LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134727.D

Acqg On : 11 Aug 2023 11:57
Operator : CG\JU

Sample : 03955-16

Misc :

ALS vial : 9 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: BF134727.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.034 497 501 509 rVB 44477 54154 2.19% 0.292%
2 5.428 564 568 572 rBV 2440099 2381881 96.45% 12.829%
3 6.434 734 739 742 rBV 2592228 2320901 93.98% 12.500%
4 6.634 770 773 779 rBV 33367 42268 1.71% ©0.228%
5 6.798 798 801 805 rBV 1260651 969997 39.28% 5.224%

6 7.357 892 896 899 rBV 1700301 1409134 57.06% 7.590%
7 8.075 1014 1018 1022 rBV 1414508 1185894 48.02% 6.387%
8 9.151 1197 1201 1212 rBV 2641800 2469486 100.00% 13.300%
9 9.275 1218 1222 1226 rVB 33158 35057 1.42% 0.189%

9

10 .833 1313 1317 1330 rVB 1320897 1128292 45.69% 6.077%
11 10.622 1447 1451 1466 rBV 1393778 1256699 50.89% 6.768%
12 11.322 1566 1570 1577 rBV 1164481 969595 39.26% 5.222%
13 11.392 1579 1582 1586 rVB2 31925 28520 1.15% ©0.154%
14 11.857 1657 1661 1670 rBV2 104767 130841 5.30% ©.705%
15 12.645 1787 1795 1801 rBv4 30420 44362 1.80% ©.239%

16 12.916 1837 1841 1844 rBV 2542749 2130346 86.27% 11.
17 13.827 1992 1996 2005 rBV 99924 121544  4.92%
18 13.968 2016 2020 2030 rBV 1012883 950824 38.50%
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19 14.457 2099 2103 2106 rBV2 27022 35865 1.45% 193%
20 14.745 2149 2152 2160 rBV3 51515 98729  4.00% 532%
21 14.839 2165 2168 2173 rVB2 40816 47715 1.93% ©.257%
22 15.110 2211 2214 2219 rBV2 21469 26940 1.09% 0.145%

23 15.439 2265 2270 2277 rBV 533105 727841 29.47% 3.920%

Sum of corrected areas: 18566885
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Aug 2023 11:57
¢ CG\JU
: 03955-16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81123\
BF134727.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

0

TIC: BF134727.D\data.ms
5.428 6.434

7.357

6.798

5.034 6.634

Time-->
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TIC: BF134727.D\data.ms
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Time-->
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TIC: BF134727.D\data.ms
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13.82 14.457 141#83915.110

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134727.D

Acqg On : 11 Aug 2023 11:57
Operator : CG\JU

Sample : 03955-16

Misc

ALS vial : 9 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
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.857 2.70 ng 130841  Phenanthrene-di10 11.322
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1661 (11.857 min): BF134727.D\data.ms (-1657) (- m/z 72.95 100.00%
73.0
43.1
213.1 o pne
‘ ‘ ‘ (ﬂ 157.1185.1 ‘ 256.1 11.50 12.00
— ] H‘MHHLWMHw‘mu‘_ﬂ‘ﬂu‘_u‘_m‘_ul_ m/z 60.00  90.18%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — S -
129.0 11.50 12.00
213.0 m/z 43.10 85.01%
‘ H (ﬂ 157 0185.0 ‘
]\-ﬁl‘o\\‘l\ T \H\H \M\‘\ ‘HH\ T \““\ \“”h “\H\‘\ T ‘ \ LR ‘ T \‘\ T ‘ \‘\ \‘H‘ TTTT ‘ \‘\ T ‘ TTT \“ T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
= —
43.0 11.50 12.00
5000 129.0 m/z 57.10 75.34%
171.0
‘ 214.0
IS
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid R
43.0 ,73.0 11.50 12.00
m/z 41.05 73.95%
5000 129.0
199.0
s ) s T
;ﬁgkﬂwﬁwJM&MHNHW‘MHM‘JMA‘JHW‘HWH‘WHH“ 7 e
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\BF081123\
Data File : BF134727.D

Acqg On : 11 Aug 2023 11:57
Operator : CG\JU

Sample : 03955-16

Misc

ALS vial : 9 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
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Peak Number 2 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.827 2.56 ng 121544  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 1-Heneicosanol 312 C21H440 015594-90-8 92
4 Octacosyl heptafluorobutyrate 606 C32H57F702 1010351-83-6 90
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 90

Abundance Scan 1996 (13.827 min): BF134727.D\data.ms (-1992) (- m/z 57.05 100.00%
57.0

5000

-

e S
1350  14.00

9.2,08.0280.8
"JL?M-ZO%-OHSE’QI m/z 43.05 76.16%

m/z--> 0 50 100150200 250300 350400450500 550 600650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — —
13.50 14.00
m/z 55.05 74.46%
JMFE%-95352-0369'0648.'
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
— —
13.50 14.00
5000 ITI/Z 83.05 60.97%
169.0
T e asao
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #215083: 1-Heneicosanol - T
55.0 13.50 14.00
m/z 97.10 57.40%
5000
5.0
\h\ I ‘ i L n 19602660
e e e PR e e e — —
m/z--> 0 50 100150200 250300 350400450500550 600650 13.50 14.00

8270-BF080123.M Sat Aug 12 02:13:15 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134727.D

Acqg On : 11 Aug 2023 11:57
Operator : CG\JU

Sample : 03955-16

Misc

ALS vial : 9 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 9-Octadecenamide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.745 2.71 ng 98729  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide 281 C18H35NO 003322-62-1 90
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
3 Behenic amide 339 C22H45N0 003061-75-4 68
4 Octadecanamide 283 C18H37NO 000124-26-5 64
5 Tetradecanamide 227 C14H29NO 000638-58-4 59
Abundance Scan 2152 (14.745 min): BF134727.D\data.ms (-2149) (-} ' m/z 58.95 100.00%
59.0
- L
A ‘N\/\‘/\M‘ T ‘ 7
149.1 193.2 2352 281.0 3491 14.50 15.00
m/z 55.05 55.84%
miz--> 50 100 150 200 250 300 350
Abundance #174772: 9-Octadecenamide
59.0
5000 — —
14.50 15.00
m/z 71.95 53.22%
97.0 136.0
L ‘\ \H ‘ “ \m“\”“i ‘1‘” \m‘\ ‘\.i \]-\78\.\0‘2\29.\()\ ‘ \2\8\‘]-.\0‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (2)-
59.0
A ‘/\A‘ T M‘/\A‘ A A‘A
14.50 15.00
5000 ITI/Z 41.00 32.91%
114.0 281.0
18.9 “H\ “M by a 4540 10802380 '
m/z--> 50 100 150 200 250 300 350
Abundance #247447: Behenic amide 7 —
59.0 14.50 15.00
m/z 43.05 31.76%
5000
128.0 330
180 | ||, |, . 1840 2500 296.0
. \‘ \‘ ‘H‘ \“ ‘u‘\“‘w Uu“‘hm‘ hw ‘m‘ w} \‘\ ‘\‘ Iy ‘h ‘h} }u ‘h‘ h‘ ‘\L‘ } ‘h . ! - . ‘ . . ‘ .
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@081123\
Data File : BF134727.D

Acqg On ¢ 11 Aug 2023 11:57
Operator : CG\JU

Sample : 03955-16

Misc

ALS vial : 9 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 2.7 ng 130841 4 11.322 969595 20.0
Pentadecafluoro... 13.827 2.6 ng 121544 5 13.968 950824 20.0
9-Octadecenamide 14.745 2.7 ng 98729 6 15.439 727841 20.0
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