LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO92923WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@32464.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.101 12 19 37 rvB2 189218 258842 54.09% 4.822%
2 1.178 37 43 49 rBV 6930 7583 1.58% 0.141%
3 1.220 506 56 60 rBv 17854 16710 3.49% 0.311%
4 1.320 71 87 102 rBV2 115335 189417 39.58%  3.529%
5 1.455 117 129 157 rBV4 24263 79869 16.69% 1.488%
6 1.645 180 188 203 rVB 50624 81302 16.99% 1.515%
7 1.728 206 214 221 rBVS 24024 42191 8.82% 0.786%
8 1.844 246 250 254 rBV6 10312 10906 2.28% 0.203%
9 2.265 372 381 396 rBvV 113429 190139 39.73% 3.542%
10 4.484 1060 1071 1090 rVB 85165 197113 41.19% 3.672%
11 5.124 1257 1270 1289 rBvV2 198777 439487 91.84%  8.187%
12 5.667 1429 1439 1452 rBV 120600 231577 48.39% 4.314%
13 5.982 1527 1537 1538 rBV9 6672 8830 1.85% 0.164%
14  6.217 1594 1610 1631 rVB 80925 179865 37.58%  3.351%
15 6.419 1664 1673 1694 rVB7 18164 43557 9.10% 0.811%
16 7.059 1861 1872 1892 rBV 40960 77714 16.24% 1.448%
17 7.310 1939 1950 1957 rBV1e 4201 9824 2.05% ©.183%
18 7.371 1958 1969 1980 rBV 171845 300357 62.76% 5.595%
19 7.493 2002 2007 2018 rVB2 10725 17803 3.72% 0.332%
20 7.661 2050 2059 2072 rBvV2 22840 42827 8.95% 0.798%
21  7.960 2141 2152 2157 rBV 11193 18692 3.91% 0.348%
22 8.001 2157 2165 2176 rVB3 20645 33951 7.09% 0.632%
23 8.117 2185 2201 2237 rBV 154931 478559 100.00% 8.915%
24 8.259 2237 2245 2262 rVB2 64053 114109 23.84% 2.126%
25 8.847 2417 2428 2459 rBV 172195 352960 73.75% 6.575%
26 9.008 2470 2478 2481 rBV5 3944 4853 1.01% 0.090%
27  9.127 2505 2515 2533 rBV2 13752 33552 7.01% 0.625%
28 9.217 2534 2543 2561 rVB4 10855 27197 5.68% 0.507%
29 9.371 2585 2591 2601 rBV3 6391 9779 2.04% 0.182%
30 9.525 2631 2639 2647 rBvV 7325 14068 2.94% 0.262%
31 9.696 2680 2692 2704 rBV6 8288 20088 4.20% 0.374%
32 9.783 2708 2719 2745 rVWV2 54332 114418 23.91% 2.131%
33 10.185 2833 2844 2862 rVB 59513 114911 24.01% 2.141%
34 10.345 2882 2894 2903 rVvB3 17710 33567 7.01% 0.625%
35 10.416 2908 2916 2919 rBvV8 4993 6133 1.28% 0.114%
36 10.471 2925 2933 2950 rVB4 25120 51578 10.78% 0.961%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO92923WMA.M
Title : TRACE VOA SFAM1.0
37 10.554 2952 2959 2960 rBV4 4343 4830 1.01% 0.090%
38 10.705 2999 3006 3014 rVB4 2834 6484 1.35% 0.121%
39 10.879 3049 3060 3075 rVB 14327 28965 6.05% 0.540%
40 11.001 3091 3098 3112 rBV2 8945 16703 3.49% 0.311%
41 11.107 3122 3131 3151 rBV2 57699 104319 21.80% 1.943%
42 11.204 3151 3161 3181 rVB 205775 348172 72.75% 6.486%
43 11.496 3232 3252 3268 rBV4 54719 175920 36.76% 3.277%
44 11.577 3268 3277 3304 rVB 206643 403081 84.23% 7.509%
45 11.786 3337 3342 3355 rVB3 19366 33813 7.07% 0.630%
46 11.866 3360 3367 3370 rBV6 6367 8997 1.88% 0.168%
47 11.969 3392 3399 3416 rVB4 11320 24416 5.10% 0.455%
48 12.201 3459 3471 3483 rBV3 19728 40555 8.47% 0.755%
49 12.294 3490 3500 3515 rBV 58725 96037 20.07% 1.789%
50 12.365 3516 3522 3529 rvwv2 8286 12648 2.64% 0.236%
51 12.413 3529 3537 3550 rVB 13006 23044  4.82% 0.429%
52 12.676 3613 3619 3625 rBV7 7187 11026 2.30% 0.205%
53 12.799 3649 3657 3659 rBV8 5218 6259 1.31% 0.117%
54 12.828 3662 3666 3682 rVB5 12079 21009 4.39% 0.391%
55 13.085 3738 3746 3763 rBV8 14912 28495 5.95% 0.531%
56 13.165 3765 3771 3779 rVB9 3742 5326 1.11% 0.099%
57 13.217 3779 3787 3793 rBV1e 5841 8776 1.83% 0.163%
58 13.381 3835 3838 3851 rVB1o 8001 11931 2.49% 0.222%
59 13.448 3853 3859 3870 rVB2 9236 14572 3.04% 0.271%
60 13.988 4016 4027 4036 rBV2 11496 18572 3.88% 0.346%
61 14.387 4145 4151 4160 rVB9 3968 5917 1.24% 0.110%
62 14.580 4205 4211 4218 rVB9 4661 5995 1.25% 0.112%
63 14.763 4260 4268 4277 rBV9 3455 5421 1.13% 0.101%
64 15.059 4343 4360 4364 rBV9 9434 26272 5.49% 0.489%
65 17.043 4970 4977 4985 rVB 11413 16224 3.39% 0.302%
Sum of corrected areas: 5368107
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV032464.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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.
1.101 5.59 ug/L 258842  1,4-Difluorobenzene 5.667

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 Cyclopropane 42 C3He 000075-19-4 7
5 Cyclopropene 40 C3H4 002781-85-3 5

Abundance  Scan 19 (1.101 min): VV032464.D\data.ms (-12) (-) m/z 41.00 100.00%

41.0
5000 ?
” ‘ 599 1.101.20130140150
O e R e e m/z 38.95 79.97%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #61: Propene
41.0
5000
27.0 1.101.201.301.401.50
m/z 41.95 59.14%
Lo 180 | |
O HHHHH\H‘\\H‘H\}‘H\H\\Hi\\H‘HHHH\‘ \M‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #62: Propene
41.0
1.101.201.301.401.50
5000 27.0 m/z 43.00 33.56%
20 180
Ot e e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #64: Cyclopropane RRREE e A RN
42.0 1.101.201.301.401.50
m/z 43.95 29.67%
5000 27.0 \J\Rw/f/\\va/\\\/ﬁ
14.0 ‘ H
0\uuuWHHM\HMHHuupuquhpuwm\w b P
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Acetamide, 2-fluoro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.455 1.72 ug/L 79869 1,4-Difluorobenzene 5.667

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, 2-fluoro- 77 C2HAFNO 000640-19-7 53
2 Acetamide, 2-fluoro- 77 C2H4FNO 000640-19-7 9
3 Acetaldehyde 44 C2H40 000075-07-0 9
4 Acetaldehyde 44 C2H40 000075-07-0 9
5 Propane 44 C3H8 000074-98-6 9

Abundance Scan 129 (1.455 min): VV032464.D\data.ms (-117) (-) m/z 43.95 100.00%

44.0
5000 76.9 M
56.0 -
1.20 1.40 1.60 1.80
UL 91.8 B
o+ e e ey m/z 42.85 57.85%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1126: Acetamide, 2-fluoro-
44.0
77.0
5000 LA LI L L B L L A
1.20 1.40 1.60 1.80
m/z 76.90 46.58%
33.0
1' | \‘ Tn 60\0 |
O\\\‘\\\\‘\\\\i!\\\“\\\‘\\\\“\\\\’\\\\‘\\\\‘\\\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #1125: Acetamide, 2-fluoro-
44.0
1.20 1.40 1.60 1.80
5000 77.0 m/z 40.95 39.57%
33.0
lQO | ‘ ‘ 60.0
L B o o o e L Ay B e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #80: Acetaldehyde R e ERERE RN
e}
29.0 44.0 1.20 1.40 1.60 1.80
m/z 56.00 20.57%
5000
15.0 ﬂA
oH“m‘mmw‘mw‘lm‘_m_m,m‘_m_m e A e R
m/z--> 10 20 30 40 50 60 70 80 90 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 4-Chloro-1-butanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.728 0.91 ug/L 42191 1,4-Difluorobenzene 5.667
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-1-butanol 108 C4H9Cl10 000928-51-8 50
2 3-Buten-1-o0l 72 C4HB80 000627-27-0 47
3 4-Chloro-1-butanol 108 C4H9C10 000928-51-8 40

4 Thietane, 1-oxide 90 C3H60S 013153-11-2 37
5 2-Chloro-2-propen-1-o0l 92 C3H5C10 005976-47-6 27

Abundance Scan 214 1 728 min): VV032464.D\data.ms (-206) (-) m/z 40.85 100.00%

- M
R ARBBRERRRES s
72.0 90.9
1150 1413 1771 1.40 1.60 1.80 2.00
0! [ ““ all M A m/z 43.00 93.91%
mfz--> 100 120 140 160 180
Abundance #5947 4 Chloro 1-butanol
5000 LA L R R B B
91.0 1.40 1.60 1.80 2.00
m/z 41.95 89.36%
18.0
O\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 80 100 120 140 160 180
Abundance #750. 3-Buten-1-ol
42.0

1.40 1.60 1.80 2.00

5000 ITI/Z 57 .00 75.48%
15.0 m | 72.0
) N N —
miz--> 20 40 60 80 100 120 140 160 180
Abundance #5945 4-Chloro-1-butanol FTR L TR A
1.40 1.60 1.80 2.00
m/z 39.00  43.42%
5000
0.0
15.0
ommhwm\MHW:‘}P‘Q‘-Q_WW_W
miz--> 20 40 100 120 140 160 180 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Pentanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.419 0.94 ug/L 43557 1,4-Difluorobenzene 5.667

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 53
2 Pentanal 86 C5H100 000110-62-3 42
3 Pentanal 86 C5H100 000110-62-3 36
4 1-Pentanol, 4-amino- 103 C5H13NO 000927-55-9 28
5 2-Formylhistamine 139 C6HON30 1000132-95-8 25
Abundance Scan 1673 (6.419 min): VV032464.D\data.ms (-1664) (-) m/z 44.00 100.00%
44.0
5000 58.0 \/\AVJL\A
R e ERnan
‘H‘ “ 791 118.0 6.00 6.20 6.40 6.60 6.80
(RS 1|V P S I m/z 41.00 50.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1915: Pentanal
44.0
29.0
5000 DL B LN B W
58.0 6.00 6.20 6.40 6.60 6.80
m/z 58.00 40.40%
0 120 N L‘ ‘\H 71.0 86.0
H\‘\\H‘\H\‘\\H‘\ H‘HH‘HH‘H\\‘\\H‘\H\‘\\H‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1916: Pentanal
290 44.0
58.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 56.90 34.10%
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 ﬁ/\‘
Abundance #1914: Pentanal - ““_““H““m
44.0 600620640660680
m/z 67.00 23.79%
58.0
5000 29.0
| H‘\ 71.0 800
Ol e P ST e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60 6.80

SFAMVTRO92923WMA.M Fri Oct 20 16:24:02 2023 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Hexanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.259 1.62 ug/L 114109 Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 90
3 Hexanal 100 C6H120 000066-25-1 78
4 Hexanal 100 C6H120 000066-25-1 72
5 Hexanal 100 C6H120 000066-25-1 40
Abundance Scan 2245 (8.259 min): VV032464.D\data.ms (-2237) (-) m/z 43.95 100.00%
44.0
5000

o 1 b0B20 540580

[ B L

obv v el M A T m/z 56.00  92.79%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #4249: Hexana

44.0
5000 U R B R B R
29.0 8.00 8.20 8.40 8.60
72.0 m/z 41.00 87.15%
.0
OH‘HH‘H‘\}“HH"‘!‘H’\j\l‘\\\‘\“!\\\‘?ég.\(‘)\\]-\o\elg\‘HH’HH’HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4248: Hexanal
44.0
T e
270 8.00 8.20 8.40 8.60
5000 ! m/z 57.00 60.44%
72.0
3.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4251: Hexanal e ARRARESEE S SR
56.0 8.00 8.20 8.40 8.60
41.0 o
m/z 42.95 59.85%
5000
27.0 2.0
O A . S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Heptanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.783 1.62 ug/L 114418 Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 91
2 Heptanal 114 C7H140 000111-71-7 90
3 Heptanal 114 C7H140 000111-71-7 83

4 Heptanal 114 C7H140 000111-71-7 78
5 Heptanal 114 C7H140 000111-71-7 53

Abundance Scan 2719 (9.783 min): VV032464.D\data.ms (-2708) (-) m/z 40.95 100.00%

41.0 70.0
55.0
5000
86.0 e s
‘ | M ‘ | 19 9.50 10.00
Obrrrrrrrprrreprrt il bl ol 22 m/z 70.00 97.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptanal
41.0 70.0
55.0
5000 e o spalh
27. 9.50 10.00
86.0 m/z 43.95 85.51%
O\\‘H-\\’\\}l‘\\\{}\‘\\i‘\wll’\\\“\‘!\H‘i\‘!\‘\\#\g’.(\)\\\];%é\.\o‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8416: Heptanal
44.0 70.0
— —
9.50 10.00
5000 290 57.0 m/z 42.95 77.33%
86.0
0 Hﬂ‘?\‘\o’u?‘\‘uu‘i\ ’ég’.0114.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8413: Heptanal — —
44.0 9.50 10.00
29.0 70.0 m/z 54.95  73.27%
5000 57.0
86.0
o260 MUl L L 180 || N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Hexanal, 2-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.471 0.74 ug/L 51578 1,4-Dichlorobenzene-d4 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 87
2 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 83
3 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 64
4 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 56
5 (1R,2R)-(-)-N-Methylpseudoephedrine 179 C11H17NO 014222-20-9 47
Abundance Scan 2933 (10.471 min): VV032464.D\data.ms (-2925) (- m/z 57.00 100.00%
57.0 72.0
5000 41.0
‘ 1050
94.9 111.0 126.0 :
oH,‘m_m_m_HMwMMHMHuuwwWHW m/z 72.60  97.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14298: Hexanal, 2-ethyl-
570 720
5000 T
41.0 10.50
m/z 41.00 47.99%
0 ‘ H‘\ sl .0 100.0 128.0
H’HH‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14299: Hexanal, 2-ethyl-
57.0
72.0 S
41.0 10.50
5000 m/z 43.00 45.05%
27,0
0 ‘H H‘H .. 95.0109.0 128.0
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14302: Hexanal, 2-ethyl- —
72.0
57.0 1050
m/z 55.00  23.91%
5000 43.0
29.0
0l.15.0 \‘ . 8601000 1280
‘WH‘WHH‘HH‘HH‘HH‘HH"HM‘HM‘HM‘HM‘HMH‘_H‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Octanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.107 1.50 ug/L 104319 1,4-Dichlorobenzene-d4 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 91
3 Octanal 128 C8H160 000124-13-0 91
4 Octanal 128 C8H160 000124-13-0 90
5 Octanal 128 C8H160 000124-13-0 78

Abundance Scan 3131 (11.107 min): VV032464.D\data.ms (-3122) (- m/z 41.00 100.00%

41.0
5000
69.0
\MH

: -
H 100.0 11.00 11.50
oWH‘ww}ww w\w“\m‘w,wlmn}w,ww m/z 43.00  90.10%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0

84.0
5000 e ~
270 11.00 11.50

m/z 55.00 74.70%

‘ 100.0
H‘HH‘HH“HH‘HH“\” \‘HH‘HH\‘\\H’HH‘HH}HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0

o

T T
11.00 11.50
5000 29.0 m/z 57.00 73.22%
‘ 100.0

0 1_‘1‘;‘1”“_‘:‘,H‘w!wl‘“‘,‘1‘2‘%9”

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal Ty e
43.0 11.00 11.50

m/z 43.95 68.32%

29.0 >0
. 4.
5000 84.0
H H 100 o
1 I

128.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.496 2.53 ug/L 175920 1,4-Dichlorobenzene-d4 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
Abundance Scan 3252 (11.496 min): VV032464.D\data.ms (-3232) (| m/z 57.00 100.00%
57.0
83.0 .
98 0 119 1134 0 11.50
0 m/z 40.95 41.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 L
11.50
83.0 m/z 43.00 34.93%
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
T
11.50
5000 m/z 54.95 31.03%
41.0
83.0
N e
ST S0 O A~ .38
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15691: 1-Hexanol, 2-ethyl- —
57.0 11.50
m/z 69.95  23.25%
5000 41.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Nonanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.294 1.38 ug/L 96037 1,4-Dichlorobenzene-d4 11.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 87
2 Nonanal 142 CS9H180 000124-19-6 86
3 Nonanal 142 C9H180 000124-19-6 80
4 Nonanal 142 C9H180 000124-19-6 80
5 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 46
Abundance Scan 3500 (12.294 min): VV032464.D\data.ms (-3490) (- m/z 57.00 100.00%
41.0 57.0
5000
g82.0 98.0
—— ~
‘ H 1140 12.00 12.50
oHH_Hun‘ ‘M‘*““u e m/z 40.95 92.32%
m/z--> 20 40 100 120 140
Abundance #22961.N0nana
41.0 57.0
5000 —r s
82.0 08.0 12.00 12.50
m/z 43.00 68.21%
L e
O\\\\‘z\s‘\‘\\}\\‘\“ ‘\“\H\\‘\\\\‘}\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #22962: Nonana
57.0
41.0 T T
12.00 12.50
5000 m/z 56.00 65.36%
82.0
114.0
NEESS O
miz--> 20 40 60 8 100 120 140
Abundance #22960: Nonanal T 7
41.0 57.0 12.00 12.50
m/z 54.95 61.87%
5000
82.0
obzo L ‘H M0 smg A
m/z--> 20 40 6 100 120 140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101823\
Data File : VV@32464.D

Acqg On : 18 Oct 2023 12:18
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR992923WMA.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... 1.101 5.6 ug/L 258842 1 5.667 231577 5.0
Acetamide, 2-fl... 1.455 1.7 ug/L 79869 1 5.667 231577 5.0
4-Chloro-1-butanol 1.728 0.9 ug/L 42191 1 5.667 231577 5.0
Pentanal 6.419 0.9 ug/L 43557 1 5.667 231577 5.0
Hexanal 8.259 1.6 ug/L 114109 2 8.847 352960 5.0
Heptanal 9.783 1.6 ug/L 114418 2 8.847 352960 5.0
Hexanal, 2-ethyl- 10.471 0.7 ug/L 51578 3 11.207 348172 5.0
Octanal 11.107 1.5 wug/L 104319 3 11.207 348172 5.0
1-Hexanol, 2-et... 11.496 2.5 ug/L 175920 3 11.207 348172 5.0
Nonanal 12.294 1.4 ug/L 96037 3 11.207 348172 5.0
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