LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 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 P\METHODS\8270-BP082420 .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 2.934 3 8 22 rVB 936320 1126885 13.31% 2.150%
2 5.269 398 405 421 rBVY 1838849 2711516 32.03% 5.173%
3 6.846 664 673 689 rBY 1671330 2731167 32.26% 5.210%
4 7.663 804 812 822 rBV 736681 1153033 13.62% 2.200%
5 8.804 995 1006 1018 rBY 1152574 1915120 22.62% 3.654%
6 10.440 1276 1284 1299 rBV 942516 1632137 19.28% 3.114%
7 12.922 1698 1706 1727 rBV 3620855 5567959 65.77% 10.622%
8 13.763 1842 1849 1864 rBV 305461 481967 5.69% 0.919%
9 14.304 1933 1941 1958 rBV 1446286 2291446 27.07% 4_.372%
10 15.798 2186 2195 2218 rBVY 2405986 3898051 46.04% 7.437%

11 17.051 2402 2408 2419 rBV 1793225 2739908 32.36% 5.227%
12 17.975 2560 2565 2571 rBV 158006 236694 2.80% 0.452%
13 19.033 2741 2745 2748 rBV 76014 88545 1.05% 0.169%
14 19.422 2806 2811 2821 rVB 53962 94333 1.11% 0.180%
15 19.545 2828 2832 2838 rVB 168467 196973 2.33% 0.376%

16 19.633 2841 2847 2858 rVV 6545311 8466000 100.00% 16.151%
17 20.880 3054 3059 3070 rBV 775450 1150927 13.59% 2.196%
18 21.145 3099 3104 3118 rBV 2607065 3376356 39.88% 6.441%
19 21.763 3203 3209 3220 rBV3 320075 678643 8.02% 1.295%
20 22.339 3304 3307 3313 rVB 126235 167385 1.98% 0.319%

21 22.439 3321 3324 3332 rVB2 142665 195092 2.30% 0.372%
22 22.727 3368 3373 3377 rBV 425393 669373 7.91% 1.277%
23 22.768 3377 3380 3391 rVB 370775 640672 7.57% 1.222%
24 23.380 3477 3484 3495 rVB 1884162 3546738 41.89% 6.766%
25 23.615 3520 3524 3530 rVB 135283 225506 2.66% 0.430%

26 23.962 3577 3583 3590 rVB 876420 1693747 20.01% 3.231%
27 24.045 3591 3597 3610 rVB 325866 728379 8.60% 1.390%
28 24.786 3719 3723 3738 rVB 149699 377655 4._.46% 0.720%
29 25.621 3860 3865 3880 rvB2 276559 792494 9.36% 1.512%
30 25.862 3901 3906 3926 rVB7 247320 850274 10.04% 1.622%

31 26.174 3952 3959 3971 rVvB4 313198 909280 10.74% 1.735%
32 26.498 4006 4014 4031 rVB6 343754 1082816 12.79% 2.066%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 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-BP082420.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 52417071
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003141.D

6000000
5000000
4000000
3000000

2000000 5.27 6.85

8.80
1000000} 93 7.66 10.44

T e e L = L L S e

Time--> 300 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 1100 1150
Abundance TIC: BP003141.D
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3000000
15.80

2000000 17.05
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JL 1570 17.97 19.03 1619585

O L . I R e e =

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP003141.D
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Time--> 20 50 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.93 19.55 ng 1126890 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 9

Abundance Scan 7 (2.928 min): BP003141.D (-3) (-) m/z 72.95 100.00%
7B
5000
43
U A R UL U I
3.00 3.10 3.20 3.30
ole,L..‘.,l.l.? 154 193221 260287 322 355 388416445473 518547 m/z 87.05 28.26%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U A R UL U
43 3.00 3.10 3.20 3.30
m/z 43.05 28.02%
L s L S B S WL B SN B S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
3.00 3.10 3.20 3.30
5000{ 41 m/z 55.00 21.49%
0 112
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #734: N-Ethylformamide
30 3.00 3.10 3.20 3.30
73 m/z 71.10 10.90%
5000
Olﬂ J"Ll""l""l"" NN UL S BRI SIS L I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
Quant Title : 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 1-Octadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.88 6.82 ng 1150930 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 97
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 3059 (20.880 min): BP003141.D (-3054) (-) m/z 83.05 100.00%
5]
55 A\_ﬁ
11
5000
e R EREE
9 20.60 20.80 21.00 21.20
167
ob A AL} (2719022605328 327355 402432 475 522 | sz 97.05  96.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104184: 1-Octadecene
57
5000 IERAARUE U AR
29 20 60 20. 80 21. oo 21 20
m/z 57.05 86.33%
o 1 154182 224252
miz--> 6"'sb"'ic')d"iéd"éoc')"ééé"éod"ééd"&éé"&éd"ééé"ééé
Abundance
57 97
' 20.60 20.80 21.00 21.20
5000 m/z 69.05 79.16%
125
o 29 153181209237264292320350378
[rrrryrrrrprrrry T Ty T T T T T T T T T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol L e e e
56 83 20.60 20.80 21.00 21.20
m/z 55.05 75.49Y%
5000 1
2 P396
o LU I 167 0600a0s0280308
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2060 2080 2100 2120
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
Quant Title : 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 3 9-Tricosene, (2)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.76 4.02 ng 678643 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 95
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 93
Abundance Scan 3209 (21.763 min): BP003141.D (-3203) (-) m/z 83.05 100.00%
B
55 JWL
111
5000
LN SUNUE SIS BRI
39 21.40 21.60 21.80 22.00
167 207
o A AR A LS 20, 207296 281 324357387415 462491 536 | “ns7 97.10  99.90%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163019: 9-Tricosene, (2)-
55 83
5000 AL VAR AR SN B
21140 21.60 21.80 22.00
m/z 57.10 98.60%
39 322
0 ZP 167195222 262 294
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
21,40 21.60 21.80 22.00
5000 m/z 69.10 80.03%
125
o 29 153181209237264292320350378
R N VN N N N N N e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol L B MM
56 83 21.40 21.60 21.80 22.00
m/z 55.10 76.77%
5000 1
2 P396
ol ALA LI} J1070620a050280308 e e kel
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\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
Quant Title : 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 4 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.73 3.77 ng 669373 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 99
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Dotriacontane 451 C32H66 000544-85-4 91

Abundance Scan 3373 (22.727 min): BP003141.D (-3368) (-) m/z 57.10 100.00%

5000

141169, 97 22.40 22.60 22.80 23.00
o 224252283 323351379 429461489 535 7 71.10  78.28%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane

5000 R
22. 40 22. 60 22. 80 23.00

m/z 85.05 65.15%

o 13141169197225253281300337365304
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
, R AR EEE RS
85 22.40 22. 60 22. 80 23.00
5000 m/z 43.05 47 .12%
29 113
o 141169197225253 296
R I I o e R B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175558: Tetracosane e ARERaaas T
57 22.40 22.60 22.80 23.00
m/z 55.05 22.80%
85
5000

13
}?1169197225253281309338

o e N Shurhasnies e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 40 22. 60 22. 80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
Quant Title : 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 5 Fumaric acid, 3,5-difluorop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.77 3.61 ng 640672 Perylene-di12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 3.5-difluorophenvl... 452 C26H38F204 1000339-38-1 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Cvclotetracosane 336 C24H48 000297-03-0 91
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance Scan 3380 (22.768 min): BP003141.D (-3377) (-) m/z 97.10 100.00%
9
69
5000
‘ 25 LN BRI SURRE
53 22.40 22.60 22.80 23.00
181
oh AL LA U difpn 221255283 324395383 425450489 539 | n/z 83.05  94.48%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227483: Fumaric acid, 3,5-difluorophenyl hexadecy! ester
B
5
5000 AU
2240 22.60 22.80 23.00
a9 m/z 69.05 70.28%
oL ¥ 183 225 577 452
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
22.40 22,60 22.80 23.00
5000 111 m/z 57.10 64 .95%
o 139167196 238266294
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #203699: 1-Hexacosanol =TT T TR T
57 22.40 22.60 22.80 23.00
97 m/z 55.05 63.95%
5000
o 33181200237 266 308336304
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\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
Quant Title : 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 6 Hexatriacontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

23.96 9.55 ng 1693750 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 95
2 Tetracosane 338 C24H50 000646-31-1 95
3 Eicosane 282 C20H42 000112-95-8 94
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3583 (23.962 min): BP003141.D (-3577) (-) m/z 57.10 100.00%

5000

41 23.60 23.80 24.00 24.20
169197225
o 253281309 351379 430461489 521550 m/z 71.05 85_10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane

5000 e R e
23,60 23.80 24.00 24.20

m/z 85.05 68 .64%

ol 13141169197225253281300337 379 421449477506
mjiz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
85 R A ABERmEE S
23.60 23.80 24.00 24.20
5000 m/z 43.10 49.96%
M3
29 169197225253281309338
O P A P e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
57 23.60 23.80 24.00 24.20

m/z 99.05 25.30%

85
5000
29‘ 1113 41
o | }J 16919722553282

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 60 23. 80 24. OO 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
Quant Title : 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 7 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .04 4.11 ng 728379 Perylene-di12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 17-Pentatriacontene 491 C35H70 006971-40-0 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 3596 (24.039 min): BP003141.D (-3591) (-) m/z 97.10 100.00%
57 |9
5000
2 RIS DA SRR BRI B
153181 281 23.80 24.00 24.20 24.40
ol AL 37007209257 7 322 355388418 463491 534 | n75 83,10 | 94.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 |9
5000 LR UL B UM B
- 23.80 24.00 24.20 24.40
m/z 57.10 82.17%
o 29 l 1153181209236 264292320 350378
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
' 23.80 24.00 24,20 24.40
5000 m/z 69.05 70.46%
125
29 153
oL L 210238266 20838 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene BB LR aa B e
43 23.80 24.00 24.20 24.40
m/z 55.00 64 .32%
5000 83
y 11
o | 139167196224 267295322 462490
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
Quant Title : 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 8 unknown24.79 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24.79 2.13 ng 377655 Perylene-di12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Trimethvisilvloxv-5-nonvne 212 C12H240Si 1000245-72-4 40
2 Methanol. (dimethvisilvlene)bis-... 204 C8H1604Si 002917-61-5 39
3 Cvclopentane. decafluoro- 250 C5F10 000376-77-2 9
4 4-(3.4.5.6-Tetrahvdroxv-2-oxo-he... 280 C13H16N205 1000189-82-8 9
5 Silane, [1-(5-ethenyltetrahydro-... 242 C13H2602Si 057397-14-5 9
Abundance Scan 3724 (24.792 min): BP003141.D (-3719) (-) m/z 131.00 100.00%
131
5000 d/\¥
43 75 207 24.40 24.60 24.80 25.00 25.20
Ol et priflo 4 199 207234 283311342 386417 407 505536 | 177 132.00  11.01%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70941: 3-Trimethylsilyloxy-5-nonyne
7 131
5000 AR U R BRI I
24,40 24.60 24.80 25.00 25.20
m/z 105.00 4 _86%
0 4? £ 208 167}?7
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
131
R SR SRR BRI B
61 24.40 24.60 24.80 25.00 25.20
5000 m/z 75.00 4_.69%
89
28 189
O i m e e e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102619: Cyclopentane, decafluoro- A B R e
131 24.40 24.60 24.80 25.00 25.20
m/z 133.00 4 _42%
5000
31 69 100 181
o | 231
mzs QB 100 15 200 7% a0 0 40 480 50 8% | | 2440 24560 2430 25,00 255
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
Quant Title : 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 9 Hexadecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.62 4_47 ng 792494 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 93
2 Octadecane 254 C18H38 000593-45-3 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 83
Abundance Scan 3865 (25.621 min): BP003141.D (-3860) (-) m/z 57.10 100.00%
57
85
5000
R B BRI SO U
367 400 25.40 25.60 25.80 26.00
Ob il b 30 420461489521549 | "7z 71.10  85.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-

-

25.40 25.60 25.80 26.00
m/z 85.10 61.05%

5000

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
T
25.40 25.60 25.80 26.00
5000 85 m/z 43.10 55.12%
29
. 1131411691795 254
T T T T e T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane R A L e e R
25.40 25.60 25.80 26.00
m/z 55.10 25.58%
5000 85

=

| 113141160197225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.40 25.60 25.80 26.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
Quant Title : 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 10 Stigmasterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.86 4.79 ng 850274 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasterol 412 C29H480 000083-48-7 99
2 Eraosta-5.22-dien-3-ol. 24-methv... 412 C29H480 053755-22-9 38
3 Chondrillasterol 412 C29H480 000481-17-4 35
4 8-Androsten-3-ol. 17-(2-methvlal... 412 C28H4402 1000197-34-3 15
5 Imidazo[1,2-a]pyridine-2-methana... 271 C15H14CIN3 1000319-52-2 14
Abundance Scan 3906 (25.862 min): BP003141.D (-3901) (-) m/z 55.00 100.00%

5000

25.60 25.80 26.00 26.20
m/z 81.10 88.19%

o 461 505 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216702: Stigmasterol

25. 60 25 80 26. 00 26. 20
m/z 145.00 74 .32%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69 97 369
B BRI B e S
25.60 25.80 26.00 26.20
5000 m/z 159.10 71.40%
M 133 255
161 213 g5 Lo 412
AT LN TR LT N A S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216706: Chondrillasterol e e e
55 25. 60 25 80 26. 00 26. 20
3 271 m/z 83.05 68.17%
5000
W19147
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25. 60 25 80 26. 00 26. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
Quant Title : 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 11 Germanicol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.17 5.13 ng 909280 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germanicol 426 C30H500 000465-02-1 50
2 Naphthalene. 1.2.4a.5.8.8a-hexah... 204 C15H24 005951-61-1 38
3 2-1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 35
4 1H-Cvcloproplelazulene. 1a.2.3.4... 204 C15H24 000489-40-7 35
5 2,3-Dimethoxy-5-aminocinnamonitrile 204 C11H12N202 1000214-46-5 27
Abundance Scan 3958 (26.168 min): BP003141.D (-3952) (-) m/z 189.10 100.00%
189
5000 95
135 231
=° 1 425 25.80 26.00 26.20 26.40
271 : : : :
o 325356 393 478507535 m/z 204.15 72 _04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #221173: Germanicol
204
131
17
5000 SRR AR
95 %m%m%m%m
55 m/z 177.10 68.94%
31 393
ob27 271299 339366 | 425
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
161189
25.80 26.00 26.20 26.40
5000 m/z 95.05 43.29%
a1 9 g3
o S L L B S B B I L WA
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa... R e e o N EEmes
189 25.80 26.00 26.20 26.40
107 m/z 175.10 35.22%
5000{ 41 161 Nw/w/\hwuv/b/\\am*kap\hMN
7
(o} R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2580 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP082720\
Data File : BP003141.D

Aca On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420.M
Quant Title : 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 12 _gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26 .50 6.11 ng 1082820 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Stiamast-7-en-3-ol. (3.beta..5.a... 414 C29H500 000521-03-9 60
4 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 56
5 Stigmastan-7-one 414 C29H500 055331-88-9 44
Abundance Scan 4014 (26.498 min): BP003141.D (-4006) (-) m/z 145.05 100.00%
43 5
UL
26.20 26.40 26.60 26.80
Ob—id 447 489 535 m/z 107.00 97.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43
5000 UV
26.20 26.40 26.60 26.80
m/z 43.10 94 .24%
0 II|I ik
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
26.20 26.40 26.60 26.80
5000 m/z 213.10 82.12%
107
7 145 Lo 414
) 173 255 303, 381
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217446: Stigmast-7-en-3-ol, (3.beta.,5.alpha.)- R B E N B
255 414 26.20 26.40 26.60 26.80
m/z 105.00 81.90%
- j\‘//\ﬂh
o} B B T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.20 26,40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP082720\
Data File : BP003141.D

Acq On : 27 Aug 2020 20:22

Operator : CG/JU

Sample - L3818-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP082420.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]
Butane, 2-methoxy... 2.93 19.6 ng 1126890 1 7.66 1153030 20.0
1-Octadecene 20.88 6.8 ng 1150930 5 21.15 3376360 20.0
9-Tricosene, (2)- 21.76 4.0 ng 678643 5 21.15 3376360 20.0
Octacosane 22.73 3.8 ng 669373 6 23.38 3546740 20.0
Fumaric acid, 3,5... 22.77 3.6 ng 640672 6 23.38 3546740 20.0
Hexatriacontane 23.96 9.6 ng 1693750 6 23.38 3546740 20.0
1-Heptacosanol 24 .04 4.1 ng 728379 6 23.38 3546740 20.0
unknown24 .79 24.79 2.1 ng 377655 6 23.38 3546740 20.0
Hexadecane, 1l-iodo- 25.62 4.5 ng 792494 6 23.38 3546740 20.0
Stigmasterol 25.86 4.8 ng 850274 6 23.38 3546740 20.0
Germanicol 26.17 5.1 ng 909280 6 23.38 3546740 20.0
-.gamma.-Sitosterol 26.50 6.1 ng 1082820 6 23.38 3546740 20.0
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