LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061920\

Data File : BF120674.D

Aca On 19 Jun 2020 20:14 Instrument :
Operator : JU/CG BNA_F

Sample - L3035-05 ClientSampleld :
Misc - 2-UNIVERISTY-SW-3
ALS Vial : 16 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-BF061020.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 5.410 560 565 568 rBY 3189949 3035080 75.97% 11.114%
2 6.434 733 739 742 rBVY 2992585 3105196 77.72% 11.371%
3 6.622 769 771 780 rBV 37443 42046 1.05% 0.154%
4 6.798 797 801 804 rBV 843258 714485 17 .88% 2.616%
5 6.951 823 827 831 rBVY 2887969 2702292 67 .64% 9.895%

7.363 891 897 900 rBV 1795109 1759308 44.03% 6.442%
8.075 1015 1018 1022 rBV 865064 808810 20.24% 2.962%
9.157 1197 1202 1205 rBV 4401310 3995344 100.00% 14.630%
9.545 1265 1268 1272 rBV 535787 437534 10.95% 1.602%
9.833 1313 1317 1320 rBV 1294829 1086586 27.20% 3.979%

=
QO ~NO®

11 10.622 1446 1451 1455 rBV 2417773 2337998 58.52% 8.561%
12 11.316 1565 1569 1573 rBV 806129 681778 17.06% 2.497%
13 12.792 1816 1820 1829 rVB 40867 49549 1.24% 0.181%
14 12.910 1835 1840 1843 rBV 3109998 2947306 73.77% 10.793%
15 13.810 1987 1993 2012 rBV2 354334 785739 19.67% 2.877%

16 13.957 2014 2018 2022 rVV 1410101 1207924 30.23% 4.423%

17 15.057 2201 2205 2209 rBV 55409 67700 1.69% 0.248%
18 15.139 2209 2219 2224 rBVS8 25552 62716 1.57% 0.230%
19 15.404 2256 2264 2267 rBV 987533 1290466 32.30% 4.726%
20 15.851 2335 2340 2344 rVB 43766 60539 1.52% 0.222%

21 15.933 2348 2354 2357 rBV3 61000 130090 3.26% 0.476%

Sum of corrected areas: 27308486
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061920\

Data File : BF120674.D

Aca On 19 Jun 2020 20:14

Operator : JU/CG

ﬁ?ggle i L3035-05 2-UNIVERISTY-SW-3
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF120674.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061920\

Data File : BF120674.D

Aca On 19 Jun 2020 20:14

Operator : JU/CG

ﬁ?ggle i L3035-05 2-UNIVERISTY-SW-3
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.81 13.01 ng 785739 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 1993 (13.810 min): BF120674.D (-1987) (-) m/z 57.05 100.00%
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13.40 13.60 13.80 14.00 14.20
m/z 83.10 93.19%

176 153

182
o 209
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Abundance #155046: 1-Heneicosanol
56 83

13.40 13.60 13.80 14.00 14.20
m/z 43.05  93.00%

5000

29

167182

294

210 238 266

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 55.05 91.02%
29 139

0 167182 210 238 264280 308

m@ﬂmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #194133: Dichloroacetic acid, heptadecy! ester

13.40 13.60 13.80 14.00 14.20
m/z 97.05  79.78%
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MEDSGHREGIE TSV GRS S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061920\
Data File : BF120674.D

Aca On 19 Jun 2020 20:14

Operator : JU/CG

Sample : L3035-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3 1-Heptacosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.93  2.02ng 130090  Perylene-d1i2 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Heptacosanol 306 C27H560 002004-39-9 95

2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 n-Tetracosanol- 354 C24H500 000506-51-4 93
Abundance Scan 2353 (15.927 min): BF120674.D (-2348) (-) m/z 57.00 100.00%
87 97
12 UL BN BN IR
| \ 147 207 281 355 15.60 15.80 16.00 16.20
0 A | m/z 97.10 89.70%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 7
5000 LR T BN B B
125 15.60 15.80 16.00 16.20
m/z 83.10 88.51%
o 29 | | l 153 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
97 A BN BN SRR
15.60 15.80 16.00 16.20
5000 m/z 43.05 79.57%
125
29
0 169 196 224 252 5g7 448
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate N LA M e
57 15.60 15.80 16.00 16.20
97 m/z 55.00 73.76%
5000
29 125
REREYY || 154182210238 283 3
m/z--> 50 100 1&1;0 200 250 300 350 400 450 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\BF061920\

Data File : BF120674.D

Acq On : 19 Jun 2020 20:14

Operator : JU/CG

ﬁ?ggle i 13035-05 2-UNIVERISTY-SW-3
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061020.M
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]
1-Heneicosanol 13.81 13.0 ng 785739 5 13.96 1207920 20.0
1-Heptacosanol 15.93 2.0 ng 130090 6 15.40 1290470 20.0
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