LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc :

ALS Vvial : 23  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: BF127774.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.569 554 558 566 rVB 312241 267862 1.60% 0.650%
2 6.569 724 728 732 rBV 318259 258361 1.54% 0.627%
3 6.957 790 794 798 rBV 925134 736828 4.40% 1.788%
4 8.239 1009 1012 1018 rVB 1080065 869475 5.19%  2.109%
5 9.310 1191 1194 1199 rVB 383082 309812 1.85% 0.752%

6 9.916 1294 1297 1302 rVB 235187 175547 1
7 9.998 1307 1311 1314 rVB 1094895 857096 5
8 10.416 1379 1382 1385 rBV 214923 169751 1.01%
9 10.892 1460 1463 1468 rBV 215079 223910 1
10 11.492 1561 1565 1567 rBV 958416 810250 4

RPOONO®
»
[y
N
R

11 11.880 1626 1631 1634 rBV 4992075 4785621 28.57% 11.611%
12 12.010 1649 1653 1660 rBv2 167451 174050 1.04% 0.422%
13 12.580 1743 1750 1752 rBV 10238085 16751200 100.00% 40.641%
14 12.604 1752 1754 1758 rVV2 9862521 8723672 52.08% 21.165%
15 12.674 1762 1766 1769 rVB 2617257 2382445 14.22% 5.780%

16 12.710 1769 1772 1773 rBV 510039 497056 2.97% 1.206%
17 12.722 1773 1774 1783 rVB2 462665 499574 2.98% 1.212%
18 13.080 1831 1835 1837 rBV 304200 268748 1.60% 0.652%
19 13.316 1874 1875 1882 rVB 199883 197435 1.18% 0.479%
20 13.392 1885 1888 1891 rBV 259205 222303 1.33% 0.539%
21 14.063 1999 2002 2006 rBV2 256839 218368 1.30% 0.530%
22 14.139 2011 2015 2018 rBV 1009884 900747 5.38% 2.185%
23 15.045 2166 2169 2174 rVB 136424 170654 1.02% 0.414%
24 15.657 2269 2273 2281 rVB2 529416 747061 4.46% 1.812%
Sum of corrected areas: 41217826
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 12 Apr 2022 22:58
¢ CG\JU
: N2360-03 10X

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
BF127774.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

Abundance
le+07

8000000

6000000

4000000

2000000

0
Time-->
Abundance
le+07

8000000

6000000

4000000

2000000

0=

Time-->
Abundance
le+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: BF127774.D\data.ms

5.569

6.957

6.569

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 6.2

TIC: BF127774.D\data.ms

9.998
10.892

11.880

11.492
2.010

T
6.40 6.60 6.80 7.00 7.20 7.40 7.60

12 58

2.674

22 13080183

9.9%
S
10.00

10.41
e G

10.50 11.00
TIC: BF127774.D\data.ms

14.139

14.0d3 15.657

15.045

\ =
11.50

12.00

|

12.50

T
13.00

13.50

‘ T T T ‘ T T ‘ T T T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50

8270-BF040622.M Wed Apr 13 16:32:08 2022

17.00

T ‘ T
17.50

T ‘ T T
18.00 18.50

Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  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 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.916 4.10 ng 175547  Acenaphthene-di10 9.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C1l6H34 000544-76-3 83
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 72

Abundance Scan 1297 (9.916 min): BF127774.D\data.ms (-1294) (-) m/z 57.10 100.00%
57.1

o
99.1 .
141.1
- MMHM bod ko 28111742 2122 m/z 43.10  75.42%
m/z--> 50 100 150 200 250
Abundance #74004: Tetradecane
57.0
5000 T
10.00
m/z 71.05 65.04%
99.0
O za‘o ‘ H\ ‘!‘ \“‘\ ““ \“ T “]\-4\‘1.‘()‘\ T \1\98’.(\) T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
75
10.00
5000 m/z 85.05 38.79%
0 ZQ‘O‘L‘ H I “‘9?'0‘ 141.0 183.0 226.0
s e e e e
m/z--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- —
57.0 10.00
m/z 41.05 37.00%
h W
99.0
0 ?ﬁ\%‘w R Y o
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.416 3.96 ng 169751  Acenaphthene-die 9.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 9-methylheptadecane 254 C18H38 026741-18-4 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Decane, 3-methyl- 156 C11H24 013151-34-3 87
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86

Abundance Scan 1382 (10.416 min): BF127774.D\data.ms (-1379) (. m/z 57.05 100.00%
57.0

- \\MﬂﬁMNkAﬁmvwﬂmwuwA
—
‘ 990 oo 10.50
ol L7, 1400 1820 2263 m/z 43.05 79.13%
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 U
10.50
99.0 m/z 71.10 58.74%
0 2610 ““\ ”H‘ \‘”‘\ h“ \“‘ \“\41‘1.3\ %8\‘3\0‘ \22\5\0\ T \2\96’(
m/z--> 50 100 150 200 250
Abundance #141059: 9-methylheptadecane
57.0
7
10.50
5000 m/z 85.05 40.11%
140.0
99.0
ol LA bddy | 100 2330
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane — 14
57.0 10.50
m/z 41.05 35.93%
B W
99.0
o200 L [0, a0 2o -
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.892 5.53 ng 223910  Phenanthrene-di10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1463 (10.892 min): BF127774.D\data.ms (-1460) (- m/z 57.05 100.00%
57.0

-

5000
= — T
99.1 1410 182.0 10.50 11.00
ob b bl )y 1410 1820 240.2 2810 m/z 43.05 70.07%
m/z--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 — —T
10.50 11.00
99.0 m/z 71.05 60.49%
0 \2\5Jr0‘\“‘“‘\ ‘“‘ \‘“‘\ ”" \“‘\%41‘1.8\ %8\‘3\0’ T \%49?\ L
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0

T
10.50 11.00

5000 m/z 85.10 40.68%
99.0
ob b b, 1410 1830 280
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- e — T
57.0 10.50 11.00
m/z 41.00 34.01%
h W
99.0 183.0
o AL L e T sy el S
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.880 118.13 ng 4785620  Phenanthrene-di10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
Abundance Scan 1631 (11.880 min): BF127774.D\data.ms (-1626) (- m/z 74.10 100.00%
74.1
5000
43.1 |
143.0 227.2 [ T
H ‘1011 185.2 270.3 11.50 12.00
o‘HH_Hwm‘M‘MHH_JH_Hwm_mwwm‘mww m/z 87.10  73.92%
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — -
43.0 11.50 12.00
143.0 m/z 43.10 34.70%
‘u \“ ‘\‘ h\lc\)\lo | 17\1 0\199 022\70 270.0
O‘HH‘HH‘H‘H‘\‘H\“HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
11.50 12.00
5000/ 43.0 m/z 55.05 29.03%
0 L H ‘H‘ L 1010 \1430 18\50\ 228.0
e e e e e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126208: Methyl tetradecanoate — =
74.0 11.50 12.00
m/z 41.05 26.83%
5000
43.0
1430 1990
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58

Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 n-Hexadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.010 4.30 ng 174050  Phenanthrene-di10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid

2 Tetradecanoic acid
3 Pentadecanoic acid
4 Tridecanoic acid

5 Undecanoic acid

256 C16H3202
228 C14H2802
242 C15H3002
214 C13H2602
186 C11H2202

000057-10-3 98
000544-63-8 93
001002-84-2 80
000638-53-9 64
000112-37-8 58

Abundance Scan 1653 (12.010 min): BF127774.D\data.ms (-1649) (- m/z 73.00 100.00%

43.0 73.0
5000
129.1
2132 A
AL L s
oL ‘MM NWMWHW1WVLw$M‘\W‘N\M — m/z 43.05 91.08%
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 ——
129.0 12.00
213.0 m/z 60.00 81.69%
‘ M ‘ 171.0 ‘
01‘4‘0 ‘\ ‘H Il M“ | “whh“\ \M Ll sl | “‘ “‘ “‘u\‘ A L‘ . “ ——
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0 ﬂ
=
43.0 12.00
5000 ITI z 41.05 68.13%
129.0
185.0 228.0
o) “‘ \“d‘u‘u‘ ‘HM“ \\‘H‘L ;ML‘ | L ! “\‘ — ‘\‘ —
m/z--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid
43.0 73.0 1200
m/z 57.10 67.94%
5000 129.0
199.0 242.0
oL H\\‘H‘u‘ UM \m \\hH\ M‘\ il “‘15 q “‘ ‘ A ‘\‘ .
m/z--> 50 100 150 200 250 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.580 413.48 ng 16751200  Phenanthrene-d1e 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 97
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 97

Abundance Scan 1750 (12 580 min): BF127774.D\data.ms (-1743) (1 m/z 67.05 100.00%
67.

09.1 —1 |
12.50
2633
0 ‘3H£JN\NMMH WHWJM\Mu ;8712202 oL ??4" m/z 81.05 85.12%
miz--> 50 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 —L :
12.50
09.0 m/z 55.10 64.35%
49.0
oLl H\\‘ L0 asp02eac
miz--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
T T
12.50
5000 m/z 95.05 56.26%
030 294.C
oL g L0 0 gm0z 220 [
miz--> 50 150 200 250
Abundance  #191900: 9,12—Octadecad|enoic acid, methyl ester — ‘
67.0 12.50
m/z 41.10 54.07%
5000
29.0 09.0
294.C
oLl - A uh ‘nhwuh‘ m b 2230 2030770 1
Mz 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  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 7 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.604 215.33 ng 8723670  Phenanthrene-d10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 98
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 97

Abundance Scan 1754 (12.604 min): BF127774.D\data.ms (-1752) (-] m/z 55.10 100.00%

55.1
5000
264.3
2223 L —
37.1 180.2 ‘ ‘ | 12.50 13.00
ol b 369 p 4110 72.92%
mlz--> 50 100 150 200 250 300 350
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
58.0
5000 7-0 T ‘ T T ‘ T
12.50 13.00
m/z 69.10 72.15%
1,37.0 180.0 222.0 264.0
0 ‘L‘ Ld‘ \‘\“W\‘h n‘“\ b ‘1 T \‘\“ T ‘“‘ e mana e
m/z--> 50 100 150 200 250 300 350
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
— —
12.50 13.00
5000 m/z 74.85  61.43%
264.0
138.0 180.0 222.0

e —

0,
miz--> 50 100 150 200 250 300 350
Abundance #194426: 13-Octadecenoic acid, methyl ester 1 T
55.0 12.50 13.00
m/z 83.10 55.39%
5000

264.0

%

137.0 180.0 222.0

— —
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58

Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: 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 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.675 58.81 ng 2382450  Phenanthrene-d10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methyl stearate

298

2 Heptadecanoic acid, 16-methyl-, ... 298

C19H3802
C19H3802

000112-61-8 98
005129-61-3 91

3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87

Abundance Scan 1766 (12.674 min): BF127774.D\data.ms (-1762) (-] m/z 74.00 100.00%

74.0
5000
43.1
143.0 ——
‘ ‘ ‘ 1992 23 0. 12:50 13.00
0b— H‘ | Mm kb L S8 myz 87.00 74.58%
miz--> 100 15 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 T
43.0 12 50 13.00
143.0 m/z 43.10 37.07%
h || 110 ‘ 199.0  255.0 298.(
O\\\\“\ “\“H\‘%\‘\‘\\“\\\‘\“\\\\“\‘\\\“\
miz--> 100 150 200 250 300
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
= e
12.50 13.00
5000 ITI/Z 55.05 29.52%
28.0
143.0 2550 293¢
199.0 ‘
0“““‘\\M ‘M\JTl‘l‘O““\“‘\“‘ ‘\““‘\‘u“‘\“
miz--> 100 150 200 250 300
Abundance #126210: Methyl tetradecanoate — —
74.0 12.50 13.00
m/z 41.10 26.10%
5000
43.0
H ‘ 143.0 199.0 242.0
oumo\w\
m/z--> 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  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 Linoelaidic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.710 12.27 ng 497056  Phenanthrene-d10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Linoelaidic acid 280 C18H3202 000506-21-8 99
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 99
3 10E,12Z-0Octadecadienoic acid 280 C18H3202 002420-56-6 98
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 96
5 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 86

Abundance Scan 1772 (12 710 min): BF127774.D\data.ms (-1769) (- m/z 67.10 100.00%

202.1
5000
09.1 — —
12.50 13.00
0 ! “h L2t w“”u 2381 2908 341 o0 8165 82.61%
miz--> 100 150 200 250 300
Abundance #173566: Linoelaidic acid
5000 —L ——
12.50 13.00
09.0 m/z 202.10 68.78%
h 280.0
0 ‘H \“h\m‘\m\‘\:\l-gws‘(\)\\\‘\\1‘\|\\\\
miz-> 100 150 200 250 300
Abundance #173584. 9,12-Octadecadienoic acid (Z,2)-
e i~
12.50 13.00
5000 m/Z 55.10 62.85%
09.0
h 00 280.0
miz--> 50 100 150 200 250 300
Abundance #173577: 10E,12Z-Octadecadienoic acid — —
67.0 12.50 13.00
m/z 95.10 55.65%
5000
09.0
29. ‘ 0.0 280.0
o 4100 aos0aae |1 A
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  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 cis-13-Octadecenoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.722 12.33 ng 499574  Phenanthrene-d10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 90
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 81
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 70
4 Oleic Acid 282 C18H3402 000112-80-1 60
5 9-Octadecenoic acid 282 C18H3402 002027-47-6 58

Abundance Scan 1774 (12.722 min): BF127774.D\data.ms (-1773) (- m/z 55.00 100.00%

55.0
5000
L—— [ —
39. 1 0.2 221.2 264.3 341, 12.50 13.00
o i AP 3wz 83.16 65.49%
m/z--> 50 200 250 300
Abundance #176218. C|s-13-0ctadecenoic acid
53.0

—

5000 T i =T
12.50 13.00
m/z 69.10 63.77%
s 1370 180.0 2220 2040
0 ”‘\“‘\“”\‘“\“\‘1\‘\\\\|\‘\\\‘\\\\
100

miz-> 50 150 200 250 300
Abundance #176229: trans-13-Octadecenoic acid
55.0
12ﬂ50 13ﬂ00
5000 m/z 41.10  60.86%
97.0
s LILLLLEm0 00 220 2500
miz-> 50 100 150 200 250 300
Abundance #176224: 9-Octadecenoic acid, (E)- — P
55.0 12.50 13.00
m/z 43.10 50.48%
97.0
5000 /UL
37.0 264.0
[o) S ‘M‘\\!\ u‘mh\}‘ m‘\h “%‘8?'9‘\2‘2\\\2‘9‘ R I L .
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  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 11 9-Octadecenoic acid, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.316 4.38 ng 197435  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 62
2 Oleic Acid 282 (C18H3402 000112-80-1 52
3 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 50
4 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 46
5 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 46

Abundance Scan 1875 (13.316 min): BF127774.D\data.ms (-1874) (-, m/z 55.10 100.00%

5]:
5000 J&NMMMW
— —r
| 1391 1971 250.3293.3 2411 13.00 13.50
ol Ll : m/z 69.10 73.54%
mlz--> 50 100 150 200 250 300 350
Abundance #176224: 9-Octadecenoic acid, (E)-
53.0
5000 A T
13.00 13.50
s6n0 m/z 74.00  58.26%
oL— ‘M‘ ‘\! H \\M\mhh M‘H\ ‘h‘ | ‘(\)‘%2\\\2‘9‘ | B e
miz--> 50 150 200 250 300 350
Abundance #176208: Oleic Acid
55.0
= D e
13.00 13.50
5000 m/z 97.10  54.01%
264.0
H 0.0222.0
oL— ‘M‘ ‘ M‘\m“h mh\ h o] L e
miz--> 50 150 200 250 300 350
Abundance #229545: cis-Methyl 11-eicosenoate — ——
55.0 13.00 13.50
m/z 83.10 50.48%
5000
292.0
37.0 208.0 250.0
olso | | S O S B
m/z--> 50 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  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 Hexadecanoic acid, 15-methy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.392 4.94 ng 222303  Chrysene-di2 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 98
2 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 98
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91

Abundance Scan 1888 (13.392 min): BF127774.D\data.ms (-1885) (-] m/z 74.00 100.00%

74.0
5000
A
1431 1300 1350
! 1852 2272 2833 3363 ; :
oww_“wh o Sl TR m/z 87.05 74.42%
miz--> 100 150 200 250 300
Abundance #179165.Hexadecanmcacm,154nemyb,meﬂwleaer
74.0
5000 T —— wJ\/T‘"
13.00 13.50
143.0 284.0 m/z 43.10 45.13%
i 1 N M vl
O\\\\‘\\‘ ‘M‘H\‘\‘\\‘”\\\‘\“\\‘\\“‘”\\\‘\‘\\\\
miz--> 100 150 200 250 300
Abundance #232221: Eicosanoic acid, methyl ester
74.0
P P
13.00 13.50
5000 m/z 55.05  34.51%
143.0 326.0
29| L, T 19050 2
oHH_‘ b “mH_Hu_‘”_”w s
miz--> 100 150 200 250 300
Abundance #179144:HeMadecanMCacm,meﬁwleﬁer — ——
74.0 13.00 13.50
m/z 41.10 26.44%
- MKVANM/JkﬂANﬂVﬂﬂ%MK
284.0
143.0
ML o 20
oHH_‘”‘wmh"Huw‘””“mm_‘” — —
m/z--> 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 : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  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 13 Docosanoic acid, methyl ester  Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.063 4.85 ng 218368 Chrysene-di2 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 98
2 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Methyl stearate 298 C19H3802 000112-61-8 86
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 83

Abundance Scan 2002 (14 063 min): BF127774.D\data.ms (-1999) (1 m/z 74.00 100.00%
74.0
5000
143.0 S WS E—
il 199.1 2552 31133544540 14.00
ol hd b ST e P m/z 87.00 76.10%
mlz--> 50 100 150 200 250 300 350
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000 S ES T =
14.00
m/z 43.10 47.82%
29. 143.0 354.0 /
nm | 1990 2550 311.07
O \‘\“\‘\"H\‘\ \‘H\““\‘\‘\\‘\\\\“\\\\‘\\\\‘\‘\\\“\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #264191: Methyl 20-methyl-heneicosanoate
74.0
T \
14.00
5000 m/z 55.05 30.44%
143.0 354.0
311.0
199.0 255.0 ‘
A Mww ST TSN S
miz--> 100 150 200 250 300 350
Abundance #126207: Methyl tetradecanoate T ‘
74.0 14.00
m/z 57.10 30.01%
5000
143.0
LTI
0 Hw,mMH‘wm“Jm‘_m_m_m ‘ —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS vial : 23  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 14 Hexacosylamine, N,N-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.045 4.57 ng 170654  Perylene-di12 15.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosylamine, N,N-dimethyl- 409 C28H59N 1000406-30-8 64
2 N-[3-(Dimethylamino)propyl]piper... 405 C15H21F6N303 1000507-88-3 64
3 Benzedrex 155 C1@H21N 000101-40-6 64
4 (Cyclohexylmethyl)ethylamine 141 C9H19N 1000484-35-5 64
5 Dimantine 297 C20H43N 000124-28-7 59

Abundance Scan 2169 (15.045 min): BF127774.D\data.ms (-2166) (- m/z 58.10 100.00%
58.1

—

5000
15.00 |
157.1 ‘ :
bt i 22212811 30644302 534. ., 7310 7.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #307421: Hexacosylamine, N,N-dimethyl-
58.0
5000 At e
15.00
m/z 55.10 6.15%
L 212.0 296.0 408.0
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #305179: N-[3-(Dimethylamino)propyl]piperidine-4-carbo»
58.0

]

T \
15.00

5000 m/z 59.05 5.49%

,120.0180.0 245.0  336.0 405.0

-

0 b e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32344: Benzedrex T
58.0 15.00
m/z 157.10 4.95%
B VWUMW$wWWA%%MWMMNMM
0‘\\\‘9“'””‘\]\"\19"9”\‘\\\\,\\\\‘\m‘\m‘\m‘\m‘uu‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41222\
Data File : BF127774.D

Acqg On : 12 Apr 2022 22:58
Operator : CG\JU

Sample : N2360-03 10X

Misc

ALS Vvial : 23  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|
Tetradecane 9.916 4.1 ng 175547 3 9.998 857096 20.0
Heneicosane 10.416 4.0 ng 169751 3  9.998 857096 20.0
Heptadecane 10.892 5.5 ng 223910 4 11.492 810250 20.0
Hexadecanoic ac... 11.880 118.1 ng 4785620 4 11.492 810250 20.0
n-Hexadecanoic ... 12.010 4.3 ng 174050 4 11.492 810250 20.0
9,12-Octadecadi... 12.580 413.5 ng 16751200 4 11.492 810250 20.0
9-Octadecenoic ... 12.604 215.3 ng 8723670 4 11.492 810250 20.0
Methyl stearate 12.675 58.8 ng 2382450 4 11.492 810250 20.0
Linoelaidic acid 12.710 12.3 ng 497056 4 11.492 810250 20.0
cis-13-Octadece... 12.722 12.3 ng 499574 4 11.492 810250 20.0
9-Octadecenoic ... 13.316 4.4 ng 197435 5 14.139 900747 20.0
Hexadecanoic ac... 13.392 4.9 ng 222303 5 14.139 900747 20.0
Docosanoic acid... 14.063 4.8 ng 218368 5 14.139 900747 20.0
Hexacosylamine,... 15.045 4.6 ng 170654 6 15.657 747061 20.0
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