LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019522.D

Aca On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82X112120W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.337 34 41 44 rBvV 29737 84856 1.12% 0.209%
1.563 76 78 95 rvB3 31307 77426 1.02% 0.190%
103 130 rVB3 20449 85696 1.13% 0.211%
2.428 213 220 236 rBV 572653 1356591 17.83% 3.336%
2.605 243 249 255 rBV 72487 167850 2.21% 0.413%

abrwNPE
=
\l
=
)]
(o]
©

6 4.647 573 584 611 rVB 33190 129136 1.70% 0.318%
7 5.464 705 718 731 rBV 177773 504587 6.63% 1.241%
8 5.623 733 744 762 rVB 330870 934923 12.29% 2.299%
9 6.031 798 811 821 rBV 195842 530936 6.98% 1.306%
10 6.830 931 942 956 rBV 513905 1320071 17.35% 3.246%

11 8.695 1241 1248 1255 rBV 1018291 1579658 20.77% 3.884%
12 10.092 1469 1477 1487 rBV 923942 1322802 17.39%% 3.253%
13 11.122 1640 1646 1653 rBV 752282 966221 12.70% 2.376%
14 11.878 1765 1770 1776 rBV 173691 219534 2.89% 0.540%
15 12.061 1794 1800 1807 rVB 999658 1220814 16.05% 3.002%

16 12.140 1808 1813 1825 rBV 1474067 1928364 25.35% 4.742%
17 12.256 1827 1832 1846 rBV 1165195 1540909 20.26% 3.789%
18 12.384 1849 1853 1858 rVB 88374 110031 1.45% 0.271%
19 12.493 1867 1871 1879 rVB3 58644 96870 1.27% 0.238%
20 12.725 1905 1909 1915 rBV 58836 78705 1.03% 0.194%

21 12.804 1917 1922 1925 rBV 146260 177773 2.34% 0.437%
22 12.896 1933 1937 1941 rBV 56137 77380 1.02% 0.190%
23 13.006 1951 1955 1964 rBV 221925 347964 4._.57% 0.856%
24 13.134 1968 1976 1991 rBV 5628538 7607212 100.00% 18.706%
25 13.457 2024 2029 2039 rBV 269158 428059 5.63% 1.053%

26 13.548 2040 2044 2051 rVB 640983 828278 10.89% 2.037%
27 13.640 2052 2059 2066 rVB2 79615 154310 2.03% 0.379%
28 13.707 2066 2070 2076 rBV3 53637 103931 1.37% 0.256%
29 13.768 2076 2080 2081 rBV2 146069 192032 2.52% 0.472%
30 13.786 2081 2083 2087 rVB 208769 233653 3.07% 0.575%

31 13.926 2095 2106 2119 rBV 3626741 5543519 72.87% 13.631%
32 14.231 2152 2156 2170 rBV 305850 469648 6.17% 1.155%
33 14.481 2191 2197 2201 rBV3 126175 223585 2.94% 0.550%
34 14.524 2201 2204 2211 rVV 91956 183149 2.41% 0.450%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019522.D

Aca On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82X112120W.M
SW846 8260

35 14.603 2213 2217 2224 rVV 737933 1373052 18.05% 3.376%

36 14.664 2224 2227 2234 rVV 1316017 1836646 24.14% 4_.516%
37 14.731 2234 2238 2251 rVV 1078946 1865898 24.53% 4._.588%
38 14.835 2251 2255 2269 rVV2 183645 487379 6.41% 1.198%
39 14.956 2270 2275 2302 rVB 678105 1143553 15.03% 2.812%
40 15.261 2320 2325 2327 rBVY 272336 431686 5.67% 1.062%

41 15.298 2327 2331 2349 rVV 726597 1636212 21.51% 4.023%
42 15.456 2353 2357 2375 rVV 368225 877404 11.53% 2.158%
43 15.743 2400 2404 2423 rVB2 70483 188945 2.48% 0.465%

Sum of corrected areas: 40667248
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019522.D

Aca On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W_.M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX019522.D

5000000
4000000
3000000
2000000

1000000
2.43
5.62

134 156171 kz 61 45 546/'\ 6.03

Time--> 1.20 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 5.60 5.80 6.00 6.20
Abundance TIC: VX019522.D

o

5000000
4000000
3000000
2000000

8.70
1000000 j{_ 10.09 11.12

or'_r

T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX019522.D

5000000

4000000 13.93

3000000

2000000

1000000 15.30

15/2615.46
I 12,3849 121 550 i 1574

Time--> 12.00 12 50 13 OO 13.50 14.00 14.50 15.00 15.50 16.00 16.50

14.96
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019522.D

Aca On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

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 Eucalyptol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.14 78.98 ug/1 1928360 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eucalvptol 154 C10H180 000470-82-6 99
2 Trifluoroacetvl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 43
3 2-Acetvilcvclopentanone 126 C7H1002 001670-46-8 35
4 5-Hepten-2-one. 6-methvl- 126 C8H140 000110-93-0 32
5 2-Acetonylcyclohexanone 154 C9H1402 006126-53-0 22
Abundance Scan 1813 (12.140 min): VX019522.D (-1808) (-) m/z 43.10 100.00%
43
81
5000
55
11.80 12.00 12.20 12.40
Obrrr 167 181 200 214 m/z 81.10 66.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26615: Eucalyptol
43
81
108
5000 139 154 11.80 12.00 12.20 12.40
m/z 71.10 52.36%
27
0...1.5|.U..h‘. H \H H l.‘h.l‘..‘.l R B EE ma
m/z--> 20 40 100 120 140 160 180 200
Abundance
43
69 11.80 12.00 12.20 12.40
5000 81 108 154 m/z 108.10 49.46%
> % 139
29 119
S L U S SIS WL L B WL S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11155: 2-Acetylcyclopentanone R e Rama
43 11.80 12.00 12.20 12.40
i m/z 84.10 46.34%
126
5000 71 gq
55
27
0...1.5|....|....|....|...9.7|....|....|....|....|....|....|.
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019522.D

Aca On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

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 1-Hexanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.26 63.11 ug/1 1540910 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-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 56
3 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
5 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47
Abundance Scan 1833 (12.262 min): VX019522.D (-1827) (-) m/z 57.10 100.00%
57
5000
41
70 83 I A
98 12.00 12.20 12.40 12.60
112
0 : ,-|! rdreseS 138 155 173186 207 . ‘m/z 41.10 32.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
0 12.00 12.20 12.40 12.60
29 83 m/z 43.10 27.27%
98
0 .:1.5|....|... |||||||||||:|I-:!-2|||||||||||||||| A RRARREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
12.00 12.20 12.40 12.60
5000 43 m/z 55.10 26.79%
29 69 83
oL 18 98 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19191: Octane, 2,3-dimethyl-
57 12.00 12.20 12.40 12.60
m/z 70.10 24 .25%
5000 41 98
29
0 14\\”\”142 IR (I PN | W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019522.D

Aca On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

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 1-Octanol, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.13 311.56 ug/Il 7607210 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 2-methvl- 144 C9H200 000818-81-5 83
2 1-Pentanol. 4-methvl-2-propvl- 144 C9H200 054004-41-0 59
3 Isobutvl pentvl carbonate 188 C10H2003 178442-32-5 53
4 l1sooctvl mercaptoacetate 204 C10H2002S 025103-09-7 47
5 1-Dodecene 168 C12H24 000112-41-4 43
Abundance Scan 1975 (13.128 min): VX019522.D (-1968) (-) m/z 57.10 100.00%
7
43 71
5000
84
v 12.80 13.00 13.20 13.40
111 : : : :
ol - .||, A3l 126138152 169 186199 220234 | ;0 43.10  76.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21129: 1-Octanol, 2-methyl-
43 57
71
5000 SRR R SN SRR
12.80 13.00 13.20 13.40
8 m/z 71.15 70.25%
o .. Mo
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43
71 12.80 13.00 13.20 13.40
5000 m/z 41.10 65.97%
29
83
0 15 98 111 126
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51318: Isobutyl pentyl carbonate
43 57 12.80 13.00 13.20 13.40
71 m/z 56.10 53.10%
5000
29
m/z--> 20 b 60 85 160 120 140 160 180 200 220 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019522.D

Aca On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

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 Decane, 3-chloro- Concentration Rank 2

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

13.93 227.04 ug/Il 5543520 1,4-Dichlorobenzene-d4 12.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-chloro- 176 C10H21ClI 001002-11-5 58
2 Cvclobutane. 1-butvl-2-ethvl- 140 C10H20 1000150-67-3 49
3 Undecane. 5-methvl- 170 C12H26 001632-70-8 45
4 Cvclooctane. 1.5-dimethvl- 140 C10H20 021328-57-4 43
5 3-Octene, (E)- 112 C8H16 014919-01-8 38
Abundance Scan 2107 (13.932 min): VX019522.D (-2095) (-) m/z 43.10 100.00%

43 57

71

-

5000
1l 13.60 13.80 14.00 14.20
125 140 : : : :
Ol rrrrr s 154 1rs 199 218234 m/z 57.10 89.17%
mz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42251: Decane, 3-chloro-
43
70
5000
84 97 1 13.60 13.80 14.00 14.20
m/z 71.15 73.64%
141
Ol
mz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55 69
27 13.60 13.80 14.00 14.20
5000 84 m/z 56.10 71.82%
7 112
140

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

%

Abundance #38325: Undecane, 5-methyl-

43 13.60 13.80 14.00 14.20

57 m/z 41.10 68.28%
5000 71
85
29 112
o 4| e87"126141155170
T T T T T T e T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019522.D

Aca On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

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 unknownl14.60 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.60 56.24 ug/1 1373050 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-butvl- 184 C13H28 017312-63-9 46
2 2-Heptanol. 5-ethvl- 144 C9H200 019780-40-6 43
3 1-Hexanol. 5-methvl-2-(1-methvle... 158 C10H220 002051-33-4 43
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 38
5 Propanal, 2-methyl-, 2-propenylh... 126 C7H14N2 066075-08-9 25

Abundance Scan 2217 (14.603 min): VX019522.D (-2213) (-) m/z 57.10 100.00%

5000

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_"
14.20 14.40 14.60 14.80 15.00

143157

183

209 232246 281

0 m/z 71.15 98.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48836: Nonane, 5-butyl-
43 57 71
85
126 14.20 14.40 14.60 14.80 15.00
29 m/z 43.10 98.33%
N A T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
R R RS RS S
14.20 14.40 14.60 14.80 15.00
5000 m/z 45.10 90.36%
84
70
29
og 126
0 112 143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29668: 1-Hexanol, 5-methyl-2-(1-methylethyl)-
3 57 71 14.20 14.40 14.60 14.80 15.00
m/z 41.10 73.88%
5000 85
29 ‘ ‘ 127
0.??“UhJMus‘“.l.ﬂ..J“%%? N — A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019522.D

Aca On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.M
Quant Title : SW846 8260

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-Methyl-1-undecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .66 75.22 ug/1 1836650 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1-undecanol 186 C12H260 010522-26-6 80
2 1-Dodecanol. 2-methvl-. (S)- 200 C13H280 057289-26-6 72
3 Cvclopropane. 1-methvl-2-pentvl- 126 C9H18 041977-37-1 60
4 Cvclopropane. 1-methvl-2-octvl- 168 Cl12H24 037617-26-8 58
5 1-Dodecene 168 Cl12H24 000112-41-4 52
Abundance Scan 2226 (14.658 min): VX019522.D (-2224) (-) m/z 57.10 100.00%
5000
% 111
126 14.40 14.60 14.80 15.00
ol 139 154 169 186 207 230 n/z 43.10 85 _ 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50329: 2-Methyl-1-undecanol
43 57
5000 69 LR B B B I
29 a3 14.40 14.60 14.80 15.00
97 m/z 41.10 63.82%
1L Au
0"'w"w”'ﬂl‘“ ‘ SSABE RSN SR SNy SARRY SRR
m/z--> 40 60 100 120 140 160 180 200 220
Abundance
57
“ 14,40 14.60 14.80 15.00
5000 29 71 m/z 56.10 60.07%
83 g7
111
o 15 125 140 154 168 182
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11609: Cyclopropane, 1-methyl-2-pentyl- B e o L ma
56 14.40 14.60 14.80 15.00
a1 m/z 55.10 50.09%
5000 69
84 g7 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019522.D

Aca On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

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 unknownl14.73 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.73 76.42 ug/1 1865900 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-butvl- 184 C13H28 017312-63-9 42
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 35
3 Cvclohexane. 1.2.3-trimethvl- 126 C9H18 001678-97-3 30
4 Propanoic acid. nonvl ester 200 C12H2402 053184-67-1 27
5 Hexadecane 226 C16H34 000544-76-3 27

Abundance Scan 2238 (14.731 min): VX019522.D (-2234) (-) m/z 71.15 100.00%

57 71

5000

14.40 14.60 14.80 15.00

143 157169 184196 210 227 244

0 m/z 45.10 92.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48836: Nonane, 5-butyl-
43 57 71
85
5000
126 14.40 14.60 14.80 15.00
29 m/z 57.10 91.83%
97
et 112 10250 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

43

14.40 14.60 14.80 15.00
5000 m/z 43.10 89.17%

29 57 7l 85

0 99 113 128
T T T T e T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11578: Cyclohexane, 1,2,3-trimethyl-
55 69 14.40 14.60 14.80 15.00
m/z 55.10 66 .33%
41
5000 97
83
126
29 111 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019522.D

Aca On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 E-11,13-Tetradecadien-1-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.96 46.84 ug/1 1143550 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-11.13-Tetradecadien-1-ol 210 C14H260 1000131-00-3 93
2 1-Nonene 126 C9H18 000124-11-8 91
3 1-Dodecanol 186 C12H260 000112-53-8 91
4 1-Undecanol 172 C11H240 000112-42-5 91
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
Abundance Scan 2276 (14.963 min): VX019522.D (-2270) (-) m/z 55.10 100.00%
55 69
41

5000

111126 1460 14.80 15.00 15.20
140154168 185200215230 : ' '

0 m/z 69.10 87 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69507: E-11,13-Tetradecadien-1-ol
41 55
69
5000 LA L L L L L B
14.60 14.80 15.00 15.20
m/z 56.10 81.65%
111126
0 L 154168 185 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
69 14.60 14.80 15.00 15.20
5000 m/z 41.10 80.86%
29 83 o7
15 111126

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50315: 1-Dodecanol R e AR
14.60 14.80 15.00 15.20

m/z 70.10 77.10%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14 60 14.80 15.00 15.20

82X112120W.M Mon Nov 23 16:49:46 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019522.D

Aca On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

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 unknownl15.30 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.30 67.01 ug/1 1636210 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 6-ethvl-3-oc... 230 C13H2603 1000282-69-8 49
2 Oxirane. 2-butvl-3-methvl-. cis- 114 C7H140 056052-93-8 35
3 2-Heptanol. 5-methvl- 130 C8H180 054630-50-1 22
4 Cvclodecane 140 C10H20 000293-96-9 22
5 Decane, 5-cyclohexyl- 224 C16H32 013151-76-3 22
Abundance Scan 2331 (15.298 min): VX019522.D (-2327) (-) m/z 57.10 100.00%

5000

15.00 15.20 15.40 15.60

157171 192 209223238

0 m/z 43.10 98.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85986: Methoxyacetic acid, 6-ethyl-3-octyl ester
45
71 g5
5000 LA L L L L L L L L LB

15. 00 15. 20 15. 40 15. 60
29 111 m/z 45.10 84 .86%

141
|l \‘ WM 127 | 159173 190
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43

15. 00 15.20 15.40 15.60

o

57

5000 41 85 m/z 55.10 76.23%
0 9 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13692: 2-Heptanol, 5-methy!- T
4 15. 00 15. 20 15. 40 15. 60

m/z 71.10 73 .09%

5000
29 0
84
15 112

0’ R EEEEEmEmEE e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019522.D

Aca On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 unknownl5.46 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.46 35.94 ug/1 877404 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 47
2 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 43
3 Cvclooctane. 1.2-dimethvl- 140 C10H20 013151-94-5 38
4 Cvclodecane 140 C10H20 000293-96-9 30
5 1-Tridecene 182 C13H26 002437-56-1 30

Abundance Scan 2358 (15.462 min): VX019522.D (-2353) (-) m/z 57.10 100.00%

85
5000

T

15.20 15.40 15.60 15.80

157171 195 217 233

0 m/z 43.10 91.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50325: 1-Octanol, 2-butyl-
57
43
5000 71 |||||||||||||||||||||
85 15.20 15.40 15.60 15.80
29 111 m/z 45.10 86.49%
125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71 85 L L L B O B
15.20 15.40 15.60 15.80
5000 m/z 71.10 72 .23%
29 12 140
ol 15 126 | 157171185199213227 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I

Abundance #18010: Cyclooctane, 1,2-dimethyl- A REmE R
15.20 15.40 15.60 15.80

m/z 55.10 68 .69%

5000

§

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15. 40 15. 60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
Data File : VX019522.D

Acq On : 21 Nov 2020 03:10

Operator : JC/MD

Sample : L4779-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W_.M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Eucalyptol 12.14 79.0 ug/1 1928360 4 12.06 1220810 50.0
1-Hexanol, 2-ethyl- 12.26 63.1 ug/1 1540910 4 12.06 1220810 50.0
1-Octanol, 2-methyl- 13.13 311.6 ug/l 7607210 4 12.06 1220810 50.0
Decane, 3-chloro- 13.93 227.0 ug/l 5543520 4 12.06 1220810 50.0
unknownl14 .60 14.60 56.2 ug/1 1373050 4 12.06 1220810 50.0
2-Methyl-1-undecanol 14.66 75.2 ug/1 1836650 4 12.06 1220810 50.0
unknownl14 .73 14.73 76.4 ug/1 1865900 4 12.06 1220810 50.0
E-11,13-Tetradeca... 14.96 46.8 ug/l 1143550 4 12.06 1220810 50.0
unknown15.30 15.30 67.0 ug/l 1636210 4 12.06 1220810 50.0
unknownl15.46 15.46 35.9 ug/I1 877404 4 12.06 1220810 50.0
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