LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121796.D

Aca On : 2 Oct 2020 16:11

Operator : JU/CG

Sample : L4198-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 4.981 489 492 503 rVvB 43666 58575 1.85% 0.248%
2 5.387 557 561 564 rBY 2823644 2614229 82.42% 11.060%
3 6.404 729 734 746 rBVY 2733771 2744952 86.55% 11.613%
4 6.598 763 767 780 rBV 28497 40398 1.27% 0.171%
5 6.763 791 795 798 rBV 997928 881808 27.80% 3.731%
6 7.328 886 891 894 rBVY 2045067 1884667 59.42% 7.974%
7 8.045 1008 1013 1016 rBVY 1365953 1152093 36.32% 4.874%
8 9.122 1190 1196 1199 rBV 3614362 3171690 100.00% 13.419%
9 9.516 1259 1263 1267 rBV 293905 235361 7.42% 0.996%
10 9.798 1305 1311 1314 rBvV 1512822 1244751 39.25% 5.266%
11 10.586 1441 1445 1448 rBVY 2076668 1732878 54.64% 7.332%
12 10.716 1461 1467 1470 rVB2 31585 51113 1.61% 0.216%
13 11.280 1559 1563 1566 rBY 1417342 1166399 36.78% 4 .935%
14 11.304 1566 1567 1570 rVB 114077 58898 1.86% 0.249%
15 11.892 1664 1667 1670 rBvV 40955 42246 1.33% 0.179%

16 12.492 1764 1769 1774 rBV 305736 259262 8.17% 1.097%
17 12.721 1800 1808 1810 rBV 210556 247368 7.80% 1.047%
18 12.863 1824 1832 1836 rBV 2573365 2559491 80.70% 10.829%

19 13.098 1867 1872 1874 rBV 48266 61979 1.95% 0.262%
20 13.439 1925 1930 1933 rBV2 54932 56715 1.79% 0.240%
21 13.663 1963 1968 1971 rBV2 26932 37882 1.19% 0.160%

22 13.768 1982 1986 1997 rBV 380841 523725 16.51% 2.216%
23 13.916 2004 2011 2014 rBV 940854 977739 30.83% 4._137%

24 13.939 2014 2015 2021 rVB 95947 78895 2.49% 0.334%
25 14.080 2036 2039 2043 rBV 62847 62818 1.98% 0.266%
26 14.386 2087 2091 2093 rBV 74091 78469 2.47% 0.332%
27 14.686 2139 2142 2145 rVB 61763 57157 1.80% 0.242%
28 14.939 2181 2185 2189 rBV 88429 136236 4._30% 0.576%
29 15.010 2194 2197 2200 rVB 53641 54783 1.73% 0.232%
30 15.045 2201 2203 2213 rBV5 27196 62823 1.98% 0.266%
31 15.227 2231 2234 2241 rVB 45942 61598 1.94% 0.261%
32 15.292 2241 2245 2250 rVB 60582 77264 2.44% 0.327%
33 15.351 2250 2255 2266 rBV 643755 880302 27.75% 3.724%
34 15.786 2327 2329 2335 rVB2 37663 51941 1.64% 0.220%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121796.D

Aca On : 2 Oct 2020 16:11

Operator : JU/CG

Sample : L4198-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.868 2338 2343 2352 rVV6 46795 131131 4._.13% 0.555%

36 17.180 2563 2566 2571 rVB2 22711 34436 1.09% 0.146%
37 17.333 2587 2592 2601 rvVvB2 21508 63822 2.01% 0.270%
Sum of corrected areas: 23635894
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\

BF121796.D
2 Oct 2020 16:11
JU/CG
L4198-07
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121796.D

Aca On : 2 Oct 2020 16:11

Operator : JU/CG

Sample : L4198-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Heptadecyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.77 10.71 ng 523725 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90

Abundance Scan 1986 (13.768 min): BF121796.D (-1982) (-) m/z 57.10 100.00%
57.1
{ ,JLLL.
230.1 LN BRI U
39.2 13.40 13.60 13.80 14.00
— “ R P . m/z 43.10 87.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 AR AU AR B
1340 13.60 13.80 14.00
t l m/z 55.05 77.53%
169.0
o AL L 2 280 a0 asao
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
97.0 L DU SRR BN SUNI I
13.40 13.60 13.80 14.00
5000 m/z 83.10 68.34%
169
oz L Ll 1310 210.0 2550 406.0
m/z--> éo 100 1%0 260 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester I EEEEEmas e
57.0 13.40 13.60 13.80 14.00
9.0 m/z 69.10 60.66%
oL il ! ‘\ﬁ?'? 1820 2520 2970 398.0
m/z--> 50 100 150 200 250 300 350 400 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100220\
Data File : BF121796.D

Aca On : 2 Oct 2020 16:11

Operator : JU/CG

Sample : L4198-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.98 ng 131131 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 81
2 Heptacosvl acetate 438 C29H5802 1000351-78-2 81
3 Cvclohexadecane 224 C16H32 000295-65-8 81
4 17-Pentatriacontene 491 C35H70 006971-40-0 81
5 n-Tetracosanol-1 354 C24H500 000506-51-4 76
Abundance Scan 2343 (15.868 min): BF121796.D (-2338) (-) m/z 57.05 100.00%
54.0 97.1
5000
162.2 201.1 2811 327.0 15,60 15.80 16.00 16.20
0 m/z 97.10 91.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 L DA SUNILS SR SR
15.60 15.80 16.00 16.20
30,0 m/z 83.05 85.44%
N | ,1 |, 181.0 222.0 264.0 306.0 378.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #224391: Heptacosyl acetate
43.0
91.0 L DA SUNILS SR SR
15.60 15.80 16.00 16.20
5000 m/z 43.10 85.03%
ol \l ‘J “ﬁ3?? 181.0 222.0 264.0 306.0 378.0 423.0
LN UL UURLEL LA UL UURLELELA SR UUNLLL SURLELEL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane R EEEEE RS
55.0 15.60 15.80 16.00 16.20
m/z 69.10 68.84%
97.0
5000
ol ‘ ‘ ‘ I 1390 1819 2210
m/z--> 50 100 150 200 250 300 350 400 ' 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100220\
Data File : BF121796.D

Acq On : 2 Oct 2020 16:11

Operator : JU/CG

Sample : L4198-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.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]
Heptadecyl heptaf... 13.77 10.7 ng 523725 5 13.92 977739 20.0
1-Heptacosanol 15.87 3.0 ng 131131 6 15.35 880302 20.0
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