LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122129.D

Acqg On : 26 Oct 2020 22:15
Operator : JU/CG

Sample : L4510-18

Misc :

ALS Vvial : 15 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122129.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.928 480 483 494 rBV 21007 32036 1.42% 0.197%
2 5.340 549 553 579 rBV 1697110 1998380 88.42% 12.312%
3 6.369 724 728 754 rBV 1870207 2021137 89.43% 12.452%
4 6.710 783 786 797 rVB 608573 583262 25.81% 3.593%
5 7.281 880 883 898 rBV 1374773 1376872 60.92%  8.483%
6 7.998 1001 1005 1017 rBV 819929 745138 32.97% 4.591%
7 9.069 1183 1187 1198 rBV 2556702 2260084 100.00% 13.924%
8 9.469 1252 1255 1263 rVB 210353 179279 7.93% 1.105%
9 9.745 1298 1302 1316 rVB 991836 806286 35.68% 4.967%
10 10.539 1433 1437 1451 rBV 1206813 1092661 48.35% 6.732%
11 11.233 1551 1555 1558 rBV 860305 722559 31.97% 4.452%
12 11.257 1558 1559 1563 rVB 70954 41747 1.85% 0.257%
13 11.763 1643 1645 1649 rBV2 25035 29561 1.31% 0.182%
14 11.845 1656 1659 1662 rBV 21843 24524 1.09% 0.151%
15 12.445 1758 1761 1768 rBV 176948 160693 7.11% 0.990%

16 12.675 1795 1800 1806 rVB 149044 155645 6.89%
17 12.816 1820 1824 1827 rBV 2076888 1841748 81.49% 11.
18 13.298 1901 1906 1916 rVB 362481 381968 16.90%

P ONRO
w
U1
w
R

19 13.374 1916 1919 1923 rBV3 21689 28935 1.28% 178%

20 13.710 1972 1976 1987 rVB3 151018 283092 12.53% 744%

21 13.874 1999 2004 2007 rBv2 727811 710136 31.42% 4.375%

22 13.904 2007 2009 2012 rVB 74952 63880 2.83% 0.394%

23 14.904 2176 2179 2182 rBV 58792 78789 3.49% 0.485%

24 15.251 2236 2238 2243 rVB 59739 56872 2.52% ©.350%
3.

25 15.310 2243 2248 2252 rBV 451458 556095 24.61%

Sum of corrected areas: 16231379
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 26 Oct 2020 22:15

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
BF122129.D

Ju/CaG
L4510-18

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122129.D

Acqg On : 26 Oct 2020 22:15
Operator : JU/CG

Sample : L4510-18

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.298 10.76 ng 381968 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 99
2 Dodecanamide 199 C12H25NO 001120-16-7 81
3 Octanamide 143 C8H17NO 000629-01-6 64
4 Tetradecanamide 227 C14H29NO 000638-58-4 64
5 7-Nonenamide 155 C9H17NO 090949-53-4 56

Abundance Scan 1906 (13.298 min): BF122129.D\data.ms (-1901) (- m/z 59.00 100.00%
59.0

5000 J\\
W 1ges
98.1 . .
ol Mh l Mw‘ M t230 . 1841 2382 28L1 U5 10 64.57%
m/z--> 50 100 150 200 250
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000 — ——
13.00 13.50
29.0 m/z 55.10 36.89%
| ‘ H 9801280 14 281.
oL L‘ U ‘\HH ‘\}“\;Mh‘ ‘HMM \;\\\}‘2\‘\"‘; ’\ — 8‘ "0‘ . ‘2‘38‘0‘ b "
m/z--> 50 100 150 200 250
Abundance #60440: Dodecanamide
59.0
—— —
13.00 13.50
5000 m/z 41.10 32.18%
28.0
L o
0 \‘\ w““‘ w“w“w i‘ \‘\“\ T ,‘w }.w T L
m/z--> 50 100 150 200 250
Abundance #20317: Octanamide T ——
59.0 13.00 13.50
m/z 43.10 24.83%
5000
29.0‘H 1000 143.0
ol Mg L T e e — —
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122129.D

Acqg On : 26 Oct 2020 22:15
Operator : JU/CG

Sample : L4510-18

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.710 7.97 ng 283092 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 1976 (13.710 min): BF122129.D\data.ms (-1972) (- m/z 57.10 100.00%
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Abundance #205392: Trichloroacetic acid, hexadecyl ester
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Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0 —— T
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5000 m/z 83.10 71.18%
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182.0
ol JLAAIL L), ez0
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester T —
57.0 13.50 14.00
m/z 69.10 62.99%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122129.D

Acqg On : 26 Oct 2020 22:15
Operator : JU/CG

Sample : L4510-18

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
9-Octadecenamid... 13.298 10.8 ng 381968 5 13.874 710136 20.0
Trichloroacetic... 13.710 8.0 ng 283092 5 13.874 710136 20.0
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