LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100724\
Data File : VN@84329.D

Acqg On : 07 Oct 2024 13:09

Operator : JC\MD

Sample : P4278-01

Misc : 1.40g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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©93024W.M

Title : SW846 8260

Signal : TIC: VN@84329.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.289 47 57 63 rBVv3 10854 23896  2.25% 0.239%
2 2.889 133 159 160 rBVS5 18103 72664 6.84% 0.728%
3 5.024 511 522 534 rBV3 3696 13012 1.22% 0.130%
4 8.165 1046 1056 1060 rBV 129747 310705 29.23%  3.113%
5 8.218 1060 1065 1080 rVB 237015 526397 49.52% 5.273%

6 8.577 1117 1126 1135 rBV 143867 326919 30.75%
7 9.100 1205 1215 1225 rBV 335566 690087 64.92%
8 10.565 1455 1464 1472 rBV 516769 929946 87.48%
9 11.865 1678 1685 1695 rBV 437107 767203 72.17%
10 12.612 1808 1812 1817 rVB3 10430 14982 1.41%

ONVO W
w
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R

11 12.847 1843 1852 1861 rBV 314685 537761 50.59%
12 13.788 2005 2012 2021 rBV 385560 661523 62.23%
13 13.865 2021 2025 2033 rVB4 6600 11670 1.10%
14 14.453 2115 2125 2132 rBV5 36346 121345 11.42%

Uk, oO O W
Ay
=
~N
R

15 14.529 2132 2138 2151 rBV2 283340 514459 48.40% 154%
16 14.629 2151 2155 2159 rBV 70322 107068 10.07% 1.073%
17 14.670 2159 2162 2164 rBV4 9790 13647 1.28% ©0.137%
18 14.741 2169 2174 2175 rVV 122406 190725 17.94% 1.911%

19 14.770 2175 2179 2194 rVV2 344579 1063027 100.00% 10.649%

20 14.888 2194 2199 2221 rVB 212335 385657 36.28% 3.863%
21 15.106 2229 2236 2254 rBV 398892 702549 66.09% 038%
22 15.323 2270 2273 2279 rVB4 8568 12621 1.19% 126%
23 15.429 2286 2291 2293 rBV3 40064 63783 6.00%

24 15.459 2293 2296 2304 rVB4 90071 159953 15.05%
25 15.594 2313 2319 2322 rBV 92788 171791 16.16%

P RPROON
[e))]
w
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B

26 15.635 2322 2326 2340 rVB2 208109 404059 38.01%
27 16.011 2383 2390 2407 rBV 267757 560475 52.72%
28 16.341 2434 2446 2451 rVV5 97001 254644 23.95%
29 16.400 2451 2456 2469 rVB6 51331 138309 13.01%
30 16.564 2472 2484 2489 rBV5 41958 119450 11.24%

PR NDUA
U1
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=
R

31 16.617 2489 2493 2501 rVB3 51903 111887 10.53% 1.121%

Sum of corrected areas: 9982214
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100724\
Data File : VN@84329.D

Acqg On : @7 Oct 2024 13:09

Operator : JC\MD

Sample : P4278-01

Misc : 1.40g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©93024W.M
Quant Title : SW846 8260

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

Abundance TIC: VN084329.D\data.ms
500000

400000
300000
200000

100000

2.289 28 5.024
0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\

Time--> 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 6.40 6.60 6.80
Abundance TIC: VN084329.D\data.ms
500000 10.565

400000
9.100
300000
8.218
200000

8.577

100000

0—— —T— —— — — —— —— — — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN084329.D\data.ms

500000

B65

15.106
400000 13.788

14.770

12.847
300000

200000

100000

12.612 .865

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82N093024W.M Tue Oct 08 21:02:38 2024 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100724\
Data File : VN@84329.D

Acqg On : @7 Oct 2024 13:09

Operator : JC\MD

Sample : P4278-01

Misc : 1.40g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©93024W.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 unknownl4.529 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.529  38.88 ug/l 514459 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl valerate 116 C6H1202 000624-24-8 38
2 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 38
3 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 30
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 22
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 22
Abundance Scan 2138 (14.529 min): VN084329.D\data.ms (-2132) (- m/z 74.10 100.00%
74.1
41.1
5000 97.1
T \
127.2 14.50
0 ik e 2971 mz s5.10 0 95.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9153: Methyl valerate
74.0
5000 = :
29.0 14.50
L m/z 57.10 84.94%
01.101'0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35372: Octanoic acid, methyl ester
74.0
T [
14.50
m/z 41.10 81.34%
5000 43.0
15.0
127.0
101.0
O bbbl il b b L 1580
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15468: Hexanoic acid, methyl ester =
74.0 14.50
m/z 70.05 71.62%
5000 43.0
99.0
0 Ll Lm0

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100724\
Data File : VN@84329.D

Acqg On : @7 Oct 2024 13:09

Operator : JC\MD

Sample : P4278-01

Misc : 1.40g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©93024W.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 unknownl4.741 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.741 14.42 ug/l 190725 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-1-hexanol, heptafluorobu... 326 C12H17F702 1000365-16-0 43
2 1-Octene, 6-methyl- 126 C9H18 013151-10-5 43
3 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 35
4 2-Octene, (E)- 112 C8H16 013389-42-9 30
5 2-Nonene, (E)- 126 C9H18 006434-78-2 30

Abundance Scan 2174 (14.741 min): VN084329.D\data.ms (-2169) (- m/z 57.10 100.00%

57.1
5000
97.1

=
14.50 15.00

R ““ - whu““ b 23 miz 71,10 70.61%
m/z--> 0 50 100 150 200 250
Abundance #230808: 2-Ethyl-1-hexanol, heptafluorobutyrate
57.0
5000 T =
14.50 15.00

m/z 55.10 67.43%

169.0
112.0
T 2610 ‘”‘\ ‘H ‘i \‘ L ‘\ - \2\27\0\ R
miz—-> 0 50 100 150 200 250
Abundance #13185: 1-Octene, 6-methyl-
55.0

A
1450 1500
5000 m/z 43.10  66.64%

97.0
| |
m/z--> 0 50 100 150 200 250
Abundance #2057: Butane, 2,2-dimethyl-

0r—"
S
43.0 14.50 15.00
m/z 41.10 62.22%

o

5000
I

12/0. |\ | 185.0
[

=,
miz--> 0 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100724\
Data File : VN@84329.D

Acqg On : @7 Oct 2024 13:09

Operator : JC\MD

Sample : P4278-01

Misc : 1.40g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©93024W.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 1-Heptanol, 6-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.770  80.35 ug/l 1063030 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 59
2 Cyclooctane, methyl- 126 C9H18 001502-38-1 53
3 1-Propene, 1-(2-propenyloxy)-, (Z)- 98 C6H100 061142-12-9 53
4 3-Heptene, (E)- 98 C7H14 014686-14-7 46
5 (Z)-3-Heptene 98 C7H14 007642-10-6 46

Abundance Scan 2179 (14.770 min): VN084329.D\data.ms (-2175) (- m/z 57.10 100.00%

411 571
5000 7n.1
98.1
)]

| 126.2 14.50 1500
“WHH‘HH_‘HywHwHu_u‘_uq‘uwu‘wu‘ﬂmu‘uu_‘u m/z 56.10  89.05%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15698: 1-Heptanol, 6-methyl-
41.0 55.0 69.0
27.0 84.0 : :

5000
14.50 15.00
m/z 41.10 88.31%

130 ‘u Ml Jy 9801120 130.0
\H‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13198: Cyclooctane, methyl-
55.0

o

o

T \
41.0 69.0 14.50 15.00
5000 ITI/Z 55.10 84.36%
27.0 83.0 97.0 1110
N O T ™
0‘HWH‘mmm‘mmwH_m‘mwm‘ummwmwuH_m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3690: 1-Propene, 1-(2-propenyloxy)-, (2)- = ==
41.0 14.50 15.00

m/z 43.10 78.76%

5000
27.0 260
0 T Ll 700 g |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.50 15.00

82N093024W.M Tue Oct 08 21:02:39 2024 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100724\
Data File : VN@84329.D

Acqg On : @7 Oct 2024 13:09

Operator : JC\MD

Sample : P4278-01

Misc : 1.40g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©93024W.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 (S)-(+)-6-Methyl-1-octanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.888 29.15 ug/l 385657 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 86
2 cis-2,4-Dimethylthiane, S,S-dioxide 162 C7H1402S 1000215-67-5 50
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 47
4 Cyclopropane, 1l-methyl-2-(3-meth... 140 C10H20 062238-07-7 47
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 47
Abundance Scan 2199 (14.888 min): VN084329.D\data.ms (-2194) (- m/z 55.10 100.00%
55.1
97.1
5000
— ==
H‘ ‘ 125.9 14.50 15.00
Ol Ml 1228 2069 p/; 97,10 56.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24442: (S)-(+)-6-Methyl-1-octanol
553.0
97.0
5000 As e,
14.50 15.00
290 ‘ m/z 41.05 51.71%
O\\\\‘\‘\“\\“‘\\\ “\‘H\\"h‘\\l“\\‘\\1‘2\\7-\0\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38262: cis-2,4-Dimethylthiane, S,S-dioxide
55.0
— =
14.50 15.00
5000 m/z 70.10 50.31%
96.0
I ulll H il 16\20
(O B S I R R N N RN B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans- — ==
55.0 97.0 14.50 15.00
m/z 56.05 47.53%
5000
27.0
(N R - S
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\VN100724\
Data File : VN@84329.D

Acqg On : @7 Oct 2024 13:09

Operator : JC\MD

Sample : P4278-01

Misc : 1.40g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©93024W.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-Nonanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.106  53.10 ug/l 702549 1,4-Dichlorobenzene-d4 13.794
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 86
3 Cycloheptane 98 C7H14 000291-64-5 83
4 1-Decanol 158 C10H220 000112-30-1 72
5 Isopropylcyclobutane 98 C7H14 000872-56-0 53

Abundance Scan 2236 (15.106 min): VN084329.D\data.ms (-2229) (- m/z 55.05 100.00%

55.0
5000 83.1
== —
15.00 15.50
126.0
0 2069 nm/z s56.10  99.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24382: 1-Nonano
5.0
5000 == =4
83.0 15.00 15.50
29.0 m/z 41.05 91.85%
0 “‘\ \H‘ 126.0
T \\‘\\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43581: Cyclopropane, 1-methyl-2-octyl-
56.0
= —
15.00 15.50
5000 ITI/Z 70.10 76.77%
83.0
29.0
0 \“‘ \“ llﬂ-.o In 140.0 168.0
T \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3713: Cycloheptane e ‘ %/Evﬁ
56.0 15.00 15.50
m/z 43.10 74.83%
98.0
5000
A
0! T el e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100724\
Data File : VN@84329.D

Acqg On : @7 Oct 2024 13:09

Operator : JC\MD

Sample : P4278-01

Misc : 1.40g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©93024W.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 unknownl5.459 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.459  12.09 ug/l 159953  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methoxy-4-propyl- 150 C10H140 000104-45-0 30
2 Dodecane, 5-methyl- 184 C13H28 017453-93-9 27
3 Octane 114 C8H18 000111-65-9 27
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 27
5 Nonane 128 C9H20 000111-84-2 27

Abundance Scan 2296 (15.459 min): VN084329.D\data.ms (-2293) (- m/z 43.10 100.00%
43.1

121.1
71.1
5000 97.1
=
‘ ‘ ‘ 150.1 15.50
Y| 1 TN “Wuh el m/z 121010 84.01%
miz--> 20 40 60 80 100 120 140 160
Abundance #27518: Benzene, 1-methoxy-4-propyl-
121.0
5000 T
15.50
150.0 m/z 57.10 72.91%
ol27:0 510 710 1030 | ‘
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #59039: Dodecane, 5-methyl-
43.0
=
15.50
m/z 41.10 70.74%
5000 850 /
0,260 671L126'°169-0
miz--> 20 40 60 80 100 120 140 160
Abundance #8622: Octane =
43.0 15.50
m/z 55.10 61.72%
5000
85.0
m/z--> 20 40 60 80 100 120 140 160 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100724\
Data File : VN@84329.D

Acqg On : @7 Oct 2024 13:09

Operator JC\MD

Sample : P4278-01

Misc : 1.40g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@93024W.M
: 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 1-Decene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.504 12.98 ug/l 171781  1,4-Dichlorobenzene-d4  13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene l40 Clom2e 000872-05-9 89

2 Carbonic acid, nonyl vinyl ester

214 C12H2203

3 Cyclopropane, 1-methyl-2-octyl- 168 C12H24

4 2-Dodecene, (Z)-
5 Hexane, 3-methyl-

168 C12H24
100 C7H16

1000383-25-6 53
037617-26-8 46
007206-26-0 38
000589-34-4 38

Abundance Scan 2319 (15.594 min): VN084329.D\data.ms (-2313) - m/z 43.10 100.00%
3.1

71.1
5000
97.1
T \
15.50
126.2
o ol “ o e 2L sz ss.05  76.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20642: 1-Decene
55.0
5000 s :
83.0 15.50
290 m/z 71.10  75.74%
111.0
‘ | 1400
O' \\“‘\‘\\1‘\\L\‘\\\\"\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #91843: Carbonic acid, nonyl vinyl ester WWJ\M
43.0
P o,
71.0 15.50 o
5000 ITI/Z 57.05 69.39%
97.0  126.0
oLl “ A B P A ¥ ¢ 5 S
miz-> 20 40 60 80 100 120 140 160 180
Abundance #43581: Cyclopropane, 1-methyl-2-octyl- —=
56.0 15.50
m/z 41.10 66.91%
5000
83.0
29.0
0 \“‘ \“ 11%.0 in 140.0 168.0
1 e e =
m/z--> 20 40 60 80 100 120 140 160 180 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100724\
Data File : VN@84329.D

Acqg On : @7 Oct 2024 13:09

Operator : JC\MD

Sample : P4278-01

Misc : 1.40g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©93024W.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 Cyclooctane, 1,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.635 30.54 ug/l 404059  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, 1,5-dimethyl- 140 C10H20 021328-57-4 93
2 1-Decene 140 C1oH20 000872-05-9 50
3 1-Nonene 126 C9H18 000124-11-8 49
4 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 45
5 1,3-Cyclohexanedione, 4,5-dimethyl- 140 C8H1202 042824-00-0 43
Abundance Scan 2326 (15.635 min): VN084329.D\data.ms (-2322) (- m/z 43.10 100.00%
43.1
69.1
5000 85.1
— =
H | MH M NPt 1400 =% o
O vy o ol bk e m/z 56.10  81.70%
miz-> 20 40 60 80 100 120 140
Abundance #20718: Cyclooctane, 1,5-dimethyl-
568.0
41.0
5000 e M
97.0 15.50 16.00
125.0 m/z 57.10 77.75%
op || L 70 | | | e
O \\\’\“\\\‘\\\M“\‘1‘\\“‘\‘\\‘1“\\‘\‘\‘\\\\}\\
miz--> 20 40 60 80 100 120 140
Abundance #20642: 1-Decene
55.0
70.0 = el ™
15.50 16.00
5000 970 m/z 41.10 72.42%
39 ’
112.0 140.0
S EET 0 s e
mfz--> 20 40 60 80 100 120 140
Abundance #13164: 1-Nonene —1 =
43.0 15.50 16.00
m/z 69.10 60.62%
69.0
5000
2700 84.0
126.0
oH‘,m‘;;m”“ﬂlm\m;‘_1‘11;9_‘“_‘ Lt S
m/z--> 20 40 60 80 100 120 140 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100724\
Data File : VN@84329.D

Acqg On : @7 Oct 2024 13:09

Operator : JC\MD

Sample : P4278-01

Misc : 1.40g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©93024W.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 Bromoacetic acid, decyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.012 42.36 ug/l 560475 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, decyl ester 278 C12H23Bro2 005436-93-1 91
2 Cyclobutane, 1-butyl-2-ethyl- 140 C1oH20 1010150-67-3 89
3 2-Dodecene, (Z)- 168 C12H24 007206-26-0 87
4 1-Decanol 158 C10H220 000112-30-1 87
5 1-Undecanol 172 C11H240 000112-42-5 86

Abundance Scan 2390 (16.011 min): VN084329.D\data.ms (-2383) (-  m/z 55.05 100.00%

55.0
5000
T
16.00
ol m/z 41.10 81.10%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170229: Bromoacetic acid, decyl ester
43.0
83.0
5000 U
112.0 16.00
‘ ‘ 1400 m/z 70.05 79.72%
0\‘\‘}‘\\““\\““\‘\“\‘HHMH“\‘\‘HH\\‘1‘\\H‘\H]-\‘gﬁl\(\)‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20723: Cyclobutane, 1-butyl-2-ethyl-
69.0
e
21.0 16.00
5000 ITI/Z 43.10 76.86%
112.0
O ol il e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43478: 2-Dodecene, (Z)- = ‘
55.0 16.00
m/z 56.05 75.92%
5000
84.0
168.0
N i AS
m/z--> 20 40 60 80 100120140160180200220240260280 16.00

82N093024W.M Tue Oct 08 21:02:41 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100724\
Data File : VN@84329.D

Acqg On : @7 Oct 2024 13:09

Operator : JC\MD

Sample : P4278-01

Misc : 1.40g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title : SW846 8260

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

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©93024W.M

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 Benzene, 1l-methoxy-4-(1-pro...

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.341 19.25 ug/l 254644  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methoxy-4-(1-propenyl... 148 C10H120

025679-28-1 96

2 Anethole 148 C10H120 000104-46-1 96
3 Anethole 148 C10H120 004180-23-8 96
4 Estragole 148 C10H120 000140-67-0 64
5 N-Acetyl-D-phenylalanine 207 C11H13NO3 010172-89-1 41
Abundance Scan 2446 (16 341 min): VN084329.D\data.ms (-2434) (-  m/z 148.95 100.00%
55.0 148.1
5.1
5000
117.1
SRR A N
281 16.0016.2016.4016.60
206.9 - o
0° m/z 55.05 98.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #26315: Benzene, 1- methoxy-4 (1-propenyl)-, (2)-
148.
5000 L L B R
77.0 117.0 16.0016.2016.4016.60
m/z 57.05 96.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26172: Anethole
148.0
R AR
16.0016.2016.4016.60
5000 m/z 43.10 90.81%
770 117.0
owm‘_ﬂ‘m , ‘“W‘,‘m,‘Wuwww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26173: Anethole R REaanEE
148.0 16.0016.2016.4016.60
m/z 41.10 81.85%
5000
77.0 117.0
0,,,, e AR
m/z--> 20 40 60 80 100120140160180200220240260280 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100724\
Data File : VN@84329.D

Acqg On : @7 Oct 2024 13:09

Operator : JC\MD

Sample . P4278-01

Misc : 1.40g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©93024W.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|
unknown14.529 14.529 38.9 ug/l 514459 4 13.794 661523 50.0
unknownl14.741 14.741 14.4 ug/l 190725 4 13.794 661523 50.0
1-Heptanol, 6-m... 14.770 80.3 wug/l 1063030 4 13.794 661523 50.0
(S)-(+)-6-Methy... 14.888  29.1 ug/l 385657 4 13.794 661523 50.0
1-Nonanol 15.106 53.1 wug/l 702549 4 13.794 661523 50.0
unknown15.459 15.459 12.1 ug/1 159953 4 13.794 661523 50.0
1-Decene 15.594 13.0 ug/l 171791 4 13.794 661523 50.0
Cyclooctane, 1,... 15.635 30.5 wug/l 404059 4 13.794 661523 50.0
Bromoacetic aci... 16.012 42.4 ug/l 560475 4 13.794 661523 50.0
Benzene, 1-meth... 16.341 19.3 ug/l 254644 4 13.794 661523 50.0
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