LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140607.D

Acqg On : 25 Nov 2024 17:15
Operator : RC/JU

Sample : P4892-04

Misc :

ALS vial : 5 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140607.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.492 573 578 595 rBV 782418 1060882 42.29% 8.881%
2 6.504 744 750 766 rBV 755356 998343 39.80% 8.357%
3 6.869 807 812 823 rBV 311064 375630 14.98%  3.144%
4 7.428 902 907 934 rBV 754911 1027172 40.95%  8.599%
5 8.151 1025 1030 1048 rBV 356101 474414 18.91% 3.971%

6 9.222 1207 1212 1243 rBV 1588272 2020226 80.54% 16.911%
7 9.904 1323 1328 1340 rBV 420737 542458 21.63% 4.541%
8 10.698 1457 1463 1478 rBV 1031783 1413271 56.34% 11.831%
9 11.392 1576 1581 1590 rBV 422554 572370 22.82% 4.791%
10 11.916 1665 1670 1683 rBV3 13986 29119 1.16% 0.244%

11 12.980 1845 1851 1862 rBV 1933619 2508357 100.00% 20.998%

12 14.045 2027 2032 2044 rVB 353712 471472 18.80%  3.947%
13 14.239 2054 2065 2076 rBV9 14781 47562 1.90% 0.398%
14 14.904 2173 2178 2186 rVB 35253 48801 1.95% ©.409%
15 15.551 2281 2288 2303 rVB 209409 355860 14.19% 2.979%

Sum of corrected areas: 11945937
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 25 Nov 2024 17:15
: RC/JU
: P4892-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
BF140607.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140607.D

Acqg On : 25 Nov 2024 17:15
Operator : RC/JU

Sample : P4892-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 unknownl4.239 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.239 2.02 ng 47562  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Hydroxymethyl)-2,4-dimethyl-4... 260 C15H1604 1005254-37-4 37
2 Jacquinelin 262 C15H1804 007726-34-3 27
3 2H-1-Benzopyran-2-one, 6-(2,3-di... 278 C15H1805 036149-96-9 16
4 .alpha.-Cyano-4-hydroxycinnamic ... 189 C10H7NO3 028166-41-8 14
5 2-Phenyl-1,3-thiazole-5-carbalde... 189 C10H7NOS 001011-40-1 12
Abundance Scan 2065 (14.239 min): BF140607.D\data.ms (-2054) (- m/z 189.10 100.00%
189.1
43.0
5000
92.9 121.1
D e e
0 _H‘_H“H“‘HM T m/z 66.10%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #148261: 2-(Hydroxymethyl)-2,4- d|methyl -4a,10a-dihydra
89.0
121.0
5000
14 00 14 50
242.0 m/z 190.20  41.57%
90 0 | a0 || |
O ’\\\\“H\H‘\“\‘\‘H“‘Hl‘\‘\‘H\‘HH‘HH‘\\H‘H‘H“‘\H‘\‘\‘\‘H‘\\H}HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #150562: Jacquinelin
189.0
—— —
14.00 14.50
91.0 -
5000 55.0 133.0161.0 m/z 175.10 40.207%
244.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170657: 2H-1-Benzopyran-2-one, 6-(2,3-dihydroxy-3-me —— —
189.0 14.00 14.50
m/z 203.10 38.76%
5000
220.0
59.0 131.0159.0 278.0
e ] | |
0l rrrefebet bbbl el e S B -
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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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\BF112524\

BF140607.D
: 25 Nov 2024 17:15
: RC/JU
: P4892-04
5 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Supraene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.904 2.74 ng 48801  Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 87
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 86
4 trans-Farnesol 222 C15H260 000106-28-5 72

5 (2E,6E)-3,7,11-Trimethyldodeca-2... 376 C25H4402 078368-57-7 72

Abundance Scan 2178 (14.904 min): BF140607.D\data.ms (-2173) (-] ' m/z 69.10 100.00%

69.1
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—T
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oL by ‘“w“m\ et e M/z 81,05 51.02%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
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15.00
m/z 41.10  21.80%
137.0
077 o bbl g, 1910 273.0 3410 410.
\\\‘\\\‘\\\\‘\\1\‘WWWW‘I\\\‘\\\\‘\\\\‘\\

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

¥

Abundance #308258: Squalene
69.0
15.00
5000 ITI/Z 95.10 13.45%
121.0
0220 || ,1750 23102730 3410 a0,
e e e e S
m/z--> 50 100 150 200 250 300 350 400 m
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- WNT ; ——
69.0 15.00
m/z 68.10 12.33%
5000
136.0
D
POl aosozwo L
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140607.D

Acqg On : 25 Nov 2024 17:15
Operator : RC/JU

Sample : P4892-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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|
unknown14.239 14.239 2.0 ng 47562 5 14.045 471472 20.0
Supraene 14.904 2.7 ng 48801 6 15.551 355860 20.0
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