LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134762.D

Acqg On : 14 Aug 2023 16:36
Operator : CG\JU

Sample : 03989-05

Misc :

ALS Vvial : 13  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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134762.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.428 564 568 572 rBV 2520841 2512574 96.34% 12.242%
2 6.434 734 739 742 rBV 2523904 2390870 91.68% 11.649%
3 6.798 797 801 804 rBV 1216575 941610 36.11% 4.588%
4 7.357 891 896 899 rBV 1788371 1511959 57.98% 7.366%
5 8.075 1014 1018 1022 rBV 1428039 1170182 44.87% 5.701%

6 9.151 1197 1201 1205 rBV 2795367 2607948 100.00% 12.
7 9.833 1313 1317 1333 rVB 1430195 1228078 47.09% 5
8 10.621 1447 1451 1459 rBV 1836253 1599518 61.33% 7.793%
9 10.745 1469 1472 1481 rVB3 26480 47210 1.81% o
10 11.321 1566 1570 1574 rBV 1449231 1180932 45.28% 5

11 11.857 1657 1661 1665 rBV ~ 178859 180192 6.91% ©.878%

12 12.645 1791 1795 1801 rBV 36659 45768 1.75% 0.223%
13 12.915 1837 1841 1844 rBV 2919903 2459504 94.31% 11.983%
14 13.498 1935 1940 1942 rBV2 23456 28461 1.09% ©.139%
15 13.827 1992 1996 2006 rBvV2 78586 117333  4.50% ©.572%
16 13.968 2016 2020 2029 rBV 992310 920178 35.28%  4.483%
17 14.145 2045 2050 2053 rBV2 29322 44733 1.72% 0.218%
18 14.457 2099 2103 2106 rBV 139289 140457 5.39% ©0.684%
19 14.762 2151 2155 2160 rBV4 24840 31349 1.20% 0.153%
20 14.839 2165 2168 2171 rVB 30771 32938 1.26% 0.160%
21 14.909 2177 2180 2184 rVB5 24941 27877 1.07% 136%

22 15.109 2209 2214 2218 rBV 104941 116289 4.46%
23 15.445 2265 2271 2277 rBV 632406 825875 31.67%
24 15.704 2310 2315 2321 rBV2 130831 181918 6.98%
25 15.945 2353 2356 2362 rVB2 35538 52663 2.02%

[CRCI NE RN
()
N
i
3R

26 16.774 2492 2497 2505 rVB5 66245 128630 4.93% 0.627%

Sum of corrected areas: 20525046
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134762.D

Acqg On : 14 Aug 2023 16:36
Operator : CG\JU

Sample : 03989-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134762.D\data.ms
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Abundance TIC: BF134762.D\data.ms
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Abundance TIC: BF134762.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134762.D

Acqg On : 14 Aug 2023 16:36
Operator : CG\JU

Sample : 03989-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.857 3.05 ng 180192  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 1661 (11.857 min): BF134762.D\data.ms (-1657) (- m/z 73.00 100.00%
431 73.0
5000 129.1 ﬂ\¥w
213.2
1711 [ R
H‘ | ‘ 2561 11.50 12.00
S 1 ”m”m‘w:whmhm“‘_‘;‘_‘m\Hmw‘ww‘_ m/z 60.00 90.11%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5,02130  256.0 m/z 43.10 89.72%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
1
43.0 730
T ——
11.50 12.00
5000 129.0 m/z 54.95 75.79%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid T —
43.0 73.0 11.50 12.00
m/z 57.05 72.44%
5000 129.0
199.0
s ) s T
O??RkwﬁﬂﬂWw”meﬂmNMWHHMJHJHW‘HWHHM‘H_ = —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134762.D

Acqg On : 14 Aug 2023 16:36
Operator : CG\JU

Sample : 03989-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.827 2.55 ng 117333  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 87
Abundance Scan 1996 (13.827 min): BF134762.D\data.ms (-1992) (- m/z 57.10 100.00%
57.1
5000
85.1
— ——
125.1 13.50 14.00
1565.2 216.0 248.2
0 “ H‘U‘_Mm_Jﬁ??wwW_WH m/z 43.05  63.99%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane
57.0
5000 — ——
85.0 13.50 14.00
29.0 m/z 71.05 52.44%
0 \‘ \L\ H \‘\ Il \11? 0\14\1 0169 0 212 0
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
— ——
13.50 14.00
5000 85.0 m/z 55.05 40.66%
29.0
H‘_H‘_H‘_H“ “H_‘H_‘H_‘H_‘H‘HH‘HH‘HH‘H‘
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #107216: Hexadecane — —
57.0 13.50 14.00
m/z 85.10 36.04%
5000 85.0
29.0
0 \‘ ‘\ H b \‘11?0\14\1 0169 019702260
R L aaaanaseambEaS L P —
miz--> 20 40 60 80 100120140160 180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134762.D

Acqg On : 14 Aug 2023 16:36
Operator : CG\JU

Sample : 03989-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.457 3.05 ng 140457  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Docosane, 1-iodo- 436 C22H451 1000406-31-9 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan2103(14457rnm) BF134762.D\data.ms (-2099) (- m/z 57.05 100.00%
57.0
- qw}tgu
9.0 =
‘ L] 1410 197.2239.1281.1 2.1 402 L
ol L hdhy 1210 197223042811 3521 402. 51 1 63,10
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 T
14.50
m/z 43.05 59.58%
ol L 7014101830250 2810 337.0 3940
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
——
14.50
5000 m/z 85.05 48.70%
‘ 9.0
410
o150 111 14 0es0z50 260
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane —T
57.0 14.50
m/z 55.00 23.65%
5000
O h‘ ‘ hh h\ h H‘ \‘41 ?1\8§ 02250 33\80
A L A B e A o ——
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\BF@81423\
Data File : BF134762.D

Acqg On : 14 Aug 2023 16:36
Operator : CG\JU

Sample : 03989-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.109 2.82 ng 116289  Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 90

Abundance Scan 2214 (15.109 min): BF134762.D\data.ms (-2209) (- m/z 57.05 100.00%

57.0
5000
‘ 15.00 15.50
141.1183.1 281.0 : :
0“Nqum‘mw LA 920 23902010 8769 1 h/z 7110 71.84%
miz--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
5000 T S
15.00 15.50

m/z 43.05 63.07%

ol \\ | 1410183.0225.02670 3380
LI ’ T L ’ T T ‘ L ‘ LI ‘ LI ‘ LU ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane

57.0

—
15.00 15.50

5000 m/z 85.05 56.61%
ol M | 141:0183.0225.0267.0300.0_ 367.0
i A T
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl- — —T
57.0 15.00 15.50
m/z 55.00  24.84%
o \/WM/WJMW
239.0
oL LI om0 B000ng R
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134762.D

Acqg On : 14 Aug 2023 16:36
Operator : CG\JU

Sample : 03989-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octacosanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.704 4.41 ng 181918 Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanal 408 C28H560 022725-64-0 91
2 Hexacosanal 380 C26H520 026627-85-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
5 Eicosanal- 296 C20H400 002400-66-0 87
Abundance Scan 2315 (15.704 min): BF134762.D\data.ms (-2310) (- m/z 57.05 100.00%
571.0
15.50 16.00
0l wu‘!‘w“ MHM “1‘89‘92‘2‘3‘9 f??’o‘ - 3‘?50 e m/z 43.10  91.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307026: Octacosanal
57.0
5000 — ——
15.50 16.00
109.0 m/z 82.10 84.32%
390.0
0 \“\ ‘\‘L“\‘!‘ “ ““ ““ \“‘\ \ T 1 T ‘2\2r1\0\ T \2\9\2‘93\3\4\? T 1 T
m/z--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosana
57.0
e =
15.50 16.00
5000 m/z 55.00 62.89%
100 362.0
L] 4| 11520 20802500 3060 "
e A B
m/z--> 50 00 150 200 250 300 350 400
Abundance #158568: Octadecanal — —
43.0 15.50 16.00
m/z 96.10 60.92%
96.0
5000
250 0
1 H\\ h B
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134762.D

Acqg On : 14 Aug 2023 16:36
Operator : CG\JU

Sample : 03989-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Oxirane, hexadecyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.774 3.12 ng 128630 Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
2 E-14-Octadecen-1-o0l acetate 310 C20H3802 1000130-94-0 53
3 Oleyl alcohol, chlorodifluoroace... 380 C20H35C1F202 1000447-47-7 50
4 E-16-Octadecen-1-0l acetate 310 C20H3802 1000130-94-2 49
5 Octadecanal 268 C18H360 000638-66-4 47
Abundance Scan 2497 (16.774 min): BF134762.D\data.ms (-2492) (-] | m/z 57.10 100.00%
57.1
5000 W
— —
W 281.1 355.1 402.2 16.50 17.00
oLl ' m/z 43.05 76.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 —— ——
16.50 17.00
29. ‘ m/z 82.05 71.55%
ol ‘\“u ‘H “ H\\ “\\ “u ’\\n‘h‘ H \ m ‘\“5‘0‘0‘ AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #212177: E-14-Octadecen-1-ol acetate
82.0
— —
16.50 17.00
5000 250.0 m/z 55.00 57.16%
0 ] LI 0 | w00 W
m/z--> 50 100 150 200 250 300 350 400
Abundance #287527: Oleyl alcohol, chlorodifluoroacetate T T
55.0 16.50 17.00
m/z 96.05 53.91%
5000
11.0
ol L h“m m\ lu1es0  2s00z060 M0 T MO
mlz--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134762.D

Acqg On : 14 Aug 2023 16:36
Operator : CG\JU

Sample : 03989-05

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
n-Hexadecanoic ... 11.857 3.0 ng 180192 4 11.322 1180930 20.0
Pentadecane 13.827 2.5 ng 117333 5 13.968 920178 20.0
Octacosane 14.457 3.0 ng 140457 5 13.968 920178 20.0
Tetracosane 15.109 2.8 ng 116289 6 15.445 825875 20.0
Octacosanal 15.704 4.4 ng 181918 6 15.445 825875 20.0
Oxirane, hexade... 16.774 3.1 ng 128630 6 15.445 825875 20.0
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