LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21821\
Data File : VN@65940.D

Acqg On : 18 Feb 2021 15:00
Operator : JC/MD

Sample : M1425-12

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M

Title : SW846 8260

Signal : TIC: VN@65940.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.254 455 471 495 rBV 84383 204676  2.20% 0.832%
2 3.788 618 637 656 rBv 177794 458146 4.92% 1.863%
3 4.049 692 718 742 rVB2 51538 168951 1.82% 0.687%
4 7.550 1786 1807 1819 rBV 116029 291939  3.14% 1.187%
5 7.627 1819 1831 1851 rVB 224175 531609 5.71% 2.162%
6 7.991 1927 1944 1964 rBV2 141357 329141 3.54% 1.339%
7 8.550 2102 2118 2137 rBV 334036 699654  7.52%  2.846%
8 10.058 2572 2587 2601 rBV 529690 979830 10.53%  3.985%
9 10.576 2736 2748 2773 rVB 119355 216931 2.33% 0.882%
10 11.376 2982 2997 3022 rBV 472808 838724 9.01% 3.411%
11 11.585 3049 3062 3090 rVB 136396 235470  2.53% 0.958%
12 12.373 3294 3307 3327 rBV 347093 593192 6.37% 2.413%
13 12.788 3425 3436 3447 rVB2 72606 118452 1.27% 0.482%
14 13.312 3588 3599 3609 rBV 409433 702610 7.55%  2.858%
15 13.376 3609 3619 3628 rVV 1245156 2082574 22.37% 8.470%
16 13.421 3628 3633 3645 rVB 260708 390109 4.19% 1.587%
17 14.177 3857 3868 3889 rBV 224247 381121 4.09%  1.550%
18 14.283 3890 3901 3903 rBV 286907 378768 4.07%  1.540%
19 14.312 3904 3910 3932 rVB 781986 1323208 14.22% 5.382%
20 14.531 3969 3978 3991 rVB2 67844 123339 1.33% 0.502%

21 14.637 3991 4011 4036 rBV2 4063328 9307685 100.00% 37.
22 14.813 4057 4066 4088 rVB2 398509 886408 9.52% 3
23 14.965 4089 4113 4120 rBV2 259426 686621 7.38%  2.793%
24 15.087 4145 4151 4155 rBv2 137533 195391 2.10% ©
25 15.125 4156 4163 4192 rVB 598547 1136367 12.21% 4

26 15.463 4256 4268 4296 rBV 605897 1120975 12.04%  4.559%
27 15.752 4348 4358 4367 rBv4 61766 111413 1.20% ©.453%
28 16.003 4429 4436 4451 rVB2 49673 94389 1.01% ©.384%

Sum of corrected areas: 24587693
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21821\
Data File : VN@65940.D

Acq On : 18 Feb 2021 15:00
Operator : JC/MD

Sample : M1425-12

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : SW846 8260

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

Abundance TIC: VN065940.D\data.ms
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Abundance TIC: VN065940.D\data.ms
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Abundance TIC: VN065940.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21821\
Data File : VN@65940.D

Acq On : 18 Feb 2021 15:00
Operator : JC/MD

Sample : M1425-12

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Eucalyptol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.376 148.20 ug/l 2082570 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 72
3 Terpinen-4-ol 154 C10H180 000562-74-3 32
4 Sulfurous acid, 2-pentyl propyl ... 194 C8H1803S 1000309-15-1 22
5 2-(3'-0xo-butyl)-cyclopentanone 154 C9H1402 1000143-37-2 16

Abundance Scan 3619 (13.376 min): VN065940.D\data.ms (-3609) (- m/z 43.00 100.00%

43.0
81.0
139.1
‘ | ‘# ‘ 4 13.00 13.50
o — m boh b th 1961 n/z 81,05  64.06%
m/z--> 20 40 0 100 120 140 160
Abundance #26615.EucaWpKﬂ
43.0
81.0
108.0
5000
154.0 13. 00 13 50
m/z 71.00 50.58%
125.0
0\1\5\.(‘)\‘\‘\\‘“1‘\‘1 3 ‘\‘\‘H‘ \‘\H\“\h\\li\\\‘\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #101946: Trifluoroacetyl-.alpha.-terpineol
43.0
69.0 13.00 13.50
5000 108.0 1540 ™z 108.10  47.96%
O
\ L |
Y S 1 AT N A
miz--> 20 40 60 80 100 120 140 160
Abundance #26662: Terpinen-4-ol “ -
71.0 13.00 13.50
m/z 84.10 43.96%
43.0
5000 93.0 111.0
136.0 154.0
—" "m‘mm‘!‘_”‘u_ — A
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21821\
Data File : VN@65940.D

Acq On : 18 Feb 2021 15:00
Operator : JC/MD

Sample : M1425-12

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.421 27.76 ug/l 390109 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
3 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 59
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 45

Abundance Scan 3633 (13.421 min): VN065940.D\data.ms (-3628) (- m/z 57.10 100.00%

57.1
5000
41.0
83.0 U
‘ 98.1 13.50
o el T m/z 41.00  34.96%
miz--> 20 40 60 80 100 120 140
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 U
410 13.50
83.0 m/z 55.05 28.60%
98.0
O T \1\8.’0\ ‘\“\ \“‘\ T T \“‘\ T “‘1 L \“ \171}3\-()‘ L ‘ T
m/z--> 20 40 60 80 100 120 140
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0
P
13.50
5000 ITI/Z 70.10 23.57%
41l0
‘ 83.0
ol 189 L Al L “1 : ‘9%0‘1‘1:3:0‘ e
mfz--> 20 40 60 80 100 120 140
Abundance #19191: Octane, 2,3-dimethyl- e S
57.0 13.50
m/z 56.05 20.60%
5000 41.0 98.0
olao || 1| \ \H 830 | 142.0 )
it | RN N
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21821\
Data File : VN@65940.D

Acq On : 18 Feb 2021 15:00
Operator : JC/MD

Sample : M1425-12

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 TIsobutyl octyl carbonate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.177  27.12 ug/1 381121 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl octyl carbonate 230 C13H2603 1000372-74-6 52
2 Octane, 3-ethyl- 142 C1eH22 005881-17-4 50
3 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 43
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 43
5 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 43
Abundance Scan 3868 (14.177 min): VN065940.D\data.ms (-3857) (- m/z 57.00 100.00%
57.0
w M
84.0
— =
1121 14.00 14.50
0 ww‘i‘w‘_ e e e 2 m/z 71.05  77.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85972: Isobutyl octyl carbonate
57.0
5000 —— —\
14.00 14.50
m/z 43.05 65.31%
29.0 “ ‘ H 830 1120
0 \\\‘\‘\‘\\“‘\\\ “‘\“\ 1‘\“”H\“‘\\!‘\“’\\;\4.%.9\\‘\1\7\?.‘(\)\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19163: Octane, 3-ethyl-
71.0 A
43.0 —
14.00 14.50
5000 m/z 40.95 60.33%
112.0
SEEE.N 0 O P
m/z--> 20 40 60 80 100 120 140 160 180 200 k/\\
Abundance #12709: Hexane, 2,4,4-trimethyl- — =
57.0 14.00 14.50
m/z 55.05 50.51%
5000
29.0
‘ 99.0
0"w‘LHhmuhwuu‘uwa‘wﬁgng“W‘u‘_“W‘u‘ DN N—
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21821\
Data File : VN@65940.D

Acq On : 18 Feb 2021 15:00
Operator : JC/MD

Sample : M1425-12

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl4.283 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.283  26.95 ug/l 378768 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanol, 3-methyl- 100 C6H120 018729-48-1 43
2 Decane, 1-fluoro- 160 C1OH21F 000334-56-5 43
3 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38
4 1-Nonene 126 C9H18 000124-11-8 38
5 n-Heptadecanol-1 256 C17H360 001454-85-9 38

Abundance Scan 3901 (14.283 min): VN065940.D\data.ms (-3890) (- m/z 57.05 100.00%
57.0

5000
97.0
—— =
14.00 14.50
126.1
0 ol 2068 myz 71,85 78.90%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3894: Cyclopentanol, 3-methyl-
57.0
5000 —— 1
14.00 14.50
21.0 m/z 43.05 71.18%
H 82.0
O\‘\\\\‘\!‘\\‘ “\wh\‘\““\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30739: Decane, 1-fluoro-
43.0 /LA
—
14.00 14.50
5000 ITI/Z 41.00 61.02%
69.0
97.0
ol asol Ll L] o ae0g
m/z--> 0 20 40 60 80 100 120 140 160 180 200 ,\_/A\
Abundance #1834: Butane, 2,2-dimethyl- —
43.0 14.00 14.50
710 m/z 55.08  59.98%
5000
15.0 ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21821\
Data File : VN@65940.D

Acq On : 18 Feb 2021 15:00
Operator : JC/MD

Sample : M1425-12

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1-Octanol, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.312 94.16 ug/l 1323210 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 2-methyl- 144 C9H200 000818-81-5 86
2 1-Nonene 126 C9H18 000124-11-8 60
3 Cyclobutane, 1,2-diethyl-, cis- 112 C8H16 061141-50-2 49
4 Decane, 1-fluoro- 160 C1OH21F 000334-56-5 47
5 Isooctyl mercaptoacetate 204 C10H2002S 025103-09-7 38

Abundance Scan 3910 (14.312 min): VN065940.D\data.ms (-3904) (- m/z 57.10 100.00%
57.1

5000
84.1
T S
14.00 14.50
111.1
oww‘;‘w‘_‘w‘m“‘_m_uH_WW_H?‘QQ:? m/z 43.10 80.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21129: 1-Octanol, 2-methyl-
57.0
5000 ‘ ‘/\‘//-‘/L ‘ T
14.00 14.50
29.0 84.0 m/z 71.10  70.36%
L L]y e
O\\\‘\}\\‘i”\\h“‘\”\}\“\‘\\\“\\‘\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11502: 1-Nonene
43.0
P =
69.0 14.00 14.50
5000 ITI/Z 41.00 66.42%
97.0
01150 I s
m/z--> 20 40 60 80 100 120 140 160 180 200 A‘/\
Abundance #6795: Cyclobutane, 1,2-diethyl-, cis- — Lt
56.0 14.00 14.50
m/z 56.05 60.83%
5000
27.0
84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21821\
Data File : VN@65940.D

Acq On : 18 Feb 2021 15:00
Operator : JC/MD

Sample : M1425-12

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1-Nonanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.637 662.37 ug/l 9307690 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 80
3 1-Decene 140 C1eH20 000872-05-9 72
4 Cycloheptane 98 C7H14 000291-64-5 68
5 Isopropylcyclobutane 98 C7H14 000872-56-0 68

Abundance Scan 4011 (14 637 min): VN065940.D\data.ms (-3991) -  m/z 56.05 100.00%

5000 .
S N— ——
H 1261 14.50 15.00
0 e e e 2O m/z 55.00 95.04%

>

m/z--> 20 40 80 100 120 140 160 180 200
Abundance #21105: 1-Nonano

5000 o ~

83.0 14.50 15.00
29.0 m/z 40.95 77.91%
0 " “\ \H‘ 126.0
N \\‘f\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36848 Cyclopropane, 1-methyl-2-octyl-
\

A R
14.50 15.00
5000 m/z 70.05 76.47%
83.0
o “‘ “\11%0‘1400 168.0
- \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

-

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

Abundance #17934: 1-Decene — e
14.50 15.00

m/z 43.05 70.51%
5000
29.0 83.0
i A
ol "HL‘JM‘UW“Hl‘H“H“_“W“H N 5
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21821\
Data File : VN@65940.D

Acq On : 18 Feb 2021 15:00
Operator : JC/MD

Sample : M1425-12

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (+)-2-Bornanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.813 63.08 ug/l 886408 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 95
2 Camphor 152 C10H160 000076-22-2 95
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 94
4 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 46
5 Bicyclo[3.1.0]hexan-2-one, 4-met... 152 C1@H160 002506-61-8 43

Abundance Scan 4066 (14.813 min): VN065940.D\data.ms (-4057) (-  m/z 95.05 100.00%

95.0
5000 41.1 69.0
152.1

1450 15.00
0 e L2070 o s1es  65.81%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25105: (+)-2-Bornanone /\¥¢JKK/X/R
94.0
5000 410 690 1520 1450 15.00

m/z 41.10 43.70%

0l150 L [Ja2z0, |
N T \ ‘ T \ T ‘ T \ ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25059: Camphor

41.0 95.0 M

1450 1500
m/z 108.05 38.97%
5000 69.0 /
152.0
ol bt Lo,

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S . ——
95.0 14.50 15.00

m/z 69.00  38.10%

5000 410 69.0
152.0
5150 L 1230 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 1450 1500
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21821\
Data File : VN@65940.D

Acq On : 18 Feb 2021 15:00
Operator : JC/MD

Sample : M1425-12

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-Heptanol, 2-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.965 48.86 ug/l 686621 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 72
2 Octane, 4-methyl- 128 C9H20 002216-34-4 43
3 3-Octene, (E)- 112 C8H16 014919-01-8 38
4 3-Octene, (Z)- 112 C8H16 014850-22-7 38
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 30
Abundance Scan 4113 (14.965 min): VN065940.D\data.ms (-4089) (- 43.05 100.00%
43.0
71.1
5000 121.0
97.1 ]
‘ ‘ ‘ 150.0 15 00
0} 1“‘:““‘ Al el H bt L ‘ 57.05  79.93%

m/z--> 20 40 60 80 100 120 140
Abundance #29632: 1-Heptanol, 2-propyl-
43.0
71.0
/

5000 ‘
27/0 15 00

71.16  75.11%

97.0
| LT e
O\\\‘\‘\‘}\\ ‘\fhf“f‘}}\“\‘\\\“\\u\‘\‘\\\i\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #12667: Octane, 4-methyl-
43.0

15 OO
5000 m/z 55.00 70.08%
85.0
27,0
0 H i} M 69‘ | 112.0128.0
T B o o B AL A O A O
m/z--> 20 40 60 80 100 120 140
Abundance #6639: 3-Octene, (E)- G ‘/
41.0 15.00
m/z 41.00 62.56%
5000
70.0
‘ 112.0
ob 280 MWl Wl leso | N N—
m/z--> 20 40 60 80 100 120 140 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21821\
Data File : VN@65940.D

Acq On : 18 Feb 2021 15:00
Operator : JC/MD

Sample : M1425-12

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Cyclooctane, 1,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.125 80.87 ug/l 1136370 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, 1,5-dimethyl- 140 C10H20 021328-57-4 70
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 59
3 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 58
4 1-Decene 140 C1eH20 000872-05-9 53
5 1-Dodecene 168 C12H24 000112-41-4 50

Abundance Scan 4163 (15.125 min): VN065940.D\data.ms (-4156) (-  m/z 43.10 100.00%

5000
85.1 /\\AAJL
H ‘ 15.00 1/5§
140.1 . ’
0l Lu‘u I u‘w“ Lt 2000 m/z 57.16  82.53%
miz--> 50 100 150 200 250 300
Abundance #18012: Cyclooctane, 1,5-dimethyl-
56.0
5000 T T ‘/F
97.0 15.00 15.50
m/z 56.10 71.70%
O \2\2*‘\£ ‘\‘ “ ‘\ “\‘ \“‘ \h\4}0.‘0\ T T ‘ T T T T ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
970 T T T \/F
' 15.00 15.50
5000 m/z 41.00  67.69%
39.0
o0 LLLLL L1309 190 2690 saoy
miz--> 50 100 150 200 250 300
Abundance #36848: Cyclopropane, 1-methyl-2-octyl- = ‘/F
56.0 15.00 15.50
m/z 71.10 59.28%
5000
97.0
SRR
0t A A T AR
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21821\
Data File : VN@65940.D

Acq On : 18 Feb 2021 15:00
Operator : JC/MD

Sample : M1425-12

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 1-Decanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.463 79.77 ug/l 1120980 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol 158 C10H220 000112-30-1 91
2 Cyclooctane 112 C8H16 000292-64-8 87
3 Dichloroacetic acid, decyl ester 268 C12H22C1202 083005-00-9 86
4 Formic acid, decyl ester 186 C11H2202 005451-52-5 86
5 Cyclodecane 140 C10H20 000293-96-9 86

Abundance Scan 4268 (15 463 min): VN065940.D\data.ms (-4256) (- m/z 55.00 100.00%

3.1
5000
T
‘11\\2'1 140.1 1550
oww;\m MO 2070 4 70005 85.41%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #29600: 1-Decano
55.0
83.0
5000 UL
29.0 15.50
112.0 m/z 56.05 83.33%
O\\\‘\‘}‘\\‘iw\\ ’1400
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6629: Cyclooctane
56.0
==
15.50
83.0 112.0 .
5000 m/z 41.00 80.58%
27.0
0 I T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #116851: Dichloroacetic acid, decyl ester =
43.0 15.50
20,0 m/z 43.10 78.68%
5000
97.0
‘ ‘ ‘ ‘ 140.0
ow“wlm ;!‘mw‘H‘,‘m}w_m_m_m L=
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21821\
Data File : VN©65940.D

Acqg On : 18 Feb 2021 15:00
Operator : JC/MD

Sample : M1425-12

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21721W.M
Quant Title : 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 13.376 148.2 ug/l 2082570 4 13.312 702610 50.0
1-Hexanol, 2-et... 13.421 27.8 ug/l 390109 4 13.312 702610 50.0
Isobutyl octyl ... 14.177 27.1 ug/l 381121 4 13.312 702610 50.0
unknownl4.283 14.283 26.9 ug/l 378768 4 13.312 702610 50.0
1-Octanol, 2-me... 14.312 94.2 wug/l 1323210 4 13.312 702610 50.0
1-Nonanol 14.637 662.4 ug/l 9307690 4 13.312 702610 50.0
(+)-2-Bornanone 14.813 63.1 wug/l 886408 4 13.312 702610 50.0
1-Heptanol, 2-p... 14.965 48.9 ug/l 686621 4 13.312 702610 50.0
Cyclooctane, 1,... 15.125 80.9 ug/l 1136370 4 13.312 702610 50.0
1-Decanol 15.463 79.8 wug/l 1120980 4 13.312 702610 50.0

82N©21721W.M Fri Feb 19 ©9:39:21 2021 Page: 13



