
‘ 122.0
150 A || e S U
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_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 4-Decenal, (E)- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.883 0.68 ug/L 56192 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Decenal, (E)- 154 C10H180 065405-70-1 80
2 cis-4-Decenal 154 C10H180 021662-09-9 59
3 4-Heptenal, (Z)- 112 C7H120 006728-31-0 43
4 9-Oxabicyclo[6.1.0]nonane, cis- 126 C8H140 004925-71-7 38
5 Cyclopropanecarboxamidine 84 C4H8N2 054070-74-5 38

Abundance Scan 3901 (13.883 min): VU047567.D\data.ms (-3883) (- | m/z 55.00 100.00%
55.0 84.0

5000
110.0 i 1
H ‘ 136.1 13.50 14.00
T ‘\H\ “ \M\ “\ T ‘ T \‘ 1 ‘ L m/z 84'09 97'6400
mi/z--> 20 40 60 80 100 120 140
Abundance #30980: 4-Decenal, (E)-
.0
5000 Q NN -
1100 13.5 14.00
m/z 40.95 94.39%
136.0
‘ T T ‘\ ‘} T ‘ L 1 ‘ \]\-5\4\.?
mi/z--> 20 40 60 80 100 120 140
Abundance #30956: cis-4-Decenal

41.0

= T
13.50 14.00

5000 84.0 m/z 82.95 62.17%
67.0
110.0
15.0 ol 136.0
e e e
20 40 60 80 ML

m/z--> 100 120 140
Abundance #7343: 4-Heptenal, (2)- Ve L P g D
41.0 13.50 14.00
68.0 m/z 67.00 59.76%
5000
94.0

150 . . . “ \‘ I ‘ 112.0 L0 \ma A mSn

ke [N S e
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\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 Decanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.983 1.32 ug/L 108911 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanal 156 C10H200 000112-31-2 91
2 Decanal 156 C10H200 000112-31-2 91
3 Decanal 156 C10H200 000112-31-2 90
4 Decanal 156 C10H200 000112-31-2 90
5 Decanal 156 C10H200 000112-31-2 86

Abundance Scan 3932 (13.983 min): VU047567.D\data.ms (-3918) (- | m/z 41.00 100.00%
41.0

70.0
5000
95.1
—
”2071 m/Z 57.00 95.3800
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32828: Decanal
57.0
82.0
5000 112.0 i
14.00
m/z 43.00 85.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32830: Decanal
57.0
T
82.0 14.00
m/z 55.00 77 .73%
5000 112.0
29.0 ‘
WEl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32825: Decanal T
43.0 14.00
m/z 70.00 55.47%
5000 70.0
112.0
150 1390 yy (i
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 2-Dodecenal, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.732 9.37 ug/L 774410 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decenal, (E)- 154 C1eH180 003913-81-3 80
2 2-Dodecenal, (E)- 182 C12H220 020407-84-5 64
3 2-Cyclohexen-1-0l 98 C6H100 000822-67-3 46
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 46
5 Cyclopentane, 1,1,3,3-tetramethyl- 126 CO9H18 050876-33-0 45
Abundance Scan 4165 (14.732 min): VU047567.D\data.ms (-4153) (- | m/z 70.00 100.00%
41.0 70.0
5000
98.1
‘ ‘H i 14.50 15.00
“‘M“w Ay ‘m 92l m/z 40.95 98.35%
m/z--> 20 40 60 100 120 140 160 180
Abundance #30983.2-DecenaL(E}
70.0
41.0
5000 ‘14‘50‘ is‘oo‘
98.0
m/z 94.46%
‘121.0
“\ \m} “ \‘1“1 T “‘\‘\ T } ‘ \175\4\.‘0\ L ‘ T
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 ITI/Z 43.0 82.21%
97.0
~ F2101390 164.0182.0
e e S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3588: 2-Cyclohexen-1-ol — ‘
70.0 14.50 15.00
m/z 83.00 69.59%
5000 98.0
41.0
w““mtﬁw"J"“"H““““H“““‘H““ — —
m/z--> 20 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 2,4-Decadienal, (E,E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.368 2.21 ug/L 182968 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 91
2 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 90
3 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 90
4 2,4-Decadienal, (E,E)- 152 C1@H160 025152-84-5 90
5 2,4-Decadienal 152 C10H160 002363-88-4 90
Abundance Scan 4363 (15.368 min): VU047567.D\data.ms (-4352) (- | m/z 81.00 100.00%
81.0
5000 J\
41.0
15. 00 15. 50
123.0 152.1
MMMMHWw_‘H_Hw”_m%??‘? m/z 40.95 21.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29156: 2,4-Decadienal, (E,E)-
81.0
5000
15. OO 15 50
41.0 m/z 67.00 18.75%
152.0
\\\‘\\\\"‘\\\\‘\\“\\““\\\‘}‘\\\]_\2‘\3\9\‘\\1\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29155: 2,4-Decadienal, (E,E)-
81.0
”\J‘\ ”/Lr e
15.00 15.50
5000 m/z 39.00 15.28%
41.0
152.0
1500 4 by 30 20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29142: 2,4-Decadienal, (E,E)-
81.0 15. OO 15 50
m/z 79.00 12.91%
5000 41.0
152.0
180l gl 2230 oulons)
m/z--> 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\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12

Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@O31422WMA.M
: TRACE VOA SFAM1.0

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 25 2-Tridecenal, (E)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.709 1.59 ug/L 131259 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tridecenal, (E)- 196 C13H240 007069-41-2 80
2 2-Undecenal 168 C11H200 002463-77-6 72
3 2-Dodecenal, (E)- 182 C12H220 020407-84-5 58
4 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 38
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 38

Abundance Scan 4469 (15.709 min): VU047567.D\data.ms (-4458) (- | m/z 70.00 100.00%

41.0 70.0
5000
‘ H 121'115 oo 1550 16.00
S Mwwuuuum,uuwugﬂﬁﬂuH‘HH_%gﬁf m/z 41.00 91.04%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #71621: 2-Tridecenal, (E)-
410 _

5000
1550 1600
m/z 54.95 77 .94%
\H‘H‘H ’ ‘\]‘.}Hﬂ-\‘()\\\\%\5\%’0\\\\’%\9\6‘\O\H‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43319: 2-Undecena
41.0 70.0

1550 1600
5000 ITI z 57.00 71.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56837: 2-Dodecenal, (E)- ﬂ‘v i
41.0 1550 1600

0.0 m/z 82.95 69.37%

5000
\ ‘ H‘J\‘ ‘%ﬁ O 1640

m/z--> 20 40 60 80 100120140160180200220240260280 1550 1600
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 Butylated Hydroxytoluene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.880 1.09 ug/L 90262 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 96
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 95
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 94
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 94
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 90
Abundance Scan 4833 (16.880 min): VU047567.D\data.ms (-4822) (- | m/z 205.20 100.00%
205.2
5000
57.0
— P
‘ 910 151 1030 ‘ ‘ 16.50 17.00
\H‘\\H“H‘\‘h‘ \“\‘\‘\H“H‘\‘\ \“\\M“\M”\“H\‘\‘\\“\‘H‘UH‘\‘\ “H\“‘HH%??\"‘(\)\H‘H m/z 57.09 32.3900
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99214: Butylated Hydroxytoluene
205.0
5000 U T
16.50 17.00
57.0 m/z 220.20 27.38%
105.0 145.0 ‘
\\\Z‘Z\0\‘\H“\’\‘\HM“\\‘\‘\‘\‘H‘M“\M‘\“‘\‘H\"]\-Z?’\()\H‘\‘\H“HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99219: Butylated Hydroxytoluene
205.0
— A0
16.50 17.00
5000 ITI/Z 40.95 20.70%
57.0 145.0
L ASHN ST LMwm“”‘&Z?,-?m_“lew_w
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99218: Butylated Hydroxytoluene
205.0 16.50 17.00
m/z 206.10 19.77%
5000
570 1050 1450 ‘
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\VU@31522\
Data File : VU@47567.D

Acqg On : 15 Mar 2022 11:12
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO31422WMA.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 1.372 11.0 ug/L 638708 1 6.285 291230 5.0
(DEL) Alkane: S 1.504 0.8 ug/L 49783 1 6.285 291230 5.0
(DEL) Alkane: S... 1.752 1.6 ug/L 91165 1 6.285 291230 5.0
(DEL) Alkane: S... 2.018 0.8 ug/L 46607 1 6.285 291230 5.0
(DEL) Alkane: C 2.176 2.0 ug/L 115010 1 6.285 291230 5.0
(DEL) Alkane: S 2.224 4.1 ug/L 240633 1 6.285 291230 5.0
1,4-Pentadiene 2.433 0.9 ug/L 55526 1 6.285 291230 5.0
Butanal 4.504 1.3 ug/L 74584 1 6.285 291230 5.0
Pentanal 6.919 6.9 ug/L 402960 1 6.285 291230 5.0
Hexanal 8.803 56.8 ug/L 4053770 2  9.426 356905 5.0
Heptanal 10.349 9.2 ug/L 659578 2 9.426 356905 5.0
Furan, 2-pentyl- 11.259 1.0 ug/L 81536 3 11.812 413296 5.0
2-Heptenal, (E)- 11.298 0.9 ug/L 76594 3 11.812 413296 5.0
3-Octanone 11.471 0.6 ug/L 48958 3 11.812 413296 5.0
Octanal 11.687 14.1 ug/L 1166800 3 11.812 413296 5.0
2-Decenal, (E)- 12.545 4.2 ug/L 343010 3 11.812 413296 5.0
Nonanal 12.886 17.8 ug/L 1467310 3 11.812 413296 5.0
1-Nonanol 13.632 0.6 ug/L 49926 3 11.812 413296 5.0
2-Nonenal, (E)- 13.684 1.4 ug/L 118269 3 11.812 413296 5.0
4-Decenal, (E)- 13.883 0.7 ug/L 56192 3 11.812 413296 5.0
Decanal 13.983 1.3 ug/L 108911 3 11.812 413296 5.0
2-Dodecenal, (E)- 14.732 9.4 wug/L 774410 3 11.812 41329 5.0
2,4-Decadienal,... 15.368 2.2 ug/L 182968 3 11.812 413296 5.0
2-Tridecenal, (E)- 15.709 1.6 ug/L 131259 3 11.812 413296 5.0
Butylated Hydro... 16.880 1.1 ug/L 90262 3 11.812 413296 5.0
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