LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101123\
Data File : BF135713.D

Acqg On : 11 Oct 2023 15:10
Operator : CG\JU

Sample : 04656-15

Misc :

ALS Vvial : 12 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135713.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.769 281 286 295 rVB3 36328 64025 2.12% 0.376%
2 5.040 498 502 515 rBV 111355 139969 4.63% 0.821%
3 5.375 556 559 577 rBV 1019869 1269043 42.00% 7.447%
4 6.386 729 731 748 rBV 649607 859550 28.45% 5.044%
5 6.739 788 791 798 rBV 628218 549927 18.20%  3.227%

6 7.310 883 888 902 rBV 1830936 1896817 62.78% 11.131%
7 8.016 1005 1008 1015 rBV 733065 670600 22.20%  3.935%
8 9.098 1187 1192 1195 rBV 3414477 3021303 100.00% 17.729%
9 9.774 1303 1307 1311 rBV 940660 796357 26.36% 4.673%

9.804 1311 1312 1320 rVB3 26870 33311 1.10% ©.195%

11  9.998 1342 1345 1348 rBV3 29054 33215

12 10.574 1439 1443 1454 rBV 1710807 1777898 58.85% 10.433%

N R AR
w
»
5

13 10.669 1456 1459 1464 rVB 149730 131172 0.770%
14 10.763 1472 1475 1479 rBV2 20206 38166 26%  0.224%
15 11.110 1531 1534 1537 rBV 84563 75158 49%  0.441%

16 11.269 1558 1561 1565 rBV 903060 775208 25.66%
17 11.339 1569 1573 1576 rVV2 158240 143230  4.74%
18 11.810 1650 1653 1657 rBV 405328 424086 14.04%

o h~NO P
H
(o]
o]
R

19 12.598 1784 1787 1805 rVB 633457 709990 23.50% 166%

20 12.798 1817 1821 1829 rVB2 31973 58446 1.93% 343%

21 12.868 1829 1833 1836 rBV 2623493 2343208 77.56% 13.750%

22 13.904 2002 2009 2011 rBV3 49514 86019 2.85% 0.505%

23 13.933 2011 2014 2022 rVB 525679 524753 17.37% 3.079%

24 15.033 2198 2201 2205 rVB2 31441 34036 1.13% ©.200%
3.

25 15.404 2260 2264 2274 rBV 397753 586074 19.40%

Sum of corrected areas: 17041561
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 11 Oct 2023 15:10
¢ CG\JU
. 04656-15

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101123\
BF135713.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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2000000

1500000

1000000
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TIC: BF135713.D\data.ms

13.933

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T 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-BF091123

.M Thu Oct 12 11:57:51 2023 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101123\
Data File : BF135713.D

Acqg On : 11 Oct 2023 15:10
Operator : CG\JU

Sample : 04656-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknownl@.669 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.669 3.38 ng 131172  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-1,1,1,4,4,5,5,5-octaflu... 248 CSHCIF8 1000461-23-0 25
2 4-Propylphenol, TMS 208 C12H200Si 959006-64-5 10
3 Boron, diethyl(4-methyl-3,5-hept... 208 C12H25BN2 136705-02-7 9
4 Phenanthridine 179 C13HSN 000229-87-8 9
5 2-Chloro-6-quinolinol 179 C9H6CINO 577967-89-6 9
Abundance Scan 1459 (10.669 min): BF135713.D\data.ms (-1456) (- m/z 57.05 100.00%
57.0 178.9
5000 1429
235.0 T ‘ T T ‘ T
“ 97.9 ‘ ) 10.50 11.00
o b bbb L8820 178,00 89.54%
m/z--> 50 100 150 200 250 300
Abundance #133627: 2-Chloro-1,1,1,4,4,5,5,5-octafluoropent-2-ene
179.0
129.0
5000 e et
10.50 11.00
70 m/z 41.10  49.21%
0280 ‘\\‘}‘\‘\\ \‘\2\2‘\9‘.\()’\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #84981: 4-Propylphenol, TMS
179.0
— —
10.50 11.00
5000 m/z 180.90 39.26%
73.0
0 290 \‘M\‘ 1359 ‘\ “ ‘\
et
m/iz--> 50 100 150 200 250 300 JL
Abundance #85016: Boron, diethyl(4-methyl-3,5-heptanediiminato-N, 4 S
179.0 10.50 11.00
m/z 142.95 37.66%
5000
0 27\;0\ 66.0 l3§q u“ H I A
e ——— P —
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101123\
Data File : BF135713.D

Acqg On : 11 Oct 2023 15:10
Operator : CG\JU

Sample : 04656-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknownll.339 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.339 3.70 ng 143230  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-(4-hydroxy,6-(2-butyl)oxy)-... 250 C14H1804 1000454-72-2 12
2 4-Butylbenzoic acid, pentadecyl ... 388 C26H4402 1000292-32-8 10
3 Benzo[g]isoquinoline 179 C13HSN 000260-32-2 10
4 4-Butylbenzoic acid, hexadecyl e... 402 C27H4602 1010292-32-9 10
5 5-Isobenzofurancarboxylic acid, ... 304 C18H2404 054699-44-4 10
Abundance Scan 1573 (11.339 min): BF135713.D\data.ms (-1569) (- m/z 178.90 100.00%
178.9
so00{ 070
249.0
98.9 11.00 11.50
I 11 P O O .- e s
miz--> 50 100 150 200 250 300 350
Abundance #135588: 1,1'-(4-hydroxy,6-(2-butyl)oxy)-1,3-phenylene)b
179.0
5000 == —
11.00 11.50
430 m/z 43.10 48.21%
0 \\‘\ ‘\"”‘\ ‘\‘\]\-9‘5\-9\ ™ \“\ \“ T \2\540\0\ L B
miz--> 50 100 150 200 250 300 350
Abundance #294320: 4-Butylbenzoic acid, pentadecyl ester
179.0
= =
11.00 11.50
5000 m/z 41.10 47 .50%
136.0
o0 |
B o W O I X
m/z--> 50 100 150 200 250 300 350
Abundance #53946: Benzo[g]isoquinoline e —
179.0 11.00 11.50
m/z 180.90  43.58%
5000
76.0 k
126.0
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101123\
Data File : BF135713.D

Acqg On : 11 Oct 2023 15:10
Operator : CG\JU

Sample : 04656-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.810 10.94 ng 424086  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1653 (11.810 min): BF135713.D\data.ms (-1650) (- m/z 43.10 100.00%
43.1
73.0
5000
129.0
213.2 T T
| H1 10 | 15711851 ‘ o555 11.50 12.00
0“wu‘ﬂw‘ WUﬂmNWHMWM‘WH‘M‘wwjmq‘uwﬂuw‘uw“ m/z 60.00 95.57%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 —  —
213.0 11.50 12.00
‘ 157.0185.0 m/z 73.00 86.58%
O
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— e
11.50 12.00
5000 129.0 m/z 57.10 82.26%
199.0
L | e T
CTXTH 0 Y O
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #109281: Tetradecanoic acid = i
73.0 11.50 12.00
43.0 m/z 41.05 74.28%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101123\
Data File : BF135713.D

Acqg On : 11 Oct 2023 15:10
Operator : CG\JU

Sample : 04656-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.598 18.32 ng 709990  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1787 (12.598 min): BF135713.D\data.ms (-1784) (- m/z 43.10 100.00%
43.1
5000
129.0
' 185.2 T T
H H‘ | 2412 on3 1250 13.00
b Ml L ‘L el m/z 57.05  82.68%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 28.0 284.0 — —
1850 2410 12.50 13.00
m/z 59.95 79.42%
oL HM\ i “‘\‘ ‘L NE “ ‘\“‘ | ‘\‘ : “‘ [
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
—= ‘
12.50 13.00
m/z 72.95 75.80%
5000 284.0 /
3.0 129.0
| ‘ ‘ 185.0 2410
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid = ‘
73.0 12.50 13.00
m/z 55.10 73.08%
5000 129.0
29.0
‘ 199.0 242 0
OH“H‘ e Y
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101123\
Data File : BF135713.D

Acqg On : 11 Oct 2023 15:10
Operator : CG\JU

Sample : 04656-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.798 2.23 ng 58446  Chrysene-d12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 94
2 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 72
3 2H,8H-Benzo[1,2-b:3,4-b"']dipyran... 228 C14H1203 000523-59-1 64
4 3-Chloro-N,N-diethyl-4-nitroaniline 228 C10H13C1N202 1010110-36-0 59
5 2H,8H-Benzo[1,2-b:5,4-b"']dipyran... 228 C14H1203 000553-19-5 59
Abundance Scan 1821 (12.798 min): BF135713.D\data.ms (-1817) (- m/z 213.05 100.00%
2181
5000
119.0 e
12.50 13.00
390 77.1 ‘ 152.1 . K
O by 1““““» o a2 2, ‘ ‘ B 7 119,00 22.66%
miz--> 50 100 150 200 250
Abundance #109420: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000 ki W
12.50 13.00
119.0 m/z 214.10  18.63%
65.0
0 \2\7;0‘\‘ ‘”\“\‘\ \“““\ gy ‘1\6‘5\.0\ ™ \‘\ ‘\ L
miz--> 50 100 150 200 250
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol
213.0
b v
12.50 13.00
5000 m/z 228.20 16.42%
119.0
ol 290 650 | 1650 \ 270.0
g by
miz--> 50 100 150 200 250 /\
Abundance #109202: 2H,8H-Benzo[1,2-b:3,4-b']dipyran-2-one, 8,8-di S NS AT I |
213.0 12.50 13.00
m/z 91.00 13.22%
5000
63, 128.0
0270 | 930 | 1580 | | |
e e P P
m/z--> 50 100 150 200 250 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101123\
Data File : BF135713.D

Acqg On : 11 Oct 2023 15:10
Operator : CG\JU

Sample : 04656-15

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
unknown10.669 10.669 3.4 ng 131172 4 11.269 775208 20.0
unknown11.339 11.339 3.7 ng 143230 4 11.269 775208 20.0
n-Hexadecanoic ... 11.810 10.9 ng 424086 4 11.269 775208 20.0
Octadecanoic acid 12.598 18.3 ng 709990 4 11.269 775208 20.0
Phenol, 4,4"'-(1... 12.798 2.2 ng 58446 5 13.933 524753 20.0
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