LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60525\
Data File : BF142631.D

Acqg On : 05 Jun 2025 13:37
Operator : RC/JU

Sample : Q2185-05

Misc :

ALS vial : 8 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-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142631.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.110 487 496 509 rBV 163393 241813 9.06%  1.349%
2 5.516 558 565 570 rBvV 1561079 2106886 78.92% 11.756%
3 6.522 729 736 741 rBV 1547387 2132536 79.88% 11.900%
4 6.893 794 799 804 rBV 546614 671047 25.14%  3.744%
5 7.457 888 895 900 rBV 1053744 1414444 52.98% 7.893%

6 7.716 933 938 949 rVB 26116 37662 1.41% 0.210%
7 8.175 1012 1017 1033 rBV 680455 885016 33.15% 4.938%
8 9.251 1194 1200 1205 rBV 2165550 2669714 100.00% 14.897%
9 9.934 1311 1316 1321 rBV 768316 944134 35.36% 5.268%
10 10.645 1432 1437 1442 rBV 438253 537134 20.12%  2.997%

11 10.722 1445 1450 1461 rVV 1125679 1427320 53.46% 7.964%
12 10.957 1485 1490 1495 rVB 53591 68423 2.56% 0.382%
13 11.422 1564 1569 1574 rBV 656072 816166 30.57% 4.554%
14 11.639 1602 1606 1615 rBV 18747 31319 1.17% ©.175%
15 11.939 1652 1657 1672 rBV 90084 158532 5.94%  ©.885%
16 12.192 1696 1700 1705 rVB2 37171 47917 1.79% 0.267%
17 12.728 1787 1791 1799 rBV2 18809 34176 1.28% ©.191%

18 13.004 1833 1838 1844 rBV 1503561 1924986 72.10% 10.741%
19 13.898 1985 1990 2007 rBV 82869 156208 5.85% 0.872%
20 14.063 2013 2018 2027 rVB 462223 597717 22.39%  3.335%

21 14.822 2142 2147 2155 rBV 149507 238320 8.93% 1.330%
22 14.916 2159 2163 2168 rVB 30445 44982 1.68% 0.251%
23 15.557 2265 2272 2287 rBV 451182 734750 27.52% 4.100%

Sum of corrected areas: 17921202
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60525\
Data File : BF142631.D

Acqg On : @05 Jun 2025 13:37

Operator : RC/JU

Sample : Q2185-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF142631.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142631.D

Acqg On : @05 Jun 2025 13:37
Operator : RC/JU

Sample : Q2185-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.110 7.21 ng 241813 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 496 (5.110 min): BF142631.D\data.ms (-487) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 UL R R R L IR |
‘ 83.0 ‘ 4.80 5.00 5.20 5.40
\\\\‘\\\\““1\\‘\“i\\\\“\.\\\“\\\\‘\\\\‘\\ m/Z 59.10 56.64%
m/z--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.75%
15.0 101.0
\\\‘\‘\W‘\\“M\\}‘\\\\8‘3‘\.9\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R mEmma e
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.22%
41.0
101.0
S N S A
mlz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R REaaREE
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.25%
5000 41.0
| ‘\H b 12801450
e  RREEE R
mlz--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142631.D

Acqg On : @05 Jun 2025 13:37
Operator : RC/JU

Sample : Q2185-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 1
R.T. EstConc Area Relative to ISTD R.T.
10.645 11.38 ng 537134  Acenaphthene-d10 9.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 Vinyl benzoate 148 C9H802 000769-78-8 47
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
Abundance Scan 1437 (10.645 min): BF142631.D\data.ms (-1432) (- m/z 105.00 100.00%
109.0
7.0 182.1
5000
51.0
—— —
10.50 11.00
152.1
Ol et 1280 P L mjz 77.00  61.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — P
10.50 11.00
51.0 m/z 182.10  56.09%
27.0 A | 126.0 152.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32009: Acetophenone, 2-chloro-
105.0
—— —
10.50 11.00
77.0
5000 m/z 51.00 26.77%
51.0
27.0 L \‘ 11 imi ‘ ‘ 15\4..0
Attt
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #26900: Vinyl benzoate — 2
105.0 10.50 11.00
m/z 181.10 8.95%
5000 77.0
51.0
2710 | \ 148.0
B R e B mma I —— —
mlz--> 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\BF060525\
Data File : BF142631.D

Acqg On : @05 Jun 2025 13:37
Operator : RC/JU

Sample : Q2185-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.939 3.88 ng 158532  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1657 (11.939 min): BF142631.D\data.ms (-1652) (- m/z 43.05 100.00%
43.0 73.0
5000 129.1
213.2 —
‘ ‘ H‘ 157.1185.1 ‘ 256.3 12.00
S MHwhwwumw‘uh‘ﬂwjuw‘u‘_u‘_ul_ m/z 73.00  99.10%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 i
12.00
H 157015502130 256.0 m/z 60.00 91.77%
\H‘HH“}‘HH!H\H‘{\‘H\L\‘}“““H‘”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0 A
==l
12.00
5000 129.0 m/z 57.10 80.78%
199.0
s ) e T
1\?9\”‘1‘\”\”\‘1‘1‘ ”1\‘\””‘1‘1 \H\‘\\‘1H\“\\‘Hi\‘u\i\u‘\‘uu“uu‘\
m/z--> 20 40 60 80 100120140160180200220240260 A\\
Abundance #109281: Tetradecanoic acid e
73.0 12.00
43.0 m/z 41.10 77.72%
5000 129.0
185.0 228.0
09 o A
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142631.D

Acqg On : @05 Jun 2025 13:37
Operator : RC/JU

Sample : Q2185-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Octacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.898 5.23 ng 156208 Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 1990 (13.898 min): BF142631.D\data.ms (-1985) (- m/z 57.05 100.00%
57.0
- JLLL
1350 14.00
154.1 . .
“‘wp LJ h““"”wu‘??gp“““W““““‘ m/z 43.05 85.92%
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol
57.0
5000 111.0 N T
13.50 14.00
m/z 55.05 80.59%
i \H Hh 11 1990195.0236.0 20203340 3921
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
— ——
13.50 14.00
5000 m/z 83.05 67.92%
T ‘w » “ | 0182022402660
m/z--> 50 100 150 200 250 300 350
Abundance #280777: Trichloroacetic acid, pentadecyl ester T —
43.0 13.50 14.00
m/z 69.10 62.39%
5000
T
A e T
miz--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060525\
Data File : BF142631.D

Acqg On : @05 Jun 2025 13:37
Operator : RC/JU

Sample : Q2185-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 13-Docosenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.822 6.49 ng 238320 Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
3 Tetradecanamide 227 C14H29NO 000638-58-4 78
4 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
5 Decanamide- 171 C10H21NO 002319-29-1 53
Abundance Scan 2147 (14.822 min): BF142631.D\data.ms (-2142) (-] | m/z 59.00 100.00%
59.0
5000 A\
— ——
‘97-0 0.1 ‘ 14.50 15.00
Mk JA0-1 1841 2402 2041 337. 7o) 05 6p.20%
m/z--> 50 100 150 200 250 300
Abundance #245084: 13-Docosenamide, (2)-
59.0
5000 - P
137:0 }4'5055 0515'0502 239
97.0 . m/z . . 0
LI ‘\“‘ \‘H‘\““} ‘”“ \H“\ ‘} “\ 11\9\3‘-0\ \2\4.\0-‘0\ \\29\4’.0\ } \‘\'
m/z--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (2)-
59.0
— ——
14.50 15.00
5000 m/z 43.05 34.98%
18, 770, 1400 1840 2380 2810
e
m/z--> 50 100 150 200 250 300
Abundance #108044: Tetradecanamide “ T
59.0 14.50 15.00
m/z 41.05 34.36%
5000
97.0 184.0 227.0
teg | Iy S0 se0 10 F0 U
miz--> 50 100 150 200 250 300 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60525\
Data File : BF142631.D

Acqg On : 05 Jun 2025 13:37
Operator : RC/JU

Sample : Q2185-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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-... 5.110 7.2 ng 241813 1 6.893 671047 20.0
Benzophenone 10.645 11.4 ng 537134 3 9.934 944134 20.0
n-Hexadecanoic ... 11.939 3.9 ng 158532 4 11.422 816166 20.0
Octacosanol 13.898 5.2 ng 156208 5 14.063 597717 20.0
13-Docosenamide... 14.822 6.5 ng 238320 6 15.557 734750 20.0
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