LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 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\SOMUTRO12021WMA .M
Title : TRACE VOA SOM@1.0

Signal : TIC: VU@42147.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.356 3 5 20 rVB2 63349 54224  4.54% 0.713%
2 1.594 68 79 86 rvB2 58787 80268 6.72% 1.056%
3 1.716 107 117 142 rBV2 16952 41280 3.45% 0.543%
4 1.999 169 177 188 rVB 38718 48825 4.09% 0.642%
5 2.562 368 380 395 rBV 82470 133745 11.19% 1.760%
6 2.736 422 434 436 rBVS 8529 13985 1.17% 0.184%
7 3.600 695 703 718 rVB4 5994 14069 1.18% 0.185%
8 4.478 953 976 996 rBVv4 14743 44534 3.73% 0.586%
9 4.723 1030 1052 1071 rBV2 39836 155277 12.99% 2.043%
10 5.070 1143 1160 1180 rBV 78888 171934 14.39% 2.262%
11 5.726 1342 1364 1390 rBvV2 168481 403938 33.81% 5.315%
12 6.256 1516 1529 1548 rVB 151432 284604 23.82% 3.745%
13  6.546 1594 1619 1638 rBV 626069 1194906 100.00% 15.721%
14 6.700 1654 1667 1684 rVB 97511 185956 15.56%  2.447%
15 6.809 1690 1701 1716 rVB4 8348 16961 1.42% 0.223%
16 6.899 1717 1729 1743 rBV2 39214 77876 6.52% 1.025%
17 7.571 1923 1938 1960 rVB 57953 101999 8.54%  1.342%
18 7.816 2001 2014 2026 rBV2 8630 16621 1.39% 0.219%
19 7.903 2026 2041 2054 rW 188745 323792 27.10% 4.260%
20 7.973 2054 2063 2073 rVB 25093 41695 3.49% 0.549%
21 8.186 2115 2129 2142 rBV3 43173 82859 6.93% 1.090%
22 8.272 2142 2156 2168 rVB5 6184 15634 1.31% 0.206%
23 8.558 2237 2245 2255 rVB3 10721 17970 1.50% 0.236%
24  8.652 2260 2274 2307 rBV 245267 474214 39.69% 6.239%
25 8.796 2307 2319 2346 rVB 263056 449633 37.63% 5.916%
26  9.423 2502 2514 2533 rBV = 208621 336856 28.19% 4.432%
27 9.774 2611 2623 2641 rBV2 53936 97369 8.15% 1.281%
28 10.137 2720 2736 2747 rVB2 14813 29226  2.45% 0.385%
29 10.247 2758 2770 2782 rBV 17319 27552 2.31% 0.362%
30 10.353 2791 2803 2830 rVB 105512 169032 14.15%  2.224%
31 10.764 2919 2931 2943 rBV 73601 118862 9.95% 1.564%
32 11.054 3010 3021 3031 rBV2 24684 39944 3.34% 0.526%
33 11.121 3036 3042 3064 rVB 7829 14389 1.20% ©0.189%
34 11.475 3145 3152 3167 rVB4 10179 16506 1.38% 0.217%
35 11.581 3175 3185 3195 rVB 10702 15684 1.31% 0.206%

36 11.697 3200 3221 3233 rBV 147114 221499 18.54% 2.914%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 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\SOMUTR@012021WMA.M
Title : TRACE VOA SOM@1.0

37 11.819 3247 3259 3277 rVB 227486 354515 29.67% 4.664%
38 12.070 3324 3337 3365 rBV 193853 383365 32.08% 5.044%
39 12.201 3367 3378 3391 rVB 193862 310310 25.97% 4.083%
40 12.552 3478 3487 3504 rBV5 10790 22616 1.89% 0.298%
41 12.896 3581 3594 3609 rBV 375096 553347 46.31% 7.280%
42 13.217 3681 3694 3706 rBV 176429 259475 21.72% 3.414%
43 13.459 3759 3769 3779 rVB5 8813 14285 1.20% 0.188%
44 13.693 3834 3842 3855 rVB3 20324 31910 2.67% 0.420%
45 13.877 3891 3899 3909 rVB2 12818 19594 1.64% 0.258%
46 13.992 3927 3935 3950 rVB4 13264 21609 1.81% 0.284%
47 14.092 3952 3966 3977 rBV 18366 33995 2.84% 0.447%
48 14.742 4160 4168 4180 rVB7 8148 12844 1.07% 0.169%
49 15.237 4308 4322 4332 rBV5 7188 14977 1.25% 0.197%
50 15.407 4366 4375 4388 rVB5 8824 14897 1.25% 0.196%
51 15.532 4397 4414 4422 rBV2 11339 19116 1.60% 0.252%

Sum of corrected areas: 7600573
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU042147.D\data.ms
600000 6.546

500000
400000
300000

200000
5726 6.256

.909 4.723
1716 2736  3.600 4.478

WV — . J .~
L L L L L L L B B L T L L L L L L B L Y L L L L L I L B I

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: VU042147.D\data.ms
600000

o

500000
400000

300000 875
86 11.819
9.423 :

200000 7.903 12.0202
11.69

100000 10.353
10.764
7.571 5186 9.774

6.899
- ol " G TR T B
T T T T T T T T T T i T T T T T T T T T T T T T T [T T

i — ‘ —T ‘ I
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU042147.D\data.ms
600000

500000

400000 12.896

300000

200000 13.217

100000

3.6 92
12.552 1?%%@3:99@ 14.742 ‘15.235.467532

0\\‘/\\\\\‘\ T T 1 T T T 1 T 71 L B \\4/\\‘\\ T 7 ] T T ]

Time--> 12.50 13.00 13.50 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\VU012121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.356 0.95 ug/L 54224  1,4-Difluorobenzene 6.256

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 Cyclopropene 40 C3H4 002781-85-3 10
4 Cyclopropane 42 C3H6 000075-19-4 7
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 5 (1.356 min): VU042147.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000
BmasaEEaEERSES S
1.401.501.60 1.70 1.80
C
el e e 200 m/z 39.00 82.93%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #57: Propene
41.0
5000 [T i T i rriryit
1.401.501.60 1.70 1.80
m/z 42.00 59.52%
15.0‘
| il L
\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
41.0
Emasanna st
1.401.501.60 1.70 1.80
5000 m/z 44.00 27 .90%
15.0
T T T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #50: Cyclopropene e A REmaa e
39.0 1.401.501.60 1.70 1.80
m/z 40.00 27.39%
5000
J“«‘ ‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.401.501.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 2 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
1.716 0.73 ug/L 41280 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 9
2 Acetaldehyde 44 C2H40 000075-07-0 9
3 Cyclopropyl carbinol 72 C4H80 002516-33-8 9
4 Phenethylamine, p,.alpha.-dimethyl- 149 C10H15N 000064-11-9 9
5 3-Hydroxy-N-methylphenethylamine 151 C9H13NO 1000335-06-7 9
Abundance Scan 117 (1.716 min): VU042147.D\data.ms (-107) (-) m/z 44.00 100.00%
44.0
5000
H‘iébuiébuébbu‘,
77.0 : :
mwHH‘\wawHuw_Hwwwww_mz‘g?:q m/z 43.00 53.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71: Acetaldehyde
29.0
5000 LN L L L B N A
1.60 1.80 2.00
m/z 42.00 16.85%
\\\‘M‘\‘M\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
29.0
e BRRE R
1.60 1.80 2.00
5000 m/z 40.95 13.40%
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #693: Cyclopropyl! carbinol T T T T
44.0 1.60 1.80 2.00
m/z 77.00 5.54%
5000
14-°Lh
m/z--> 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 3 Butanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.478 0.78 ug/L 44534  1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 80
2 Butanal 72 C4H80 000123-72-8 58
3 Butanal 72 C4H80 000123-72-8 52
4 Butanal 72 C4H80 000123-72-8 50
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 38
Abundance Scan 976 (4.478 min): VU042147.D\data.ms (-953) (-) m/z 41.00 100.00%

41.0
570 720
5000

86.0 4.20 4.40 4.60 4.80
\\\‘\\\\’\\\\‘\\\“\’\\\‘\\‘\\’\\\\‘\\\\‘\\}.\‘\\ mz 4395 88490

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #646: Butanal
27.0 44.0
72.0

5000 LI L L L L LB LI B B
4.20 4.40 4.60 4.80
15.0 57.0 m/z 43.00 86.32%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
44.0
R EaERE RS
72.0 4.20 4.40 4.60 4.80
5000 29.0 m/z 72.00  56.45%
57.0
15.0
T T T e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #648: Butanal AR B o
44.0 4.20 4.40 4.60 4.80

m/z 57.00 52.22%

27.0 72.0
5000
57.0
1! 36,d‘\ “‘ 1, 1

m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 4 Pentanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.899 1.37 ug/L 77876  1,4-Difluorobenzene 6.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 90
2 Pentanal 86 C5H100 000110-62-3 78
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 74
4 Pentanal 86 C5H100 000110-62-3 52
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 39
Abundance Scan 1729 (6 899 min): VU042147.D\data.ms (-1717) (-) m/z 44.00 100.00%
44.0
5000

A ABERENEEE S

‘ 6.0 6.60 6.80 7.00 7.20
el 20 m/z 4095 44.82Y%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #1704: Pentanal

44.0
5000 L L L L B B
6.60 6.80 7.00 7.20
m/z 58.00 37.54%
15.0 H
\\\\‘\‘!\\‘ \\“\‘\7\1\.(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44.0
e
6.60 6.80 7.00 7.20
5000 ITI/Z 57 .00 28.50%
86.0
B o AR B E s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1742: Butanal, 3-methyl- e AN RERARmE
44.0 6.60 6.80 7.00 7.20
m/z 42.95 24.76%
5000
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 6 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.796 6.67 ug/L 449633  Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 80
2 Hexanal 100 C6H120 000066-25-1 80
3 Hexanal 100 C6H120 000066-25-1 72
4 Hexanal 100 C6H120 000066-25-1 72
5 Butanal 72 C4H80 000123-72-8 38

Abundance Scan 2319 (8.796 min): VU042147.D\data.ms (-2307) (-) m/z 43.95 100.00%

44.0
5000
72.0 S |\ S
‘ ‘ | 8.40 8.60 8.80 9.00 9.20
gl L) e 2070 46.95  89.76%
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance #3773: Hexanal
44.0
5000 [T T[T [T rrrr[TT
8.40 8.60 8.80 9.00 9.20
72.0 m/z 56.00 87.98%

m/z--> 20 40 60 80 100 120 140 160 180 200

—_—

Abundance
44.0
BasRwEaEES L
8.40 8.60 8.80 9.00 9.20
5000 ITI/Z 43.00 63.14%
72.0
100.0
R e R AR e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3772: Hexanal RERRREEE S
44.0 8.40 8.60 8.80 9.00 9.20
m/z 57.00 60.71%
5000
72.0
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VU012121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 7 Butanamide, 3,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.774 1.45 ug/L 97369 Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 50
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 50
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

5 4-0-Acetyl-2,5-di-O-methyl-3,6-d... 215 C10H17NO4 1000101-80-3 9

Abundance Scan 2623 (9.774 min): VU042147.D\data.ms (-2611) (-) m/z 59.00 100.00%
59.

0
5000
‘ T

T
9.50 10.00

115.1
oot L e 2989 m/z 57.05  42.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7830: Butanamide, 3,3-dimethyl-
59.0
5000 e ey
9.50 10.00

m/z 40.95 21.06%

‘ ‘ 115.0
”‘W‘”‘m“““‘”gﬁp”i”JW‘”‘M‘”\”‘W‘”‘M‘”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0 ,A
—

Tl ‘
9.50 10.00

5000 m/z 43.00  13.93%
37.0 126.0
AR R A REEE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #18946: Acetic acid, cyano-, 1,1-dimethylethyl ester = — s
59.0 9.50 10.00

m/z 56.00 10.03%

5000

29.0 ‘
U‘\ \M i ‘ 86.0 126.0 AA I f‘j\\/\ n

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 8 Heptanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.353 2.51 ug/L 169032  Chlorobenzene-d5 9.423
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 98
2 Heptanal 114 C7H140 000111-71-7 93
3 Heptanal 114 C7H140 000111-71-7 81
4 Heptanal 114 C7H140 000111-71-7 81
5 Heptanal 114 C7H140 000111-71-7 80
Abundance Scan 2803 (10.353 min): VU042147.D\data.ms (-2791) (- ' m/z 41.00 100.00%
1j0 70.0
5000
V“}“J\‘ =
‘95-0 10.00 10.50
Al b 3002070 4305 98.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7421: Heptana
41.0 70.0
5000
1000 1050
96.0 m/z 70.00 96.65%
15.0 ']
\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44.0
70.0 [ ——
10.00 10.50
5000 m/z 43.00 91.67%
96.0
16.0
A o R R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7425: Heptana
440 70.0 1000 1050
m/z 54.95 70.70%
5000
96.0
15.0 H
w‘H“H“W“w“u“u“u“_“
m/z--> 20 40 60 80 100 120 140 160 180 200 1000 1050
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 9 Hexanal, 2-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.054 0.56 ug/L 39944  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 72
2 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 72
3 trans-1-Butene,1l-butoxy- 128 C8H160 1000139-52-8 72
4 Pentane, 1-(1-butenyloxy)-, (E)- 142 C9H180 054004-25-0 64
5 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 64
Abundance Scan 3021 (11.054 min): VU042147.D\data.ms (-3010) (- | m/z 57.00 100.00%
57.0
5000
A
129.0 :
\\\‘\H\‘i“u\h‘“‘\‘\“‘\‘\8‘4\..\9\\‘\\\‘\‘H‘\\‘\\\\‘\\\\‘\\\\2‘9\6.\9\ m/Z 72.00 76.5300
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12454: Hexanal, 2-ethyl-
57.0
5000 A ‘
11.00
29.0 m/z 41.00 42.47%
\\\‘\‘\‘\\“i\\H‘“‘\‘\“\‘?%\.‘(\J\\‘\\\\]‘.\2\8\.\0‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
72.0
AN \
11.00
m/z 42.95 40.41%
5000 43.0
100.0 128.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12561: trans-1-Butene,1-butoxy- fw%f“‘ 1
57.0 11.00
m/z 55.00 17.66%
29.0
5000
128.0
S RN A Iy v o)
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 10 Octanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.697 3.12 ug/L 221499 1,4-Dichlorobenzene-d4 11.819
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 87
5 Octanal 128 C8H160 000124-13-0 64
Abundance Scan 3221 (11 697 min): VU042147.D\data.ms (-3200) (- | m/z 41.00 100.00%
41,0
10.1 1150 1200
203 m/z 42.95 96.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12422: Octanal
41.0
84.0
5000 T
1150 1200
m/z 57.00 71.23%
15-0 L \E‘l‘O.O
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 AAN
‘ T
1150 1200
5000 84.0 m/z 56.60  68.27%
110.0
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12425: Octanal
43.0 84.0 1150 1200
m/z 43.95 67.92%
5000
ﬂl&o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 11 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.070 5.41 ug/L 383365 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 47
Abundance Scan 3337 (12.070 min): VU042147.D\data.ms (-3324) (- | m/z 57.00 100.00%
57.0
5000 41.0 /\\
‘ 70.0 83 0 JL‘ T T
‘ ‘ 98.0 12.00
1121 -
H‘_‘H‘H‘w‘HW‘H‘_‘H‘H‘M‘H‘_‘H‘H‘W‘H‘_‘H“ m/z 40.95 41.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13670: 1-Hexanol, 2-ethyl-
5000 —r :
43.0 12.00
200 70.0 830 m/Z 42.95 33.88%
HI R A Y.
\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
57.0
T [
12.00
5000 41.0 m/z 55.00 26.83%
70.0 83.0
27.0
98.0 1120
T e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13661: 1-Hexanol, 2-ethyl- t—pr ‘
57.0 12.00
m/z 56.00 22.27%
5000 41.0
r ‘ 70.0 83.0
98.0
ST =B S (W A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 12 Nonanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.896 7.80 ug/L 553347 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 90
3 Nonanal 142 C9H180 000124-19-6 86
4 Nonanal 142 C9H180 000124-19-6 80
5 Hexanal 100 C6H120 000066-25-1 35

Abundance Scan 3594 (12.896 min): VU042147.D\data.ms (-3581) (- | m/z 41.00 100.00%

41.0 57.0
5000
20 98.1 L
T T
N H || e 2
\\\\‘\\\\}\‘\‘ ‘ “ \‘\\\\‘\‘\\\‘\\ m/Z 57.00 99.55%
Mz 20 40 60 100 120 140
Abundance #19919: Nonanal
41.0 57.0
5000 1250  13.00 k
82.0 . :
m/z 43.00 73.12%
0 | I,

1140
\\\‘\.‘\\‘\\‘ T 1420
m/z--> 20 40 100 120 140
Abundance
57.0
r——

41.0 T
12.50 13.00
5000 ITI/Z 56.00 60.19%
820 98.0
114.0
13.0 142.0
LA B S o T A A AN A
m/z--> 20 40 60 80 100 120 140 L
Abundance #19920: Nonanal = P
41.0 57.0 12.50 13.00

m/z 55.00 56.61%

5000
82.0 08.0
| jbt
250 || \\ \\ " | L

miz--> 20 40 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

¢ Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR912021WMA.M
: TRACE VOA SOM@1.0

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 13 Acetic acid, 2-ethylhexyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.217 3.66 ug/L 259475 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 2-ethylhexyl ester 172 C10H2002 000103-09-3 91
2 Acetic acid, 2-ethylhexyl ester 172 C10H2002 000103-09-3 91
3 Acetic acid, 2-ethylhexyl ester 172 C1eH2002 000103-09-3 83
4 3-Methylheptyl acetate 172 C10H2002 072218-58-7 78
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 72

Abundance Scan 3694 (13.217 min): VU042147.D\data.ms (-3681) (- | m/z 42.95 100.00%

70.0
5000

L —
‘ 112.1 13.00 13.50
el A M 2089 . 7p.e5  63.94%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39552: Acetic acid, 2-ethylhexyl ester
43.0
70.0 /wﬂk

5000
1300 1350
m/z 57.00 37.98%

112.0
}ﬁ?WM‘M“M“MW\MH‘\H!‘M“w“H\‘H‘\H“M“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 70.0 J&\

1300 1350
5000 m/z 55.00 32.14%
112.0
15.0 135.0
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39553: Acetic acid, 2-ethylhexyl ester
70.0 1300 1350
m/z 41.00 29.81%
43.0
5000
112.0
1390 [
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12121\
Data File : VU@42147.D

Acqg On : 21 Jan 2021 13:48
Operator : SY/MD

Sample : M1170-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O12021WMA.M
Quant Title : TRACE VOA SOM@1.90

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 1.356 0.9 ug/L 54224 1 6.256 284604 5.0
unknown-01 1.716 0.7 ug/L 41280 1 6.256 284604 5.0
Butanal 4.478 0.8 ug/L 44534 1 6.256 284604 5.0
Pentanal 6.899 1.4 ug/L 77876 1 6.256 284604 5.0
Hexanal 8.796 6.7 ug/L 449633 2 9.423 336856 5.0
Butanamide, 3,3... 9.774 1.5 ug/L 97369 2 9.423 336856 5.0
Heptanal 10.353 2.5 ug/L 169032 2 9.423 336856 5.0
Hexanal, 2-ethyl- 11.054 0.6 ug/L 39944 3 11.819 354515 5.0
Octanal 11.697 3.1 ug/L 221499 3 11.819 354515 5.0
1-Hexanol, 2-et... 12.070 5.4 ug/L 383365 3 11.819 354515 5.0
Nonanal 12.896 7.8 ug/L 553347 3 11.819 354515 5.0
Acetic acid, 2-... 13.217 3.7 ug/L 259475 3 11.819 354515 5.0
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