LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050123\
Data File : BF133172.D

Acqg On : 01 May 2023 23:50
Operator : CG\JU

Sample : 02563-01

Misc :

ALS Vvial : 18 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133172.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.704 270 275 280 rVB 39703 58967 1.46% 0.202%
2 4.916 478 481 488 rVB 54163 70591 1.75% 0.242%
3 5.340 548 553 556 rBV 3979268 3784453 93.67% 12.988%
4 6.369 723 728 731 rBV 3585514 3499679 86.62% 12.011%
5 6.728 786 789 793 rBV 1371147 1091927 27.03% 3.747%

6 7.292 881 885 888 rBV 2565620 2159177 53.44% 7.410%
7 8.010 1004 1007 1011 rBV 1696922 1479209 36.61% 5.077%
8 9.092 1187 1191 1194 rBV 4790945 4040169 100.00% 13.866%
9 9.763 1302 1305 1309 rVB 1841496 1515537 37.51% 5.201%
10 10.475 1423 1426 1430 rVB 837446 731845 18.11% 2.512%

11 10.551 1435 1439 1442 rBV 2597598 2215257 54.83% 7.603%
12 10.675 1457 1460 1465 rBV2 37581 52459 1.30% 0.180%
13 10.786 1476 1479 1485 rVB 58615 59662 1.48% ©.205%
14 11.245 1553 1557 1560 rBV 1852610 1468154 36.34% 5.039%
15 11.651 1623 1626 1631 rBV 91540 85224  2.11% 0.292%

16 11.786 1645 1649 1652 rBV2 685021 622130 15.

5 2.

17 12.333 1739 1742 1744 rBV 288804 248392 6.15% ©.852%
18 12.357 1744 1746 1748 rVB 199722 152995 3.79% ©.525%
19 12.457 1758 1763 1766 rBV2 116966 138286 3.42% 0.475%
20 12.569 1779 1782 1787 rBV 242155 258649 6.40%  ©0.888%
21 12.680 1799 1801 1805 rVB 109140 98140 2.43% 337%
22 12.833 1823 1827 1830 rBV 4039303 3402663 84.22% 11.678%
23 13.074 1866 1868 1872 rBV2 59194 65115 1.61%

24 13.880 2001 2005 2008 rBV 1142399 1078174 26.69%
25 15.304 2243 2247 2251 rBV 696028 761302 18.84%
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Sum of corrected areas: 29138156
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 May 2023 23:50
¢ CG\JU
. 02563-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
BF133172.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF133172.D\data.ms

5.340
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TIC: BF133172.D\data.ms
9.092

12.833

10.551

. 11.245
8.010 9.763

0
Time-->

T o T — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

4000000

3000000

2000000

1000000

Time-->

TIC: BF133172.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133172.D

Acqg On : 01 May 2023 23:50
Operator : CG\JU

Sample : 02563-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1
R.T. EstConc Area Relative to ISTD R.T.
10.475 9.66 ng 731845  Acenaphthene-di10 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methylbenzamide, N-trifluoroac... 231 C1OH8F3NO2 1000446-91-5 47
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 47
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 1426 (10.475 min): BF133172.D\data.ms (-1423) (|  m/z 105.05 100.00%
105.1
77.0
5000 182.1
511 .l
10.50
152.1
bt b 200 m/z 77.05 61.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 U
10.50
510 m/z 182.10  47.92%
0 2?0 L 152.0
\\\‘\\\\“\\\\’\\\”\‘\\\\‘\\\\‘\\\\’\\1‘\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112230: N-Methylbenzamide, N-trifluoroacetyl-
105.0
——
10.50
5000 77.0 m/z 51.10 25.63%
51.0
o270 | 231.0
R e RARARRARARE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52288: Benzenebutanoic acid, .gamma.-oxo- —
105.0 10.50
m/z 106.00 8.03%
5000 77.0
51.0
27.0 1330 1790
O e e T e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133172.D

Acqg On : 01 May 2023 23:50
Operator : CG\JU

Sample : 02563-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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.
11.786 8.47 ng 622130  Phenanthrene-di10 11.245
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Octanoic acid 144 C8H1602 000124-07-2 41

Abundance Scan 1649 (11.786 min): BF133172.D\data.ms (-1645) (- m/z 73.00 100.00%

43.1 73.0
5000 129.0
2132 —— ——
1.2 ‘ 256.3 11.50 12.00
RN m”mhw mm‘hm“_“”_‘Hu\mw‘wmw m/z 43.10  94.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 LN U
11.50 12.00
167.01g5 02130  256.0 m/z 59.95 91.83%

O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—— —
43.0 11.50 12.00
5000 129.0 m/Z 57.10 78.23%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid = —
43.0 73.0 11.50 12.00
m/z 41.05 72.79%
5000 129.0
199.0
e e T
o%ﬁﬂk“JﬂNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ = —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133172.D

Acqg On : 01 May 2023 23:50
Operator : CG\JU

Sample : 02563-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.333 3.38 ng 248392  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 98
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 94
5 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 93
Abundance Scan 1742 (12.333 min): BF133172.D\data.ms (-1739) (|  m/z 67.00 100.00%
67.0
5000
09.1
— ——
149.1 206.2 12.00 12.50
0l | ‘LH ‘\’\ | \;Hh\ " H\w‘ H“‘\H ‘\\ o ‘M ‘\h“ ‘ ; 26‘2 ‘1 ‘29‘4“' m/z 81.10 90.09%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 — —
12.00 12.50
m/z 55.10 73.15%
I 262.0294.(
0 T T } ’
miz-> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
— ——
12.00 12.50
5000 m/z 41.10 63.98%
29.0 09.0
294.C
oL LIl ) ‘\ M\ uh i ‘uh m ‘d .. 2230 2630°7%
m/iz--> 150 200 250
Abundance #191920: 9,12- Octadecadienoic acid (Z,2)-, methyl ester — —
67.0 12.00 12.50
m/z 95.10 56.38%
5000
09.0
‘ 2630294.(
oy mﬂwwmﬁwzﬁﬂ‘u‘w o
m/z--> 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133172.D

Acqg On : 01 May 2023 23:50
Operator : CG\JU

Sample : 02563-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 11-Octadecenoic acid, methy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.357 2.08 ng 152995  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 94
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 90
5 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 87
Abundance Scan 1746 (12.357 min): BF133172.D\data.ms (-1744) (1 ' m/z 55.10 100.00%
5[:
5000 971 MMF
‘ | ‘ 1490 2062 2641 12.00 12:50
ol ! m/z 74.00  51.54%
miz--> 50 100 150 200 250 300
Abundance #194425: 11-Octadecenoic acid, methyl ester
55.0
5000 97.0 s : ‘wkﬂ’% :
12.00 12.50
m/z 69.10 50.31%
370 180.0 222.0 264.0
0150 HH‘ \“\ ‘1‘ L ey \h\ \2\97‘(\)\
miz-> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
— ——
12.00 12.50
5000 7.0 m/z 97.10 47.97%
37.0 180.0 222.0 264.0
o e b L 12970
m/iz--> 50 100 150 200 250 300
Abundance #194450: 9-Octadecenoic acid, methyl ester, (E)- — ——
55.0 12.00 12.50
m/z 41.10 47.15%
5000 97.0
264.0
37.0 180.0 2220
15.0 b | h 297.0
0! . — e
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133172.D

Acqg On : 01 May 2023 23:50
Operator : CG\JU

Sample : 02563-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.569 4.80 ng 258649  Chrysene-di12 13.880
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 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Hexadecyl nonyl ether 368 C25H520 1000406-37-7 38
Abundance Scan 1782 (12.569 min): BF133172.D\data.ms (-1779) (- m/z 43.10 100.00%
43.1
5000 129.0 WwwAwﬂNAﬂAywkwMﬂMNJ
3.1
1852  241.2 e :
‘ 284.3 12.50
0 s b L L8200 5y a5 82.06%
miz-> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
50007 28.0 284.0 1 T
1850 2410 12.50
‘ m/z 73.00 79.21%
ok ‘\“‘ “Hh“m\‘u‘\‘w} H“‘ ‘ L ‘L e “ o ““ 1 ‘\‘ : “‘ Do
miz--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid
73.0
71 T
12.50
5000 129.0 m/z 60.00 68.06%
29.
199.0 242.0
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid =
43.0 256.0 12.50
m/z 41.10 67.78%
5000
129.0
3.0 213.0
‘ 171.0 ‘
oLl— “\ “whh“\ “\‘H“\‘N il | “ “ “‘u\‘ N “‘ C ——
m/z--> 50 100 150 200 250 300 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133172.D

Acqg On : 01 May 2023 23:50
Operator : CG\JU

Sample : 02563-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 10.475 9.7 ng 731845 3 9.763 1515540 20.0
n-Hexadecanoic ... 11.786 8.5 ng 622130 4 11.245 1468150 20.0
9,12-Octadecadi... 12.333 3.4 ng 248392 4 11.245 1468150 20.0
11-Octadecenoic... 12.357 2.1 ng 152995 4 11.245 1468150 20.0
Octadecanoic acid 12.569 4.8 ng 258649 5 13.880 1078170 20.0

8270-BF042123.M Tue May 02 13:34:21 2023 Pag 8



