LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21221\
Data File : VN@65838.D

Acqg On : 12 Feb 2021 15:04
Operator : JC/MD

Sample : M1341-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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©12521W.M

Title : SW846 8260

Signal : TIC: VN@65838.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.293 161 172 184 rBvV2 14479 24014 1.40% 0.181%
2 3.245 454 468 484 rBv2 12889 28620 1.67% 0.216%
3 3.779 621 634 649 rvVB2 8895 21891 1.28% 0.165%
4 7.547 1788 1806 1817 rBV 86189 211685 12.34%  1.596%
5 7.624 1818 1830 1851 rVB 147161 347776 20.27%  2.622%
6 7.987 1927 1943 1969 rBvV2 93697 218223 12.72% 1.645%
7 8.547 2099 2117 2138 rBV 258388 538193 31.36% 4.057%
8 10.058 2573 2587 2606 rBV 423494 786182 45.81% 5.927%
9 11.376 2981 2997 3023 rBV 405675 730874 42.59% 5.510%
10 12.373 3293 3307 3328 rBV 300914 513526 29.92%  3.871%
11 13.312 3588 3599 3615 rBV 355636 606684 35.35% 4.574%
12 13.421 3622 3633 3662 rBV 273442 483307 28.16% 3.644%
13 13.801 3739 3751 3762 rBV9 10067 22647 1.32% 0.171%
14 13.994 3798 3811 3824 rBV 23660 45211 2.63% 0.341%
15 14.096 3834 3843 3853 rVB3 21744 36337 2.12% 0.274%

16 14.177 3856 3868 3886 rBV 130917 233814 13.62%
17 14.283 3890 3901 3963 rBV 174213 227909 13.28%
18 14.312 3904 3910 3945 rVB 528501 960379 55.96%
19 14.640 4000 4012 4040 rBV 958321 1568568 91.40% 11.
20 14.836 4068 4073 4087 rVB4 16874 26478 1.54%

OR NRR
N
N
®
R

21 14.942 4096 4106 4107 rBV 219299 243009 14.16%
22 14.968 4108 4114 4128 rVB 445181 732953 42.71%
23 15.090 4142 4152 4156 rBV = 426472 655314 38.19%
24 15.125 4156 4163 4191 rVB 953915 1716118 100.00%

=R
NN BAUR
0
I~
S
R

25 15.463 4256 4268 4296 rBV 896034 1649818 96.14% 438%

26 15.756 4348 4359 4367 rBV 105635 198562 11.57% 1.497%

27 15.807 4368 4375 4391 rVB2 84414 168009 9.79% 1.267%

28 15.961 4413 4423 4429 rBV2 51149 98291 5.73% 0.741%

29 16.006 4430 4437 4462 rVB3 64396 148444 8.65% 1.119%

30 16.418 4554 4565 4576 rBV9 8270 21770 1.27% 0.164%
Sum of corrected areas: 13264606
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21221\
Data File : VN@65838.D

Acq On : 12 Feb 2021 15:04
Operator : JC/MD

Sample : M1341-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

Abundance TIC: VN065838.D\data.ms
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Abundance TIC: VN065838.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21221\
Data File : VN@65838.D

Acq On : 12 Feb 2021 15:04

Operator : JC/MD

Sample : M1341-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@12521W.M
: 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 1-Hexanol, 2-ethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.421 39.83 ug/l 483307 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 43
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 40

Abundance Scan 3633 (13.421 min): VN065838.D\data.ms (-3622) (- m/z 57.05 100.00%

57.0
5000
83.0
‘ ‘ ‘ 1121 13.50
bl b et 2069 ;o o41.e5  33.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
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I A
O\\\‘\\‘\\“‘\\\“\1‘\\“1\\\“\\f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0
1350
5000 m/z 55.05 26.42%
29.0 83.0
\ | | 1120
Ol el e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13662: 2-Propyl-1-pentano
57.0 1350
m/z 70.10 21.88%
5000
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[ A
bl e
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21221\
Data File : VN@65838.D

Acq On : 12 Feb 2021 15:04
Operator : JC/MD

Sample : M1341-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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-Octanol, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.177 19.27 ug/l 233814 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 2-methyl- 144 C9H200 000818-81-5 72
2 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 72
3 Silane, trichlorodocosyl- 442 C22HA45C13Si 007325-84-0 50
4 Octane, 2-methyl- 128 C9H20 003221-61-2 47
5 Tetradecane 198 C14H30 000629-59-4 47
Abundance Scan 3868 (14.177 min): VN065838.D\data.ms (-3856) (- m/z 57.05 100.00%
57.0
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——4 =
H ‘“ 121 14.00 14.50
0 ‘H;ﬂ A m/z 71.10 71.35%
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Abundance #21129: 1-Octanol, 2-methyl-
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5000 1 7 ] ‘]\
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LI jase0
O \\‘\L“MM\H\“\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #95996: Octane, 1,1'-oxybis-
57.0
—— —
14.00 14.50
5000 m/z 41.05 48.63%
112.0
o bbl | eroza0
miz--> 50 100 150 200 250 300 350 400
Abundance #225279: Silane, trichlorodocosyl- — T
43.0 14.00 14.50
m/z 55.05 42.70%
5000
0 Iy \h , 154.0 210.0 266.0 398.0 U/L
— e S e e e — 1
m/z--> 5 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21221\
Data File : VN@65838.D

Acq On : 12 Feb 2021 15:04

Operator : JC/MD

Sample : M1341-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@12521W.M
: 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 Octane, 1,1'-oxybis- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.283 18.78 ug/l 227909  1,4-Dichlorobenzene-da  13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 1,1'-oxybis- 22 C16H340 000629-82-3 50
2 1-Octanol, 2-methyl- 144 C9H200 000818-81-5 47

3 Sulfurous acid, butyl octyl ester 250 C12H2603S

4 Butane, 2,2-dimethyl- 86 C6H14

5 Silane, trichlorodocosyl- 442 C22HA5C13Si

Abundance Scan 3901 (14.283 min): VN065838.D\data.ms (-3890) (-
57.1

1000309-17-5 43
000075-83-2 38
007325-84-0 35

m/z 57.10 100.00%

5000
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— =
I ‘H “ 1261 14.00 14.50 ]
O R R R e m/z 71.05 79.57%
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Abundance #95996: Octane, 1,1'-oxybis-
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5000 L — (| J\TA
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290 ‘ 112.0 m/z 43.05 69.89%
0 \\\‘\H‘H“‘}‘H“‘\‘ \“‘\‘\H“‘H‘“\‘\‘\ \1\4‘.:‘\3;9\‘\\\:!_‘85-\0\‘\\\2\%\4\.\c
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Abundance #21129: 1-Octanol, 2-methyl-
57.0
—~— —
14.00 14.50
5000 m/z 55.00 55.36%
29.0 84.0
L]y o
0 Hw‘:Mw“_wmhuHhmW‘m_m_m_m_mw
miz--> 20 40 60 80 100 120 140 160 180 200 220 U]k
Abundance #101974: Sulfurous acid, butyl octyl ester —
57.0 14.00 14.50
m/z 41.10 51.04%
5000
29.0
Ol o i 1290 1650 ﬂ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21221\
Data File : VN@65838.D

Acq On : 12 Feb 2021 15:04
Operator : JC/MD

Sample : M1341-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 1-Nonene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.312  79.15 ug/1 960379 1,4-Dichlorobenzene-d4 13.315
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 53
3 1-Pentanol, 4-methyl-2-propyl- 144 C9H200 054004-41-0 53
4 Nonyl chloroformate 206 C10H19C102 057045-82-6 50
5 Formic acid, 2-methylpentyl ester 130 C7H1402 381670-34-4 47
Abundance Scan 3910 (14.312 min): VN065838.D\data.ms (-3904) (- m/z 57.10 100.00%
57.1
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84.1
= ==
14.00 14.50
111.1
ow_m‘i‘w - HM‘Lmh_m_mWH_WWZ‘Q?:Q m/z 43.10  76.66%
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Abundance #21129: 1-Octanol, 2-methyl-
T J
5000 - ——
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29.0 84.0 m/z 71.10  69.63%
L] e
O\\\\‘\}\\i”\\h“‘\w}\“\‘\\\“\\‘}\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance #11502: 1-Nonene
43.0 k
— ——
69.0 14.00 14.50
5000 m/z 56.10 58.82%

97.0
126.0
oL t20 H““‘w‘_H‘_‘HWm‘mwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200 JL
Abundance #21166: 1-Pentanol, 4-methyl-2-propyl- —

57.0 14.00 14.50
m/z 41.05 57.72%
5000
29.0
83.0
e
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miz--> 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@21221\
Data File : VN@65838.D

Acq On : 12 Feb 2021 15:04

Operator JC/MD

Sample : M1341-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@12521W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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-Nonanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.640 129.27 ug/l 1568570 1,4-Dichlorobenzene-d4 13.315
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 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 68
4 Isopropylcyclobutane 98 C7H14 000872-56-0 68

5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 64

Abundance Scan 4012 (14.640 min): VN065838.D\data.ms (-4000) (- m/z 56.05 100.00%
56.0

5000
A
I ‘\L H 126.1 207.C iy

14. 50 15 OO
55.05

91.26%

o

m/z-->
Abundance

5000

0
m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

m/z-->

0 20 40

60 80 100 120 140 160 180 200
#21105: 1-Nonanol

83.0
“ ‘H 126.0
b H‘H\\‘\\\\‘\H\‘H\\‘\\H‘\H\‘H\\

T T
14.50 15.00
77 .47%

20 40 60 80 100 120 140 160 180 200
#36848: Cyclopropane, 1-methyl-2-octyl-
A
= T
14.50 15.00
m/z 41.05 70.35%
83.0
29.0
S RRRRERERRR NN e
0 20 40 60 80 100 120 140 160 180 200
#3408: Cyclopentane, 1,2-dimethyl-, cis- —— T
56.0 14.50 15.00
m/z 43.10 66.89%
‘ 98.0
“ b e e = T
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©21221\
Data File : VN@65838.D

Acq On : 12 Feb 2021 15:04
Operator : JC/MD

Sample : M1341-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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-Heptanol, 2-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.942 20.03 ug/l 243009 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 80
2 1-Decene 140 C1oH20 000872-05-9 50
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 49
4 Heptane 100 C7H16 000142-82-5 45
5 Cyclodecane 140 C10H20 000293-96-9 43

Abundance Scan 4106 (14.942 min): VN065838.D\data.ms (-4096) (-  m/z 43.05 100.00%

430 711
5000
97.1 —
15.00
126.1
ow_m‘\‘lm m\h}‘H“_MH_wamz‘??‘? m/z 57.10 88.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29632: 1-Heptanol, 2-propyl-
43.0
71.0
5000 T
15.00
97.0 m/z 71.10 84.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17936: 1-Decene
55.0
——
15.00
5000 83.0 ITI/Z 41.05 61.05%
29.0
111.0
| ‘ | 140.0
0 N R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7634: Hexane, 3,3-dimethyl- T
43.0 15.00
m/z 55.10 59.85%
71.0
5000
99.0
R ]
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21221\
Data File : VN@65838.D

Acq On : 12 Feb 2021 15:04
Operator : JC/MD

Sample : M1341-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 unknownl14.968 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.968 60.41 ug/l 732953  1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 59
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 47
3 Dodecane 170 C12H26 000112-40-3 47
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 43
5 Oxalic acid, 6-ethyloct-3-yl iso... 286 C16H3004 1000309-34-1 38

Abundance Scan 4114 (14.968 min): VN065838.D\data.ms (-4108) (- m/z 43.10 100.00%
3.1

43 71.1
5000 97.1
15.00
126.1 :
Ol ‘Hm -l “““ ‘ J“ T2 TA501 1918 2249 4 s57.10  88.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29632: 1-Heptanol, 2-propyl-
43.0
71.0
5000 T
15.00
97.0 m/z 71.10 83.09%
ssol | | | |17 s
O\\\‘\‘\‘}\\i}‘\\h“\w}\“\‘\\\‘\\W\‘\‘\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19195: Octane, 3,5-dimethyl-
57.0 /
——
15.00
5000 ITI/Z 55.10 69.01%
29.0
85.0
L0 50 1
0 kel A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane T
57.0 15.00
m/z 41.10 59.12%
5000
85.0
2.0 170.0
bl | 200 00 U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00

82N©12521W.M Mon Feb 15 12:31:25 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21221\
Data File : VN@65838.D

Acq On : 12 Feb 2021 15:04
Operator : JC/MD

Sample : M1341-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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-Decene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.090 54.01 ug/l 655314 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C1o0H20 000872-05-9 70
2 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 52
3 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 50
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 47
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 38

Abundance Scan 4152 (15.090 min): VN065838.D\data.ms (-4142) (-  m/z 43.05 100.00%

1 712
5000
97.0 S = :
| ‘ ‘128.1 15.00
Ol b m/z 57.10 83.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17936: 1-Decene
55.0
5000 s :
290 83.0 15.00
' m/z 71.10 79.82%
111.0
‘ | 140.0
O' \\“‘\‘\\1‘\\J\‘\\\\}\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #107137: Oxalic acid, allyl nonyl ester
41.0
Vi
15.00
5000 ITI/Z 55.05 60.63%
71.0
o LU Jsmo 1o amo
ceepe b b e T SR
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48879: Undecane, 4,8-dimethyl- ——
43.0 15.00
m/z 41.05 56.75%
71.0
5000
99.0 141.0
STV O W S Y JU
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21221\
Data File : VN@65838.D

Acq On : 12 Feb 2021 15:04
Operator : JC/MD

Sample : M1341-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Isobutyl nonyl carbonate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.125 141.43 ug/1 1716120 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 64
2 Cyclopentane, 3-hexyl-1,1-dimethyl- 182 C13H26 061142-65-2 47
3 Tetradecane, 1-fluoro- 216 C14H29F 000593-33-9 43
4 Isopropylcyclobutane 98 C7H14 000872-56-0 41
5 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 38
Abundance Scan 4163 (15.125 min): VN065838.D\data.ms (-4156) (-  m/z 43.10 100.00%
43.1
71.1
5000
97 1 T ‘ T T ‘ T
H H h o 15.00 15.50
bt L S e m/z 57.10 89.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #97340: Isobutyl nonyl carbonate
57.0
5000 s o
15.00 15.50
20.0 85.0 m/z 56.10  78.26%
L, e
O \\\‘\H\\U\\f ‘\‘1\\“!\\\‘\\\\"\h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47293: Cyclopentane, 3-hexyl-1,1-dimethyl-
56.0
e ~
15.00 15.50
5000 m/z 71.10 65.58%
29.0 83.0
ol otk b b S0, 3580 1820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /L
Abundance #74352: Tetradecane, 1-fluoro- T g
43.0 15.00 15.50
m/z 41.10 63.77%
5000
71.0
0 ‘ ‘ M‘ ‘ ‘\m \M 1250 168.0 216.0
“w“u“u“H“_“w“u,‘u“u“_“w“H“H“‘ T =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21221\
Data File : VN@65838.D

Acq On : 12 Feb 2021 15:04
Operator : JC/MD

Sample : M1341-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 2
R.T. EstConc Area Relative to ISTD R.T.

15.463 135.97 ug/1l 1649820 1,4-Dichlorobenzene-d4 13.315
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 Cyclopropane, 1l-ethyl-2-heptyl- 168 C12H24 074663-86-8 86
4 Cyclobutane, 1-butyl-2-ethyl- 140 C1eH20 1000150-67-3 86
5 Cycloheptane, methyl- 112 C8H16 004126-78-7 72

Abundance Scan 4268 (15.463 min): VN065838.D\data.ms (-4256) (-  m/z 55.05 100.00%
5]:

5.0
83.0
5000
112.1 L
\ 140.1 1550
0 ol 01 2080 .; 76.65  90.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29593: 1-Decano
70.0
43.0
5000 LN
97.0 15.50
m/z 56.10 87.39%
oL 19. H‘\ ‘\ H 1400
N \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6629: Cyclooctane
56.0
P
15.50
gao 1120 8
5000 ITI/Z 43.05 81.21%
27.0
0 e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36846: Cyclopropane, 1-ethyl-2-heptyl- ==
55.0 15.50
m/z 41.05 76.72%
5000
83.0
29.0
! R o AR AR e 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@21221\
Data File : VN@65838.D

Acqg On : 12 Feb 2021 15:04
Operator : JC/MD

Sample : M1341-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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|
1-Hexanol, 2-et... 13.421 39.8 wug/l 483307 4 13.315 606684 50.0
1-Octanol, 2-me... 14.177 19.3 ug/l 233814 4 13.315 606684 50.0
Octane, 1,1'-ox... 14.283 18.8 ug/l 227909 4 13.315 606684 50.0
1-Nonene 14.312 79.2 ug/l 960379 4 13.315 606684 50.0
1-Nonanol 14.640 129.3 ug/l 1568570 4 13.315 606684 50.0
1-Heptanol, 2-p... 14.942 20.0 ug/l 243009 4 13.315 606684 50.0
unknown14.968 14.968 60.4 ug/l 732953 4 13.315 606684 50.0
1-Decene 15.090 54.0 ug/l 655314 4 13.315 606684 50.0
Isobutyl nonyl ... 15.125 141.4 ug/l 1716120 4 13.315 606684 50.0
1-Decanol 15.463 136.0 ug/l 1649820 4 13.315 606684 50.0
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