LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038611.D

Acqg On : 27 Oct 2023 18:32
Operator : JC/MD

Sample : 05107-17 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 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 X\Method\82X100523W.M

Title : SW846 8260

Signal : TIC: VX@38611.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.313 31 37 43 rBV4 25127 84047 1.45% 0.367%
2 5.385 693 705 721 rBV 168104 489715 8.43% 2.140%
3 5.550 721 732 749 rVB 228358 657818 11.33%  2.875%
4 5.958 788 799 819 rBV 165296 451505 7.77% 1.973%
5 6.763 921 931 947 rBV 354162 858425 14.78%  3.751%

6 8.647 1233 1240 1250 rBV 855828 1356024 23.35%
7 10.055 1465 1471 1486 rBV 836698 1170939 20.16%
8 11.079 1634 1639 1654 rBV 858494 1105174 19.03%
9 12.018 1788 1793 1801 rBV 990701 1305953 22.48%
10 12.792 1917 1920 1926 rVV2 37166 65027 1.12%

[CRV R
o]
w
(]
R

11 12.859 1926 1931 1945 rVV 428056 784008 13.50%
12 12.975 1945 1950 1956 rVV2 127537 322165 5.55%
13 13.024 1956 1958 1960 rVV 90889 125107 2.15%
14 13.067 1960 1965 1967 rVV2 344754 644042 11.09%
15 13.1e3 1967 1971 1973 rVV 2149627 3085939 53.13%

WNO R W
Ul
I
N
3R

[any

16 13.128 1973 1975 1986 rVV2 3168157 5808380 100.00%
17 13.213 1986 1989 2019 rVV 833967 1728311 29.76%
18 13.426 2020 2024 2034 rVB2 58516 118351  2.04%

N

R RONWUV
(%)
iy
~N
R

19 13.750 2069 2077 2089 rBv2 147717 413323 7.12% 806%
20 13.859 2091 2095 2097 rVvV 217217 317863 5.47% 389%
21 13.890 2097 2100 2134 rVB 696156 1416413 24.39% 6.190%
22 14.451 2187 2192 2195 rBvV2 52896 96815 1.67% 0.423%
23 14.487 2195 2198 2212 rVvVv2 58101 156108 2.69% 0.682%
24 14.597 2212 2216 2218 rVV2 50624 72619 1.25% 0.317%
25 14.627 2218 2221 2239 rVB 89699 249034 4.29% 1.088%
Sum of corrected areas: 22883105
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX@38611.D

Acqg On : 27 Oct 2023 18:32
Operator : JC/MD

Sample : 05107-17 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX038611.D\data.ms
3000000

2500000
2000000
1500000
1000000

500000

5.388-5°0 5.958
1.313

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX038611.D\data.ms

3000000

o

2500000
2000000
1500000

1000000 8.647 10.055 11.079

500000 6.763

01— T T —T T ‘ — —— —
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX038611.D\data.ms

3000000

2500000
2000000

1500000

1000000 12.018

500000
9
13.406 1378 VBT

T ‘ T T ‘ T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038611.D

Acqg On : 27 Oct 2023 18:32
Operator : JC/MD

Sample : 05107-17 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 1-Octene, 6-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.860 30.02 ug/l 784008 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octene, 6-methyl- 126 CSH18 013151-10-5 58
2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 43
3 2,4-Dimethyl-1-heptene 126 C9H18 019549-87-2 43
4 1-Hexene, 3,5,5-trimethyl- 126 C9H18 004316-65-8 43
5 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H2202 002461-15-6 43

Abundance Scan 1931 (12.859 min): VX038611.D\data.ms (-1926) (- m/z 57.10 100.00%
51.1
41.1 712
97.2
5000
— =
‘ ‘ H 1111 126.2 12.50 13.00
Obrerrrerprrrrprer bl Ll 225 2292 m/z 55.10 98.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13185: 1-Octene, 6-methyl-
55.0
41.0
70.0
5000 — —~
2710 97.0 12.50 13.00
m/z 70.10 87.07%
OH‘HH‘\HMHHMH\“\H\\‘H\‘H‘HH‘\MH‘HH‘H]\-\]-‘J\“HO\‘]-\ZHG\.‘O\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4998: 1-Butanol, 2-ethyl-
43.0
— —
12.50 13.00
5000 m/z 41.10 79.20%
290
‘ 84.0
oH‘1”5:9‘””_H“‘luwlnwwHH_Mw_ww_wm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13209: 2,4-Dimethyl-1-heptene T =T
43.0 12.50 13.00
m/z 71.20 72.98%
5000 70.0
29.0
0. 150 H ‘ H || 840 11101260
‘wH‘wu‘WH‘wH‘wu‘wH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘ = =
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038611.D

Acqg On : 27 Oct 2023 18:32
Operator : JC/MD

Sample : 05107-17 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Octane, 1,1'-oxybis- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.975 12.33 ug/1 322165 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 72
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
3 1-Tetradecene 196 C14H28 001120-36-1 38
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 35
5 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 25
Abundance Scan 1950 (12.975 min): VX038611.D\data.ms (-1945) (- m/z 57.10 100.00%
57.1
5000
84.1
=
112.2 13.00
o bk e m/z 71,10 88..66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126387: Octane, 1,1'-oxybis-
57.0
5000 1
13.00
200 84.0 m/z 41.10  68.48%
’ 112.0
ok Ll PP% uas0 1000 24ac
H\‘\H\‘H\ T \‘H\\‘\H\‘\\H‘\H\‘HH‘HH‘H\\‘\H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4468: Hexane, 3-methyl-
43.0
5
13.00
5000 70.0 m/z 43.10 67.84%
0 15.0 M\ \‘ | 10\00
R o B e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71726: 1-Tetradecene —5
410 13.00
m/z 55.10 60.04%
69.0
5000
97.0
125.0
Obrere b A AL L P 16801950 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038611.D

Acqg On : 27 Oct 2023 18:32
Operator : JC/MD

Sample : 05107-17 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknownl3.067 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.067 24.66 ug/l 644042  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 38
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 38
3 4-Methyl-2-hexene, c&t 98 C7H14 003404-55-5 30
4 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 27
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 27
Abundance Scan 1965 (13.067 min): VX038611.D\data.ms (-1960) (- m/z 57.10 100.00%
57.1
41.1
71.1
5000 98.2
T
T O 27
OFrrprrrrprrrr et Ml ol b e m/z 55,10 87.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13231: 1-Hexene, 3,3,5-trimethyl-
69.0
41.0
5000 55.0 =T ‘
13.00
270 83.0 m/z 41.10 77.82%
0 Il ‘ .l 97.0111.0126.0
\\‘HH’\\H‘HH’\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
T
13.00
5000 41.0 m/z 69.10 71.18%
69.0 650 112.0
I
0\w\HqujmHHhuuwumwuhwuwm\wum‘uquuwuwwH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3757: 4-Methyl-2-hexene,c&t —
69.0 13.00
41.0 m/z 70.10 66.17%
5000
55.0
98.0
27.0 83.0
o S IS | Y S S O N —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038611.D

Acqg On : 27 Oct 2023 18:32
Operator : JC/MD

Sample : 05107-17 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknownl13.103 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.103 118.15 ug/1 3085940 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 43
2 1-Octene, 3-methyl- 126 C9H18 013151-08-1 38
3 2-Heptene 98 C7H14 000592-77-8 38
4 3-Heptene 98 C7H14 000592-78-9 35
5 (Z)-2-Heptene 98 C7H14 006443-92-1 35

Abundance Scan 1971 (13.103 min): VX038611.D\data.ms (-1967) (- m/z 55.10 100.00%
55

1
70.1 98.2
5000
39 I 1
13.00 13.50
126.2
0 “‘““‘Mhu‘ﬁﬂ,‘H“pm“wu‘ e 2420 sz 41,10 82.76%
m/z--> 20 40 60 80 100 120 140
Abundance #3652: Cyclopentanone, 3-methyl-
69.0
42.0 98.0
5000 —~ —
26.0 13.00 13.50
m/z 69.10 81.48%
O\\\‘\‘\‘\\“}M\‘\“\"\\‘\\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13186: 1-Octene, 3-methyl-
55.0
70.0 — —
13.00 13.50
5000 ITI/Z 57.10 79.14%
27.0
‘ H 97.0
okl ‘”‘,‘HL"U“Ju““%gqq““‘
miz-> 20 40 60 80 100 120 140
Abundance #3703: 2-Heptene T =
56.0 13.00 13.50
41.0 o
m/z 56.10 64.83%
5000 98.0
83.0
0 ““2‘6‘15 ,
m/z--> 20 40 60 80 100 120 140 13.00 13.50

82X100523W.M Mon Oct 30 16:02:21 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX@38611.D

Acqg On : 27 Oct 2023 18:32

Operator JC/MD

Sample : 05107-17 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Ornithine Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.128 222.38 ug/l 5808380 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ornithine 132 C5H12N202 000070-26-8 59
2 2-Decene, 4-methyl-, (Z)- 154 C11H22 074630-30-1 56
3 2-Dodecene, 4-methyl- 182 C13H26 056851-45-7 56
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 45
5 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 43

Abundance Scan 1975 (13.128 min): VX038611.D\data.ms (-1973) (- m/z 69.10 100.00%
69.1
5000 41.1 J\A\
— —
ol WTNT 1262 4740 2072 L. 5610 53.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16264: Ornithine
69.0
43.0
5000
13.00 13.50
m/z 41.10 48.92%
QA I =
0\‘\\‘\\i\\\h\‘\\\\‘\‘\\\“\\\‘\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31448: 2-Decene, 4-methyl-, (Z)-
69.0
5 —
21.0 13.00 13.50
5000 m/z 43.10 43.53%
\ ‘ ‘ 111.0 154.0
0\‘\MHHM\WM\WMWM\\HM\\\W\\\,H\f‘u\\‘u\\‘\u\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56969: 2-Dodecene, 4-methyl- =T =
69.0 13.00 13.50
m/z 70.10 43.25%
41.0
5000
N =S NN N " 1 W
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038611.D

Acqg On : 27 Oct 2023 18:32
Operator : JC/MD

Sample : 05107-17 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 (S)-(+)-6-Methyl-1-octanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.213 66.17 ug/1 1728310 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 91
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 53
3 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 50
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 50
5 1-Octene, 6-methyl- 126 CSH18 013151-10-5 50
Abundance Scan 1989 (13.213 min): VX038611.D\data.ms (-1986) (- m/z 55.10 100.00%
55.1
97.2
5000
=T =
H ‘ 13.00 13.50
Ol ALl 1242 2071 s 97,20 65.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24442: (S)-(+)-6-Methyl-1-octanol
55.0
97.0
5000 e ——
13.00 13.50
290 ‘ m/z 41.10 53.21%
O\\\\‘\‘\“\\“‘\\\ “\‘H\\“h‘\\1“\\‘\\1‘2\\7.\0\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5 =
13.00 13.50
5000 m/z 70.10 47 .64%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20781: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)- — =
55.0 13.00 13.50
m/z 69.10 46.16%
97.0
5000
29.0
Il M‘ | ‘M | 140.0
L N — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038611.D

Acqg On : 27 Oct 2023 18:32
Operator : JC/MD

Sample : 05107-17 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Pentadecafluorooctanoic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

1375 15.82 ug/l 413323 1,4-Dichlorobenzene-d4  12.024

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, do... 582 C20H25F1502 1000406-04-2 58

2 1-Tetradecene 196 C14H28 001120-36-1 52
3 1-Heptadecene 238 C17H34 006765-39-5 49
4 Cetene 224 C16H32 000629-73-2 46
5 Cyclodecane 140 C10H20 000293-96-9 43

Abundance Scan 2077 (13.750 min): VX038611.D\data.ms (-2069) (- m/z 43.10 100.00%

43.]
5000 7.1

1{ ‘\L | L 206.9

13.50 14.00
ol ARRALL 2089 . m/z 57.18 96.33%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #345731: Pentadecafluorooctanoic acid, dodecyl ester
43.0
5000 — =
7.0 13.50 14.00

m/z 71.10 87.48%

168.0
oL LY 23102810 3690 455,
\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71725: 1-Tetradecene
41.0

= —
13.50 14.00
5000 7.0 ITI/Z 55.10 84 .89%
196.0
o‘ LU Taasoe
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #121337: 1-Heptadecene T —
43.0 13.50 14.00
m/z 41.10 78.22%
- | \\kA¥NﬁqujA\KMMJ\
ol Jasno o e ML
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038611.D

Acqg On : 27 Oct 2023 18:32
Operator : JC/MD

Sample : 05107-17 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Carbonic acid, dodecyl prop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.859 12.17 ug/1 317863 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 72
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 50
4 1-Decene 140 C10H20 000872-05-9 38
5 1-Octene, 3,7-dimethyl- 140 C10H20 004984-01-4 35
Abundance Scan 2095 (13.859 min): VX038611.D\data.ms (-2091) (- m/z 43.10 100.00%
43.1
71.1
5000
97.1
P e
| H h “ 1402 13.50 14.00
O Frrrprrrrlb el el e m/z 71.10 80.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #160996: Carbonic acid, dodecyl prop-1-en-2-yl ester
57.0
5000 == —=
85.0 13.50 14.00
m/z 57.10 77.51%
29.0 111 0
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0
— e
13.50 14.00
5000 71.0 m/z 55.10  76.85%
o140/ | H | 199.0 1280
T R AR TE N o e R R RE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178950: Carbonic acid, tetradecyl vinyl ester — —
57.0 13.50 14.00
m/z 41.10 71.84%
5000 85.0 J!L
0 2?0\‘ u‘ “ H ‘n \1400168019§0 241C
—————————— Fo e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038611.D

Acqg On : 27 Oct 2023 18:32
Operator : JC/MD

Sample : 05107-17 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 2-Nonanol, trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.890 54.23 ug/l 1416410 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonanol, trifluoroacetate 240 C11H19F302 263911-21-3 52
2 1-Decene 140 C1eH20 000872-05-9 49
3 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 47
4 Cyclooctane, 1,5-dimethyl- 140 C10H20 021328-57-4 46
5 Cyclopropane, 1,2-dimethyl-3-pen... 140 C10H20 062238-10-2 38
Abundance Scan 2100 (13.890 min): VX038611.D\data.ms (-2097) (- m/z 43.10 100.00%
3.1
71.1
5000
97.2
= —
13.50 14.00
140.2
0 20 | m/z 57.10  88.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #122875: 2-Nonanol, trifluoroacetate
558.0
7.
5000 7.0 = —
13.50 14.00
m/z 41.10 74.44%
290 141.0 /
0+ \\“‘\‘\\1“‘\\‘\‘\’\“\\\"\\\\’1\7\]\"\(‘)\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20642: 1-Decene
55.0
— —
13.50 14.00
5000 83.0 m/z 56.10 73.11%
29.0
111.0
| ‘ | 140.0
ol B N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43581: Cyclopropane, 1-methyl-2-octyl- “ —
56.0 13.50 14.00
m/z 71.10 64.27%
5000
83.0
29.0
0 \“‘ \“ llﬂ-.o in 140.0 168.0
1 e e R = —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038611.D

Acqg On : 27 Oct 2023 18:32
Operator : JC/MD

Sample : 05107-17 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1-Decanol, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.627 9.53 ug/l 249034  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-methyl- 172 C11H240 018675-24-6 80
2 2-Methyl-1-undecanol 186 C12H260 010522-26-6 72
3 Decane, 1-fluoro- 160 C10H21F 000334-56-5 52
4 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 52
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 52
Abundance Scan 2221 (14.627 min): VX038611.D\data.ms (-2218) (- m/z 57.15 100.00%
57.1
5000 Jk/\\‘
97.2 . S
1262 , 14.50 15.00
R 001 e 28 hyz 43.18 97.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #47388: 1-Decanol, 2-methyl-
57.0
5000 — ——
14.50 15.00
27.0 97.0 m/z 41.10 76.53%
O\H‘\“\‘“HM”HH‘\‘M\"‘\‘\\1”“\\‘”]:‘\“\\‘\‘%??‘9\\‘\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #61060: 2-Methyl-1-undecano
57.0
— —
14.50 15.00
5000 m/z 56.10 65.76%
27,0 97.0
M H 140.0
O lrrr il
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36059: Decane, 1-fluoro- — —
43.0 14.50 15.00
m/z 55.10 62.56%
5000
97.0
I T S B e
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102723\
Data File : VX038611.D

Acqg On : 27 Oct 2023 18:32
Operator : JC/MD

Sample : 05107-17 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1-Octene, 6-met... 12.860 30.0 ug/l 784008 4 12.024 1305950 50.0
Octane, 1,1'-ox... 12.975 12.3 ug/l 322165 4 12.024 1305950 50.0
unknown13.067 13.067 24.7 wug/l 644042 4 12.024 1305950 50.0
unknown13.103 13.103 118.2 ug/l 3085940 4 12.024 1305950 50.0
Ornithine 13.128 222.4 ug/l 5808380 4 12.024 1305950 50.0
(S)-(+)-6-Methy... 13.213 66.2 ug/l 1728310 4 12.024 1305950 50.0
Pentadecafluoro... 13.750 15.8 wug/l 413323 4 12.024 1305950 50.0
Carbonic acid, ... 13.859 12.2 ug/l 317863 4 12.024 1305950 50.0
2-Nonanol, trif... 13.890 54.2 ug/l 1416410 4 12.024 1305950 50.0
1-Decanol, 2-me... 14.627 9.5 ug/l 249034 4 12.024 1305950 50.0
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