LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133059.D

Acqg On : 26 Apr 2023 11:38

Operator : CG\JU

Sample : 02427-06 :
Misc : 20230344-COMP-22

ALS vial : 4 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: BF133059.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.934 475 484 489 rBV 52646 71948 1.93% 0.240%
2 5.351 550 555 558 rBvV 3898548 3599010 96.68% 11.982%
3  6.375 724 729 739 rBV 3342228 3722550 100.00% 12.393%
4 6.739 787 791 794 rBV 1363391 1105424 29.70% 3.680%
5 7.298 882 886 889 rBV 2388050 2235731 60.06% 7.443%

6 8.022 1005 1009 1012 rBV 2027162 1517925 40.78%
7 9.098 1188 1192 1195 rVB 4416064 3429026 92.11% 11.
8 9.774 1303 1307 1310 rBV 2038903 1636119 43.95%

9 9.980 1338 1342 1347 rBV2 37104 45814  1.23%
10 10.057 1351 1355 1359 rBV 37535 42728 1.15%
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11 10.486 1424 1428 1431 rBV 234326 184049  4.94%
12 10.557 1436 1440 1444 rBV 2394616 2287085 61.44%
13 11.257 1555 1559 1562 rBV 1885164 1747674 46.95%
14 11.327 1568 1571 1575 rVB 67637 60302 1.62%
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15 11.792 1641 1650 1660 rVB2 327126 507231 13.63% 689%
16 12.563 1775 1781 1795 rVB2 571535 1109631 29.81% 3.694%
17 12.845 1824 1829 1832 rBV 3706046 3495755 93.91% 11.638%
18 13.310 1902 1908 1914 rBV9 32267 75424 2.03% 0.251%
19 13.757 1980 1984 1987 rVB 50053 53911 1.45% 0.179%
20 13.833 1988 1997 2002 rBV4 88533 274815 7.38% 0.915%
21 13.886 2002 2006 2010 rVB 1250152 1141367 30.66% 3.800%
22 14.068 2033 2037 2041 rVB 63386 73638 1.98% 0.245%
23 14.374 2085 2089 2094 rVB 88962 94944 2.55% 0.316%
24 14.539 2112 2117 2124 rBV3 56094 120681 3.24% 0.402%
25 14.674 2137 2140 2144 rVB 92512 93656 2.52% 0.312%
26 14.998 2190 2195 2199 rVB 92664 114318 3.07% 0.381%
27 15.309 2243 2248 2252 rBV 919778 1037273 27.86% 3.453%
28 15.362 2253 2257 2261 rVB 66122 90364 2.43% 0.301%
29 15.774 2324 2327 2332 rVB2 46908 68785 1.85% 0.229%
Sum of corrected areas: 30037178
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Apr 2023 11:38
¢ CG\JU
: 02427-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
BF133059.D

20230344-COMP-22

: 4 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133059.D

Acqg On : 26 Apr 2023 11:38

Operator : CG\JU

Sample 1 02427-06 :
Misc : 20230344-COMP-22

ALS vial : 4 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 4
R.T. EstConc Area Relative to ISTD R.T.
10.486 2.25 ng 184049  Acenaphthene-di10 9.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
4 N-Methylbenzamide, N-chlorodiflu... 247 C10H8C1F2NO2  1000446-98-2 47
5 5-0xo-5-phenylpentanenitrile 173 C11H11NO 1000486-83-7 47
Abundance Scan 1428 (10.486 min): BF133059.D\data.ms (-1424) (| m/z 105.10 100.00%
105.1
77.0 182.1
5000
51.0 L
10.50
152.1
bbb A28 0 0L m/z 77.e5  56.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000 U
182.0 10.50
51.0 m/z 182.16  54.80%
O 27\.0 ‘\ HM 15\2'0 H
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘1\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90576: 1-Propanone, 2-bromo-1-phenyl-
105.0
——
10.50
5000 m/z 51.00 24.20%
77.0
51.0
0 270 | 133.0 212.0
R R EAARRmmEEE SRS Eemme
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40879: N-Methoxy-N-methylbenzamide gL
105.0 10.50
m/z 181.10 9.83%
77.0
5000
51.0
0. 280 || 10 150 N S
R R T R e R e il
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133059.D

Acqg On : 26 Apr 2023 11:38

Operator : CG\JU

Sample 1 02427-06 :
Misc 20230344-COMP-22

ALS vial : 4 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.
11.792 5.80 ng 507231 Phenanthrene-d10 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1650 (11.792 min): BF133059.D\data.ms (-1641) (- m/z 73.00 100.00%
43.1,73.0
5000 129.1
213.2 T —
‘ ‘ ﬂ?LZ ‘ 256.3 11.50 12.00
0b—— M, JWJWNM‘McN L L‘M‘\“‘M‘ ‘M‘ ; m/z 43.10 98.38%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 T
11.50 12.00
97.0 o 2130 2560 m/z 60.00  95.39%
[o) Mm— ‘M’ W w‘H‘\‘\‘ Mhuw ;‘u‘\‘n} ‘\ | “‘ “ “‘ \‘ ““ L “\‘ ——
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.
43.0 0
= —
11.50 12.00
5000 129.0 m/z 57.10 78.63%
‘ 1850 540 284l
oL ‘\“ H’ M\\ \‘H““M”‘L ‘1‘““0“1 i - L —— ‘L — ““
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 55.10 72.07%
5000 129.0
‘ 199.0 2420
ol W,u\‘ il HHM“H H\M‘L il ‘\“1‘61.0{\‘ \i . ‘\“ . m——— -
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133059.D

Acqg On : 26 Apr 2023 11:38

Operator : CG\JU

Sample 1 02427-06 :
Misc : 20230344-COMP-22

ALS vial : 4 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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.563 12.70 ng 1109630  Phenanthrene-d10 11.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 1781 (12.563 min): BF133059.D\data.ms (-1775) (- m/z 43.10 100.00%
43.1 73.0
5000 129.1
1852 2413 . T \
L
ob—— ‘; Ll W “H‘h‘ Hh‘h “‘H‘\‘m‘\ o b Lob \“ ol - “‘ m/z 73.00 90.82%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 ~— :
129.0 1250
‘ 185.0 atlo 284 m/z 60.00 80.21%
ob— \“ \“\ W \‘H““u”‘\‘ W‘H‘\“h; i - L - ‘L - ““
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
T [
43.0 12.50
5000 m/z 57.10 79.08%
129.0
185.0 228.0
oL— “‘ \“J ‘u‘u‘ ‘um \\‘H‘L ;ML‘ ol . ul “\‘ R _
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.50
m/z 41.10 70.88%
5000 129.0
‘ 199.0 2420
ol ‘;M‘H‘n i “HM\‘H uh\‘\‘ M‘u‘\ “‘ H{Gn-q“ L _— “‘ — S
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133059.D

Acqg On : 26 Apr 2023 11:38

Operator : CG\JU

Sample 1 02427-06 :
Misc 20230344-COMP-22

ALS vial : 4 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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.833 4.82 ng 274815  Chrysene-di12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 87
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 87
Abundance Scan 1997 (13.833 min): BF133059.D\data.ms (-1988) (- m/z 57.05 100.00%
57.0
5000 MMM
1350  14.00
208.0 . .
o A2 200000y R MR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107216: Hexadecane
57.0
5000 — ——
13.50 14.00
m/z 43.10 65.33%
iz, 20
O\H\‘\TT\WT\‘\%‘\TH‘HH‘HH‘\H\‘H\\‘\\H‘H\\‘HH‘HH‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
— ——
13.50 14.00
5000 m/z 85.10 47 .85%
o ‘HF-MZT‘OH:LQ?OZG?O%?O 463.0 533.0 604.
e A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #277469: Carbonic acid, eicosyl vinyl ester — —
57.0 13.50 14.00
m/z 55.10 37.36%
- W
o“h 1960 2800 I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133059.D

Acqg On : 26 Apr 2023 11:38

Operator : CG\JU

Sample 1 02427-06 :
Misc : 20230344-COMP-22

ALS vial : 4 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 Octacosane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.539 2.11 ng 120681  Chrysene-di12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 2117 (14.539 min): BF133059.D\data.ms (-2112) (- m/z 57.10 100.00%
57.1
1450 |
411 207.1 .
oL h‘ b H LY I RRTET e 2811‘ 3850 AL 4310 59.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 —— :
14.50
9.0 m/z 71.05 56.81%
oLy L1 341.0183.0225.0267.0300.0. 3650
\\\‘\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl-
57.0
T T
14.50
5000 m/z 85.05 47 .29%
oLl \\ (14101830 257061 0323.0
e e A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #176387: Eicosane T ‘
57.0 14.50
m/z 69.15 16.14%
5000
282.0
“ \ 141018302250
ol b L T .
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133059.D

Acqg On : 26 Apr 2023 11:38

Operator : CG\JU

Sample 1 02427-06 :
Misc 20230344-COMP-22

ALS vial : 4 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 6 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.998 2.20 ng 114318 Perylene-di2 15.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 89
3 Hexacosane 366 C26H54 000630-01-3 87
4 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2195 (14.998 min): BF133059.D\data.ms (-2190) (- m/z 57.10 100.00%
57.1
} 9.0 “Od
15.
4111832 252.2
S — ﬂh‘ w‘m“L Lafpaaede ol 3880400 7110 69.52%
miz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 IR
15.00
9.0 m/z 43.10 60.59%
Olwswd\ T ““‘ \‘h‘\ h“ \“‘ \J‘W\41‘1‘?]T\8\‘3\(‘)2\2\5\(\)’ T \2\9\6‘\0\ L I
m/z--> 50 100 150 200 250 300 350 400
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
——
15.00
5000 m/z 85.10 52.29%
113.0 183.0
o ALLLLLL, 1830 asa0
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane —
57.0 15.00
m/z 41.10 25.02%
w M
9.0
ol 111 1] | 1#10183.02250267.0300.0 367.0
s B T ——
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\BF042623\
Data File : BF133059.D

Acqg On : 26 Apr 2023 11:38

Operator : CG\JU

Sample : 02427-06 :
Misc : 20230344-COMP-22

ALS vial : 4 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 10.486 2.3 ng 184049 3 9.774 1636120 20.0
n-Hexadecanoic ... 11.792 5.8 ng 507231 4 11.257 1747670 20.0
Octadecanoic acid 12.563 12.7 ng 1109630 4 11.257 1747670 20.0
Hexadecane 13.833 4.8 ng 274815 5 13.886 1141370 20.0
Octacosane, 2-m... 14.539 2.1 ng 120681 5 13.886 1141370 20.0
Heneicosane 14.998 2.2 ng 114318 6 15.309 1037270 20.0
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