LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46715.D

Acqg On : 18 Jul 2024 23:21

Operator : MA/JU

Sample : P3246-16

Misc . WC-CTW2-BL-04

ALS Vvial : 16 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-BM071724 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@46715.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.358 60 63 68 rBv 70270 82366 2.58% ©.375%
2 4.681 283 288 296 rVB 91520 124533 3.91% 0.567%
3 5.128 356 364 372 rBV 1431633 1938902 60.81% 8.826%
4 6.687 621 629 639 rVB 1477811 2168107 68.00% 9.870%
5 7.487 757 765 772 rVB 426314 665772 20.88% 3.031%

6 8.628 947 959 966 rBV 897480 1425155 44.70% 6
7 10.245 1226 1234 1242 rBV 535627 865947 27.16%  3.942%
8 10.998 1356 1362 1370 rBV 43746 77381 2.43% ©
9 12.745 1652 1659 1666 rBV 2181087 3129783 98.16% 14.248%
10 14.133 1887 1895 1901 rBV 796149 1181682 37.06% 5.379%

11 14.363 1928 1934 1935 rBv4 30383 34453 1.08% ©.157%
12 14.386 1935 1938 1946 rVB6 36846 74243 2.33% 0.338%

13 15.627 2139 2149 2157 rBV 2024465 2727255 85.53% 12.415%
14 16.886 2357 2363 2368 rBV 907143 1282797 40.23% 5.840%
15 17.821 2516 2522 2528 rBV 258476 369047 11.57% 1.680%

16 18.951 2711 2714 2720 rVB 39689 51277 1.61% 0.233%
17 19.027 2723 2727 2730 rBv4 30140 40248 1.26% ©.183%
18 19.109 2737 2741 2753 rBV 98505 164407 5.16% ©.748%
19 19.315 2773 2776 2779 rVB 33803 38959 1.22% 0.177%

20 19.539 2808 2814 2821 rBV 2702263 3188555 100.00% 14.515%

21 19.704 2839 2842 2847 rBV4 25827 32446 1.02% 0.148%

22 20.851 3033 3037 3043 rVB2 149137 209946 6.58% 0.956%

23 21.056 3070 3072 3076 rBV2 39757 50609 1.59% 0.230%

24 21.109 3076 3081 3086 rVV 752071 984441 30.87% 4.481%

25 23.874 3544 3551 3559 rVB 483483 1058571 33.20% 4.819%
Sum of corrected areas: 21966882
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46715.D

Acqg On : 18 Jul 2024 23:21

Operator : MA/JU

Sample : P3246-16

Misc . WC-CTW2-BL-04

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM046715.D\data.ms
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Abundance TIC: BM046715.D\data.ms
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Abundance TIC: BM046715.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46715.D

Acqg On : 18 Jul 2024 23:21

Operator : MA/JU

Sample : P3246-16

Misc WC-CTW2-BL-04

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.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 Propylene Glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.358 2.47 ng 82366 1,4-Dichlorobenzene-d4 7.487

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 80
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
3 Isopropyl Alcohol 60 C3H80 000067-63-0 50
4 2,4-Pentanediol 104 C5H1202 000625-69-4 38
5 2-Octanol, (S)- 130 C8H180 006169-06-8 9
Abundance  Scan 63 (3.358 min): BM046715.D\data.ms (-60) (-) m/z 45.00 100.00%
45.0
5000 A\
e ARmmE R
3.20 3.40 3.60
Obrrrrrreoplberib o 82 2848 22LL sz 43,00 24.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1083: Propylene Glycol
45.0
5000 LN L L L B B B B B
3.20 3.40 3.60
m/z 61.00 7.98%
O\\]\-\9“.9\”\\"“1‘\\1“\\\\.‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1091: R-(-)-1,2-propanediol
45.0
ARRmEE S
3.20 3.40 3.60
5000 m/z 42.00 6.43%
19.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #342: Isopropyl Alcoho
45.0 3.20 3.40 3.60
m/z 44.00 5.62%
- AMW\/\WJLNWM
19.
oHu“‘ﬁ“‘m‘,“‘mm‘HH_H‘,‘Hwm‘_m_m_mww AR Rt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 3.40 3.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BM046715.D
: 18 Jul 2024
: MA/JU

. P3246-16

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\

23:21

: 16 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

\WC-CTW2-BL-04

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.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 2 (+-)-4-Amino-4,5-dihydro-2(...

4.681

EstConc

3.74 ng

Concentration Rank 3

Area Relative to ISTD R.T.
124533 1,4-Dichlorobenzene-d4 7.487
D MW MolForm CASH# Qual

Hit# of

5 Tentative

1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2

016504-58-8 72
000123-42-2 50
000540-88-5 45
000627-02-1 38
000993-07-7 38

m/z 43.00 100.00%

4.40 4.60 4.80 5.00

m/z 59.00 52.37%

4.40 4.60 4.80 5.00

m/z 101.10  22.58%

4.40 4.60 4.80 5.00

m/z 58.00 13.42%

4.40 4.60 4.80 5.00

m/z 39.10 10.90%

2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202
4 Propane, l-ethoxy-2-methyl- 102 C6H140
5 Silane, trimethyl- 74 C3H1esi
Abundance Scan 288 (4.681 min): BM046715.D\data.ms (-283) (-)
43.0
59.0
5000
101.1
73.1
O prrreprerrprreslbeeproble e 888 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4542 (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
5000 101.0
28.0 59.0
15.0 ‘ ‘ ‘ 84.0
O \\\‘\\“\‘.\‘\\\“\“‘\\\\‘H\}\\‘\}11i\\\7\1‘[\.9\\‘\‘!\\‘\\\\‘}\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000
20.0 101.0
O o e 730,880
m/z--> 10 20 30 40 50 60 70 80 90 100 110

4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46715.D

Acqg On : 18 Jul 2024 23:21

Operator : MA/JU

Sample : P3246-16

Misc WC-CTW2-BL-04

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.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.
17.821 5.75 ng 369047 Phenanthrene-d10 16.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Undecanoic acid 186 C11H2202 000112-37-8 60
4 Tetradecanoic acid 228 C14H2802 000544-63-8 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2522 (17.821 min): BM046715.D\data.ms (-2516) (- | m/z 73.00 100.00%
43.1 73.0
129.1
5000 213.2
171.2 256.1 = v
o T LT
0~ ‘LM”“WM NW‘MNNHW)Wuu“WM H‘M - m/z 43.10 93.68%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
17.50 18.00
1710 213.0 256.0 m/z 41.10 90.40%
0\\\\“‘ m\hH\ ‘H‘\ m‘ \\\‘\“ “w‘\“"\““
miz--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
e
43.0 730
2y —
17.50 18.00
5000 129.0 m/z 60.00 80.32%
171.0
T
0 . “\‘ H‘H‘\ HH“\ ‘\\‘H“\ {‘H\‘h} “ ’m“ L “‘ ‘ “‘ T
miz--> 50 100 150 200 250
Abundance #60689: Undecanoic acid e T
60.0 17.50 18.00
m/z 55.10 75.58%
5000
29.0 129.0
186.0
0L— ““ U\‘n“ H‘H M‘F H‘ " ‘H\“ “ ’ | “‘ ! 7 o
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46715.D

Acqg On : 18 Jul 2024 23:21

Operator : MA/JU

Sample : P3246-16

Misc WC-CTW2-BL-04

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.110 3.34 ng 164407  Chrysene-di12 21.109
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 46
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 45
Abundance Scan 2741 (19.109 min): BM046715.D\data.ms (-2737) (- | m/z 73.00 100.00%
73.0
5000
185.1 241.2
284.1 I ——
19.00 19.50
0! m/z 43.10 92.55%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — —
’ 284.0 o
185.0 5410 ‘ m/z 41.00 79.89%
O\\“\H‘ m‘\‘ﬂh“w w““\‘ ‘L“\“‘ ‘\‘\‘ “\‘\““““““
miz--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid
73.0
—— —
19.00 19.50
5000 129.0 m/z 55.00 76.11%
185.0
29. 228.0
0 ‘JMMHW\M‘Hj\MH\\L\\‘\\\\ 7
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid —— —
73.0 19.00 19.50
m/z 60.00 67.97%
5000 129.0
29.
199.0 242.0
0 ; H\“H‘\ w‘”} H‘\N‘\‘m} “‘\ ‘ “ “ ;‘\‘ ‘\‘ ; I e
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46715.D

Acqg On : 18 Jul 2024 23:21

Operator : MA/JU

Sample : P3246-16

Misc WC-CTW2-BL-04

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071724.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 1-Docosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.851 4.27 ng 209946  Chrysene-di2 21.109
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Octacosyl acetate 452 C30H6002 018206-97-8 93
Abundance Scan 3037 (20.851 min): BM046715.D\data.ms (-3033) (- | m/z 55.05 100.00%
55.0
5000 WJ\N\A/\W
— ——
207.0
39 0 20.50 21.00
0L \“\ “ d Mm ™ \”‘ o 2‘6‘5‘:}‘ - ‘3‘4‘2‘1 401 m/z 43.10 96.53%
miz--> 50 100 150 200 250 300 350 400
Abundance #209740: 1-Docosene
57.0
5000 11.0 T T
308.0 20.50 21.00
m/z 57.05 92.35%
OLS-J Wi |\ hsomso |
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol
57.0
— ——
1110 20.50 21.00
5000 ’ m/z 83.10 83.79%
ol il ‘H‘ M ‘h ?195 0237.0280.0322.0 378.0
g b o e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #308226: Octacosanol T —
83.0 20.50 21.00
m/z 69.10 72.70%
5000
41, 25.0
392 0
obd A LLL L 1125702090 264.0307.0340.0°57 7 S
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@71824\
Data File : BM@46715.D

Acqg On : 18 Jul 2024 23:21

Operator : MA/JU

Sample : P3246-16

Misc . WC-CTW2-BL-04

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@71724.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|
Propylene Glycol 3.358 2.5 ng 82366 1 7.487 665772 20.0
(+-)-4-Amino-4,... 4.681 3.7 ng 124533 1 7.487 665772 20.0
n-Hexadecanoic ... 17.821 5.8 ng 369047 4 16.886 1282800 20.0
Octadecanoic acid 19.110 3.3 ng 164407 5 21.109 984441 20.0
1-Docosene 20.851 4.3 ng 209946 5 21.109 984441 20.0
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