LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080320\
Data File : BF121181.D

Acq On : 3 Aug 2020 17:43

Operator : JU/CG

Sample - L3525-01

Misc :

ALS Vial : 11 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 - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620._.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 height area % max. total
1 4.987 489 493 503 rBVY 236829 278502 8.74% 1.231%
2 5.410 560 565 588 rBV 2018926 2144796 67.33% 9.478%
3 6.428 734 738 754 rBV 2013552 2175872 68.31% 9.615%
4 6.792 796 800 804 rBV 1020089 813275 25.53% 3.594%
5 7.357 891 896 899 rBvV 1770379 1557959 48.91% 6.885%

8.075 1015 1018 1036 rBV 1192570 1076515 33.80% 4._.757%
9.157 1197 1202 1212 rBV 2900453 3017536 94.73% 13.334%
9.551 1265 1269 1282 rBV 349614 358529 11.26% 1.584%
9.651 1282 1286 1299 rBV6 22362 59611 1.87% 0.263%
9.833 1313 1317 1327 rVB 1423818 1246481 39.13% 5.508%

=
QO ~NO®

11 10.621 1447 1451 1463 rBV 1693541 1766210 55.45% 7.805%
12 11.321 1566 1570 1577 rBV 1400103 1325350 41.61% 5.857%
13 12.910 1835 1840 1843 rBV 3260443 3185389 100.00% 14.076%
14 13.133 1874 1878 1887 rBV5 20338 47638 1.50% 0.211%
15 13.810 1989 1993 2006 rBV 436152 965569 30.31% 4.267%

16 13.957 2014 2018 2028 rVB 1150577 1161464 36.46% 5.132%
17 14.462 2101 2104 2112 rVB5 29235 52769 1.66% 0.233%
18 14.804 2159 2162 2166 rVB 56353 54596 1.71% 0.241%
19 15.409 2260 2265 2276 rBV 819602 1113297 34.95% 4.920%
20 15.945 2350 2356 2370 rVB6 59021 228549 7.17% 1.010%

Sum of corrected areas: 22629907
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF080320\

BF121181.D
3 Aug 2020 17:43
JU/CG
L3525-01
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080320\
Data File : BF121181.D

Acq On : 3 Aug 2020 17:43

Operator : JU/CG

Sample - L3525-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

4.99 6.85 ng 278502 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 494 (4.992 min): BF121181.D (-489) (-) 43.00 100.00%

43
59
5000
101

4.60 4.80 5.00 5.20 5.40

51 83 J
0 ...,....,....,....I,'::..,..':I,....,....,.l...,....,....,....,....,....,...., m/z 59.00 58.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA LI L L L L L L L LB
59 460 4.80 5.00 5.20 5.40
m/z 101.00 21.93%
15 31 101
0 ‘ Tl ol 51 83 ‘
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
T e
460 4.80 5.00 5.20 5.40
5000 a1 m/z 58.00 16.83%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime A R R
43 460 4.80 5.00 5.20 5.40
m/z 41.00 9.07%
5000
101
15 31 % 6 86
o} NN M. ANMES. .. AH R N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080320\
Data File : BF121181.D

Acq On : 3 Aug 2020 17:43

Operator : JU/CG

Sample - L3525-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.81 16.63 ng 965569 Chrysene-d12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 94
Abundance Scan 1993 (13.810 min): BF121181.D (-1989) (-) m/z 57.05 100.00%
87
5000 111 ,,w_dy\,h\d\N_}\\\vaw_A~—-~
LRI SR PR SUNI B
139 13.40 13.60 13.80 14.00 14.20
167
o — ,H | .]l.*. e, 209230 280 | m/z 83.05 94.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 DRI AN SUN B
13.40 13.60 13.80 14.00 14.20
29 111 m/z 55.05 91.61%
L || | 13 167 106 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 43.05 90.82%
29
o 139 167 106 238 266 294
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester T T
57 13.40 13.60 13.80 14.00 14.20
83 m/z 97.10 87.36%
5000 111
0 ZJg ! “ ‘ (| J\l?g.]-?g\ 2]\-0 255 406
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080320\
Data File : BF121181.D

Acq On : 3 Aug 2020 17:43

Operator : JU/CG

Sample - L3525-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.94 4.11 ng 228549 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 Octacosanol 410 C28H580 000557-61-9 90
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 76
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 76
Abundance Scan 2355 (15.939 min): BF121181.D (-2350) (-) m/z 57.05 100.00%
5000
159 194 220 253 g 15160 15,30 16,00 1620
0 m/z 97.10 93.98%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 8
5000 111 T TTTT LR B TTTT
15 60 15. 80 16 00 16. 20
m/z 43.05 88.65%
29
ol \“ \‘ ‘\\ | ‘ , 167 195 222 250 280 308 336
m/z--> 55 100 1%0 260 2%0 360 3éo '
Abundance
57
o1 M U SR SRR
15.60 15.80 16.00 16.20
5000 m/z 69.05 78.37%
125
0 29 77 153 181 209 236 264 292 322 364 392
m/z--> 55 100 150 260 250 300 3%0 '
Abundance #210517: 1-Heptacosanol T
57 g7 15.60 15.80 16.00 16.20
m/z 83.05 73.04%
5000
125
o 20 ’ | ‘ L1?3_181 209 236 264 292 320 350 378
m/z--> 55 100 150 200 2%0 360 3éo ' 1560 1580 1600 1620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080320\
Data File : BF121181.D

Acq On : 3 Aug 2020 17:43

Operator : JU/CG

Sample - L3525-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.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]
2-Pentanone, 4-hy... 4 .99 6.8 ng 278502 1 6.79 813275 20.0
5-Eicosene, (E)- 13.81 16.6 ng 965569 5 13.96 1161460 20.0
n-Tetracosanol-1 15.94 4.1 ng 228549 6 15.41 1113300 20.0
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