LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042122\
Data File : VX028248.D

Acqg On : 21 Apr 2022 17:56
Operator : JC/MD

Sample : N2459-18

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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\82X041922W.M

Title : SW846 8260

Signal : TIC: VX@28248.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.069 152 161 179 rBV 3405560 6011209 49.90% 12.892%
2 2.380 205 212 230 rBvV 412599 699196 5.80% 1.500%
3 2.538 230 238 248 rBV 80408 166314 1.38% 0.357%
4 5.391 693 706 721 rBV 292626 852039 7.07% 1.827%
5 5.556 721 733 748 rVB 384148 1104135 9.17% 2.368%

.958 788 799 818 rBV 303190 795613 6.60%
.763 921 931 948 rBV 609278 1452359 12.06%
.653 1234 1241 1248 rVV 1524142 2379830 19.76%
10.055 1465 1471 1481 rBV 1397537 1825658 15.16%
10 11.079 1630 1639 1651 rBV 1277745 1727189 14.34%
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R

11 11.896 1765 1773 1780 rVV2 3006378 5169405 42.91% 11.
12 11.951 1780 1782 1789 rVV2 290500 533862 4.43%
13 12.024 1789 1794 1802 rVB 1623182 2103404 17.46%
14 12.103 1802 1807 1811 rBV2 411524 546066  4.53%
15 12.152 1811 1815 1818 rWV 72207 133401 1.11%

OR ARR
Ul
=
=
B

16 12.219 1822 1826 1831 rVV 1195314 1807440 15.00%
17 12.286 1831 1837 1846 rVV3 4604920 12046323 100.00% 25.
18 12.359 1846 1849 1864 rVB 1599174 2797703 23.22%

N )W VY
[
(S
(]
R

19 12.585 1881 1886 1897 rBV 573513 791620 6.57% 698%
20 12.774 1912 1917 1923 rBV2 372554 675548 5.61% 449%
21 12.835 1923 1927 1929 rVV2 182817 323077 2.68% ©0.693%
22 12.859 1929 1931 1945 rVB2 236189 393232 3.26% 0.843%
23 12.969 1946 1949 1956 rBv4 81758 152128 1.26% 0.326%
24 13.103 1968 1971 1974 rBV3 133976 208562 1.73% ©.447%
25 13.219 1986 1990 1995 rBV 79035 123993 1.03% 0.266%
26 13.426 2020 2024 2034 rBV 263410 414446 3.44% 0.889%
27 13.774 2078 2081 2088 rVB 134339 190719 1.58% ©.409%
28 13.847 2088 2093 2098 rBV4 54744 125184 1.04% ©.268%
29 14.195 2146 2150 2166 rBV3 263202 605986 5.03% 1.300%
30 14.755 2239 2242 2245 rBV 135330 146700 1.22% 0.315%
31 15.493 2357 2363 2369 rBV2 105104 158274 1.31% ©.339%
32 15.560 2369 2374 2380 rBV2 107064 166814 1.38% ©0.358%

Sum of corrected areas: 46627429
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042122\
Data File : VX028248.D

Acqg On : 21 Apr 2022 17:56
Operator : JC/MD

Sample : N2459-18

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.M
Quant Title : SW846 8260

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

Abundance TIC: VX028248.D\data.ms

4000000
2.069

3000000
2000000

1000000

2.380 5309556 5958

. |\ 2538 N N\
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Abundance TIC: VX028248.D\data.ms
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8.653
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1000000

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: VX028248.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042122\
Data File : VX028248.D

Acqg On : 21 Apr 2022 17:56
Operator : JC/MD

Sample : N2459-18

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Ethanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.069 272.21 ug/l 6011210  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Oxalic acid 90 C2H204 000144-62-7 4
Abundance Scan 161 (2.069 min): VX028248.D\data.ms (-152) (-) m/z 45.05 100.00%

4!:

5.0
5000

1.80 2.00 2.20 2.40

Olrprrrrrrrrr 799, 980 1219 2000 myz 46.05  43.18%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #107: Ethano
31.0
5000
1.80 2.00 2.20 2.40
m/z 43.05 22.01%
02'O\wluu \‘
\‘\\\\‘\ f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #109: Dimethyl ether
45.0
1.80 2.00 2.20 2.40
5000 ITI/Z 41.95 8.75%
15.0
Ol e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #103: Methane, nitroso- \\w\\\w\\\w\\\AT\\
30.0 1.80 2.00 2.20 2.40
m/z 44.05 2.84%
5000 J\/p
0 T T T e S ASES
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042122\
Data File : VX028248.D

Acqg On : 21 Apr 2022 17:56
Operator : JC/MD

Sample : N2459-18

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 1-Heptanol, 6-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.896 122.88 ug/l 5169410 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 80
2 Cyclopentane, hexyl- 154 C11H22 004457-00-5 64
3 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 59
4 1-Undecanol 172 C11H240 000112-42-5 47
5 3-Ethyl-4-methylpentan-1-ol 130 C8H180 038514-13-5 43

Abundance Scan 1773 (11.896 min): VX028248.D\data.ms (-1765) (- m/z 69.05 100.00%

431 69.0
5000 Nﬂkk
97'1 ‘ T T T ‘ T
LU ‘ ‘ 11.50 12.00
Ol el L1250 1541 0 43,00 91.38%
miz--> 20 40 60 80 100 120 140 160
Abundance #15698: 1-Heptanol, 6-methyl-
40 1 69.0
5000 — — =
11.50 12.00
m/z 55.05 86.81%
15.0 0
0! M\‘\“\M\\\‘”‘\:\L:{Ls\.‘O\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31428: Cyclopentane, hexyl-
410 690
— e
11.50 12.00
5000 ITI/Z 41.10 82.72%
97.0
126.0 154.0
o230 H - SN R T M W
m/z--> 20 40 60 80 100 120 140 160
Abundance #15699: 1-Heptanol, 4-methyl- — —
41.0 69.0 11.50 12.00
m/z 57.10  81.80%
5000
ol B M Ml o A
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042122\
Data File : VX028248.D

Acqg On : 21 Apr 2022 17:56
Operator : JC/MD

Sample : N2459-18

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Formic acid, 2-ethylhexyl e... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.951 12.69 ug/l 533862 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formic acid, 2-ethylhexyl ester 158 C9H1802 1000368-94-7 50
2 Cyclobutanecarboxylic acid, 2-me... 170 C10H1802 1000331-08-4 40
3 2-Ethyl-1-hexanol, trifluoroacetate 226 C10H17F302 053800-08-1 38
4 1,4-Pentadien-3-o0l 84 C5H80 000922-65-6 38
5 Propanoic acid, pentyl ester 144 C8H1602 000624-54-4 37
Abundance Scan 1782 (11.951 min): VX028248.D\data.ms (-1780) (- m/z 57.10 100.00%
57.1
83.1
5000
e
b Jm 1191 12.00
b 300 L M2t 1498, 76.10  69.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35393: Formic acid, 2-ethylhexyl ester
57.0
5000 U
83.0 12.00
29.0 112.0 m/z 83.10  54.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45205: Cyclobutanecarboxylic acid, 2-methylbutyl ester
70.0
—r—
12.00
5000 m/z 55.10 45.81%
43.0 101.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #106104: 2-Ethyl-1-hexanol, trifluoroacetate —
57.0 12.00
m/z 41.10 37.68%
5000
83.0
29 0
0 \ ‘\ 120 1570 183.0
H““H,“‘w““‘““‘H““H““‘M““H‘ P
m/z--> 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042122\
Data File : VX028248.D

Acqg On : 21 Apr 2022 17:56
Operator : JC/MD

Sample : N2459-18

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Eucalyptol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.103 12.98 ug/l 546066 1,4-Dichlorobenzene-d4 12.024
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 64
3 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 27
4 2-Acetonylcyclohexanone 154 C9H1402 006126-53-0 27
5 3-Hepten-2-one, 3-propyl- 154 C10H180 032064-69-0 15

Abundance Scan 1807 (12.103 min): VX028248.D\data.ms (-1802) (- m/z 43.00 100.00%

81.0
108.1
5000 154.1
= —
L 12.00 12.50
0 AL E820 L2080 /7 81.00  68.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30918: Eucalyptol
43.0
81.0
108.0
5000 e o
154.0 12.00 12.50
m/z 108.10 56.94%
O \\]-\5\.‘0\‘\‘\ \‘i‘\ T \M\H‘ \HW 1 \‘\H T “\h\ T 1 i TTT \ ‘ TTTT ‘ TTTT ‘ LI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0
edid, —
69.0 12.00 12.50
5000 108.0 154.0 ITI/Z 71.00 51.79%
oIl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12762: 2-Acetylcyclopentanone = =
43.0 12.00 12.50
2110 m/z 111.10 51.59%
5000 83.0
ol
0“H‘ﬂ“1WM‘HMAW‘H‘N1W‘MH‘H‘W“H‘H‘W“H Pt P
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042122\
Data File : VX028248.D

Acqg On : 21 Apr 2022 17:56
Operator : JC/MD

Sample : N2459-18

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 5 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.219 42.96 ug/l 1807440 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 2-Propyl-1-pentanol, chlorodiflu... 242 C10H17C1F202 1000447-27-3 64
3 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 59
4 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 50
5 Formic acid, 2-propylpentyl ester 158 C9H1802 1000368-74-8 50

Abundance Scan 1826 (12.219 min): VX028248.D\data.ms (-1822) (- m/z 57.10 100.00%

57.1
5000
84.1
—ees r=
39 12.00 12.50
I 1121 153.8 5
0Ll e 238 myz 41.10 48.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000
12.00 12.50
83.0 o
20,0 ‘ m/z 55.10  38.34%
112.0
O \\\‘\h\“\\“‘1\\@’\““\\“!\\\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #125243: 2- Propyl 1-pentanol, chlorodifluoroacetate
510
12.00 12.50
5000 m/z 43.10 36.54%
84.0
o A0 “u | L 120 070
TR L S TR RS
miz--> 20 40 60 80 100 120 140 160
Abundance #43530: 1-Decene, 2,4-dimethyl-
57.0 12.00 12.50
m/z 69.05 35.12%
83.0
5000
29.0
112.0
‘ 168.0
ol bl el 1680

m/z--> 200 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042122\
Data File : VX028248.D

Acqg On : 21 Apr 2022 17:56
Operator : JC/MD

Sample : N2459-18

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 3-Ethyl-4-methylpentan-1-ol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.286 286.35 ug/l 12046300 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-4-methylpentan-1-o0l 130 C8H180 038514-13-5 59
2 (S)-3-Ethyl-4-methylpentanol 130 C8H180 1000144-07-1 59
3 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 59
4 Formic acid, 3-methylpentyl ester 130 C7H1402 1000368-21-3 53
5 (S)-(+)-3-Methyl-1-pentanol 102 C6H140 042072-39-9 47

Abundance Scan 1837 (12.286 min): VX028248.D\data.ms (-1831) (- m/z 69.10 100.00%
1

69.
41.1
5000
97.1 12.00 12.50
0 AL aeso 2074 ss 10 01,28k
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15771: 3-Ethyl-4-methylpentan-1-ol
69.0
41.0
5000
12.00 12.50
m/z 84.10 74.14%
0 H u,L ‘\ 970
O\\\‘\‘\\\‘}‘\\‘\‘\\\‘\\\\“\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15776: (S)-3-Ethyl-4-methylpentanol
41.0 69.0
12.00 12.50
5000 ITI/Z 41.10 72.88%
| H &L ‘\ oro
Ol e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15699: 1-Heptanol, 4-methyl- — T
41.0 69.0 12.00 12.50
m/z 56.10 71.62%
5000
olsoll b
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042122\
Data File : VX028248.D

Acqg On : 21 Apr 2022 17:56
Operator : JC/MD

Sample : N2459-18

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 7 5-Methyl-1-heptanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.360 66.50 ug/l 2797700 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methyl-1-heptanol 130 C8H180 007212-53-5 90
2 (S)-(+)-5-Methyl-1-heptanol 130 C8H180 057803-73-3 90
3 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 56
4 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 45
5 Cyclobut-1-enylmethanol 84 C5H80 089182-08-1 42

Abundance Scan 1849 (12.359 min): VX028248.D\data.ms (-1846) (- m/z 55.10 100.00%
5I:

17 831
5000
| ‘ ‘ ‘ 12.00 12.50
Oberrerrethle b 120 2078 4/, g3.10  80.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15684: 5-Methyl-1-heptanol
55.0
83.0
5000
29.0 12.00 12.50
m/z 41.10 51.00%
0 \\\‘\h\‘\\““}‘\\‘ ‘\‘\“\‘\“!\\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15770: (S)-(+)-5-Methyl-1-heptanol
55.0
83.0
= =4
12.00 12.50
5000 m/z 70.10 44 .51%
29.0
[ Y
okt il 2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7662: Cyclopentane, 1-ethyl-2-methyl-
55.0 12.00 12.50
83.0 m/z 56.10 41.46%
5000
27.0
‘ H 112.0
obrerebre el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042122\
Data File : VX028248.D

Acqg On : 21 Apr 2022 17:56
Operator : JC/MD

Sample : N2459-18

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 1-Octanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.585 18.82 ug/l 791620 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol 130 C8H180 000111-87-5 86
2 Formic acid, octyl ester 158 C9H1802 000112-32-3 78
3 1-Decanol 158 C10H220 000112-30-1 78
4 Cyclooctane 112 C8H16 000292-64-8 53
5 1-Undecanol 172 C11H240 000112-42-5 53

Abundance Scan 1886 (12.585 min): VX028248.D\data.ms (-1881) (- m/z 55.10 100.00%
55

1
84.0
5000
1250 |
123.1 :
0 1922 2070 msz s6.10 97.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15650: 1-Octanol
41.0
70.0
5000 —
12.50
m/z 41.10 90.85%
15.0 ‘ 11?0
0+ \‘\‘\‘\\\‘[\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35333: Formic acid, octyl ester
56.0
T
84.0 12.50
5000 ITI/Z 69.05 75.43%
112.0
) NSNS | W N | Y — - X E—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34584: 1-Decanol —T
70.0 12.50
43.0 m/z 70.10 69.33%
5000 97.0
NEC M‘\ ] H 1400
T \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042122\
Data File : VX028248.D

Acqg On : 21 Apr 2022 17:56
Operator : JC/MD

Sample : N2459-18

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.774 16.06 ug/l 675548 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 81
2 3-Octene, 2,6-dimethyl- 140 C1eH20 006874-28-8 74
3 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C1eH20 062960-76-3 62
4 3-Octene, 4-ethyl- 140 C1eH20 053966-51-1 58
5 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 52

Abundance Scan 1917 (12.774 min): VX028248.D\data.ms (-1912) (- m/z 57.10 100.00%
57.1

- N\\MM
= =
‘ ‘ Lr 111 L1401 ‘ 12.50 13.00
0 bprerlledll ‘m‘uhM‘_Hw‘u}‘HwH_H?R?“l‘ww?ﬁ?;: m/z 69.10  86.82%
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 — —r—
125.0 12.50 13.00
m/z 55.05 67.76%
Lo, |
O\‘\H\‘\\\ “\1\\‘h\\\\‘\H\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘\\H‘H\\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #20692: 3-Octene, 2,6-dimethyl-
55.0
~5 —
12.50 13.00
5000 m/z 41.10  63.64%
27,0 83.0
L | ot
owuw S S
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #20746: 4-Octene, 2,6-dimethyl-, [S-(E)]- — —
55.0 12.50 13.00
m/z 70.05 50.78%
5000
140.0
‘ 111.0
ow‘H"M‘J“MM"w‘H‘_‘H"H‘_‘H‘w_ww_ww
m/z--> 20 40 60 80 100120140160 180200220240 260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042122\
Data File : VX028248.D

Acqg On : 21 Apr 2022 17:56
Operator : JC/MD

Sample : N2459-18

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.195 14.40 ug/l 605986 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol 158 C1eH220 000112-30-1 91
2 Cyclopropane, octyl- 154 C11H22 001472-09-9 91
3 Bromoacetic acid, decyl ester 278 C12H23Br02 005436-93-1 91
4 1-Dodecanol 186 C12H260 000112-53-8 90
5 Cyclopropane, 1-ethyl-2-heptyl- 168 C12H24 074663-86-8 90
Abundance Scan 2150 (14.195 min): VX028248.D\data.ms (-2146) (-~ m/z 55.10 100.00%
55.1
5000 84.1
‘ 1400 1450
113.1 . : :
- m”_‘w‘“‘mHF‘ﬁ‘f‘??ﬁ?%%‘,w,ww‘_%’??u‘ m/z 70.05  94.96%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34602: 1-Decano
70.0
41,0
5000 i S
14.00 14.50
112.0 m/z 41.10 86.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31425: Cyclopropane, octyl-
55.0
—— —
14.00 14.50
5000 m/z 43.05 78.96%
84.0
R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170229: Bromoacetic acid, decyl ester T —
43.0 14.00 14.50
m/z 69.05 77.08%
- /\FML
0! —— —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042122\
Data File : VX028248.D

Acqg On : 21 Apr 2022 17:56
Operator : JC/MD

Sample : N2459-18

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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|
Ethanol 2.069 272.2 ug/l 6011210 1 5.556 1104140 50.0
1-Heptanol, 6-m... 11.896 122.9 ug/l 5169410 4 12.024 2103400 50.0
Formic acid, 2-... 11.951 12.7 wug/l 533862 4 12.024 2103400 50.0
Eucalyptol 12.103 13.0 ug/l 546066 4 12.024 2103400 50.0
1-Hexanol, 2-et... 12.219 43.0 ug/l 1807440 4 12.024 2103400 50.0
3-Ethyl-4-methy... 12.286 286.4 ug/l 12046300 4 12.024 2103400 50.0
5-Methyl-1-hept... 12.360 66.5 ug/l 2797700 4 12.024 2103400 50.0
1-Octanol 12.585 18.8 ug/l 791620 4 12.024 2103400 50.0
Cyclohexane, 1,... 12.774 16.1 ug/l 675548 4 12.024 2103400 50.0
1-Decanol 14.195 14.4 ug/l 605986 4 12.024 2103400 50.0
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