LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132997.D

Acqg On : 24 Apr 2023 16:09
Operator : CG\JU

Sample : 02469-02

Misc :

ALS Vvial : 11 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: BF132997.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.934 479 484 487 rBV 1446516 1507285 22.88% 4.162%
2 5.351 551 555 559 rBv 2325103 2142879 32.53% 5.917%
3  6.375 725 729 732 rBV 1718866 1358510 20.62% 3.751%
4 6.746 788 792 795 rBV 1598005 1316440 19.98% 3.635%
5 7.310 882 888 891 rBV 4041884 4255200 64.60% 11.751%
6 8.028 1006 1010 1013 rBV 2333042 1804929 27.40% 4.984%
7 9.110 1189 1194 1197 rVB 7072373 6587353 100.00% 18.191%
8 9.781 1304 1308 1311 rBV 2609991 1997284 30.32% 5.515%
9 10.492 1426 1429 1432 rVB 422839 313199 4.75% 0.865%
10 10.569 1437 1442 1445 rBV 3356267 2867407 43.53% 7.918%
11 11.263 1556 1560 1563 rBV 2408218 1973917 29.97% 451%

12 11.798 1647 1651 1655 rBV 279268 268089 4.07%
13 12.586 1781 1785 1794 rBV 113904 126949 1.93%
14 12.857 1826 1831 1834 rBV 6431684 6434664 97.68% 1
15 13.780 1983 1988 2000 rVB2 125688 258720 3.93%
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16 13.898 2004 2008 2011 rBV 1698887 1487665 22.58%
17 13.998 2019 2025 2033 rVB 144738 180860  2.75%
18 14.757 2151 2154 2158 rVB 107708 94199 1.43%
19 15.321 2245 2250 2255 rBV 1102898 1237313 18.78%
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Sum of corrected areas: 36212862

8270-BF042123.M Tue Apr 25 12:51:49 2023 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132997.D

Acqg On : 24 Apr 2023 16:09
Operator : CG\JU

Sample : 02469-02

Misc

ALS vial : 11 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

Abundance TIC: BF132997.D\data.ms
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Abundance TIC: BF132997.D\data.ms
7000000 9.110

12.857
6000000

5000000

4000000
10.569

3000000
8.028 9.781 11.263

2000000

1000000

10.4
N 11-/(?8 12.586
0 A

— = —T — T T - T T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF132997.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132997.D

Acqg On : 24 Apr 2023 16:09
Operator : CG\JU

Sample : 02469-02

Misc

ALS vial : 11 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.934  22.90 ng 1507290 1,4-Dichlorobenzene-d4 6.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 484 (4.934 min): BF132997.D\data.ms (-479) (-) m/z 43.00 100.00%

43.0
59.0
5000
1011 L B L L LI B IR B |
831 4.60 4.80 5.00 5.20
ottt S m/z 59.85 52.48%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B B
59.0 4.60 4.80 5.00 5.20
m/z 101.10 17.96%
15.0 101.0
‘ T | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R R RREE
4.60 4.80 5.00 5.20
5000 410 m/z 58.05 14.94%
126.0
ol L 128010
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate ““H“‘H‘,‘H“‘HA‘
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.54%
5000
15.0 | 7%-0 100.0
O v e AT
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132997.D

Acqg On : 24 Apr 2023 16:09
Operator : CG\JU

Sample : 02469-02

Misc

ALS vial : 11 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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.492 3.14 ng 313199  Acenaphthene-d10 9.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 47
3 N-Methylbenzamide, N-trifluoroac... 231 C1OH8F3NO2 1000446-91-5 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
Abundance Scan 1429 (10.492 min): BF132997.D\data.ms (-1426) (- m/z 105.10 100.00%
105.1
5000 182.1
51.0
——
‘ s | 10.50 ]
-t m/z 77.05 62.22%
miz--> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 — 1
10.50
510 m/z 182.10  47.42%
| 152.0 |
0\\‘\‘\‘\\”M\\“\\\\“‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #173929: 2-Benzoyl-4-bromo-5-methyl-1,2-oxazol-3-one
105.0
—
10.50
5000 m/z 51.00 26.74%
51.0
o0l Ll 1470 283.
ey
m/iz--> 50 100 150 200 250
Abundance #112230: N-Methylbenzamide, N-trifluoroacetyl- —
105.0 10.50
m/z 50.10 7.69%
5000
51.0
o150 231.0
——————t—————————7 Pt
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132997.D

Acqg On : 24 Apr 2023 16:09
Operator : CG\JU

Sample : 02469-02

Misc

ALS vial : 11 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.798 2.72 ng 268089  Phenanthrene-di10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1651 (11.798 min): BF132997.D\data.ms (-1647) (- m/z 43.05 100.00%
43.0 73.0
5000 129.0
213.2 T T
‘ ‘ 171.2 ‘ 256.1 11.50 12.00
0 WWHHW ““N‘m‘mw mmm“““wwwwmw‘_ m/z 73.00  89.70%
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 R T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 88.19%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 —— =
11.50 12.00
5000 129.0 m/z 41.10  74.11%
185.0
|
o??RWﬂ‘”“W”kﬁhMumwumwﬂwum_uwwwuu_
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126203: Pentadecanoic acid —Tr —
43.0 73.0 11.50 12.00
m/z 57.05 72.00%
5000 129.0
199.0 242.0
s L
om_‘m‘i‘wM”"“Hw‘:“l‘Mw‘H“_“H_‘mwhwww = ss
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\BF@42423\
Data File : BF132997.D

Acqg On : 24 Apr 2023 16:09
Operator : CG\JU

Sample : 02469-02

Misc

ALS vial : 11 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 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.780 3.48 ng 258720  Chrysene-di12 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 97
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Tetracosene 336 C24H48 010192-32-2 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 1-Heneicosanol 312 C21H440 015594-90-8 95
Abundance Scan 1988 (13.780 min): BF132997.D\data.ms (-1983) (- m/z 57.05 100.00%
57.0
97.0
5000
— —
Ly 1801 24522820 13.50 140
omk‘w MM‘ T L R m/z 43.85 98.17%
miz--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0
5000 —r— ——
13.50 14.00
m/z 55.00 83.88%
0 ZZL “‘\‘“H\ M‘ “ } | Q J\-8\2\0 \22\4\0\ T \2\8‘\0\0‘ I
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
—— —
13.50 14.00
5000 m/z 83.10 82.67%
25.0
o WL gm0 zi00 e
m/iz--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene T ——
43.0 83.0 13.50 14.00
m/z 69.10 78.17%
5000
25.0
A SN P Y S YO (P
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132997.D

Acqg On : 24 Apr 2023 16:09
Operator : CG\JU

Sample : 02469-02

Misc

ALS vial : 11 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 Triphenylphosphine oxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.998 2.43 ng 180860  Chrysene-di12 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 76
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11N302 1000460-07-9 25
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 17
Abundance Scan 2025 (13.998 min): BF132997.D\data.ms (-2019) (- m/z 277.10 100.00%
2771
5000 A\
77.0 183.1
14 00
151.1 ‘ ‘
ol "?)9‘9‘ ‘ ‘ 11501541, “‘ b2 4 m/z 278.10  34.19%
miz-> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000
14 00
77.0 199.0 m/z 183.05  21.20%
152.0
O \2\7\.0\ ‘}‘ T T “\ T ‘ T T L ‘“\ T \ T H T T T T ‘ T T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14 00
5000 m/z 201.05 20.54%
77.0 183.0
ANET IR I T
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, anhenwphosphoranyhdene)h
77.0 14.00
m/z 77.00 19.89%
5000
77.0 183.0
me
ol b o L
m/z--> 50 100 150 200 250 300 14 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132997.D

Acqg On : 24 Apr 2023 16:09
Operator : CG\JU

Sample : 02469-02

Misc

ALS Vvial : 11 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|
2-Pentanone, 4-... 4.934 22.9 ng 1507290 1 6.745 1316440 20.0
Benzophenone 10.492 3.1 ng 313199 3 9.781 1997280 20.0
n-Hexadecanoic ... 11.798 2.7 ng 268089 4 11.263 1973920 20.0
3-Eicosene, (E)- 13.780 3.5 ng 258720 5 13.898 1487670 20.0
Triphenylphosph... 13.998 2.4 ng 180860 5 13.898 1487670 20.0
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