LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29
Operator : CG\JU

Sample : N2365-01 2X

Misc :

ALS Vvial : 20 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:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127771.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.569 554 558 562 rBV 1576291 1433288 2.42% 1.214%
2 6.569 724 728 732 rBV 1494950 1387445 2.34% 1.175%
3 6.957 790 794 797 rVB 959038 756157 1.27% 0.640%
4 7.516 885 889 892 rBV 1154744 924479 1.56% 0.783%
5 8.239 1009 1012 1015 rVB 1122020 854036 1.44% 0.723%

6 9.310 1191 1194 1198 rVB 2021046 1605216
7 9.998 1307 1311 1314 rVB 1087528 910290
8 10.786 1442 1445 1448 rVB 935640 824897
9 11.486 1561 1564 1567 rBV 979985 851157
10 11.892 1626 1633 1636 rBV 12059964 19235003

L71%
.53%
.39%
.44%
2.43% 16.289%

WRRLRRLRN
[CI GRS

o)

©

O

R

11 12.039 1650 1658 1666 rBV 1682244 2550863 4.30% 2.160%
12 12.633 1743 1759 1760 rBV4 14434256 59309403 100.00% 50.227%
13 12.698 1766 1770 1772 rVB 9756205 9170360 15.46% 7.766%
14 12.733 1772 1776 1778 rBV 3408126 4152201 7.00%  3.516%
15 13.092 1833 1837 1839 rVB 1625843 1403998 2.37% 1.189%

16 13.321 1870 1876 1882 rVB2 1213065 2109621 3.56% 1.787%
17 13.398 1885 1889 1892 rVV 1624954 1514671 2.55%  1.283%
18 13.427 1892 1894 1899 rVV3 1282905 1653103 2.79%  1.400%
19 13.469 1899 1901 1905 rVV 1185965 1417054 2.39%  1.200%
20 13.510 1906 1908 1912 rVV3 461185 628411 1.06% 0.532%
21 13.557 1912 1916 1920 rVV2 466616 757512  1.28% 0.642%
22 13.616 1923 1926 1929 rVV 735904 809033 1.36% 0.685%
23 13.827 1957 1962 1965 rBV2 500363 669209 1.13% 0.567%
24 14.063 1999 2002 2006 rBV 1402218 1270296 2.14% 1.076%
25 14.139 2011 2015 2018 rBV2 997288 1018505 1.72% ©.863%

26 15.663 2269 2274 2283 rVB 540141 867457 1.46% ©0.735%

Sum of corrected areas: 118083665
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 12 Apr 2022 21:29
¢ CG\JU
¢ N2365-01 2X

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
BF127771.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29
Operator : CG\JU

Sample : N2365-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.892 451.97 ng 19235000  Phenanthrene-d1e 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87

Abundance Scan 1633 (11.892 min): BF127771.D\data.ms (-1626) (1 m/z 74.05 100.00%
74.0

5000
431
1430 227.2 . SR
T 185.2 2703 1150 12.00
oWHWwu‘smwHH‘HH_Wm‘JWWw\w,mw m/z 87.10  73.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 - .
43.0 11.50 12.00
143.0 m/z 43.10  36.87%
il ae, [ asso 2270 a0
O\‘H\\‘WH1‘\\“\\‘\MH\‘HH‘\\\\‘\\\\‘H‘H‘\‘\H‘H\\‘HH‘\\H’H‘\\‘\H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

-

74.0
—
11.50 12.00
5000 43.0 m/z 55.10 30.18%
o ‘ m H L 111030 1850 2270 2700
WHH‘HH‘HH‘HH‘HH_‘H_‘H_‘H_‘H_‘H_H‘_H‘VH‘_H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109337: Tridecanoic acid, methyl ester — —
74.0 11.50 12.00
m/z 41.05 28.70%
50001 43.0
mn V301850 558
0 S 50 VRS Rt O L A
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29
Operator : CG\JU

Sample : N2365-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.039 59.94 ng 2550860  Phenanthrene-d10 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 64

Abundance Scan 1658 (12.039 min): BF127771.D\data.ms (-1650) (-] m/z 73.00 100.00%

43.1 73.0
5000
129.0
213.2 BN ‘
H‘ 157.1185.2 256.3 12.00
0“WH‘MLNMWL‘M‘Wuﬂumhwhuhucwkuﬁuﬂwﬂ‘wu‘hu m/z 43.10 93.62%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN I
12.00
157.01g5,02130  256.0 m/z 60.00 88.94%
O,
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #92069: Tridecanoic acid
73.0
43.0 A ‘
’ 12.00
5000 129.0 m/Z 41.10 74.03%
171.0
m/z--> 20 40 6 80 100 120140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —f= ‘
43.0 ,73.0 12.00
m/z 55.10 73.53%
5000 129.0
199.0
e e L
o%ﬁgh“WNNMmWMMMWMMM_‘J_ﬂwk‘wuuwu‘wuwu —f
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00

8270-BF040622.M Wed Apr 13 16:29:22 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29
Operator : CG\JU

Sample : N2365-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.633 1393.62 ng 59309400 Phenanthrene-d1e 11.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
5 Methyl 7,12-octadecadienoate 294 C19H3402 1000336-43-8 98

Abundance Scan 1759 (12 633 min): BF127771.D\data.ms (-1743) (1 m/z 67.10 100.00%

5000
L 09.1 WA
2631594 3 1250 13.00
ok 3‘7‘ : L \HU\ \ \hh\ . Hh‘ Hh \\\]"8\‘\0 ? : %20 ? - ‘\“\ R : m/z 55.10 88.48%

?

Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester

miz--> 50 100 150 200 250 300
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 RN ol
12.50 13.00
290 09.0 m/z 81.05 82.64%
294.0
ol Ll | ‘u“ i Huh ‘nhwuh‘ m i 2280 2030777
miz--> 200 250 300
Abundance #191922. 9,12—Octadecad|en0ic acid, methyl ester, (E,E)-
67.0
— —
12.50 13.00
m/z 41.05 75.82%
200 29.0 294.0
09.0 '
150 263.0
0 W \\h ‘\‘1%10 20 i)
miz--> 50 100 150 200 250 300
= e

12.50 13.00

67.0
m/z 95.05 55.74%
5000
09.0 294.0
“ 263.0
0! MH‘M“‘HH‘ \H\‘ \‘h \hlalo 22‘09‘ | ‘\“ , ‘\‘ —r =

m/z--> 5 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29
Operator : CG\JU

Sample : N2365-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 cis-13-Eicosenoic acid, met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.322 41.43 ng 2109620  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 94
2 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 91
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 87
4 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 87
5 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 83

Abundance Scan 1876 (13.321 min): BF127771.D\data.ms (-1870) (- m/z 55.05 100.00%
55.0

5000

:

292.3 13.00 13.50
1,5, 12082 250.3 330, .
m/z 69.10 65.01%

0,

m/z--> 50 100 150 200 250 300
Abundance #229559: cis-13-Eicosenoic acid, methyl ester
53.0
97.0
5000 292.0 [ T

13.00 13.50
m/z 41.10 55.52%

38.0 208.0 250.0
ol5. R X DN T R /X«
miz--> 50 100 150 200 250 300
Abundance #229545: cis-Methyl 11-eicosenoate
55.0
— —
13.00 13.50
97.0 o
5000 m/Z 43.10 53.69%
292.0
37.0 2080 250.0
o150 Aol T | saec
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester — T
55.0 13.00 13.50
m/z 74.10  48.39%
5000
7.0
264.0
38.0 180.0 2220 ‘
0 \\H\ i S N ' SR || O
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29
Operator : CG\JU

Sample : N2365-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosanoic acid, methyl ester  Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.398 29.74 ng 1514670  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Methyl stearate 298 C19H3802 000112-61-8 93
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 90

Abundance Scan 1889 (13.398 min): BF127771.D\data.ms (-1885) (- m/z 74.00 100.00%

74.0
5000
143.1 0833 - S L
‘ h“ | ‘ 185.2 227.2 ‘- 326.4 13.00 13.50
ol gLl m/z 87.05 77.00%
miz--> 50 100 150 200 250 300
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000 = e
13.00 13.50
143.0 326.0 m/z 43.10 43.93%
241, 1990 210 239
0 7 \“H\‘? \‘M\h“\“\‘\\ \\\‘\“\\‘\ \“\\\‘\‘ \\‘\\‘
miz--> 50 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
P P
13.00 13.50
5000 ITI/Z 55.05 32.72%
143.0
‘ h | ‘ 199.0 255.0 298.0
ol bl e
miz--> 50 100 150 200 250 300
Abundance #179144: Heptadecanoic acid, methyl ester — ——
74.0 13.00 13.50
m/z 41.10 26.43%
5000
284.0
29.7 M 143.0 1850 2410
obbd dilbaly o L2829 T L SE—
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29
Operator : CG\JU

Sample : N2365-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,6-Cyclodecadiene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.427 32.46 ng 1653100 Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6-Cyclodecadiene 136 C10H16 007049-13-0 56
2 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 50
31,2,3,4,4a,5,6,8a-0ctahydro-naph... 136 C10H16 031244-58-3 50
4 Z-1,6-Tridecadiene 180 C13H24 1000130-98-3 46
5 1,5-Cyclodecadiene, (E,Z)- 136 C1oH16 001124-78-3 46

Abundance Scan 1894 (13.427 min): BF127771.D\data.ms (-1892) (-] m/z 55.05 100.00%

55.0 99.1
5000
136.1 —
Ll 2 s
0 ol g, #2712 2923 3423 0 99,19 92.69%
mlz--> 50 100 150 200 250 300 350
Abundance #18045: 1,6-Cyclodecadiene
67.0
5000 L
2. 136.0 13.50
‘ m/z 81.10 84.11%
O \“‘\ ‘!‘ “\h ‘ h\ \‘ T \ T T T T ‘ T T T T ‘ L ‘ L ‘ T
miz-> 50 150 200 250 300 350
Abundance #6780.1—MethyLZ—methWenecydohexane
95.0
P
13.50
5000 41.0 ITI/Z 67.10 74 .14%
0! ‘MMVU‘U“ S
miz-> 50 100 150 200 250 300 350
Abundance  #18146: 1,2,3,4,4a,5,6,8a-Octahydro-naphthalene ——
95.0 136.0 13.50
m/z 43.10 65.58%
5000
41.0
ol MH\\
m/z--> 100 150 200 250 300 350 13.50

8270-BF040622.M Wed Apr 13 16:29:25 2022 Page: 8



Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29
Operator : CG\JU

Sample : N2365-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Library Search Compound Report

BFO41222\

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl3.469

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.469 27.83 ng 1417050  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, (2-methyl-1-propen... 124
2 Trichloroacetic acid, dodec-9-yn... 326

3 Bicyclo[2.2.2]octane, 2-methyl- 124
4 Benzene, 1-fluoro-2-methyl-4-nitro- 155
5 2,11-Dodecadiene, 4-chloro- 200

C9H16

053366-57-7 45

C14H21C1302 1000282-92-3 35

C9H16
C7H6FNO2
C12H21C1

Abundance Scan 1901 (13 469 min) BF127771.D\data.ms (-1899) (-,

000766-53-0 35
000455-88-9 35
1000155-54-5 30

m/z 155.10 100.00%

55.1
5000 109.1
e
‘ M 281 13.50
0 Lokl (ol 27928121 L 6710 01.81%
miz--> 100 150 200 250 300
Abundance #12232 Cyclopentane, (2-methyl-1-propenyl)-
5000 109.0 —
13.50
m/z 55.10 91.70%
0' ‘h‘ H‘ 1 \‘\ T L T T ‘ T T T T ‘ T T L ‘ L T
miz--> 100 150 200 250 300
Abundance #230976: Trichloroacetic acid, dodec-9-ynyl ester
68.0
P
13.50
5000 m/Z 83.10 66.96%
09.0
029‘# i ‘\‘ i Lh Ly 1490 1910 2970
miz--> 50 100 150 200 250 300
Abundance #12215: Bicyclo[2.2.2]octane, 2-methyl- ——
67.0 13.50
124.0 m/z 81.10 63.67%
h W
0 —
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29
Operator : CG\JU

Sample : N2365-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl13.510 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.510 12.34 ng 628411  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 14
2 1-Hexyl-1-nitrocyclohexane 213 C12H23N02 118252-09-8 12
3 Nonane, 1,9-dibromo- 284 C9H18Br2 004549-33-1 9
4 10-Methyldodec-2-en-4-olide 210 C13H2202 1000370-41-0 9
5 9-Tricosene, (Z)- 322 C23H46 027519-02-4 9

Abundance Scan 1908 (13.510 min): BF127771.D\data.ms (-1906) (-] m/z 55.05 100.00%
53.0

5000 137.1

o

——
13.50
251.2287.2 328.(

0- m/z 137.05 46.81%
m/z--> 50 100 150 200 250 300
Abundance  #87664: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
=
39 970
5000 T
13.50
m/z 69.10 44.78%
167.0
O\\“\U“\“\M‘\M“U\‘\\"\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #90847: 1-Hexyl-1-nitrocyclohexane
55.0
97.0 e :
13.50
5000 m/Z 41.10 39.40%

0’

i
o
N
o

miz--> 50 100 150 200 250 300
Abundance #179437: Nonane, 1,9-dibromo- ——
55.0 13.50

m/z 153.05 38.93%
5000
135.0

oL‘S"J“ i Ls'q L i
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29
Operator : CG\JU

Sample : N2365-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenamide, (Z)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.557 14.88 ng 757512  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
2 Octadecanamide 283 C18H37NO 000124-26-5 64
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 64
5 Nonanamide 157 C9H19NO 001120-07-6 52

Abundance Scan 1916 (13.557 min): BF127771.D\data.ms (-1912) (1 m/z 59.00 100.00%

59.0
5000
95.1 1250 ‘
13.50
134.1 175.1 238
- M“ WRIA T 23822808 8212 p 7505 65.44%
m/z--> 50 100 150 200 250 300
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
5000 e ‘
13.50
126.0 m/z 55.10 44.25%
4 1840 238.0 281.0
0! L ‘\}\ “H‘u‘“m“ h\l\ i““ el “ el “ L ‘L T
m/z--> 50 100 150 200 250 300
Abundance #177476: Octadecanamide
59.0
T \
13.50
5000 m/Z 41.10 39.20%
150 ‘h |, PO 19802400 2830
0 w‘ﬁﬁq“ WNMV‘Wﬂuw“i At
m/z--> 50 100 150 200 250 300
Abundance #142060: Hexadecanamide T ‘
59.0 13.50
m/z 43.10 35.67%
h M
0 . M‘ H Wl ]‘\-2‘80 1790 2129 25\50
L AL B e —
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29
Operator : CG\JU

Sample : N2365-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl13.616 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.616 15.89 ng 809033  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,cis-7,10,-Hexadecadienal 236 C16H280 056829-23-3 47
2 Thiazole, 5-methyl- 99 C4H5NS 003581-89-3 38
3 9,12-Octadecadienoyl chloride, (... 298 C18H31ClO 007459-33-8 25
4 (Z)-2-pentylcyclopentanone oxime 169 C10H19NO 1000441-61-3 25
5 Hexanethioic acid, S-decyl ester 272 C16H320S 002432-81-7 22

Abundance Scan 1926 (13.616 min): BF127771.D\data.ms (-1923) (- m/z 99.05 100.00%

55.1 99.0
5000
153.1
e i
207.1 13.50 14.00
252 2 292 1 : ’
0 do Aoy 222277023323 7 s5.16 86.40%
miz--> 50 100 150 200 250 300
Abundance #118841: cis,cis-7,10,-Hexadecadienal
67.0
5000 — —
13.50 14.00
09.0 m/z 83.10 68.96%
1.0
0' H“‘ ‘ﬂ- ‘H ‘ ]‘\-9\:‘3‘()\ \2\3‘6\(‘) L ‘ T T T T
miz--> 50 100 150 200 250 300
Abundance #3883: Thiazole, 5-methyl-
99.0
P e
13.50 14.00
5000 m/Z 43.10 66.43%
39.0
0
miz--> 100 150 200 250 300
Abundance #197147: 9,12-Octadecadienoy! chloride, (Z,2)- —— ——
55.0 13.50 14.00
m/z 81.10 59.91%
5000
95.0
1159 3600 2210 2640
! : g e e amaneao P P
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29

Operator : CG\JU

Sample : N2365-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 unknownl13.827 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.827 13.14 ng 669209  Chrysene-di2 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 43
2 2(5H)-Furanone, 4-methyl-5,5-bis... 206 C13H1802 099202-98-9 42
3 4-Amino-2,1,3-benzothiadiazole 151 C6H5N3S 000767-64-6 25
4 4-Hydroxybenzoxazolone 151 C7H5NO3 028955-70-6 25
5 RMDI, Cis,trans- 262 C15H22N202 017901-48-3 15
Abundance Scan 1962 (13.827 min): BF127771.D\data.ms (-1957) (- m/z 81.00 100.00%
81.0
151.1
5000
— ——
| 237 1 3083 13.50 14.00
0! hm“ ‘\m‘ ?\u m | h \\2‘7‘3‘1‘ “ . ‘3‘5‘0" ITI/Z 151.05 74.44%
m/z--> 250 300 350
Abundance #209660. Methyl 2-octylcycIopropene-l-octanoate
81.0
5000 — —
13.50 14.00
TBO 308.0 m/z 95.10  74.30%
O “ H M H‘ M‘ ‘“‘ ‘h\ ‘\‘O .\‘ \2\51\0\‘\ T “L\ L
miz--> 50 100 150 200 250 300 350
Abundance #82655: 2(5H)-Furanone, 4-methyl-5,5-bis(2-methyl-2-prc
151.0
95.0
— ——
13.50 14.00
5000 m/z 67.00 51.61%
0 lwd {2000
miz--> 150 200 250 300 350
Abundance #28613: 4-Amino-2,1,3-benzothiadiazole — —
151.0 13.50 14.00
m/z 55.10 50.21%
B \ﬂﬂﬂ&&ﬂ\fKJlJ%ﬁwRWNEVm
39.0 9%0
obmbprbe Myt — e
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF0406
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29
Operator : CG\JU

Sample : N2365-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Docosanoic acid, methyl ester  Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.063 24.94 ng 1270300 Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 99
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 96
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 95
4 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 90
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 2002 (14 063 min): BF127771.D\data.ms (-1999) (1 m/z 74.00 100.00%
74.0
5000
143.1 e A
| ‘ 1992 2552 33504 14.00
ob—— il bl L m/z 87.00  77.85%
mlz--> 50 100 150 200 250 300 350
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000 e .
14.00
m/z 43.10 48.21%
29. 143.0 354.0 /
by, 1 1090 2850 311077
O \\‘\‘\‘\”\‘H\“‘\‘\‘\\‘\\\\“\\\\‘\\\\‘\\\\“\\\
miz--> 50 100 150 200 250 300 350
Abundance #214954: Nonadecanoic acid, methyl ester
74.0
T \
14.00
5000 m/z 55.10 32.95%
312.0
1 143.0
8\"\\ H iy, 210 2090
O Mt MM iR S
miz--> 100 150 200 250 300 350
Abundance #264191:Meﬂwl204neﬂwhhenehosanome ——
74.0 14.00
m/z 57.10 29.33%
5000
143.0
311.0
199.0 255.0 ‘
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127771.D

Acqg On : 12 Apr 2022 21:29
Operator : CG\JU

Sample : N2365-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexadecanoic ac... 11.892 452.0 ng 19235000 4 11.486 851157 20.0
n-Hexadecanoic ... 12.039 59.9 ng 2550860 4 11.486 851157 20.0
9,12-Octadecadi... 12.633 1393.6 ng 59309400 4 11.486 851157 20.0
cis-13-Eicoseno... 13.322 41.4 ng 2109620 5 14.139 1018510 20.0
Eicosanoic acid... 13.398 29.7 ng 1514670 5 14.139 1018510 20.0
1,6-Cyclodecadiene 13.427 32.5 ng 1653100 5 14.139 1018510 20.0
unknown13.469 13.469 27.8 ng 1417050 5 14.139 1018510 20.0
unknownl13.510 13.510 12.3 ng 628411 5 14.139 1018510 20.0
9-Octadecenamid... 13.557 14.9 ng 757512 5 14.139 1018510 20.0
unknownl13.616 13.616 15.9 ng 809033 5 14.139 1018510 20.0
unknown13.827 13.827 13.1 ng 669209 5 14.139 1018510 20.0
Docosanoic acid... 14.063 24.9 ng 1270300 5 14.139 1018510 20.0
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