LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 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 - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
Title = TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.501 45 50 60 rBv 8456 11492 3.47% 0.303%
2 1.617 76 86 96 rBV3 31912 49020 14.79% 1.294%
3 1.951 182 190 199 rBvV 28396 37286 11.25% 0.984%
4 2.594 380 390 402 rBv 57363 94097 28.39%% 2.484%
5 2.822 457 461 468 rBV6 2781 3737 1.13% 0.099%
6 3.436 632 652 669 rvB2 43286 118004 35.60% 3.115%
7 4.732 1041 1055 1063 rBv4 15114 36894 11.13% 0.974%
8 4.803 1067 1077 1078 rBv4 9610 14437 4_36% 0.381%
9 5.128 1163 1178 1192 rBV2 50420 108110 32.62% 2.854%
10 5.243 1205 1214 1229 rVB3 11038 21570 6.51% 0.569%

11 5.774 1362 1379 1389 rBV2 104904 245406 74.04% 6.478%
12 6.292 1528 1540 1552 rVvVv 92079 170095 51.32% 4._.490%

13 6.359 1554 1561 1574 rVB 11125 17836 5.38% 0.471%
14 6.578 1616 1629 1642 rBV7 45411 97593 29.44% 2.576%
15 6.729 1665 1676 1689 rVB 64518 120775 36.44% 3.188%
16 6.819 1695 1704 1725 rVB3 10979 30766 9.28% 0.812%
17 7.591 1934 1944 1959 rBv4 31059 54356 16.40% 1.435%
18 7.771 1990 2000 2007 rBVS5 4180 7284 2.20% 0.192%
19 7.832 2010 2019 2033 rBvV2 14868 26411 7.97% 0.697%
20 7.919 2035 2046 2056 rBvV 111360 184278 55.60% 4 _.865%
21 7.989 2061 2068 2078 rvB2 33557 57965 17.49% 1.530%
22 8.198 2124 2133 2151 rVB2 23006 40488 12.22% 1.069%
23 8.285 2151 2160 2167 rBV6 5533 10575 3.19% 0.279%
24 8.449 2203 2211 2216 rBV7 2754 4129 1.25% 0.109%
25 8.565 2236 2247 2258 rVB2 27986 45511 13.73% 1.201%
26 8.661 2258 2277 2291 rBV 181983 331451 100.00% 8.750%
27 8.806 2312 2322 2352 rBV5 17969 46683 14.08% 1.232%
28 9.427 2503 2515 2538 rVB 140973 232987 70.29% 6.150%
29 9.578 2551 2562 2571 rBV 24122 36860 11.12% 0.973%
30 9.697 2587 2599 2612 rBV 79779 127223 38.38% 3.358%
31 10.105 2714 2726 2749 rVB2 23578 42845 12.93% 1.131%
32 10.240 2756 2768 2777 rBV2 15451 27269 8.23% 0.720%
33 10.375 2791 2810 2822 rVB7 6862 20419 6.16% 0.539%
34 10.571 2858 2871 2873 rBvV4 4401 5541 1.67% 0.146%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 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 - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTRO80320WMA .M
Title - TRACE VOA SOMO1.0
35 10.761 2918 2930 2945 rVB 61612 97525 29.42% 2.574%
36 10.996 2994 3003 3009 rBv4 5197 8309 2.51% 0.219%
37 11.054 3016 3021 3028 rBv4 3819 5043 1.52% 0.133%
38 11.208 3058 3069 3077 rBvVS 6852 12379 3.73% 0.327%
39 11.256 3077 3084 3092 rVvVv3 12224 20415 6.16% 0.539%
40 11.288 3092 3094 3105 rVB5 4298 4731 1.43% 0.125%
41 11.417 3118 3134 3135 rBVv4 3625 5130 1.55% 0.135%
42 11.468 3141 3150 3159 rBvV2 51212 73619 22.21% 1.943%
43 11.578 3172 3184 3197 rBV3 98581 192515 58.08% 5.082%
44 11.648 3197 3206 3216 rvv2 24535 37364 11.27% 0.986%
45 11.748 3226 3237 3245 rBV2 5315 10542 3.18% 0.278%
46 11.809 3245 3256 3269 rVB 161254 250869 75.69% 6.622%
47 11.886 3272 3280 3283 rBV5 3509 4534 1.37% 0.120%
48 11.963 3295 3304 3317 rVB6 16290 27897 8.42% 0.736%
49 12.053 3322 3332 3340 rvvs 11440 19808 5.98% 0.523%
50 12.086 3340 3342 3353 rVB5 2680 3524 1.06% 0.093%
51 12.189 3362 3374 3391 rBV 138502 223461 67.42% 5.899%
52 12.343 3404 3422 3438 rVB7 24727 46611 14.06% 1.230%
53 12.491 3448 3468 3471 rBV10 5971 14112 4.26% 0.373%
54 12.671 3515 3524 3541 rVB9 6708 13299 4_.01% 0.351%
55 12.767 3541 3554 3560 rBV 57127 88966 26.84% 2.349%
56 12.803 3560 3565 3580 rvv2 38469 60553 18.27% 1.598%
57 12.880 3582 3589 3598 rVB10 6745 10055 3.03% 0.265%
58 13.279 3708 3713 3722 rVBY 5228 7331 2.21% 0.194%
59 13.394 3739 3749 3756 rBV9 2770 4734 1.43% 0.125%
60 13.462 3763 3770 3777 rVBS8 3216 4882 1.47% 0.129%
61 13.619 3806 3819 3827 rBV7 3385 7186 2.17% 0.190%
62 13.864 3882 3895 3907 rBV5 15028 30238 9.12% 0.798%
63 14.536 4094 4104 4112 rBV5 3182 5868 1.77% 0.155%
64 14.632 4121 4134 4143 rBV10 3104 6187 1.87% 0.163%
65 14.870 4198 4208 4217 rBv4 7392 11069 3.34% 0.292%
Sum of corrected areas: 3788149

SOMUTRO80320WMA_.M Tue Aug 18 08:13:35 2020 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081420\
Data File : VvU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMUTRO80320WMA.M
Quant Title : TRACE VOA SOM01.0

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

Abundance TIC: vU039874.D
150000
5.77
100000
2.59
50000
O L A e o L s e e e e o e e LA e B e s
Time--> 1.50 2.00 2.50 3.00 3.50 4.00
Abundance TIC: vU039874.D
8|66
11.81
150000 9.43 12.:
7.92
100000 1158
50000
7.59
5.82
10.3810.57
04
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: vU039874.D
150000
100000
12.77
50000
» 08 13.86
12.492.6712. 13. 14.87
A A e e e
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\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
Quant Title : TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Acetic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

5.24 0.63 ug/L 21570 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Acetic acid 60 C2H402 000064-19-7 83
3 Acetic acid 60 C2H402 000064-19-7 64
4 Acetic acid 60 C2H402 000064-19-7 9
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 5

Abundance Scan 1213 (5.240 min): VU039874.D (-1205) (-) m/z 42.90 100.00%

48
60
5000

| 50 500 520 540 560
e I m/z 44.90 90.08%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #261: Acetic acid
43
60

5000 15 e
5.00 5.20 5.40 5.60

m/z 59.95 53.74%

29
...,”..PJL!“..mn..wu:”,..”,.”.,”..,”..“...“..w
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #260: Acetic acid
43
60
5.00 5.20 5.40 5.60
5000 m/z 41.90 20.02%
15 29
...,2....,.l.a,...l,....,‘l...,....,....,....,....,....,....,
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #264: Acetic acid
43 5.00 5.20 5.40 5.60
m/z 44.00 4.80%
5000 60
15
29
mw 21 |, 36 | 54 71 84 102
I e o o e B e e e N N ERERRERE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
Quant Title : TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Hydrazine, 1,2-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

6.82 0.90 ug/L 30766 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 64
2 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 53
3 Thiirane 60 C2H4S 000420-12-2 9
4 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
5 Acetic acid 60 C2H402 000064-19-7 9

Abundance Scan 1704 (6.819 min): VU039874.D (-1695) (-) m/z 42.90 100.00%
43
60
5000
6.40 6.60 6.80 7.00 7.20
39 6 74
rrprerrrrerpreeererpreeepreee e e e e e e m/z 44_.90 71.18%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #263: Acetic acid
43
60
5000 LR SRS UL N
6.40 6.60 6.80 7.00 7.20
m/z 60.00 59.99%
15 29
“l'“'|%%4';§|“'?ﬁ'J|’“'l“'ﬁﬂl !%Q'W"”I'”'I”"P"W"”I'”'I“'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #276: Hydrazine, 1,2-dimethyl-
45 60
30 6.40 6.60 6.80 7.00 7.20
5000 m/z 43.90 9.16%
"I”"P"wl%ﬁl”"v'lﬂl'”l'”'lﬁﬁa"'W"”Iﬁillh"P"W"”I'”'I“'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #269: Thiirane RS L e
45 6.40 6.60 6.80 7.00 7.20
60 m/z 41.90 8.25%
5000 27
34
5
'W””P}ﬁ””PeﬁLhPhh””P”*H”P”WJ”H”W””P”W“”P”
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
Quant Title : TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Hexanal Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

8.81 1.00 ug/L 46683 Chlorobenzene-d5 9.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 80
2 Hexanal 100 C6H120 000066-25-1 72
3 Hexanal 100 C6H120 000066-25-1 72
4 Hexanal 100 C6H120 000066-25-1 59
5 Cyclobutanol, 2-ethyl- 100 C6H120 035301-43-0 37

Abundance Scan 2323 (8.809 min): VU039874.D (-2312) (-) m/z 40.95 100.00%
an 56
5000
2 g
|| 50 | | | 8.40 8.60 8.80 9.00 9.20
el Ol Ll L "m/z 56.00 98.32%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3767: Hexanal
i’} 56
5000
27 8.40 8.60 8.80 9.00 9.20
‘ ‘ o m/z 43.90 93.77%
15 1l 32 3$,| | 50 ||l 65 | | 100
miz--> 0 20 30 40 50 6 70 8 9 100
Abundance #3771: Hexanal
i’} 56
8.110 8.|60 8.|80 9.'00 9.'20
5000 - m/z 42.90 62.61%
2 g
Il 38 \ 50 ||l 65 | 94 100
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance #3773: Hexanal R T R T
44 56 8.40 8.60 8.80 9.00 9.20
m/z 57.00 55.82%
5000 -
2 g
LRJUURELELE SRR IR FULELI ILLELEL SURLLEL SURBLLS SURBLELS SURILI B
m/z--> 10 20 30 40 50 60 70 8 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\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
Quant Title : TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 2-Heptanone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.24 0.59 ug/L 27269 Chlorobenzene-d5 9.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 90
3 2-Heptanone 114 C7H140 000110-43-0 87
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 86
5 2-Heptanone 114 C7H140 000110-43-0 83
Abundance Scan 2768 (10.240 min): VU039874.D (-2756) (-) m/z 42.90 100.00%
43
58
5000
n 10.00 10.20 10.40 10.60
99 114 : : : :
el B L Es e B4 es 00 62.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7431: 2-Heptanone
43
58
5000 LN BN UL BN A
10.00 10.20 10.40 10.60
m/z 41.00 17.20%
27 71
37| s51,] 65 | 77 8591 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7426: 2-Heptanone
43
58 10.00 10.20 10.40 10.60
5000 m/z 71.00 15.81%
27
71
S 1 - O A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7429: 2-Heptanone
43 10.00 10.20 10.40 10.60
m/z 38.90 11.71%
58
5000
27
71
sl s e | mmEs e M4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
Quant Title : TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 3-Octanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.47 1.47 ug/L 73619 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanone 128 C8H160 000106-68-3 81
2 3-Octanone 128 C8H160 000106-68-3 81
3 3-Octanone 128 C8H160 000106-68-3 59
4 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 53
5 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 50
Abundance Scan 3151 (11.472 min): VU039874.D (-3141) (-) m/z 42.95 100.00%
43 57
5000
|‘| 50| es 8 1L6 1T0 128 11.20 11.40 11.60 11.80
R o L I L m/z 56.95 96.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12435: 3-Octanone
43 57
72 99
5000 29
11.20 11.40 11.60 11.80
o 128 m/z 72.00 62.46%
, 50 ||, 65
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12427: 3-Octanone
43 57
29 £ 11.20 11.40 11.60 11.80
5000 9 m/z 99.05 58.49%
85 128
15 “ ), 50 ], 65 | L ‘ 114 \
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12429: 3-Octanone N mamm s ./}. AN
29 43 57 11.20 11.40 11.60 11.80
m/z 71.10 56.45%
5000 72
99
"I"“I""P"'I'”'I""P"'I'“'I'§?'P"'I"“ %%%'w'%%?"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
Quant Title : TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 3-Octanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.58 3.84 ug/L 192515 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-0Octanol 130 C8H180 000589-98-0 59
2 Oxirane, tetramethyl- 100 C6H120 005076-20-0 53
3 3-0ctanol 130 C8H180 000589-98-0 53
4 5-Ethyl-3-methylhept-1-en-4-ol 156 C10H200 286424-80-4 53
5 3-0Octanol 130 C8H180 000589-98-0 53
Abundance Scan 3185 (11.581 min): VU039874.D (-3172) (-) m/z 58.95 100.00%
50
43
5000 83
7 101
112 128 11.20 11.40 11.60 11.80
...,....,....,..3.6.|-,!!-..?1.".!|.i...-:'||:...,-.:-..,??..-,....,!~...,...:,.... m/z 42.95  69.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13627: 3-Octanol
59
83
5000 41
11.20 11.40 11.60 11.80
101 m/z 54.95 58.10%
14 ||| h. siff, 7 | 12
miz--> 10 20 30 4'0 50 60 70 80 90 100 110 120 130
Abundance #3857: Oxirane, tetramethyl-
59
43 11.20 11.40 11.60 11.80
5000 m/z 57.95 51.09%
3
TR . . S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13641: 3-Octanol R R T
59 11,20 11.40 11.60 11.80

m/z 83.00 48 .58%

83
5000
41
‘ 101
70 ‘ 112
17 \H Lostlyl 2 08

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11. 20 11. 40 11. 60 11.80

SOMUTRO80320WMA .M Tue Aug 18 08:13:41 2020 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
Quant Title : TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 2-Octanol, (S)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.65 0.74 ug/L 37364 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanol, (S)- 130 C8H180 006169-06-8 83
2 2-Octanol, (R)- 130 C8H180 005978-70-1 83
3 2-Octanol, (R)- 130 C8H180 005978-70-1 83
4 2-0Octanol 130 C8H180 000123-96-6 83
5 2-Octanol, (S)- 130 C8H180 006169-06-8 78
Abundance Scan 3207 (11.652 min): VU039874.D (-3197) (-) m/z 44.95 100.00%
45
5000
55 gl e
70 84 97 11.40 11.60 11.80 12.00
..,....,....,..?§,|:|!..,.-.|:'=,....",....,.':..,...'.,.19?.1,4.?..,..?.2?.... m/z 55.00 24.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13653: 2-Octanol, (S)-
45

5000
11.40 11.60 11.80 12.00
- 55 m/z 40.95 23.15%
97
ot lll e B s S s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13652: 2-Octanol, (R)-
45
11.40 11.60 11.80 12.00
5000 m/z 42.95 21.82%
55
29
..,.%?.,..Jm....qu..,..n,...??....,?ﬁ.,..?z,....,?fﬁ,....,..”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13649: 2-Octanol, (R)-
45 11.40 11.60 11.80 12.00
m/z 39.00 9.62%
5000
55
29 70 97
SECIN oJB V1N PR . SN AN~ T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
Quant Title : TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Cyclohexanone, 4-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.96 0.56 ug/L 27897 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 4-ethyl- 126 C8H140 005441-51-0 70
2 cis-2-Nonene 126 C9H18 006434-77-1 53
3 Cyclohexanone, 4-ethyl- 126 C8H140 005441-51-0 49
4 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 46
5 2-Heptenal, 2-methyl- 126 C8H140 030567-26-1 43
Abundance Scan 3303 (11.960 min): VU039874.D (-3295) (-) m/z 54.90 100.00%
55 6 97
41
5000 126
84
| ol 7 || B 11.60 11.80 12.00 12.20
SRS—— ' — 1 U ] S S —— m/z 97.10 81.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11364: Cyclohexanone, 4-ethyl-
55
70 126 11.60 11.80 12.00 12.20
27 ‘ ‘ 84 m/z 68.90 79.25%
e Wl sl 1 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11508: cis-2-Nonene
55
a1 11.60 11.80 12.00 12.20
5000 69 m/z 40.95 62.41%
29 126
‘ 83 97
“'P'”I“J“'”'L'“f”JW'”Hﬂ'“I&'W'”MP'”I”'W'”W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11361: Cyclohexanone, 4-ethyl-
55 11.60 11.80 12.00 12.20
m/z 70.00 50.91%
41
5000 27
70
. 84 7 126
0 0 = e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
Quant Title : TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Hexane, 1,l1-diethoxy- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.34 0.93 ug/L 46611 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 1,l-diethoxy- 174 C10H2202 003658-93-3 53
2 Hexane, 1,1-diethoxy- 174 C10H2202 003658-93-3 53
3 Pivalic acid, 6-chlorohexyl ester 220 C11H21CIl02 1000330-91-8 37
4 Butanoic acid, 2-methyl-, hexyl ... 186 C11H2202 010032-15-2 35
5 Butanoic acid, 2-methyl-, pentyl... 172 C10H2002 068039-26-9 35
Abundance Scan 3421 (12.340 min): VU039874.D (-3404) (-) m/z 57.00 100.00%
57 103
85
5000 47 5 129
3 12.00 12.20 12.40 12.60
T | — m/z 103.00  88.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40905: Hexane, 1,1-diethoxy-
1603
47 PUNRERRMSHNNESE | S
5000 & 129 12.00 12:20 12.40 12.60 |
m/z 85.00 52 .95%
29
"'I'"'I""ﬁzl""l's"'l:'"I""I""I""I'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40904: Hexane, é,l—diethoxy—
103

12.00 12.20 12.40 12.60
5000 a7 129 m/z 54.95  44_.54%

75
29
! 5
19 “‘ Ll ¥ ‘ | ‘ 117 145 173
LA A B o e B N B A i
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #76988: Pivalic acid, 6-chlorohexy! ester
57 12.00 12.20 12.40 12.60
103 m/z 47.00 43.77%
5000
85
41 118
S PR R N P - 165 177
LA i o o e e R LA A i B e e e
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
Quant Title : TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 2-Nonanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.77 1.77 ug/L 88966 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 94
2 2-Nonanone 142 C9H180 000821-55-6 91
3 2-Nonanone 142 C9H180 000821-55-6 87
4 2-Nonanone 142 C9H180 000821-55-6 80
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 64
Abundance Scan 3555 (12.771 min): VU039874.D (-3541) (-) m/z 58.00 100.00%
48 58
5000
71
. | 8 o5  11a 127 142 12.40 12.60 12.80 13.00
el SOl S S5 118 12T T Tm/z  42.90  99.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19924: 2-Nonanone
48 58
5000
12.40 12.60 12.80 13.00
27 71 m/z 71.10 27 .56%
15 Dol | s s wa 1z 142
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19939: 2-Nonanone
43 B
12.40 12.60 12.80 13.00
5000 m/z 57.00 27 .52%
71
29 142
T \“ ‘ 84 99 113 17
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19938: 2-Nonanone
58 12.40 12.60 12.80 13.00
43 m/z 40.95 26.49%
5000
71
s 2wl |
5 [l 50, 84 99 113 127335"
BN A S AL SNLLAA IR N UL LS AR SRS SRS SRR AR LN PR BRI UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
Quant Title : TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 2-Nonanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.80 1.21 ug/L 60553 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanol 144 C9H200 000628-99-9 83
2 2-Heptanol, 6-methyl- 130 C8H180 004730-22-7 78
3 2-Decanol 158 C10H220 001120-06-5 78
4 2-Nonanol 144 C9H200 000628-99-9 78
5 2-Decanol 158 C10H220 001120-06-5 78

Abundance Scan 3564 (12.799 min): VU039874.D (-3560) (-) 44 .95 100.00%
45
5000
55 69
36|| | 83 98 117 126 12.40 12.60 12.80 13.00 13.20
.q””P”q””P.”th”mP”mﬂhq”m,””p”quhm.npuquup.. m/z 40.95 21.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21093: 2-Nonanol
45
5000 S e
12. 40 12. 60 12. 80 13. 00 13.20
55 69 m/z 54.95 20.91%
15 2 |, 8 98 111 129 143
R 0 S N A P
Abundance #13694: 2-Heptanol, 6-methyl-
45
12.40 12.60 12.80 13.00 13.20
5000 m/z 69.05 17.18%
55
N
"v%?w"“u'“”hl'w"hl“'Jw'“|'M'l“jw"“l%i§|“4??'“l'“'v"w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29597: 2-Decanol
45 12.40 12.60 12.80 13.00 13.20
m/z 43.00 13.45%
5000
55 69
m/z--> :I.IO 2|0 3|0 4IO 50 6|0 7|0 8|0 9|0 1CI)O 1:II.O 150 11|30 14|10 1é0 1é0 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
Quant Title : TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 11-Dodecen-2-one Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.86 0.60 ug/L 30238 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Dodecen-2-one 182 C12H220 005009-33-6 53
2 4-Acetamido-1-hexanol 159 C8H17NO2 1000213-28-5 47
3 2-Decanone 156 C10H200 000693-54-9 38
4 3-Oxetanol, 2,2,3-trimethyl- 116 C6H1202 025910-96-7 38
5 2-Nonadecanol 284 C19H400 026533-36-8 22
Abundance Scan 3894 (13.860 min): VU039874.D (-3882) (-) m/z 58.00 100.00%
43
5000 71
| 83 o - "13.80 1380 14100 1420
S ma e S m/z 42.95 93.80%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #47171: 11-Dodecen-2-one
43 58
5000
71 13.60 13.80 14.00 14.20
‘ 82 m/z 71.00 46.09%
96 124
S | IR Ao oV L
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #30633: 4-Acetamido-1-hexanol
58
43
13.60 13.80 14.00 14.20
5000 1 m/z 44.90 43.09%
100 130
PR 116 | 141 159
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #28209: 2-Decanone
43 58 13.60 13.80 14.00 14.20
m/z 40.95 40.12%
5000 71
29 85 96
15 T |l | 859 113 157 141 156
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 1éo 2(')0 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU081420\
Data File : VU039874.D

Acq On : 14 Aug 2020 21:44

Operator : SY/MD

Sample : L3517-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO80320WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Acetic acid 5.24 0.6 ug/L 21570 1 6.29 170095 5.0
Hydrazine, 1,2-di... 6.82 0.9 ug/L 30766 1 6.29 170095 5.0
Hexanal 8.81 1.0 ug/L 46683 2 9.43 232987 5.0
2-Heptanone 10.24 0.6 ug/L 27269 2 9.43 232987 5.0
3-Octanone 11.47 1.5 ug/L 73619 3 11.81 250869 5.0
3-Octanol 11.58 3.8 ug/L 192515 3 11.81 250869 5.0
2-Octanol, (S)- 11.65 0.7 ug/L 37364 3 11.81 250869 5.0
Cyclohexanone, 4-... 11.96 0.6 ug/L 27897 3 11.81 250869 5.0
Hexane, 1,1-dieth... 12.34 0.9 ug/L 46611 3 11.81 250869 5.0
2-Nonanone 12.77 1.8 ug/L 88966 3 11.81 250869 5.0
2-Nonanol 12.80 1.2 ug/L 60553 3 11.81 250869 5.0
11-Dodecen-2-one 13.86 0.6 ug/L 30238 3 11.81 250869 5.0
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