LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136105.D

Acqg On : 02 Nov 2023 20:02
Operator : CG\JU

Sample : 05049-04

Misc :

ALS Vvial : 16 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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF136105.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.039 498 502 506 rVB 59341 63474 1.67% ©0.348%
2 5.445 566 571 574 rBV 1422143 1376935 36.14% 7.553%
3  6.445 737 741 744 rBV 1000830 835320 21.92%  4.582%
4 6.816 801 804 808 rBV 825137 656437 17.23% 3.601%
5 7.386 895 901 903 rBV 2174949 2153924 56.53% 11.815%
6 7.457 910 913 918 rBvV 67554 51267 1.35% 0.281%
7 8.098 1018 1022 1025 rBV 1164462 868733 22.80% 4.765%
8 8.439 1075 1080 1084 rBV 89926 88891 2.33% 0.488%
9 9.180 1202 1206 1209 rBV 4507584 3810406 100.00% 20.901%
10 9.298 1222 1226 1230 rBV 148006 124094 3.26% 0.681%
11  9.857 1317 1321 1324 rBV 1231282 935129 24.54% 129%

12 10.651 1451 1456 1459 rBV 2373139 2113760 55.47% 11.
13 11.351 1571 1575 1578 rBV 884421 811128 21.29%

[OROREN
IN
B
O
B

14 11.886 1661 1666 1671 rBV 173120 167654  4.40% 920%
15 12.680 1797 1801 1811 rBv2 41878 52015 1.37% 285%
16 12.768 1813 1816 1821 rVB 83915 71185 1.87% 390%

17 12.951 1843 1847 1850 rBV 3176168 2786332 73.12% 15.
18 13.886 1998 2006 2022 rBV6 34332 125552 3.29%
19 14.004 2022 2026 2032 rVB 695016 597607 15.68%
20 15.492 2274 2279 2286 rVB 449680 541148 14.20%

N WO UV
)]
(6]
o]
R

Sum of corrected areas: 18230991
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136105.D

Acqg On : 02 Nov 2023 20:02
Operator : CG\JU

Sample : 05049-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136105.D\data.ms
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Abundance TIC: BF136105.D\data.ms
9.180

o

4000000
12.951
3000000
10.651
2000000

8.098 9.857
1000000 11.351

8.439 9.298 11.886 12165068
Ol =l s e e —— e e LN
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: BF136105.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136105.D

Acqg On : 02 Nov 2023 20:02
Operator : CG\JU

Sample : 05049-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Nonanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.439 2.05 ng 88891 Naphthalene-d8 8.098

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 91
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 52
3 Octanoic acid 144 C8H1602 000124-07-2 50
4 Heptanoic acid 130 C7H1402 000111-14-8 47
5 Hexanoic acid 116 C6H1202 000142-62-1 47
Abundance Scan 1080 (8.439 min): BF136105.D\data.ms (-1075) (-) m/z 60.00 100.00%
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 ARmmTRNEESEEEE
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Abundance #35300: Nonanoic acid
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m/z 57.10 65.84%
O]TS\Q ‘”“ “M\‘h‘\ “L“ T L \1‘5§\0\ LB L I B
miz--> 50 100 150 200 250 300 350
Abundance
60.0
127.0 8.20 8.40 8.60 8.80
5000 m/z 41.00 51.40%
0 216.0 273.0 359.(
T e e T
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Abundance #24058: Octanoic acid R REREIEAL SRR B
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136105.D

Acqg On : 02 Nov 2023 20:02
Operator : CG\JU

Sample : 05049-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.298 2.65 ng 124094  Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 59
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 59
5 Metacetamol 151 C8HO9NO2 000621-42-1 59
Abundance Scan 1226 (9.298 min): BF136105.D\data.ms (-1222) (-) m/z 42.95 100.00%
43.0
109.1
151.1
5000
R RARRREER AN e
‘ | 67'0 | 9.00 9.20 9.40 9.60
O bt bl e B b b e m/z 109.10 78.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 UL L B I B AL LR
9.00 9.20 9.40 9.60
69.0 m/z 151.05 52.14%
0 \\\‘\\‘\ \“‘\ T \“\‘H‘ \“\“\ \H“\‘\‘\H\ ’ \ \Hl‘\ ’ T \ \ ’ TT 1 T ’ T \‘\ T ’]\-?\2\’0\ TT \‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
R R RAR
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 21.14%
32.0 79.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28950: Pyridine, 3-butyl-, 1-oxide e
109.0 1510 9.00 9.20 9.40 9.60
m/z 69.00 14.71%
5000
oL 320540 800 ‘ \
H“H“‘H“_‘“_“w“H,“H,‘H‘,H“,H“W“‘
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136105.D

Acqg On : 02 Nov 2023 20:02
Operator : CG\JU

Sample : 05049-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.886 4.13 ng 167654  Phenanthrene-di10 11.351
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 86
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1666 (11.886 min): BF136105.D\data.ms (-1661) (- m/z 73.00 100.00%
43.0 |73.0
5000
129.0
213.1 I CT
157.1185.1 256.1 11.50 12.00
(o] m/z 60.00 94.48%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
97.0 m/z 43.05 87.66%
‘ H‘ ‘ 157.01g5,0213.0  256.0
O \H‘HH“}‘HH\H\H‘H‘HH\‘1““‘\\”‘1‘\“\‘H‘HH‘HH‘\‘\H‘H\‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
73.0
= —T
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5000 m/z 57.05 74.62%
129.0
1710 2140
o 15.0 101.0
T T T e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #126202: Pentadecanoic acid = —
43.0 73.0 11.50 12.00
m/z 55.10 70.72%
5000
129.0 242.0
199.0
| I
O brrrpebeall LAl N = s
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\BF110223\
Data File : BF136105.D

Acqg On : 02 Nov 2023 20:02
Operator : CG\JU

Sample : 05049-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Butyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.768 2.38 ng 71185  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 90
2 Adipic acid, 4-heptyl isobutyl e... 300 C17H3204 1000349-73-6 78
3 Adipic acid, 3-heptyl isobutyl e... 300 C17H3204 1000353-64-8 78
4 Hexanedioic acid, bis(2-methylpr... 258 C14H2604 000141-04-8 72
5 Adipic acid, butyl trans-2-methy... 298 C17H3004 1000324-74-6 72
Abundance Scan 1816 (12.768 min): BF136105.D\data.ms (-1813) (- m/z 185.10 100.00%
185.1
129.0
5000
57.1
1 4
‘ | 259.1 12.50 13.00
ok ‘Wwwu‘ﬁ ISR . \yw\\\‘k\ T m/z 129.00  82.37%
miz--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0 AA
5000 N U LNV
12.50 13.00
41.0 2590 m/z 57.10 30.68%
87.0
0 \“\ ‘\“““‘\ T “‘\ }‘\““\ LN L e B \3‘6\1.\'
miz--> 50 100 150 200 250 300 350
Abundance
129.0
— —
12.50 13.00
5000 185.0 m/z 41.05 23.85%
57.0
227.0
T
m/z--> 50 100 150 200 250 300 350
Abundance #199471: Adipic acid, 3-heptyl isobutyl ester —— ——
129.0 12.50 13.00
m/z 111.00 14.74%
5000 185.0
57.0
ol b b 220
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\BF110223\
Data File : BF136105.D

Acqg On : 02 Nov 2023 20:02
Operator : CG\JU

Sample : 05049-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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-Tetracosanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.886 4.20 ng 125552  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 90

Abundance Scan 2006 (13. 886 min): BF136105.D\data.ms (-1998) (- m/z 97.10 100.00%
97.

5E
5000
Wl e
‘ ‘ “ ‘ 1391 2080  280.9 13.50 14.00
omMM A R I — m/z 55.05  98.35%
miz--> 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 — —
13.50 14.00
m/z 43.05 96.81%
.0
oo L1111 v 1810 2220 2640 3080 _
miz--> 50 100 150 200 250 300
Abundance
55.0
97.0
— —r—
13.50 14.00
5000 m/z 83.00 94.52%
0 19.0 1390 182.0 224.0 266.0
e
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol MWW”WAﬂﬂN —
83.0 13.50 14.00
43.0 o
m/z 57.00 89.507%
5000
25.0
oL LLiLL L L 1670 2100 2000 wkdnd
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136105.D

Acqg On : 02 Nov 2023 20:02
Operator : CG\JU

Sample : 05049-04

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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|
Nonanoic acid 8.439 2.0 ng 88891 2 8.098 868733 20.0
2,4,7,9-Tetrame... 9.298 2.6 ng 124094 3 9.857 935129 20.0
n-Hexadecanoic ... 11.886 4.1 ng 167654 4 11.351 811128 20.0
Butyl citrate 12.768 2.4 ng 71185 5 14.004 597607 20.0
n-Tetracosanol-1 13.886 4.2 ng 125552 5 14.004 597607 20.0
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