LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112124\
Data File : BF140560.D

Acqg On : 22 Nov 2024 02:13
Operator : RC/JU

Sample : P4924-01

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

Signal : TIC: BF140560.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.493 573 578 599 rBV 811202 1072057 79.79% 11.987%
2 6.504 744 750 766 rBV 871424 1135335 84.50% 12.695%
3 6.869 807 812 817 rBV 314360 377223 28.08% 4.218%
4 7.428 902 907 919 rBV 533781 708345 52.72%  7.920%
5 7.687 947 951 962 rVB 8624 15029 1.12% 0.168%

6 8.151 1025 1030 1044 rBV 363106 461326 34.33% 5.158%
7 9.222 1207 1212 1224 rBV 1036687 1343626 100.00% 15.024%
8 9.904 1323 1328 1338 rBV 378599 504730 37.56% 5.644%
9 10.622 1444 1450 1458 rBV 52864 69424 5.17% 0.776%
10 10.698 1458 1463 1479 rBV 547707 723811 53.87% 8.093%
11 11.398 1577 1582 1591 rBV 354117 461138 34.32% 5.156%
12 11.922 1664 1671 1683 rBV3 59876 106745 7.94%  1.194%
13 12.457 1757 1762 1765 rBV3 12654 25400 1.89% 0.284%
14 12.616 1785 1789 1801 rBV 23171 32878 2.45% ©.368%
15 12.845 1822 1828 1835 rBV 25328 40546 3.02% ©.453%
16 12.980 1846 1851 1859 rBV 813311 1057080 78.67% 11.820%
17 13.427 1924 1927 1931 rVB 12066 14072 1.05% ©.157%
18 13.904 2003 2008 2023 rVB8 17832 51866 3.86% ©.580%
19 14.045 2027 2032 2042 rVB 253469 364932 27.16% 4.081%
20 14.798 2157 2160 2166 rBv4 18792 27829 2.07% 0.311%
21 14.892 2172 2176 2181 rVB 52193 68129 5.07% ©.762%

22 15.533 2280 2285 2300 rVB 155650 281722 20.97% 3.150%

Sum of corrected areas: 8943243
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 22 Nov 2024 02:13
: RC/JU
: P4924-01

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112124\
BF140560.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112124\
Data File : BF140560.D

Acqg On : 22 Nov 2024 02:13
Operator : RC/JU

Sample : P4924-01

Misc

ALS vial : 23  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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.622 2.75 ng 69424  Acenaphthene-die 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
4 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 50
5 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 47
Abundance Scan 1450 (10.622 min): BF140560.D\data.ms (-1444) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1 _— .
10.50 11.00
152.1
bl e 3289 AT miz 77.10 67.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —t —
10.50 11.00
510 m/z 182.10  52.87%
Jero | 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
71.0
—— —
182.0 10.50 11.00
5000 m/z 51.10 25.07%
51.0 105.0
0270 ‘ 1280 1520 \
L L e R s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester —
105.0 10.50 11.00
m/z 183.10 8.87%
77.0
5000
51.0
I O A S i N [
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112124\
Data File : BF140560.D

Acqg On : 22 Nov 2024 02:13
Operator : RC/JU

Sample : P4924-01

Misc

ALS vial : 23  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 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.922 4.63 ng 106745  Phenanthrene-di10 11.398
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 1671 (11.922 min): BF140560.D\data.ms (-1664) (- m/z 73.00 100.00%
73.0
43.0
5000
129.1
213.2 T =
il AT
oWM;‘;W‘W“‘Jm”w‘w‘l m“Hw“”_Wm_m_h”wl_ m/z 43.05 83.31%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00 79.65%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0 T
’ 12.00
5000 129.0 m/z 55.05 67.96%
171.0
‘ 214.0
o LA
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 41.05 67.35%
5000 129.0
199.0
P ) e T 5
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112124\
Data File : BF140560.D

Acqg On : 22 Nov 2024 02:13
Operator : RC/JU

Sample : P4924-01

Misc

ALS vial : 23  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 4 Carbonic acid, octadecyl 2,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.004 2.8 ng s1866 Chrysene-dl2 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 93

2 1-Hexadecanol 242 C16H340 036653-82-4 87
3 n-Heptadecanol-1 256 C17H360 001454-85-9 87
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 Behenic alcohol 326 C22H460 000661-19-8 83
Abundance Scan 2008 (13.904 min): BF140560.D\data.ms (-2003) (- 83.10 100.00%
83.1
43.0
5000
25. 2301
, 14.00
o ‘ ‘ ‘ ‘ WH ! “ 28l 97.10  95.90%
miz--> 50 100 200 250
Abundance #323545: Carbonic acid, octadecyl 2,2,2-trichloroethyl es
83.0
43.0
5000
25.0 1400
m/z 55.10 82.37%
252.0
oL ‘\‘\“H‘HH\“H‘m““‘ \H \“\HHH\ P‘ T ‘H\ . “‘ . ‘L‘ S
m/z--> 50 100 150 200 250
Abundance #126369: 1-Hexadecano
55.0
——
97.0 14.00
5000 ITI/Z 69.10 82.22%
01‘4.9\\‘\ I L 1\\ 4300 190
miz--> 50 100 150 200 250
Abundance #143654: n-Heptadecanol-1 T
55.0 14.00
97.0 m/z 57.00  79.37%
5000
e | ||| 13%0 1680 2100239.0
= “‘ | A e e L R S ——
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112124\
Data File : BF140560.D

Acqg On : 22 Nov 2024 02:13
Operator : RC/JU

Sample : P4924-01

Misc

ALS vial : 23  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 5 Supraene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.892 4.84 ng 68129  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C1l6H26 062235-06-7 72
3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59
4 Furan, 3-(4,8-dimethyl-3,7-nonad... 218 C15H220 023262-34-2 58
5 trans-Farnesol 222 C15H260 000106-28-5 53
Abundance Scan 2176 (14.892 min): BF140560.D\data.ms (-2172) (- m/z 69.10 100.00%
69.1
P P
‘ | [1 1000 2631 3412 14-50 1500
o‘mMMM“M‘H 200283 342 mjz 81.10  54.50%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — —
14.50 15.00
m/z 41.10 24.21%
137.0
0270 d i)y ), 1910 2730 3410 410
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #96898: (3E,7E)-4,8,12-Trimethyltrideca-1,3,7,11-tetraen
69.0
P P
14.50 15.00
5000 m/z 95.10 15.24%
. \M |, 1370 2030
o‘w“ :M”‘mu“wmWm_m_m_mw
m/z--> 50 100 150 200 250 300 350 400
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t — ——
69.0 14.50 15.00
m/z 68.10 11.97%
5000
J 136.0
N EN T mu\ w‘t oo 2880 280320 i Y ey
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112124\
Data File : BF140560.D

Acqg On : 22 Nov 2024 02:13
Operator : RC/JU

Sample : P4924-01

Misc

ALS Vvial : 23  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|
Benzophenone 10.622 2.8 ng 69424 3 9.910 504730 20.0
n-Hexadecanoic ... 11.922 4.6 ng 106745 4 11.398 461138 20.0
Carbonic acid, ... 13.904 2.8 ng 51866 5 14.045 364932 20.0
Supraene 14.892 4.8 ng 68129 6 15.533 281722 20.0
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