LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41335.D

Acqg On : 08 Aug 2023 19:13
Operator : MA/JU

Sample : 03919-04

Misc :

ALS vial : 7 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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41335.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.898 283 291 297 rBV 58105 90095 1.43% 0.258%
2 5.357 362 369 383 rBV 2135009 3142443 49.99% 9.013%
3 6.963 635 642 661 rBV 2081754 3277575 52.13%  9.400%
4 7.404 710 717 726 rBV3 27933 64857 1.03% 0.186%
5 7.781 774 781 790 rBV 468391 722607 11.49% 2.072%

6 8.957 973 981 994 rBV 1257946 2080108 33.09%  5.966%
7 10.586 1250 1258 1273 rBV 572290 984048 15.65%  2.822%
8 13.063 1673 1679 1696 rBV 3173156 4505850 71.67% 12.923%
9 13.339 1718 1726 1739 rBV 590003 944910 15.03% 2.710%
10 14.445 1908 1914 1930 rBV 820371 1249050 19.87%  3.582%

11 15.951 2163 2170 2186 rBV 2636117 3770100 59.97% 10.813%
12 17.209 2375 2384 2389 rBV 1041806 1445051 22.99%
13 18.115 2530 2538 2557 rBV 808842 1446433 23.01%
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=
N
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R

14 19.056 2695 2698 2705 rVB4 65288 79005 1.26% 227%
15 19.280 2732 2736 2743 rVB2 59162 97456  1.55% 280%
16 19.392 2751 2755 2772 rBV 325856 588619 9.36% 1.688%
17 19.645 2795 2798 2807 rVB2 49429 80634 1.28% 0.231%

18 19.850 2827 2833 2843 rBV 5233353 6286754 100.00% 18.031%
19 20.544 2945 2951 2957 rBV 300738 395812 6.30% 1.135%
20 21.121 3045 3049 3056 rBV 320154 448139
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21 21.415 3094 3099 3104 rBV 1259343 1603478 25.51%  4.599%
22 23.780 3495 3501 3513 rVB 795047 1564023 24.88% 4.486%

Sum of corrected areas: 34867047
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
BMO41335.D

: 08 Aug 2023 19:13
: MA/JU
. 03919-04

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

5000000

4000000

3000000

2000000

1000000

0
Time-->

5.357

4.898

TIC: BM041335.D\data.ms

6.963

8.957

7.781
7.404

10.586

350 400 450 500 550 6.00 6.50

700 750 800 850 9.00

9.50

10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

13.063

14.445
13.339

TIC: BM041335.D\data.ms

15.951

17.209

18.115
19.392

19.

850

20.54

19.0856290.9.645

0
Time--> 1

2.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

5000000

4000000

3000000

2000000

1000000

21.415
23.780

21.121

TIC: BM041335.D\data.ms

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41335.D

Acqg On : 08 Aug 2023 19:13
Operator : MA/JU

Sample : 03919-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.898 2.49 ng 90095 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 35
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 23
Abundance Scan 291 (4.898 min): BM041335.D\data.ms (-283) (-) m/z 43.00 100.00%
5000
101.0 e
| ‘ ( 4.60 4.80 5.00 5.20
ol 2069 2804 ) 59.00  60.36%
miz-> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B LA R
4.60 4.80 5.00 5.20
101.0 m/z 101.00 22.81%
0
miz--> 50 100 150 200 250
Abundance
43.0
A Ra e RamEEEE T
4.60 4.80 5.00 5.20
5000 m/z 57.95 14.05%
129.0
013.0 86.0
i —— — ——
miz--> 50 100 150 200 250
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester R RAEEE NS
43.0 4.60 4.80 5.00 5.20
m/z 41.00 7.72%
5000
101.0
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41335.D

Acqg On : 08 Aug 2023 19:13
Operator : MA/JU

Sample : 03919-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.339 15.13 ng 944910  Acenaphthene-di1e 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
4 Diacetamate 193 C1OH11NO3 002623-33-8 59
5 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 59

Abundance Scan 1726 (13.339 min): BM041335.D\data.ms (-1718) (- m/z 43.00 100.00%

43.0
109.0
5000 1511

L THQM\‘ 13.00 1350

7
‘ 193.0 280.¢ )
Ol bt il My b 21980 2804 /7 109.00  78.80%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol

43.0 109.0
151.0

5000
13. 00 13 50

m/z 151.05 48.03%

O\\\‘H‘\\“\H“\L"\‘t\\”“?‘\”\‘HHN\“\H‘\“\\1\’\\‘\\]‘-\9\%‘OHH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
109.0
13. 00 13 50
5000 151.0 m/z 40.95 23.16%
0 32.0 79.0
T T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester)
43.0 109.0 13. 00 13 50

m/z 69.00 16.83%

5000
80.0
‘ 151.0 A
L

m/z--> 20 40 60 80 100120140160180200220240260280 13. 00 13 50

8270-BM072823.M Wed Aug 09 04:34:06 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41335.D

Acqg On : 08 Aug 2023 19:13
Operator : MA/JU

Sample : 03919-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.115 20.02 ng 1446430  Phenanthrene-d10 17.209
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 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2538 (18.115 min): BM041335.D\data.ms (-2530) (- | m/z 73.00 100.00%
73.0
5000
129.0
213.1 e ——
‘ 171.1 ‘ 256.1 18.00 18.50
0 A i w3840, ee.ee  81.15%
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T T T
18.00 18.50
‘ 171.0 213.0 256.0 m/z 43.00 77.94%
0 ‘\“h“‘ 1‘”“\“} \“‘\ \‘ \‘\ “ \“\ b “‘\ L e e
miz--> 50 100 150 200 250 300 350
Abundance
73.0
— =
18.00 18.50
5000 m/z 41.00 64 .68%
129.0
29.0 185.0 228.0
ol Al sl e
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid — =
73.0 18.00 18.50
m/z 54.95 62.29%
5000 129.0
29. 171.0
‘ 214.0
0 Aol L m“_‘u”_m_‘”_ — —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\

Data File : BM@41335.D

Acqg On : 08 Aug 2023 19:13
Operator : MA/JU

Sample : 03919-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

Quant Title

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

: 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 4 Octadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.392 7.34 ng 588619 Chrysene-d12 21.415
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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 2755 (19.392 min): BM041335.D\data.ms (-2751) ({ m/z 73.00 100.00%
73.0
5000 128.9 L
185.1 2412 e e
390 ‘ ‘ 284.1 19.00 19.50
0 b L B0 4300 90.67%
miz-> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
5000 = ——
129.0 19.00 19.50
m/z 60.00 83.24%
29. 1850 5410 284.0
0 \Hh“‘ “\‘H“\M \"‘\ \‘ \“\ " Ty \“‘ T \“\ T T
miz--> 50 100 150 200 250 300
Abundance
73.0
— —
19.00 19.50
5000 129.0 m/z 57.00 69.38%
29.0
199.0 242.0
0 163.0
— e A e
miz--> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid T —
73.0 19.00 19.50
m/z 55.00 68.78%
129.0 256.0
5000
213.0
g LT
0 011 5 N po W
m/z--> 50 100 150 200 250 300 19.00 19.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
BMO41335.D

: 08 Aug 2023 19:13
: MA/JU
. 03919-04

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 9-Octadecenamide, (Z)-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.544  4.94ng 395812  Chryseme-diz 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (z)- 281 Cl8H3SNO 000301-02-0 99

2 Octanamide

3 Dodecanamide

4 Butan-2-yl(ethyl)amine
5 13-Docosenamide, (Z)-

C8H17NO
C12H25NO
C6H15N
C22H43NO

000629-01-6 53
001120-16-7 50
021035-44-9 43
000112-84-5 38

Abundance Scan 2951 (20.544 min): BM041335.D\data.ms (-2945) (- | m/z 58.95 100.00%
59.0
5000 J\‘A
‘ 20.50 |
126.0 .
0 “AMNWWLWWJW:W"???P‘u‘??%?‘?4%9““4?91 m/z 72.00  73.90%
miz--> 50 100 150 200 250 300 350 400
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 > ‘
20.50
m/z 55.00 38.43%
126.0
O L‘\ ‘\“M H}“i“m\“‘““‘ ‘\‘M\“‘\ t "\1\8\4\.‘0\ T \2\8\1\(‘)\ L B
m/z--> 50 100 150 200 250 300 350 400
Abundance
59.0
T \
20.50
5000 ITI/Z 41.00 33.46%
143.0
-t
m/z--> 50 100 150 200 250 300 350 400
Abundance #74753: Dodecanamide T ‘
59.0 20.50
m/z 43.00 25.59%
128.0
0 | 199.0 —
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41335.D

Acqg On : 08 Aug 2023 19:13
Operator : MA/JU

Sample : 03919-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 E-14-Hexadecenal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.121 5.59 ng 448139  Chrysene-di12 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
Abundance Scan 3049 (21.121 min): BM041335.D\data.ms (-3045) (- | m/z 57.00 100.00%
571.0
= —
21.00 21.50
208.0 281.0
ol JH‘ Ly bt e ot 4299 4830 h s 55 e 91.38%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #121278: E-14-Hexadecenal
43.0
7.0
5000 e —
21.00 21.50
m/z 83.05 91.32%
L aseo 20
O\\\ ‘\\\\H‘J\\‘\I\‘\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
== —
21.00 21.50
5000 110 m/z 43.00  91.21%
0 167.02220 308.0
R e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #259982: Pentacos-1-ene — —
55.0 21.00 21.50
m/z 69.00 82.56%
o LU 670 asa0 0 S|
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41335.D

Acqg On : 08 Aug 2023 19:13
Operator : MA/JU

Sample : 03919-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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|
2-Pentanone, 4-... 4.898 2.5 ng 90095 1 7.781 722607 20.0
2,4,7,9-Tetrame... 13.339 15.1 ng 944910 3 14.445 1249050 20.0
n-Hexadecanoic ... 18.115 20.0 ng 1446430 4 17.209 1445050 20.0
Octadecanoic acid 19.392 7.3 ng 588619 5 21.415 1603480 20.0
9-Octadecenamid... 20.544 4.9 ng 395812 5 21.415 1603480 20.0
E-14-Hexadecenal 21.121 5.6 ng 448139 5 21.415 1603480 20.0
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