LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample : L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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 X\METHOD\SOMXTR100220WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.160 9 12 19 rVB 165519 139726 6.63% 0.997%
2 1.380 44 48 57 rBv2 105074 164531 7 .80% 1.174%
3 1.483 62 65 69 rvv 14628 25036 1.19% 0.179%
4 1.697 96 100 107 rVB 51527 62874 2.98% 0.449%
5 1.934 135 139 143 rBvV 25123 34139 1.62% 0.244%
6 1.983 143 147 153 rVB 19630 27608 1.31% 0.197%
7 2.343 199 206 215 rBv2 115826 191058 9.06% 1.364%
8 3.501 388 396 405 rVB 14504 34058 1.61% 0.243%
9 4.312 519 529 542 rBV5 13542 45468 2.16% 0.325%
10 4.562 557 570 583 rBV 42957 193540 9.18% 1.381%

11 5.135 652 664 677 rBv2 71138 222583 10.55% 1.589%
12 6.043 800 813 824 rBV3 167586 487386 23.11% 3.478%
13 6.830 933 942 951 rBV2 146500 340516 16.15% 2.430%
14 7.208 994 1004 1014 rVB4 15932 45326 2.15% 0.323%
15 7.366 1020 1030 1040 rBV 107694 238896 11.33% 1.705%

16 7.635 1066 1074 1082 rBV 127970 257383 12.20% 1.837%
17 8.372 1189 1195 1203 rBV 62968 108831 5.16% 0.777%

18 8.531 1216 1221 1231 rVB4 12917 24674 1.17% 0.176%
19 8.695 1242 1248 1254 rBV 246784 385413 18.28% 2.751%
20 8.994 1292 1297 1302 rVB 44171 62532 2.97% 0.446%

21 9.317 1340 1350 1359 rBv2 297217 512982 24.32% 3.661%
22 9.427 1363 1368 1374 rBvV 370922 534427 25.34% 3.814%
23 9.561 1382 1390 1403 rBV 1568902 2108922 100.00% 15.051%
24 10.098 1471 1478 1487 rVB 297216 414792 19.67% 2.960%

25 10.524 1544 1548 1555 rVB 16092 24294 1.15% 0.173%
26 10.622 1557 1564 1571 rBV 162862 251682 11.93% 1.796%
27 10.719 1576 1580 1587 rVvVv 49402 69047 3.27% 0.493%
28 10.805 1590 1594 1597 rVvVv 121589 151229 7.17% 1.079%
29 10.841 1597 1600 1604 rVvVv 53910 76185 3.61% 0.544%
30 10.896 1604 1609 1619 rVB 244873 330139 15.65% 2.356%
31 11.183 1652 1656 1659 rBV2 18969 23390 1.11% 0.167%
32 11.231 1659 1664 1671 rVB 122598 158444 7.51% 1.131%
33 11.463 1696 1702 1706 rBV2 56488 83151 3.94% 0.593%
34 11.512 1706 1710 1721 rVB4 14374 32180 1.53% 0.230%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample : L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOMO1.0

35 11.628 1721 1729 1732 rBV 198895 238556 11.31% 1.703%

36 11.695 1737 1740 1743 rBV2 20128 24372 1.16% 0.174%
37 11.762 1748 1751 1754 rVV 49066 58862 2.79% 0.420%
38 11.798 1754 1757 1761 rVB 47640 57536 2.73% 0.411%
39 11.878 1765 1770 1774 rBV 61020 79963 3.79% 0.571%

40 11.963 1780 1784 1792 rVV 433351 517918 24 .56% 3.696%

41 12.061 1795 1800 1808 rVB 353417 456537 21.65% 3.258%
42 12.256 1827 1832 1842 rBVY 820146 1048987 49.74% 7.487%
43 12.359 1842 1849 1854 rVB 316374 407057 19.30% 2.905%
44 12.506 1867 1873 1878 rVB7 11110 26151 1.24% 0.187%
45 12.628 1885 1893 1899 rBV3 56005 87817 4.16% 0.627%

46 12.804 1918 1922 1931 rBV 183843 260543 12.35% 1.859%
47 12.890 1931 1936 1945 rBV 1554566 1805850 85.63% 12.888%

48 13.201 1983 1987 1991 rVvVv 76762 92812 4._.40% 0.662%
49 13.292 1998 2002 2005 rBV 34394 47958 2.27% 0.342%
50 13.390 2011 2018 2023 rVvB4 29393 59903 2.84% 0.428%
51 13.457 2023 2029 2033 rBv4 68267 107463 5.10% 0.767%
52 13.512 2033 2038 2043 rVB6 25188 48355 2.29% 0.345%
53 13.640 2054 2059 2069 rVvB4 43509 86963 4.12% 0.621%
54 13.725 2069 2073 2077 rBV 142688 169526 8.04% 1.210%
55 13.786 2080 2083 2087 rBV3 21578 29431 1.40% 0.210%
56 13.951 2107 2110 2117 rVB7 23673 37463 1.78% 0.267%
57 14.231 2149 2156 2160 rBV7 12777 28732 1.36% 0.205%
58 14.298 2160 2167 2171 rBV 224307 269581 12.78% 1.924%
59 14.493 2196 2199 2205 rVB4 24901 31965 1.52% 0.228%
60 15.042 2284 2289 2294 rBV 52769 68835 3.26% 0.491%
Sum of corrected areas: 14011578
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX018826.D
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 3-Butenoic acid Concentration Rank 10

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

1.16 2.05 ug/L 139726 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Butenoic acid 86 C4H602 000625-38-7 78
2 2-Butenal. (E)- 70 C4H60 000123-73-9 78
3 Propene 42 C3H6 000115-07-1 72
4 Cvclopropanecarboxvlic acid 86 C4H602 001759-53-1 64
5 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 64

Abundance Scan 12 (1.160 min): VX018826.D (-9) (-) m/z 41.10 100.00%
5000
1.20 1.30 1.40 1.50 1.60
i 22 8o 8 W . m/z 39.00 84.28%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1659: 3-Butenoic acid
5000
1.20 1.30 1.40 1.50 1.60
58 86 m/z 42.05 61.52%
SN "Jiﬁg'l”"ﬁ"'ﬁ"'ﬁ"'"'W"'W"”
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #529: 2-Butenal, (E)-
1 70
120 1.30 140 150 1.60
5000 27 m/z 43.00 26.13%
'I"'W"""??P"'I”"I”"I”"I”" [rrrr Tt
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #57: Propene
41 1.20 1.30 1.40 1.50 1.60
m/z 37.95 25.21%
5000 27
115 |
miz-> 0 20 40 60 80 100 120 140 160 180 200 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 2 2(3H)-Furanone, dihydro-3,5... Concentration Rank 27

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

1.93 0.50 ug/L 34139 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. dihvdro-3.5-dime... 114 C6H1002 005145-01-7 74
2 Cvclopropane. ethvl- 70 C5H10 001191-96-4 64
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 59
4 1-Pentene 70 C5H10 000109-67-1 58
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 58

Abundance Scan 138 (1.928 min): VX018826.D (-135) (-) m/z 42.00 100.00%
4

5000

1.60 1.80 2.00 2.20
m/z 55.10 72.41%

88 114 133 157 178
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #7297: 2(3H)-Furanone, dihydro-3,5-dimethyl-
42
5000 70
1.60 1.80 2.00 2.20
m/z 41.10 63.99%
A 9114
e et e e e e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #576: Cyclopropane, ethyl-
42
R R BAREEE EER S e
1.60 1.80 2.00 2.20
5000 m/z 70.10 58.63%
27
70

1
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #577: Cyclopropane, ethyl-
42 1.60 1.80 2.00 2.20
m/z 39.00 50.87%
5000
27 70
e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 (DEL) Alkane: Straight-Chai... Concentration Rank 28

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

3.50 0.50 ug/L 34058 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 74
2 n-Hexane 86 C6H14 000110-54-3 64
3 Methane. i1socvanato- 57 C2H3NO 000624-83-9 47
4 n-Hexane 86 C6H14 000110-54-3 43
5 Butane, 1-chloro-2-methyl- 106 C5H11ClI 000616-13-7 40

Abundance Scan 396 (3.501 min): VX018826.D (-388) (-) m/z 57.00 100.00%
g7
41
5000
8 3.20 3.40 3.60 3.80
71 . . . .
,:.'..,.|...,1.°.6..,.... e | m/z 41.00  68.26%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1821: n-Hexane
g7
41
5000 ISR SRR RSN AR
3.20 3.40 3.60 3.80
29 86 m/z 43.00 59.44%
15 s
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1820: n-Hexane
43 Y
29 3.20 3.40 3.60 3.80
5000 m/z 56.00 53.08%
86
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #190: Methane, isocyanato-
57 3.20 3.40 3.60 3.80
m/z 41.95 23.05%
5000
28
15 | 44 |
m/z--> ) 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 4 Butanal Concentration Rank 20

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

4_.31 0.67 ug/L 45468 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 90
2 Butanal 72 C4H80 000123-72-8 64
3 Butanal 72 C4H80 000123-72-8 49
4 Urea. formvltrimethvl- 130 C5H10N202 1000151-45-7 47
5 Butanal 72 C4H80 000123-72-8 46

Abundance Scan 529 (4.312 min): VX018826.D (-519) (-) m/z 44.10 100.00%
4
72
5000
57
sl | o 400 420 440 460
el 22l 86 84 104 45 95 93.20%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #646: Butanal
27 44
72
5000 I SRR RS BN RN
4.00 4.20 4.40 4.60
15 34 57 m/z 40.95 80.55%
"'w"'w"'W'J'” '?ﬂ"'w"'ﬂ“"w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #647: Butanal
4
72 400 420 440 460
5000 29 m/z 72.00 70.22%
57
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #645:; Butanal
44 4.00 4.20 4.40 4.60
72 m/z 39.05 45 _.14%
27
5000
57
1\5 | . 3#“ \ 50“‘ i
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 ﬁo 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 Furan, 2-ethyl- Concentration Rank 21

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

7.21 0.67 ug/L 45326 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-ethvl- 96 C6H80 003208-16-0 81
2 2-Butenenitrile. 2-amino-3-methvl- 96 C5H8N2 1000196-28-0 59
3 Furan. 2-ethvl- 96 C6H80 003208-16-0 53
4 2.4-Heptadiene. (E.E)- 96 C7H12 002384-94-3 53
5 1,4-Hexadiene, 5-methyl- 96 C7H12 000763-88-2 53

Abundance Scan 1004 (7.208 min): VX018826.D (-994) (-) m/z 81.00 100.00%
g
5000
53 96
3|9 65 12 . 6.80 7.00 7.20 7.40 7.60
rrprrer e et b | m/Z 96.00 35.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2791: Furan, 2-ethyl-
g
5000
53 9% 6.80 7.00 7.20 7.40 7.60
39 m/z 53.10 30.69%
67
'WE?VEEHJP“Wm'w”mw“wh“v*WHHVHw“'WH“V“W“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2778: 2-Butenenitrile, 2-amino-3-methyl-
g1
% 6.80 7.00 7.20 7.40 7.60
5000 m/z 38.90 14 .05%
,g 41 54 €8
”P'”P'NP””ML'J”'P““'”ﬁl”ﬂ”“ﬂ””l””l“”P'”P”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2792: Furan, 2-ethyl-
81 6.80 7.00 7.20 7.40 7.60

m/z 60.10 9.78%

5000 96
53

39
27 67
15 L LI | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 Pentanal Concentration Rank 5

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

7.63 3.78 ug/L 257383 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanal 86 C5H100 000110-62-3 86
2 Pentanal 86 C5H100 000110-62-3 86
3 Pentanal 86 C5H100 000110-62-3 64
4 Butanal. 3-methvl- 86 C5H100 000590-86-3 50
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 40

Abundance Scan 1073 (7.628 min): VX018826.D (-1066) (-) m/z 43.95 100.00%

5000

 —

7.20 7.40 7.60 7.80 8.00
m/z 41.00  47.29%

118 154 174

208 246

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1704: Pentanal
29
5000
58 7.20 7.40 7.60 7.80 8.00
m/z 58.00 37.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1705: Pentanal
29
LI e e e e
58 7.20 7.40 7.60 7.80 8.00
5000 m/z 57.00 30.14%
86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1703: Pentanal

7.20 7.40 7.60 7.80 8.00
m/z 38.95 25.36%

5000 59 | OB

86

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 Hexyl chloroformate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.62 3.03 ug/L 251682 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvl chloroformate 164 C7H13Cl02 006092-54-2 86
2 l1l-Hexanol 102 C6H140 000111-27-3 83
3 1l-Hexanol 102 C6H140 000111-27-3 83
4 1-Hexanol 102 C6H140 000111-27-3 83
5 Formic acid, hexyl ester 130 C7H1402 000629-33-4 78

Abundance Scan 1564 (10.622 min): VX018826.D (-1557) (-) m/z 56.00 100.00%
96
43
5000
69
84 10.40 10.60 10.80 11.00
S b2 et 2ok || m/z 43.05 56 77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34018: Hexy| chloroformate
96
43
5000
69 10.40 10.60 10.80 11.00
29 ‘ 84 m/z 54.95 55.62%
15 , |, 95107 121 135
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #4413: 1-Hexanol
56
43 10.40 10.60 10.80 11.00
5000 m/z 40.95 54 _.00%
31 69
"}ﬁ'tw '|"'|""|§4"}94"' LD DAL LI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4414: 1-Hexanol
56 10.40 10.60 10.80 11.00
m/z 41.95 41.92%
5000 43
69
31
'}?I'MM '|"'|""|§4"}P%"' LD DAL LI UL S
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00

SOMXTR100220WMA .M Fri Oct 23 01:28:51 2020
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 Heptanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.90 3.98 ug/L 330139 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanal 114 C7H140 000111-71-7 98
2 Heptanal 114 C7H140 000111-71-7 96
3 Heptanal 114 C7H140 000111-71-7 90
4 Heptanal 114 C7H140 000111-71-7 83
5 Heptanal 114 C7H140 000111-71-7 83
Abundance Scan 1610 (10.902 min): VX018826.D (-1604) (-) m/z 70.10 100.00%
44
5000
%6 10.60 10.80 11.00 11.20
35 1ira22130 m/z 44.00 86.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7421 Heptanal
41 70
55
5000 29
a1 10.60 10.80 11.00 11.20
‘ 9% m/z 41.00 83.09%
> 'L'fﬂ!!P'JL!'”I'h'l'”'l“"&%ﬁﬁ"”l"”l'”'I'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7425: Heptanal
44 70
55 10.60 10.80 11.00 11.20
5000 29 m/z 43.00 76 .06%
"v%?w"'h"“i"'lwll “'”h"'L”“|'“'|“"&%?w"“|'“'|“"v"w"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7424: Heptanal
44 10.60 10.80 11.00 11.20
70 m/z 55.00 64.38%
29 55
5000
81
1| O
'W””P“W””“"”“P”ML”P“W”LP”'Hﬁ"”P”W””P”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.60 10.80 11.00 11.20

SOMXTR100220WMA .M Fri Oct 23 01:28:52 2020 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 Hexanal, 2-ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.46 0.91 ug/L 83151 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 81
2 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 74
3 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 64
4 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 59
5 trans-1-Butene,l-butoxy- 128 C8H160 1000139-52-8 45
Abundance Scan 1701 (11.457 min): VX018826.D (-1696) (-) m/z 57.00 100.00%
g7
41
5000
85 111 11.20 11.40 11.60 11.80
g T A28 180 207221 ny, 7200 97.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12455; Hexanal, 2-ethyl-
g7
72
41
5000
29 11.20 11.40 11.60 11.80
m/z 41.00 52.54%
.. 8597109 128
m/z--> 20 40 60 85 100 120 140 160 180 200 220
Abundance #12454: Hexanal, 2-ethyl-
57 72
11.20 11.40 11.60 11.80
5000 a1 m/z 43.00 50.17%
29
15 “ ‘\ H‘\\ i 85 100111 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12457: Hexanal, 2-ethyl-
57 12 11.20 11.40 11.60 11.80
m/z 55.00 25.36%
5000 43
29
15 \‘ Aoyl 85 100 128
m/z--> 20 40 60 85 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80

SOMXTR100220WMA .M Fri Oct 23 01:28:53 2020 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 Furan, 2-pentyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.63 2.61 ug/L 238556 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-pentvl- 138 C9H140 003777-69-3 91
2 Furan. 2-pentvl- 138 C9H140 003777-69-3 72
3 2-n-Butvl furan 124 C8H120 004466-24-4 64
4 Furan. 2-propvl- 110 C7H100 004229-91-8 50
5 2-Cyclopentene-1l-carboxylic acid... 126 C7H1002 068317-77-1 40
Abundance Scan 1729 (11.628 min): VX018826.D (-1721) (-) m/z 81.00 100.00%
81
5000
39 | 1 1140 11.60 11.80 '1{2\'0'0”
67 95 109 : : : :
...,....,..-:'.,.~-:..~'...".,..'..1,2.3...|,....,....,....,2.°.7.. m/z 82.00 23.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17517: Furan, 2-pentyl-
81
5000
11.40 11.60 11.80 12.00
53 138 m/z 138.10 17 .80%
15 20 AU ] 67 | 9 109 123
L FURELIL SR SULELEL SURLELELA UL UL B UL SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #17520: Furan, 2-pentyl-
81
R e N B B
11.40 11.60 11.80 12.00
5000 m/z 53.00 16.70%
27 53
L 4] &7 || 95 100 103 1
L e B I o L o o o o o I o S JLAN R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10483: 2-n-Butyl furan
81 11.40 11.60 11.80 12.00
m/z 39.00 9.00%
5000
27 39 124
15 0 L | er | e 1
I I o o o e o N o o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 1-Nonen-3-ol Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.76 0.64 ug/L 58862 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonen-3-ol 142 C9H180 021964-44-3 64
2 1-Nonen-3-ol 142 C9H180 021964-44-3 64
3 1-Nonen-3-ol 142 C9H180 021964-44-3 64
4 1-Octen-3-ol 128 C8H160 003391-86-4 53
5 1-Hepten-3-ol 114 C7H140 004938-52-7 50
Abundance Scan 1751 (11.762 min): VX018826.D (-1748) (-) m/z 56.95 100.00%
57
5000
41 72
85 11.40 11.60 11.80 12.00
110
W-MHM,.'.lll.',".'..'.9~,9..'..,...1?‘?.1‘.‘?‘.,.?7.1.,....,2.97.. m/z 40.95  22.48%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #19945: 1-Nonen-3-ol
57
5000
11.40 11.60 11.80 12.00
43 2 m/z 72.05 19.98%
|"”"|J"'| '}}?I""lﬁ?"'l"" [rrrrprooT
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #19943: 1-Nonen-3-ol
57
2 11.40 11.60 11.80 12.00
5000 m/z 43.00 18.04%
29 72
‘ 85
|||||‘||||“l||“l‘||‘l”|||“|‘||9|6|||1£|-?|||||||||||||||||||||||||
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #19942: 1-Nonen-3-ol
57 11.40 11.60 11.80 12.00
m/z 38.95 14 .07%
5000
43 7
15 .w.\..‘,\‘...w, .:H..,”.‘..9.6,..1.1:.3,12.‘?..1?.1...,
m/z--> 20 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00

SOMXTR100220WMA .M Fri Oct 23 01:28:55 2020 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 3-Octanone Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.80 0.63 ug/L 57536 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanone 128 C8H160 000106-68-3 86
2 3-Octanone 128 C8H160 000106-68-3 64
3 3-Octanone 128 C8H160 000106-68-3 59
4 3-0Octanone 128 C8H160 000106-68-3 56
5 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 50
Abundance Scan 1757 (11.798 min): VX018826.D (-1754) (-) m/z 43.00 100.00%
43 57
72 99
5000
85 128 11.40 11.60 11.80 12.00 12.20
...,....|,|..'.":,..'.'.',.h.'..-,.-'.1.1?,.~!..1,4.2...,...17.‘?....,2:97.. m/z 57.00 86.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12435: 3-Octanone
43 57
72 99
5000 29 |""|"'4T"'A|""|"
11.40 11.60 11.80 12.00 12.20
a5 128 m/z 72.00 65.90%
"'PL"UI'JI"J'IL"I}pgl""l”"l'"W""I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12430: 3-Octanone
43 57
29
11.40 11.60 11.80 12.00 12.20
5000 71 m/z 99.00 64.63%
99
18 ‘ \‘\‘ d. |l 83 ‘ 13 %8
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #12429: 3-Octanone
29 43 5y 11.40 11.60 11.80 12.00 12.20
m/z 71.05 50.03%
5000 72
99
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00 12.20

SOMXTR100220WMA .M Fri Oct 23 01:28:56 2020 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 2-Octanone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.88 0.88 ug/L 79963 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanone 128 C8H160 000111-13-7 94
2 2-0Octanone 128 C8H160 000111-13-7 91
3 2-0Octanone 128 C8H160 000111-13-7 91
4 2-0Octanone 128 C8H160 000111-13-7 90
5 2-0Octanone 128 C8H160 000111-13-7 87

Abundance Scan 1770 (11.878 min): VX018826.D (-1765) (-) m/z 43.00 100.00%

43
58

5000

11.60 11.80 12.00 12.20
m/z 57.95 82.71%

207 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12428: 2-Octanone
43 58
5000
11.60 11.80 12.00 12.20
m/z 71.00 18.99%
27 8| 99 113128
B R o E A AR o B R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12437: 2-Octanone
43
o8 11.60 11.80 12.00 12.20
5000 m/z 41.05 17.78%

A0 | 8 99113128

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12436: 2-Octanone
43 11.60 11.80 12.00 12.20
m/z 59.00 15.03%
58
5000
27

18 | || | | 8509113128

e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

SOMXTR100220WMA .M Fri Oct 23 01:28:57 2020 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 15 Octanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.96 5.67 ug/L 517918 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 97
2 Octanal 128 C8H160 000124-13-0 96
3 Octanal 128 C8H160 000124-13-0 96
4 Octanal 128 C8H160 000124-13-0 95
5 Octanal 128 C8H160 000124-13-0 91

Abundance Scan 1783 (11.957 min): VX018826.D (-1780) (-) m/z 41.05 100.00%

5000

11.60 11.80 12.00 12.20
m/z 43.00 87.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12423: Octanal

5000
11.60 11.80 12.00 12.20

m/z 57.00 69.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12425: Octanal
43 56 84
g R e
11.60 11.80 12.00 12.20
5000 29 69 m/z 55.05 65.83%
100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12420: Octanal
43 11.60 11.80 12.00 12.20
56 m/z 56.00 65.51%
84
5000 29
69
B I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20

SOMXTR100220WMA .M Fri Oct 23 01:28:58 2020 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 16 1-Hexanol, 2-ethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.26 11.49 ug/L 1048990 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 90
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56

Abundance Scan 1833 (12.262 min): VX018826.D (-1827) (-) m/z 57.05 100.00%
57
5000 a1
‘ ‘ 70 83 L A N U
98, 112 12.00 12.20 12.40 12.60
...,....,....,....|,!...5,°.-:l:,...':,-:...,:|!..9?..! 10547119128 ' "7z 41.00 38.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41
29 12.00 12.20 12.40 12.60
70 83 m/z 43.05 30.89%
s el T ow e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13667: 1-Hexanol, 2-ethyl-
57
12.00 12.20 12.40 12.60
5000 m/z 55.00 29.73%
- 4l 70 83
I
"w'“w'“mt“JH”'V”JV'“b”'wd'w'“h'“'“”'w'}%x“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13670: 1-Hexanol, 2-ethyl-
57 12.00 12.20 12.40 12.60
m/z 70.10 24 .35%
5000
43
29 ‘ 70 83 o8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 12.00 12.20 12.40 12.60

SOMXTR100220WMA .M Fri Oct 23 01:28:59 2020
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 17 unknown-01 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.63 0.96 ug/L 87817 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dicvclopropvl carbinol 112 C7H120 014300-33-5 43
2 1-Butanol. 3-methvl-. formate 116 C6H1202 000110-45-2 35
3 1-Propenvlaziridine 83 C5HO9N 1000192-51-0 35
4 2-Methvl-1-butene 70 C5H10 000563-46-2 35
5 2-Pentene, (E)- 70 C5H10 000646-04-8 30
Abundance Scan 1893 (12.628 min): VX018826.D (-1885) (-) m/z 55.00 100.00%

41 70
5000 83
97 12.40 12.60 12.80 13.00
111
S— ol tedtsr 207 "m/z 70.05  84.32%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #6505: Dicyclopropyl carbinol
1
83
55
27 69
5000

12.40 12.60 12.80 13.00
m/z 41.10 82.18%

15
|,I .95 111
Ht e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8168: 1-Butanol, 3-methyl-, formate
65 7

12.40 12.60 12.80 13.00

a

5000 41 m/z 56.10 65.14%
29 H
SV TR 1 2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1293: 1-Propenylaziridine
41 55 83 12.40 12.60 12.80 13.00
28 m/z 57.00 60.74%
5000
68
m/z--> 20 40 60 80 100 120 140 160 180 200 12. 40 12. 60 12. 80 13. 00

SOMXTR100220WMA .M Fri Oct 23 01:29:00 2020 Page: 19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 18 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.80 2.85 ug/L 260543 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol. 3.6-dimethvl- 158 C10H220 000151-19-9 43
2 N-EthvIlformamide 73 C3H7NO 000627-45-2 38
3 2-Octanone 128 C8H160 000111-13-7 38
4 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 35
5 2-Heptanone 114 C7H140 000110-43-0 35
Abundance Scan 1921 (12.798 min): VX018826.D (-1918) (-) m/z 73.10 100.00%
73
43
5000 58
111
129143 12.40 12.60 12.80 13.00 13.20
o 177 208 265 m/z 43.00 75.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29642: 3-Octanol, 3,6-dimethyl-
73
5000
o9 55 12.40 12.60 12.80 13.00 13.20
m/z 69.05 54 _45Y%
129
15 ||‘. || | ..| ‘ 96 111 | 1.43
m/z--> 25 Jo 60 éo 160 150 150 160 180 200 220 250 2éo
Abundance #733: N-Ethylformamide
3 73
RNV AU
12.40 12.60 12.80 13.00 13.20
5000 m/z 57.95 48 .35%
58
44
II:'I-'SI""'I"“"'I""I""I""I""I"" RS D N D
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12437: 2-Octanone
43 12.40 12.60 12.80 13.00 13.20
58 m/z 55.05 42 .07%
5000
?qmm%%mm
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo 12.40 12.60 12.80 13.00 13.20

SOMXTR100220WMA .M Fri Oct 23 01:29:01 2020 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 19 Nonanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.89 19.78 ug/L 1805850 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 90
4 Nonanal 142 C9H180 000124-19-6 90
5 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 38

Abundance Scan 1936 (12.890 min): VX018826.D (-1931) (-) m/z 57.05 100.00%

5000

12.60 12.80 13.00 13.20
m/z 41.05 92.65%

142156 255 277

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19920: Nonanal

7

5000, 2
82 og 12.60 12.80 13.00 13.20
m/z 43.10 66.85%
114
28

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19921: Nonanal

57

12.60 12.80 13.00 13.20
m/z 56.10 60.52%

5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19919: Nonanal R B e
41 57 12.60 12.80 13.00 13.20
m/z 55.10 56.60%
5000 2 98
82
114 142
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 20 unknown-03 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.20 1.02 ug/L 92812 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Decanone 156 C10H200 000624-16-8 38
2 6-Dodecanone 184 C12H240 006064-27-3 32
3 2.11-Dodecanedione 198 C12H2202 007029-09-6 25
4 5-Decanone 156 C10H200 000820-29-1 22
5 8-Nonen-2-one 140 C9H160 005009-32-5 14
Abundance Scan 1987 (13.201 min): VX018826.D (-1983) (-) m/z 43.00 100.00%
43
5000
71 98
12.80 13.00 13.20 13.40 13.60
....,....',| ik ” ".'..'.I',.J..'.,-...l.:”f?.l.??.... e 22 | m/z 71.05  24.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28211: 4-Decanone
43
5000 71
27 113 12.80 13.00 13.20 13.40 13.60
86 m/z 41.05 23.77%
12 | Il I 141156
m/z--> 25 40 éo 85 160 150 150 160 180 200 220 240 260 2éo 360
Abundance #48710: 6-Dodecanone
43
12:80 13.00 13.20 13.40 13.60
5000 m/z 58.00 21.40%
2
Il
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59505: 2,11-Dodecanedione
43 12.80 13.00 13.20 13.40 13.60
m/z 98.05 21.33%
5000
1
27 | ‘\ 141 162180198 N
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo 2éo 360 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 21 Cyclohexanol, 1-methyl-4-(1... Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.29 0.53 ug/L 47958 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexanol.

2 Citronellol

3 3-Fluorobenzoic acid. 2-tetrahvd...
4 2-Furanmethanamine.
5 4-Fluorobenzoic acid, 2-tetrahyd...

1-methvl-4-(1-meth... 156 C10H200
156 C10H200
224 C12H13F03
101 C5H11NO
224 C12H13F03

tetrahydro-

003901-93-7 53
000106-22-9 43
1000279-04-4 38
004795-29-3 38
1000279-07-0 38

Abundance Scan 2002 (13.292 min): VX018826.D (-1998) (-)
7L
43
5000
95
| J 123 141
156
Sl -” |..|... I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28361: Cyclohexanol, 1-methyl-4-(1-methylethyl)-, trans-
7L
5000
27 ‘ 123 141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28227: Citronellol
7
5000
41
55
95
109123138 157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80682: 3-Fluorobenzoic acid, 2-tetrahydrofurylmethyl ester
7
5000 43 95 123
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 71.00 100.00%

13.00 13.20 13.40 13.60

m/z 43.10 65.59%

13.00 13.20 13.40 13.60

m/z 94.95 34 .45%

13.00 13.20 13.40 13.60

m/z 98.00 28 .05%

13.00 13.20 13.40 13.60

m/z 41.05 27 .47%

13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 22 unknown-04 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.39 0.66 ug/L 59903 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (R.SY-5-Ethv1-6-methvl-3E-hepten... 154 C10H180 057283-79-1 38
2 Thiophene. 2-ethvl- 112 C6HS8S 000872-55-9 27
3 Thiophene. 2-ethvl- 112 C6HS8S 000872-55-9 27
4 Thiophene. 2-ethvl- 112 C6HS8S 000872-55-9 27
5 Thiophene, 2-ethyl- 112 C6HS8S 000872-55-9 27
Abundance Scan 2018 (13.390 min): VX018826.D (-2011) (-) m/z 43.00 100.00%
97
5000
13.00 13.20 13.40 13.60 13.80
m/z 97.05 65.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26827: (R,S)-5-Ethyl-6-methyl-3E-hepten-2-one MM
5000 97 RIS U SN
11 13.00 13.20 13.40 13.60 13.80
69 m/z 69.00 38.84%
83 125139154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6432: Thiophene, 2-ethyl-
97
13.00 13.20 13.40 13.60 13.80
5000 m/z 111.10 34.53%
112
45
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 \VA
Abundance #6436: Thiophene, 2-ethy!- . i . M
97 13.00 13.20 13.40 13.60 13.80
m/z 55.00 34.46%
5000 112
21 \\ 8377 | |
m/z--> 25 40 éo 85 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 23 1-Nonanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.46 1.18 ug/L 107463 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 Cycloheptane 98 C7H14 000291-64-5 81
3 1-Nonanol 144 C9H200 000143-08-8 80
4 1-Nonanol 144 C9H200 000143-08-8 80
5 3-Dodecene, (2)- 168 C12H24 007239-23-8 72
Abundance Scan 2030 (13.463 min): VX018826.D (-2023) (-) m/z 41.10 100.00%
5000
132 13.20 13.40 13.60 13.80
198 191206221 281 m/z 55.95 99.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21105: 1-Nonanol
56
41
70
5000 BN AR AR AR
97 anmnmmm
9 m/z 55.00 93.49Y%
111126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3303: Cycloheptane
4 55 70
98 SRR B SN B
13.20 13.40 13.60 13.80
5000 97 m/z 70.05 77.16%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21104: 1-Nonanol i e e AR
41 56 13.20 13.40 13.60 13.80
70 m/z 43.00 76.58%
5000{ 2
4 o8
1 112126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 1340 1360 1580
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 24 unknown-05 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.51 0.53 ug/L 48355 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanol. 1-methvl- 100 C6H120 001462-03-9 46
2 9-Octadecene. 1.1-dimethoxv-. (Z2)- 312 C20H4002 015677-71-1 38
3 Phvtol 296 C20H400 000150-86-7 37
4 Phvtol 296 C20H400 000150-86-7 37
5 Oxirane, hexyl- 128 C8H160 002984-50-1 35
Abundance Scan 2038 (13.512 min): VX018826.D (-2033) (-) m/z 71.00 100.00%
7
5000 43
% 123 USRS SUNBA SRR
138
154170 207 13.20 13.40 13.60 13.80
m/z 42.95 51.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3901: Cyclopentanol, 1-methyl-
7
43
5000 UL AR IR SUNSR RS
13. 20 13 40 13. 60 13.80
m/z 58.20 40.07%
'HVUHU“HWl'|L}?9'WH'w'”w'“w'“'VH'VH'v'“v'“w'“'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154958: 9-Octadecene, 1,1-dimethoxy-, (2)-
3 71
13.20 13.40 13.60 13.80
5000 m/z 41.00 38.21%
55 %
125 152167184 222 248 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141394Phyt0| T[T T T T[T T T T[T T T[T TTT]
71 13.20 13.40 13.60 13.80
m/z 69.10 37.62%
5000 43
123
95
2 140 164179196 222 248263278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1320 1340 1360 1380
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 25 2-Decanone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.64 0.95 ug/L 86963 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decanone 156 C10H200 000693-54-9 91
2 2-Decanone 156 C10H200 000693-54-9 90
3 2-Decanone 156 C10H200 000693-54-9 87
4 2-Tridecanone 198 C13H260 000593-08-8 64
5 2-Nonanone 142 C9H180 000821-55-6 64
Abundance Scan 2059 (13.640 min): VX018826.D (-2054) (-) m/z 57.95 100.00%
5000
71
85 9% 113 141 156 13.40 13.60 13.80 14.00
—,—LLA\ el 28 T 184 Tm/z 43.00  95.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28209: 2-Decanone
5000 LRI UL SUGILN UL B
71 1340 13.60 13.80 14.00
m/z 41.00 39.96%
85 96 113 127 141 156
miz--> o @ 1k 1o 1o 1% 180
Abundance #28216: 2-Decanone
58
13140 13.60 13.80 14.00
5000 m/z 71.10 33.98%
71
I “ 85 96 113 127 141 156
miz--> 20 ' o 8 1o 136 o 1% 1%
Abundance #28217: 2-Decanone L B
58 13.40 13.60 13.80 14.00
43 m/z 59.10 26.39%
5000
71
s 2 85 98 113 127 141 156
m/z--> 20 4'0 6|0 80 1(')0 120 140 1('30 180 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 26 Decanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.72 1.86 ug/L 169526 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanal 156 C10H200 000112-31-2 91
2 Decanal 156 C10H200 000112-31-2 91
3 Decanal 156 C10H200 000112-31-2 91
4 Decanal 156 C10H200 000112-31-2 74
5 2-Decen-1-ol, (E)- 156 C10H200 018409-18-2 60

Abundance Scan 2072 (13.719 min): VX018826.D (-2069) (-) m/z 41.00 100.00%

1l 57

5000

13.40 13.60 13.80 14.00
m/z 57.00 84.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28203: Decanal

13.I4O 13.I60 13.I80 14.I00
m/z 43.00 79.57%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28200: Decanal
3
R N N N RS
57 13.40 13.60 13.80 14.00
5000 29 m/z 55.00 69.36%
1
g5 112
15 128 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28204: Decanal e BEREE BRI
43 57 13.40 13.60 13.80 14.00
m/z 70.05 50.26%
71
5000 112
95
29
128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
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 27 2-Decenal, (2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.30 2.95 ug/L 269581 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decenal. (2)- 154 C10H180 002497-25-8 72
2 1-Undecene. 9-methvl- 168 C12H24 074630-41-4 64
3 2-Octenal. (B)- 126 C8H140 002548-87-0 64
4 2-Dodecenal. (E)- 182 C12H220 020407-84-5 64
5 2-Octenal, (E)- 126 C8H140 002548-87-0 58

Abundance Scan 2167 (14.298 min): VX018826.D (-2160) (-) m/z 41.00 100.00%

5000

14.00 14.20 14.40 14.60
m/z 69.95 94.09%

1
136 154169 191 209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26666: 2-Decenal, (2)-
a1

55
70

5000
14.00 14.20 14.40 14.60

m/z 43.00 93.80%

4 98

112 136 154

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36790: 1-Undecene, 9-methyl-
55 70

41 R O LA I i
14.00 14.20 14.40 14.60

5000 m/z 55.10 86.14%
2 139
I 111125199153 168
ey e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11330: 2-Octenal, (E)-
41 55 14.00 14.20 14.40 14.60
70 m/z 83.00 60.86%
5000{ 2
y 3
125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60

SOMXTR100220WMA .M Fri Oct 23 01:29:11 2020 Page: 29



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX100720\
Data File : VX018826.D

Aca On : 07 Oct 2020 21:30

Operator : JC/SP

Sample = L4290-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 28 2-Tridecenal, (E)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.04 0.75 ug/L 68835 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tridecenal. (E)- 196 C13H240 007069-41-2 58
2 Cvclooctane. 1.4-dimethvl-. trans- 140 C10H20 013151-98-9 52
3 2-Methvlene cvclopentanol 98 C6H100 020461-31-8 49
4 2-Cvclohexen-1-ol 98 C6H100 000822-67-3 46
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 46

Abundance Scan 2289 (15.042 min): VX018826.D (-2284) (-) m/z 41.00 100.00%

5000

121 el s Shnst sl i
135149 166 191 207 14.80 15.00 15.20 15.40

m/z 70.00 92.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58188: 2-Tridecenal, (E)-

L
55 70

5000{ ,
14.80 15.00 15.20 15.40

m/z 55.00 86.61%

135152 178 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18047: Cyclooctane, 1,4-dimethyl-, trans-
55
a1 69 R RREEN R R R
14.80 15.00 15.20 15.40
5000 83 m/z 57.00 69.32%
2
97 111125
.,ﬂ.“kn““ 149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3230: 2-Methylene cyclopentanol T T T T
70 14.80 15.00 15.20 15.40
m/z 83.05 64 .26%
41 55
5000 97
27
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100720\
Data File : VX018826.D

Acq On : 07 Oct 2020 21:30

Operator : JC/SP

Sample : L4290-04

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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]
3-Butenoic acid 1.16 2.0 ug/L 139726 1 6.83 340516 5.0
2(3H)-Furanone, d... 1.93 0.5 ug/L 34139 1 6.83 340516 5.0
(DEL) Alkane: Str... 3.50 0.5 ug/L 34058 1 6.83 340516 5.0
Butanal 4.31 0.7 ug/L 45468 1 6.83 340516 5.0
Furan, 2-ethyl- 7.21 0.7 ug/L 45326 1 6.83 340516 5.0
Pentanal 7.63 3.8 ug/L 257383 1 6.83 340516 5.0
Hexyl chloroformate 10.62 3.0 ug/L 251682 2 10.10 414792 5.0
Heptanal 10.90 4.0 ug/L 330139 2 10.10 414792 5.0
Hexanal, 2-ethyl- 11.46 0.9 ug/L 83151 3 12.06 456537 5.0
Furan, 2-pentyl- 11.63 2.6 ug/L 238556 3 12.06 456537 5.0
1-Nonen-3-ol 11.76 0.6 ug/L 58862 3 12.06 456537 5.0
3-Octanone 11.80 0.6 ug/L 57536 3 12.06 456537 5.0
2-Octanone 11.88 0.9 ug/L 79963 3 12.06 456537 5.0
Octanal 11.96 5.7 ug/L 517918 3 12.06 456537 5.0
1-Hexanol, 2-ethyl- 12.26 11.5 ug/L 1048990 3 12.06 456537 5.0
unknown-01 12.63 1.0 ug/L 87817 3 12.06 456537 5.0
unknown-02 12.80 2.9 ug/L 260543 3 12.06 456537 5.0
Nonanal 12.89 19.8 ug/L 1805850 3 12.06 456537 5.0
unknown-03 13.20 1.0 ug/L 92812 3 12.06 456537 5.0
Cyclohexanol, 1-m... 13.29 0.5 ug/L 47958 3 12.06 456537 5.0
unknown-04 13.39 0.7 ug/L 59903 3 12.06 456537 5.0
1-Nonanol 13.46 1.2 ug/L 107463 3 12.06 456537 5.0
unknown-05 13.51 0.5 ug/L 48355 3 12.06 456537 5.0
2-Decanone 13.64 0.9 ug/L 86963 3 12.06 456537 5.0
Decanal 13.72 1.9 ug/L 169526 3 12.06 456537 5.0
2-Decenal, (2)- 14.30 3.0 ug/L 269581 3 12.06 456537 5.0
2-Tridecenal, (E)- 15.04 0.8 ug/L 68835 3 12.06 456537 5.0
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