LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc :

ALS vial : 6 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-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136255.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 3 8 21 rVB 379557 518368 9.05% 1.410%
2 2.240 23 26 33 rVB2 41721 61814 1.08% 0.168%
3 5.051 498 504 512 rVB 476692 621852 10.86% 1.692%
4 5.445 565 571 574 rBV 4248440 4295600 75.01% 11.687%
5 6.439 734 740 743 rBV 3960321 4358818 76.11% 11.859%

6 6.804 798 802 865 rBV 1039095 815852 14.25%
7 7.363 891 897 900 rBV 2769646 2777213 48.50%
8 8.080 1014 1019 1022 rBV 1215780 1116857 19.50%
9 9.163 1197 1203 1206 rBV 6133880 5726698 100.00% 15.

9.275 1219 1222 1227 rBV 67639 63137 1.10%

® U1 WwNN
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w
O
R

11 9.833 1311 1317 1321 rBV 1484754 1310930 22.89%
12 10.627 1447 1452 1456 rBV 3499158 3400275 59.38%
13 11.327 1567 1571 1574 rBV 1629406 1281323 22.37%

OO WOV w
IN
00
o)
R

14 11.868 1659 1663 1672 rBV2 277282 312575 5.46% 850%
15 12.545 1772 1778 1782 rBV 53848 65094  1.14% 177%
16 12.598 1784 1787 1791 rVWV 272977 219678 3.84% 0.598%
17 12.657 1794 1797 1867 rVV 153972 167521 2.93% 0.456%
18 12.751 1810 1813 1819 rVVv2 522301 498368 8.70% 1.356%
19 12.827 1824 1826 1831 rVB 72205 59091 1.03% 0.161%
20 12.927 1838 1843 1846 rBV 5151545 4817374 84.12% 13.107%
21 13.321 1907 1910 1915 rVB 129899 109661 1.91% ©.298%
22 13.415 1918 1926 1931 rBV 964985 931794 16.27%  2.535%
23 13.462 1931 1934 1937 rVV 324500 276263 4.82% 0.752%
24 13.510 1937 1942 1944 rVB2 73254 70665 1.23% ©0.192%
25 13.845 1996 1999 2012 rBv4 97697 232080 4.05% ©0.631%
26 13.980 2017 2022 2025 rBV 724278 677518 11.83%  1.843%
27 14.162 2049 2053 2057 rVB 69847 65109 1.14% ©.177%
28 14.468 2102 2105 2108 rBV 74790 67657 1.18% ©.184%
29 14.780 2152 2158 2164 rVB 68696 73534 1.28% 0.200%
30 15.127 2213 2217 2222 rBV 68880 79038 1.38% ©.215%
31 15.462 2268 2274 2280 rBV 530600 685955 11.98% 1.866%
32 15.521 2280 2284 2289 rVB 46143 63047 1.10% 0.172%
33 15.980 2356 2362 2369 rBV2 47895 75242 1.31% ©0.205%
34 16.509 2447 2452 2465 rVB3 32306 72664 1.27% 0.198%
35 17.668 2638 2649 2659 rBV6 142638 405182 7.08% 1.102%
36 18.174 2728 2735 2747 rVB4 98985 249652 4.36% 0.679%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 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-BF112723.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 18.480 2779 2787 2794 rBVlie 17838 64052 1.12% 0.174%

38 18.550 2794 2799 2810 rVB1le 24567 66874 1.17% ©.182%
Sum of corrected areas: 36754425
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\

: BF136255.D

: 28 Nov 2023 18:25
¢ CG\JU

. 05468-05

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF136255.D\data.ms

5.445
6.439

7.363

6.804

134 5.051

2240

Time-->

L
L LA L L B L L L L I L L L I L L L L O L L L L B DL Y IR B I

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 7.00 7.20 7.40 7.60

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF136255.D\data.ms
9.163

12.927

10.627

9.833 11.327

8.080

0
Time-->

11.868 1 el
Lo L e w3

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

o

Time-->

TIC: BF136255.D\data.ms

415

s 13.980 15.462
3.510 13@14.162 14.468 14780 15127 18521  15.980 16.509 17668 18174 198a®

‘ ‘ T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00 18.50

8270-BF112723.M Wed Nov 29 12:29:58 2023 Page: 3




Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
BF136255.D

: 28 Nov 2023 18:25
¢ CG\JU
. 05468-05

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Butane, 2-methoxy-2-methyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2.134 12.71 ng 518368 1,4-Dichlorobenzene-d4 6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 8 (2.134 min): BF136255.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
R Al Aak Ea AR RaaRsRRatE
| J $ 2.202.302.402.50
ol i 580 Il 880 w2 43.e5  39.28%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 L B B L L L L
43.0 2.202.302.402.50
‘ m/z 55.05 28.50%
27.0 8%.0
O\‘\\\\‘\ﬂ\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
PRI e T
2.202.302.402.50
5000 55.0 m/z 87.05 24.43%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ L e
m/iz--> o 20 40 80 100 120
Abundance #2245.Suane,teUanKthL A ARaEEEEREE
73.0 2.202.302.402.50
m/z 41.05 13.45%
5000
43.0
o R e e
m/z--> 0 20 40 60 80 100 120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25

Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.051 15.24 ng 621852 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 504 (5.051 min): BF136255.D\data.ms (-498) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R e aan
4.80 5.00 5.20 5.40
‘ 83.0 .
o-——yP—t———r—t—— m/z 59.10 60.33%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L I LN B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 20.53%
15.0 101.0
Wl | 83.0 | ‘
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R BAREEEREE
4.80 5.00 5.20 5.40
5000 m/z 58.05 17.53%
101.0
oL 180 | 600 840
i
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester  RRREEEERE
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.76%
5000 41.0
oo oo L
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.868 4.88 ng 312575 Phenanthrene-d10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 83

Abundance Scan 1663 (11.868 min): BF136255.D\data.ms (-1659) (- m/z 73.00 100.00%

73.0
5000 120.0
213.2 SN -
| 171ﬁ ‘ 256.1 1150  12.00
ol w‘\“ S O SR R - By S E S T R TN
50

miz--> 100 150 200 250 300

Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T RN
11.50 12.00
‘ 1710 213.0 256.0 m/z 60.00 83.08%
05— i“ T Hh“‘ M\ u \‘ T “\ \‘ \‘\ “ \“ e T “\ LA L
0

m/z--> 5 100 150 200 250 300
Abundance #109279: Tetradecanoic acid

73.0
— S
11.50 12.00

5000 129.0 m/z 57.05 75.91%
185.0
29. 228.0
ol ] 0 A
5

miz--> 100 150 200 250 300
Abundance #126199: Pentadecanoic acid e
73.0 11.50 12.00

m/z 55.00 70.21%

—

=

ﬁ

5000 129.0

199.0 2420

= T
m/z--> 50 100 150 200 250 300 11.50 12.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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, 2-methyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.598 3.43 ng 219678  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 90
2 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 43
3 2-Propanamine, N,2-dimethyl-N-ni... 116 C5H12N20 002504-18-9 43
4 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 38
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 38

Abundance Scan 1787 (12.598 min): BF136255.D\data.ms (-1784) (- m/z 57.05 100.00%

57.0
5000
239.3
A ‘
129.1 ‘ ‘ 12.50 13.00
A — u | Potu . 17h12088 | | 29701 L5610 90.42%
miz--> 50 100 150 200 250 300
Abundance  #214978: Hexadecanoic acid, 2-methylpropyl ester
57.0
5000 — A
239.0 12.50 13.00
m/z 41.05 36.76%
129.0 L
018 “W‘ \hﬁ?m‘p\h“‘\“\ T ‘%7\;\0‘\ T \‘\ T 1 T \7\2.\0\ 3‘1\‘2\(
miz--> 50 100 150 200 250 300
Abundance #3733: 1-Hexene, 4-methyl-
57.0
Pt ‘
12.50 13.00
5000 ITI/Z 43.10 36.03%
O
miz--> 50 100 150 200 250 300
Abundance #9077: 2-Propanamine, N,2-dimethyl-N-nitroso- P :
57.0 12.50 13.00
m/z 55.05 26.87%
5000
116.0
Y O S A ML
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\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.657 4.95 ng 167521  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1797 (12.657 min): BF136255.D\data.ms (-1794) (- 43.05 100.00%
43.0 73.0
1851 2412
284.1 12'50 13.00
Ol m/z 73.00  98.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284. o M
185.0 241.0 12.50 13.00

m/z 57.10  88.94%

‘!H‘\h‘ f”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43,0 73.0
A

T
12.50 13.00

o

-

5000 129.0 m/z 59.95 86.67%
199.0 2420
ol pma ||, |
m/z--> 20 40 60 80 100 120 140160180200220240260280
Abundance #109281: Tetradecanoic acid ==y T
73.0 12.50 13.00

m/z 55.00 76.22%

43.0
5000
129.0
185.0 228.0
“ ‘\ M‘ H“ HM‘ h“ M‘\ I A ‘ ‘ el e

m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.751 14.71 ng 498368 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 70
3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 60
4 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 43
5 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 32

Abundance Scan 1813 (12.751 min): BF136255.D\data.ms (-1810) (- m/z 56.05 100.00%
56.0
| 257 I
12.50 13.00
185.2 ‘ ,
0 — \“\ ‘\ H“ M\ \h‘ th ‘L L ‘ L 2%80‘ ——— ?1‘2“ m/z 57.95 69.64"0
m/z--> 50 100 150 200 250 300
Abundance #214941: Hexadecanoic acid, butyl ester
56.0
5000
12.50 13.00
‘ ‘ ‘ 2570 m/z 43.05 43.94%
ol . Kt ‘ . 18802100 | 312
miz--> 100 150 200 250 300
Abundance #214979:Hexadecanok:add,24neﬂwknopyleﬁer
56.0
=y o
12.50 13.00
5000 m/z 41.05 40.99%
257.0
129.0
LTS o 0 | | aa
0Lt M\HMMM” S i \J‘\ e
m/iz--> 50 100 150 200 250 300
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester P Lo
56.0 12.50 13.00
m/z 55.10 33.43%
5000
129 257.0
I L™
otk A i m“whm e T N R I 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\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Octadecanoic acid, 2-methyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.321 3.24 ng 109661  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 90
2 Butyl myristate 284 C18H3602 000110-36-1 58
3 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 38
4 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 35
5 2-Butyl-1-decene 196 C14H28 051655-65-3 35
Abundance Scan 1910 (13.321 min): BF136255.D\data.ms (-1907) (- m/z 57.10 100.00%
57.1
285.3 fLM‘ ‘ —=
97.1 13.00 13.50
Lo 151 a2 | | a5
0 e okt w7 i e — m/z 56.85 81.09%
m/z--> 50 100 150 200 250 300
Abundance  #249033: Octadecanoic acid, 2-methylpropyl ester
56.0
5000 “A‘ ‘ A
285.0 13.00 13.50
190 m/z 43.05 35.54%
3 ‘ 185.0 2410 ‘ ‘ 340.(
O' ‘\M“\\\‘\\‘\‘\‘\\\\“\‘\\‘\‘\\\}‘
miz--> 50 100 150 200 250 300
Abundance #179088: Butyl myristate
56.0
LY
13.00 13.50
m/z 41.10 32.36%
5000 229.0
‘ ‘ 1290 185.0 ‘ 284.0
omh‘” OH‘MH_‘H A
miz--> 50 100 150 200 250 300
Abundance #59102: Decane, 2,2,3-trimethyl- Aoy =
57.0 13.00 13.50
m/z 55.05 28.68%
o 20as00 Lyl
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF112723.M Wed Nov 29 12:30:10 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.415 27.51 ng 931794  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Octadecanamide 283 C18H37NO 000124-26-5 59
3 Palmitoleamide 253 C16H31NO 106010-22-4 50
4 Methyl 17-methoxy-10-methoxycarb... 386 C22H4205 1000110-20-7 43
5 2-Octanol, 2,6-dimethyl- 158 C10H220 018479-57-7 43
Abundance Scan 1926 (13.415 min): BF136255.D\data.ms (-1918) (- m/z 59.00 100.00%
59.0
5000 J
=
| 13.50
ol w‘ “‘H 1y M“ i, L 842 2383 2811 ., 72.10  63.76%
miz--> 100 150 200 250
Abundance #174775:94Ddadecenanﬂde,(2}
59.0
5000 R
13.50
29.0 m/z 55.10 40.85%
oL “‘ U \HH H‘ W M‘\ \‘\\F"z“ ot \‘ ‘18‘4‘0 , ‘2‘38"? . 2‘8“1‘0
miz--> 100 150 200 250
Abundance #177478: Octadecanamide
59.0
ALVSEREROYAN
13.50
5000 m/z 41.05 32.39%
)3 o0 e ven
— R R R N L
miz--> 50 100 150 200 250
Abundance #139496: Palmitoleamide — = L
59.0 13.50
m/z 43.05 24.39%
5000
12&0
290 || 950 %60 2100 2530
0k ‘M‘JN” \UWM}W”HMJ e —=
m/z--> 50 100 150 200 250 13.50

8270-BF112723.M Wed Nov 29 12:30:11 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.463 8.16 ng 276263  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 86
3 Butyl myristate 284 C18H3602 000110-36-1 74
4 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 1934 (13.462 min): BF136255.D\data.ms (-1931) (- m/z 56.05 100.00%

56.0
5000
129 0 285.3

185.2 13 50
h ‘H ?J \P LIl | 241.2 ‘ ‘ :

ol LK HH_MMHHHH“3‘4;0'; 57.05  61.56%
miz--> 50 100 150 200 250 300
Abundance #249007: Octadecanoic acid, butyl ester
56.0
285.0

5000
13 50

129.0 43.05 40.87%
\‘ || ‘ I \ L

‘ 185.0 241.0 340.(

bl 3 ‘\Mh\‘{‘\“\\‘\‘\“\\‘\ \“‘\\\‘\‘\\\\‘

m/z--> 50 100 150 200 250 300

Abundance #249033: Octadecanoic acid, 2-methylpropyl ester
56.0

o

13 50
5000 41.10 36.31%
285.0
129.0 185.0 241.0 340.(
o 30““”“‘”“Hu‘w”H‘_‘H“_H:‘
m/z--> 50 100 150 200 250 300
Abundance #179088: Butyl myristate ‘ S
56.0 13.50

m/z 55.10 31.75%

5000 229.0
‘ ‘ 129 0 185 0 284.0
0 i ‘ H d\p H“ ‘ ‘

m/z--> 50 100 150 200 250 300 13 50

??

8270-BF112723.M Wed Nov 29 12:30:13 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.509 2.09 ng 70665  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heptacosane 380 C27H56 000593-49-7 83
3 Octadecane 254 C18H38 000593-45-3 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Docosane 310 C22H46 000629-97-0 80
Abundance Scan 1942 (13.510 min): BF136255.D\data.ms (-1937) (- m/z 57.05 100.00%
57.0
5000
1350 |
41.1183.1 230.1 :
0 m‘w AL, “‘w“ﬁw et B2z 71010 61.98%
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 T
13.50
m/z 43.10 49.58%
oL ‘ || %9‘9 141.0183.0 226.0
\\\‘\ \\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
T [
13.50
5000 m/z 85.05 40.52%
0 \ \‘ | F ‘1‘410183022502670 323.0 380.
““ A e
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane Mol — ‘
57.0 13.50
m/z 55.10 22.71%
5000
iy \ | 14101830 2540
oL A L e || e e
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF112723.M Wed Nov 29 12:30:15 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Carbonic acid, hexadecyl pr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.845 6.85 ng 232080  Chrysene-di2 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 91
4 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 91
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 87
Abundance Scan 1999 (13.845 min): BF136255.D\data.ms (-1996) (- m/z 57.05 100.00%
57.0
- M
97 1 b S
13.50 14.00
127.1 169 1
- M“““u “‘ a2 21012411 2809 00 4310 62.96%
miz--> 50 100 150 200 250
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
5000 s e
13.50 14.00
97.0 m/z 71.05 59.55%
02‘7\‘;0\“\‘\‘ H‘ ‘\\12\70 1‘66‘ 0‘1‘96‘0‘ —— ‘2‘6‘9(‘)‘ ‘
miz-> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
— s
13.50 14.00
5000 m/z 85.10 46.17%
97.0
oF10L Ll AL 3210 1ev0 2240 207
m/iz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride = “
57.0 13.50 14.00
m/z 55.05 45.18%
5000 HAAA
AT T - LU RO
m/z--> 50 100 150 200 250 13.50 14.00

8270-BF112723.M Wed Nov 29 12:30:19 2023 Page: 14



Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\

Library Search Compound Report

Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Octacosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.780 2.14 ng 73534  Perylene-di12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2158 (14.780 min): BF136255.D\data.ms (-2152) (- m/z 57.05 100.00%
57.0

5000

.

: C
20 14.50 15.00
211.2281.1 o
0‘\\\‘\‘1‘\‘\1\111f‘m““‘w\m‘,mm‘w\m‘\\\\‘\\\\‘\m‘\m‘\m‘\m‘m m/z 71.05 66.41%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #298427: Octacosane
57.0
5000 e =
14.50 15.00
m/z 43.05 62.01%

ol L || }#7.0197.0 281.0 394.0

‘\H\‘\\H‘H\!‘HH’HH‘HH‘HH‘\H\‘\\H‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

-

Abundance #194590: Heneicosane
57.0
— —
14.50 15.00
5000 m/z 85.05 49.54%
J‘ 117701070 2960
(O e R L R ARR s s s e e RARRNRAS:

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane T L B e
57.0 14.50 15.00
m/z 55.05 21.89%
5000
o /] 1 | }27:0197.0 267.0337.0407.0 491.0562.0
B e e ——
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50 15.00

8270-BF112723.M Wed Nov 29 12:30:20 2023

Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.127 2.30 ng 79038  Perylene-di12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hentriacontane 437 C31He64 000630-04-6 87
Abundance Scan 2217 (15.127 min): BF136255.D\data.ms (-2213) (-} ' m/z 57.10 100.00%
57.1
ol 1500 1550
252.1 . .
ok u“ A u‘!w‘w“‘ ! “%4‘41]{ SO e S m/z 71.10  64.09%
mi/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 I e
15.00 15.50
m/z 43.10 58.08%
9.0
0 \‘ “\ ‘H\ I H‘ | :‘I‘.4‘19 1830 225.0 282.0
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 46.38%
9.0
0 ‘ w‘\ l uh\ \h\ “\‘ h‘ %4%? ]\'830 2250 2670 3090 367(
el e e
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0 15.00 15.50
m/z 55.00 26.57%
5000
9.0
Ll 141018302050 2050 3520
L I AR M A e SIS — ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF112723.M Wed Nov 29 12:30:22 2023 Page: 16



Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25

Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Tetratetracontane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.980 2.19 ng 75242  Perylene-di12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2362 (15.980 min): BF136255.D\data.ms (-2356) (- m/z 57.00 100.00%
57.0

-

5000
}‘J P 70 5395 16.00
O b b m/z 71.08  62.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176384: Eicosane
57.0
5000 P
16.00
m/z 43.05 56.31%
| Pﬁ 197.0 282.0
0 H‘H\\\\\\\4‘\‘%\‘\\\\1\H‘\HHHHHHHHHHHH\H
R U LA A A AR AR AR SRR AR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

i

Abundance #347241: Tetratetracontane
57.0
16.00
5000 ITI/Z 85.05 51.38%
0 JHHHZJ?;szm 0337.0407.0 491.0562.0
et e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane ey B =
57.0 16.00
m/z 55.05 19.71%
5000
ol 1l 1122701970 281.0  394.0
“HW‘HW‘H‘MH"H‘_‘HM‘HM‘HM‘H‘HH‘HH‘H‘WH‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00

8270-BF112723.M Wed Nov 29 12:30:24 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 15 Heptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.509 2.12 ng 72664  Perylene-di12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
5 Octacosane 394 C28H58 000630-02-4 80

Abundance Scan 2452 (16.509 min): BF136255.D\data.ms (-2447) (-] ' m/z 57.05 100.00%

57.0
5000
16.50 |
o_Hj_th‘lwﬂM,‘a%“9‘2‘7‘5‘3“1‘Hwmwwwwwwww m/z 71.00  62.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane
57.0
5000 Ay ‘
16.50
m/z 43.10 49.96%
O”[J\ﬂlwﬁlrhi%l‘gz‘oze7o3800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane
57.0
T \
16.50
5000 ITI/Z 85.05 44 . 86%
ol LLIE %2970 30903790
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane WWMwuthﬁﬁ‘ Ity
57.0 16.50
m/z 55.00 31.04%
B W
0 HJ 27.0197.0267.0337.0  463.0 561.0
RN R L o e e A AR AEREaRARS —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.50

8270-BF112723.M Wed Nov 29 12:30:25 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 16 D-Friedoolean-14-en-3-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.668 11.81 ng 405182  Perylene-di12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 94
2 cis-(-)-2,4a,5,6,9a-Hexahydro-3,... 204 C15H24 1000104-20-1 50
3 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 46
4 .alpha.-Guaiene 204 C15H24 003691-12-1 45
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 45
Abundance Scan 2649 (17.668 min): BF136255.D\data.ms (-2638) (- m/z 133.00 100.00%
550 1330 2042
300.1
5000
T —
‘ 409.3 17.50 18.00
] L7l m/z 204.20  86.08%
miz--> 50 100 150 200 250 300 350 400
Abundance #315414: D- Friedoolean-14-en-3-one
04.0 300.0
133.0
5000 Copo W
424.( 17.50 18.00
m/z 55.05 85.05%
ok \‘ N n\h \\‘\\ \H\ \“ \“ “u‘ | ““ A ‘} ‘L‘
miz--> 100 150 200 250 300 350 400
Abundance #80356. cis-(-)-2,4a,5,6,9a-Hexahydro-3,5,5,9-tetramethy
g’J
41.0
— —
204.0 17.50 18.00
5000 m/z 95.00 77 .92%
161 0
l u\m»»__M,W_WW
m/z--> 50 100 150 200 250 300 350 400
Abundance #200074: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-€ o —
285.0 17.50 18.00
m/z 300.15 65.28%
5000 189.0
69.0
128.0 ‘ ‘
oL ‘h “\‘ dha ‘\ \‘L\‘\ \H‘m “\hu“w\wh\u ‘H‘M‘ \‘ ‘H‘H‘z?‘é ‘Q‘ T N B ma — —
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00

8270-BF112723.M Wed Nov 29 12:30:27 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 17 Lup-20(29)-en-3-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.174 7.28 ng 249652  Perylene-d12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 92
2 Guaia-9,11-diene 204 C15H24 1000374-19-8 53
32,6,6,9,2',6',6',9'-Octamethyl-[... 418 C3@H50 1000189-48-2 52
4 Olean-13(18)-ene 410 C30H50 003399-27-7 43
5 cis-Chrysanthenol 152 C10H160 055722-60-6 42
Abundance Scan 2735 (18.174 min): BF136255.D\data.ms (-2728) (- m/z 109.00 100.00%
109.0 205.1
55.0
5000 \/v\ m
' 313.2 O et
“ | 409.3 18.00 1850
0 ‘1“‘“‘_”‘ Lol iz e3.e0  98.71%
miz--> 50 100 150 200 250 300 350 400
Abundance #315403: Lup-20(29)-en-3-one
109.0 205.0
i w”%w
5000
18 00 18 50
T 313.0 m/z 95.05 91.71%
oL ‘L\\‘H\ M\ “’\ ! h\ ‘ “L “‘ \‘\‘\%‘E[ — ‘hh\‘ - ?(‘3? ‘0‘ ‘ ‘\ ,
m/z--> 50 100 150 200 250 300 350 400
Abundance #80159: Guaia-9,11-diene
93.
189.0 1 UL
18.00 18.50
m/z 205.05 91.31%
5000 41.0
1 T
m/z--> 50 100 150 200 250 300 350 400
Abundance #308275: 2,6,6,9,2',6',6',9'-Octamethyl-[8,8bi[tricyclo[5.4 A/‘WA‘WMTW\ ; ‘Wwf\w
205.0 18.00 18.50
m/z 81.10 85.60%
5000 95.0
149.0 410.0
Oji\\\Z%%wO il b5
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136255.D

Acqg On : 28 Nov 2023 18:25
Operator : CG\JU

Sample : 05468-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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|
Butane, 2-metho... 2.134 12.7 ng 518368 1 6.804 815852 20.0
2-Pentanone, 4-... 5.051 15.2 ng 621852 1 6.804 815852 20.0
n-Hexadecanoic ... 11.868 4.9 ng 312575 4 11.327 1281320 20.0
Hexadecanoic ac... 12.598 3.4 ng 219678 4 11.327 1281320 20.0
Octadecanoic acid 12.657 5.0 ng 167521 5 13.980 677518 20.0
Hexadecanoic ac... 12.751 14.7 ng 498368 5 13.980 677518 20.0
Octadecanoic ac... 13.321 3.2 ng 109661 5 13.980 677518 20.0
9-Octadecenamid... 13.415 27.5 ng 931794 5 13.980 677518 20.0
Octadecanoic ac... 13.463 8.2 ng 276263 5 13.980 677518 20.0
Hexadecane 13.509 2.1 ng 70665 5 13.980 677518 20.0
Carbonic acid, ... 13.845 6.8 ng 232080 5 13.980 677518 20.0
Octacosane 14.780 2.1 ng 73534 6 15.462 685955 20.0
Eicosane 15.127 2.3 ng 79038 6 15.462 685955 20.0
Tetratetracontane 15.980 2.2 ng 75242 6 15.462 685955 20.0
Heptacosane 16.509 2.1 ng 72664 6 15.462 685955 20.0
D-Friedoolean-1... 17.668 11.8 ng 405182 6 15.462 685955 20.0
Lup-20(29)-en-3... 18.174 7.3 ng 249652 6 15.462 685955 20.0
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