LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 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\HPCHEMI1I\BNA P\METHODS\8270-BP062920 .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 5.193 385 392 409 rBVY 1427042 2285566 27.92% 4.401%
2 6.764 653 659 680 rVB 1742557 2846384 34.78% 5.481%
3 7.569 789 796 806 rBV 414978 649233 7.93% 1.250%
4 7.887 843 850 861 rBVY 1428318 2306733 28.18% 4._.442%
5 8.716 982 991 1012 rBVY 1195051 2054536 25.10% 3.956%
6 10.340 1260 1267 1285 rBV 585374 1019668 12.46% 1.963%
7 12.081 1550 1563 1579 rBV5 28430 88212 1.08% 0.170%
8 12.834 1684 1691 1708 rBV 3183750 4887426 59.71% 9.411%
9 13.681 1830 1835 1848 rVB 336434 483962 5.91% 0.932%
10 14.222 1918 1927 1936 rVB 1024083 1664609 20.34% 3.205%
11 14.510 1967 1976 1981 rBvV3 36336 84239 1.03% 0.162%

12 15.722 2174 2182 2194 rBV 2972877 4369061 53.38% 8.413%
13 16.981 2390 2396 2407 rVB 1451282 2070136 25.29% 3.986%
14 19.486 2817 2822 2828 rVB 546572 667455 8.15% 1.285%
15 19.575 2831 2837 2849 rVB 6138652 8185017 100.00% 15.761%

16 19.975 2902 2905 2910 rVB 126925 144240 1.76% 0.278%
17 20.404 2975 2978 2983 rVB 126712 143679 1.76% 0.277%
18 20.457 2984 2987 2991 rBV 67320 86407 1.06% 0.166%
19 20.657 3017 3021 3026 rBV 278772 323786 3.96% 0.623%
20 20.828 3046 3050 3061 rBV 891713 1198018 14.64% 2.307%

21 21.086 3089 3094 3099 rBV2 2085533 2621612 32.03% 5.048%
22 21.263 3121 3124 3134 rVB 164118 205422 2.51% 0.396%
23 21.704 3193 3199 3210 rBV2 727366 1289506 15.75% 2.483%
24 22.151 3271 3275 3290 rVB 282691 474868 5.80% 0.914%
25 22.375 3309 3313 3320 rVB 154372 209736 2.56% 0.404%

26 22.657 3355 3361 3364 rBV 1156927 1665708 20.35% 3.207%
27 22.692 3364 3367 3377 rVB 414141 681136 8.32% 1.312%
28 23.216 3451 3456 3461 rBV 277312 429351 5.25% 0.827%
29 23.280 3461 3467 3476 rVB2 1354874 2562703 31.31% 4_.935%
30 23.522 3503 3508 3516 rVB 273296 461487 5.64% 0.889%

31 23.857 3559 3565 3573 rVB 1015625 1983149 24.23% 3.819%
32 23.933 3573 3578 3591 rVB 333693 699296 8.54% 1.347%
33 25.033 3759 3765 3775 rVB 241805 560343 6.85% 1.079%
34 25.463 3832 3838 3852 rVB2 292784 812181 9.92% 1.564%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 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\HPCHEM1\BNA P\METHODS\8270-BP062920.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 25.592 3856 3860 3871 rVB2 133379 355945 4 _.35% 0.685%

36 26.310 3974 3982 3999 rVB2 421811 1361089 16.63% 2.621%

Sum of corrected areas: 51931899
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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: BP002579.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 3 Cinnamyl cinnamate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

20.66 2.47 ng 323786 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 87
2 Cinnamovlalvcine. methvl ester 219 C12H13NO03 040778-04-9 53
3 1-Penten-3-one. 4-methvl-1-phenvl- 174 C12H140 003160-32-5 50
4 2-lodo-benzoic acid N"-(3-phenvl... 392 C16H13IN202 315672-62-9 50
5 1-Penten-3-one, 4,4-dimethyl-1-p... 188 C13H160 000538-44-3 50

Abundance Scan 3022 (20.663 min): BP002579.D (-3017) (-) m/z 131.10 100.00%

131
5000
10

219 LI L e
20. 40 20 60 20. 80 21. 00

o
[
sy
S
LW

173 264
,,,,I 2o 200328356 387 429457 503 537 m/z 115.10 37.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #114231: Cinnamyl cinnamate
131

5000 ...................
20. 40 20 60 20. 80 21. 00

1°3I m/z 117.10 33.74%

219
51 264
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
131
_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_l_ﬁ

20.40 20.60 20.80 21.00

o

5000 103 m/z 103.05 30.68%
51 218
160188
O L L o s B S LN e oo e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41102: 1-Penten-3-one, 4-methyl-1-phenyl-
131 20.40 20.60 20.80 21.00

m/z 77.10 24 .18%

5000 103
51 J [ 174
Lol d \

NN A S so S

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20. 40 20 60 20. 80 21. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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

Concentration Rank 6

Peak Number

4 1-Heneicosanol

R.T. EstConc Area Relative to ISTD R.T.
20.83 9.14 ng 1198020 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heptacosanol 396 C27H560 002004-39-9 93

Abundance Scan 3050 (20.828 min): BP002579.D (-3046) (-) m/z 57.10 100.00%
197
5000 .1
AN N B
20.60 20.80 21.00 21.20
53
Y | (23182210 252280308 357388416 451 489 536 75 g83.10  91.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
20.60 20.80 21.00 21.20
m/z 43.10 91.37%
o P39167196 238266294

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance
57 97
20.60 20.80 21.00 21.20
5000 m/z 55.10 90.56%
125
29 250
0 154182 222 297 360
T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 R AR
57 |97 20.60 20.80 21.00 21.20
m/z 97.10 80.83%
5000
25
29 53
ok, 1193181210238266 308336
[rrripriT T T TT T T TT 1T TTTT TT 1T LI LR UL B _'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_f

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 5 2- Chloropropionic acid, oc... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.70 9.84 ng 1289510 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
Abundance Scan 3198 (21.698 min): BP002579.D (-3193) (-) m/z 57.10 100.00%
57
5000 85 \ /\ \
VLA R BRI U
25 21.40 21.60 21.80 22.00
155
oh A, i 22183211 249281309337 380 431462 510 848 | ;574310 74.41%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57
97
5000 AR AR IR IR
21140 21.60 21.80 22.00
29 m/z 71.10 63.38%
0‘
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
21.40 21.60 21.80 22.00
5000 97 m/z 55.10 49.83%
29
125
o 168196 207 258
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #222139: Nonadecy! pentafluoropropionate R LN B e
57 o7 21.40 21.60 21.80 22.00
m/z 85.10 45_.12%
5000
125
29
ol 1, | \l 1153182210238266 311 412
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 21140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 6 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22.15 3.62 ng 474868 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptacosane 380 C27H56 000593-49-7 94
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 81
5 Triacontane 422 C30H62 000638-68-6 76

Abundance Scan 3275 (22.151 min): BP002579.D (-3271) (-) m/z 57.10 100.00%

5000

21.80 22.00 22.20 22.40
m/z 71.10 71.13%

o 197 235267299 337369 416 475 535
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #129490: Eicosane
5|7
5000 A|||||||||||||||||||||||
21.80 22.00 22.20 22.40
99 m/z 43.10 59.08%
ol 26 Jl (41 183 225 282
R o o o B LR B o o e e e e S A S R e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R e R BEREAREREE
21.80 22.00 22.20 22.40
5000 m/z 85.10 53.98%

99
0 26 141 183 225 267 323 380
AN ma o e e AR BaR RS B L
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 “
Abundance #241528: Tetratetracontane I EEEEEEEE e e e
57 21.80 22.00 22.20 22.40
m/z 55.10 21.63%

5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L Sttt ol

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 21. 80 22. 00 22 20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 7 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22 .66 13.00 ng 1665710 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 96
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Heneicosane. 1l1-decvl- 437 C31H64 055320-06-4 93
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Nonacosane 408 C29H60 000630-03-5 93

Abundance Scan 3362 (22.663 min): BP002579.D (-3355) (-) m/z 57.10 100.00%

a0
~
0
al

5000
I e e e R R
ﬂ113141169197225253280309 351379 425 477 521 22:40 22,60 22.80 23.00
Ol A A A L[ TR A220253280300 361379 425 47 2l m/z 71.10 71.34%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane
5000

22.40 22.60 22.80 23.00
m/z 43.10 60.22%

13
141169197225253281309 351379407436

04
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
A R Saiarsany
71 22.40 22.60 22.80 23.00
5000 m/z 85.05 54.59%
99 196
o 127155 | 295053281
o S S
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl- AR e
57 22.40 22.60 22.80 23.00
m/z 55.10 23.36%
5000 85
- . 295
oL 113141160197225 266 | 323 435
i G el st
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 2240 22'60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 8 Fumaric acid, 2,4-dichlorop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.69 5.32 ng 681136 Perylene-di12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 2.4-dichlorophenvl... 428 C22H30CI1204 1000345-34-4 94
2 1-Heneicosanol 312 C21H440 015594-90-8 83
3 Fumaric acid. 2-chlorophenvl dod... 394 C22H31Cl104 1000344-83-4 76
4 Chloroacetic acid. tridecvl ester 276 C15H29CI02 018277-85-5 72
5 Fumaric acid, 2-methylallyl tetr... 366 C22H3804 1000330-55-3 53
Abundance Scan 3367 (22.692 min): BP002579.D (-3364) (-) m/z 83.10 100.00%
55 &3
5000 ]1
SRR SR R B
22.40 22.60 22.80 23.00
b AL [T 67195 236 281911300570401 a0z aresos san | 0GR 0 5H 0 5 gy
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #221553: Fumaric acid, 2,4-dichloropheny! dodecy! ester
69 97
5000 162 267 22,40 22.60 22.80 23.00
4 m/z 55.10 81.79%
o L ], 215 428
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550
Abundance
55 83
22,40 22.60 22.80 23.00
5000 111 m/z 69.10 81.72%
o 139167196 238266294
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209339: Fumaric acid, 2-chlorophenyl dodecy! ester B m man o e
69 97 22.40 22.60 22.80 23.00
m/z 111.15 49_.99%
5000 128 169 267
4
0 d‘{ ) N 210g39 315 359 394
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 2240 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 9 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

23.22 3.35 ng 429351 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 3457 (23.222 min): BP002579.D (-3451) (-) m/z 57.10 100.00%

57
85
5000

113 23.00 23.20 23.40 23.60
141169197
Ol A L 2700 239 282 323356 398 439 490 585 m/z 71.10  73.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425:; Heneicosane
57
5000 85 LA L L L L L LB

23. OO 23 20 23. 40 23. 60
29 m/z 43.10 62 .25%

11}3141169197225253 296

L i e M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R R A R S
85 23.00 23.20 23.40 23.60
5000 m/z 85.10 54 _27%
29
. 113141169197 240
i LA o Ao
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane B B AREE me ]
57 23.00 23.20 23.40 23.60
m/z 55.05 21.86%
85
5000
113
. 29 (14116919722553282
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 00 23 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 10 Hexadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.52 3.60 ng 461487 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal 240 C16H320 000629-80-1 93
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Tetracosanal 352 C24H480 057866-08-7 91
5 1,19-Eicosadiene 278 C20H38 014811-95-1 90
Abundance Scan 3508 (23.522 min): BP002579.D (-3503) (-) m/z 57.10 100.00%
57
96
5000
AR AR AR
7 23.20 23.40 23.60 23.80
| 235265 306334362390 443 476503 537 m/z 43.10 387.20%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94312: Hexadecanal
43, 82
A
5000 USSR
Bmmmmmmm
0 m/z 82.10 83.55%
o 38166196555
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 82
23.20 23.40 23.60 23.80 |
5000 m/z 55.10 59.93%
110
1386519422270
O L I
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance #117616: Oxirane, hexadecyl- B E R B RS Eaa
55 |82 23.20 23.40 23.60 23.80
m/z 96.10 59.33%
5000
1
0 2‘ | 152180208 250
m/z--> c') 5'0 100 1&1;0 200 250 300 3&'30 4(')0 4éo 5(')0 5&'30 23 20 23. 40 23. 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 11 Nonacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.86 15.48 ng 1983150 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 95
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 3566 (23.863 min): BP002579.D (-3559) (-) m/z 57.10 100.00%

-

5000
f13141169197225253 295323351379408437 489 539 23.60 23,80 24.00 24.20
O A L s feeoe03 295323361379408437 489 39 m/z 71.10 72.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215180: Nonacosane
5000

23.60 23.80 24.00 24.20
m/z 43.10 56.40%

. 141169197225953281309337365 408
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
A e
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 52.75%
113
0 29 141169197225 267295 365393
e e e L L AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
23.60 23.80 24.00 24.20
m/z 55.10 21.17%
5000 85

| 113141160197225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.60 23.80 24.00 24.20

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 12 Heptacosyl acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.93 5.46 ng 699296 Perylene-di12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosvl acetate 438 C29H5802 1000351-78-2 99
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 3577 (23.927 min): BP002579.D (-3573) (-) m/z 57.10 100.00%
57 o7
5000
2 23.60 23.80 24.00 24.20
167 209 : : : :
ob ALy 267 20937 283317 a66 30540 a7esos saT 777 g3 10" gs.66%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224391: Heptacosyl acetate
43
5000 UV AR RS
23.60 23.80 24.00 24.20
25 m/z 97.10 84 .75%
0|%§{ | 53181209236264292320350378 423
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
83 23.60 23.80 24.00 24.20
5000 m/z 43.10 75 .58%
111
2 139 182210
O R T T T o e i e e B e o
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215904: Octacosanol R AR R
57 23.60 23.80 24.00 24.20
97 m/z 69.10  73.40%
5000
25
0 29 l 153181200236264292322 364392
mz-> 0 5'0 100 150 200 250 300 350 400 450 500 550 2360 23.80 24.00 24.20

8270-BP062920.M Wed Jul 01 15:05:15 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 13 (Z)-14-Tricosenyl formate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

25.03 4_.37 ng 560343 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 92
2 Heptadecanal 254 C17H340 1000376-70-0 91
3 1.19-Eicosadiene 278 C20H38 014811-95-1 90
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
5 Octadecanal 268 C18H360 000638-66-4 83

Abundance Scan 3764 (25.027 min): BP002579.D (-3759) (-) m/z 57.10 100.00%

g7

96
5000

-

24.80 25.00 25.20 25.40
m/z 82.10 83.81%

52180208236264 306 341 387418451 489 538

Oty
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194460: (2)-14-Tricosenyl formate

55

96

-

5000 LA L L L L LB
24.80 25.00 25.20 25.40
m/z 43.10 81.60%
. 52180 222250278 20348
o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
82
e
24.80 25.00 25.20 25.40
5000 m/z 55.10 59.35%
109
137 180208236
R o o R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126192: 1,19-Eicosadiene R AEEmEEES L
55 24.80 25.00 25.20 25.40
m/z 83.10 56.74%
96
5000
24
ol (24152180208 250278
T R R LA L R n s SO L
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 24.80 25.00 25,20 25.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 14 Eicosane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.46 6.34 ng 812181 Perylene-di12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 91
2 n-Hexadecanoic acid.methvl(tetra... 354 C21H4202Si 1000217-04-1 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3838 (25.463 min): BP002579.D (-3832) (-) m/z 57.10 100.00%

5000

28

25.20 25.40 25.60 25.80
m/z 71.10 69.70%

141169 207 239 276 315 355 400 444475504533

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl-

D
[3)
~
iy

5000 LIS L L L LB L B
25. 20 25 40 25. 60 25. 80
- m/z 43.10 60.43%
99 238
0 | 127155183211%3% | 309336365392
B L L B Bt B B T SN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 171
R L o e SRR
339 25.20 25.40 25.60 25.80
5000 99 199 m/z 85.10 51.29%
& 227
311
199, = 255283
oMl e L b b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane e e
25.20 25.40 25.60 25.80
m/z 55.10 23.48%
5000

?

141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25. 20 25 40 25. 60 25. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 15 Cyclotetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
25.59 2.78 ng 355945 Perylene-di12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 96
2 Heptacosvl acetate 438 C29H5802 1000351-78-2 93
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 1-Triacontanol 438 C30H620 000593-50-0 90
5 Octacosanol 410 C28H580 000557-61-9 90
Abundance Scan 3860 (25.592 min): BP002579.D (-3856) (-) m/z 57.10 100.00%
g7
97
5000
f% ”[7 2530 9543 7580 55150 2600
53 : - : :
oA AL .1.1.1, etk 220278 315 356400 443477510838 | 175783 10 80.74%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
55 83
5000 111 336 AL DA SRR BRI
25:20 25.40 25.60 25.80 26.00
29 m/z 97.15 76.61%
oL [ 1 57195222250 270%08
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
97 LRSI DU BRI BRI I
25.20 25.40 25.60 25.80 26.00
5000 m/z 43.10 70.05%
125
ol 15 153181209236264292320350378 423
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol B B E e
57 |97 25.20 25.40 25.60 25.80 26.00
m/z 69.10 68.68%
5000
25
o 29 [£53181209236264292320350378
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 25:20 25.40 25.60 25.80 26.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002579.D

Aca On : 30 Jun 2020 17:28

Operator : CG/JU

Sample : L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 16 _.gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.31 10.62 ng 1361090 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 96
2 _beta.-Sitosterol 414 C29H500 000083-46-5 89
3 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 25
4 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 18
5 17-(1,5-Dimethylhexyl)-10,13-dim. .. 414 C29H500 1000210-86-9 16
Abundance Scan 3982 (26.310 min): BP002579.D (-3974) (-) m/z 43.10 100.00%
a3
107
7
ISUNABUNSSUABSUARER
26.00 26.20 26.40 26.60
Ok, | 448 490518546 m/z 57.10 55.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43
5000 UL
26.00 26,20 26.40 26.60
m/z 107.10 54 _.38%
0.4 ik
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
26.00 26.20 26.40 26.60
5000 m/z 55.10 52 _.73%
107
&) 145 Lo 414
173 255 303330 381
O A A e B L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210541: Stigmastan-3,5-diene A REEREEaSS
43 26.00 26.20 26.40 26.60
m/z 145.15 50.11%
396
5000
8l 147
0 V Wi ﬁlmﬂ 177 213 255288 354
m/z--> 50 160 150 200 250 300 350 400 450 500 550 26.00 26,20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP063020\
Data File : BP002579.D

Acq On : 30 Jun 2020 17:28

Operator : CG/JU

Sample - L3153-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP062920_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]
Cinnamyl cinnamate 20.66 2.5 ng 323786 5 21.09 2621610 20.0
1-Heneicosanol 20.83 9.1 ng 1198020 5 21.09 2621610 20.0
2- Chloropropioni... 21.70 9.8 ng 1289510 5 21.09 2621610 20.0
Eicosane 22.15 3.6 ng 474868 5 21.09 2621610 20.0
Hentriacontane 22 .66 13.0 ng 1665710 6 23.28 2562700 20.0
Fumaric acid, 2,4... 22.69 5.3 ng 681136 6 23.28 2562700 20.0
Heneicosane 23.22 3.4 ng 429351 6 23.28 2562700 20.0
Hexadecanal 23.52 3.6 ng 461487 6 23.28 2562700 20.0
Nonacosane 23.86 15.5 ng 1983150 6 23.28 2562700 20.0
Heptacosyl acetate 23.93 5.5 ng 699296 6 23.28 2562700 20.0
(2)-14-Tricosenyl ... 25.03 4.4 ng 560343 6 23.28 2562700 20.0
Eicosane, 9-octyl- 25.46 6.3 ng 812181 6 23.28 2562700 20.0
Cyclotetracosane 25.59 2.8 ng 355945 6 23.28 2562700 20.0
-.gamma.-Sitosterol 26.31 10.6 ng 1361090 6 23.28 2562700 20.0
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