LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090420\
Data File : BP003205.D

Aca On : 04 Sep 2020 11:27

Operator : CG/JU

Sample - L3888-10

Misc :

ALS Vial : 5 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 5.258 397 403 415 rBV 290992 483231 15.99% 3.802%

2 6.834 664 671 681 rBV 310252 537664 17.79% 4._.230%

3 7.646 803 809 817 rVB 99209 160505 5.31% 1.263%

4 8.793 995 1004 1016 rBV 183428 319659 10.57% 2.515%

5 10.428 1275 1282 1291 rBV 146628 249906 8.27% 1.966%
12.910 1697 1704 1714 rBV 533374 794348 26.28% 6.249%
13.751 1842 1847 1854 rVB 36895 56412 1.87% 0.444%
14.134 1903 1912 1921 rBV3 24872 75070 2.48% 0.591%

14.292 1933 1939 1945 rVB 252573 376749 12.46% 2.964%
15.786 2187 2193 2201 rBVY 609536 888020 29.38% 6.986%

=
QO ~NO®

11 17.039 2401 2406 2412 rBV 384274 577317 19.10% 4.542%
12 17.963 2558 2563 2572 rBV 238505 426966 14.12% 3.359%
13 19.198 2770 2773 2783 rBV3 123374 220519 7.30% 1.735%
14 19.616 2840 2844 2850 rBV 1805696 2208566 73.06% 17.375%
15 20.868 3054 3057 3066 rBvV 195738 284567 9.41% 2.239%

16 21.139 3098 3103 3107 rBV 1327050 1784535 59.04% 14.039%
17 21.786 3210 3213 3218 rVB2 209410 244482 8.09% 1.923%
18 23.368 3476 3482 3493 rVB2 1604381 3022832 100.00% 23.781%

Sum of corrected areas: 12711348
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP090420\

BP003205.D

04 Sep 2020 11:27

CG/Ju

L3888-10

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP082420.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BP003205.D

6.83

8.79
7.65 10.43

A \
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Time--> 3. OO

0
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5.00 550 6.00 6.50 700 750 800 850 900
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2000000

1500000

1000000

500000

0

TIC: BP003205.D

19.62

15.79
12.91
17.04

Jt 17.96 19.20

14.29

N
13.75 14.1
B

Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 1650 17. OO 17. 50 1800 1850 19. OO 19. 50 20.00

Abundance

2000000

1500000

1000000

500000

Ol

20.87

AL

TIC: BP003205.D
23137

21.14
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21.79

Time--> 20.50

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\BP090420\
Data File : BP003205.D

Aca On : 04 Sep 2020 11:27

Operator : CG/JU

Sample - L3888-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 _beta.-D-Glucopyranose, 1,6... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.13 3.99 ng 75070 Acenaphthene-d10 14.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-D-Glucopvranose. 1.6-anhy... 162 C6H1005 000498-07-7 72
2 D-Allose 180 C6H1206 002595-97-3 72
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 59
4 Pentanoic acid 102 C5H1002 000109-52-4 59
5 Hexanoic acid 116 C6H1202 000142-62-1 59
Abundance Scan 1911 (14.128 min): BP003205.D (-1903) (-) m/z 59.95 100.00%
6d.0
126.1 13:80 14.00 14.20 14.40
Oy—v—v—Jﬁh‘\l, do 223 267131323549 43334749 8256 | sz 57.00  42.03%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32447: .beta.-D-Glucopyranose, 1,6-anhydro-
6d.0
5000 UL BN UL IR

13. 80 14. 00 14 20 14.40
J m/z 73.00 37.31%
102.0

15.
Or""‘ch"ltrl'qll RRDEREEY SERE SRARS SRR S S

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

Abundance #45881: D-Allose
60.0
B B Rl
13.80 14.00 14.20 14.40
5000 m/z 70.00 18.15%
101.0144.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21817: Propanedioic acid, propyl- e A RAREE
0.0 13.80 14.00 14.20 14.40
m/z 43.00 17.51%
5000
ol e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090420\
Data File : BP003205.D

Aca On : 04 Sep 2020 11:27

Operator : CG/JU

Sample - L3888-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.96 14.79 ng 426966 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 78
5 Octadecanoic acid 284 C18H3602 000057-11-4 68

Abundance Scan 2563 (17.963 min): BP003205.D (-2558) (-) m/z 73.00 100.00%

73.0

129.1

5000

:

17.60 17.80 18.00 18.20
o 298.3 354.7 428.9 489.5 549.4 m/z 60.00 73 41%

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

Abundance #107549: n-Hexadecanoic acid

60.(

8

5000
17.60 17.80 18.00 18.20

171.0213.0256.0 m/z 43.05 64.61%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid
3.0

-

17.60 17.80 18.00 18.20
m/z 57.00 60.13%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid A
3.0 17.60 17.80 18.00 18.20
m/z 55.00 59.34%

-

5000

N
(o)
=
—
— ©
=
~
—
- O
N
=
SN
o
%

Ol T T T T e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090420\
Data File : BP003205.D

Aca On : 04 Sep 2020 11:27

Operator : CG/JU

Sample - L3888-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.20 2.47 ng 220519 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2773 (19.198 min): BP003205.D (-2770) (-) m/z 73.00 100.00%
73.0
129.1 *NHW~PWWWNﬁ\wAWWW#MNW
5000
185.1 241.2

284.3 T

18.80 19.00 19.20 19.40 19.60
341.0 401.9444.0486.1 548.8 m/z _60.00 74 71%

0!

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid
73.0

-

18.I80 19.IOO 19.I20 19.I40 19!60
m/z 43.05 69.11%

5000{ 28.0
185.0 241.0

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0

18.80 19.00 19.20 19.40 19.60

5000 284.0 m/z 57.05 67.50%
0129.0
; 185.0
. | 241.0 5720
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid N e o
73.0 18.80 19.00 19.20 19.40 19.60
m/z 129.05 63.80%
5000
24 199.0242.0
Oty S L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090420\
Data File : BP003205.D

Aca On : 04 Sep 2020 11:27

Operator : CG/JU

Sample - L3888-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 4 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

20.87 3.19 ng 284567 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 99
2 Heptacosvl acetate 438 C29H5802 1000351-78-2 94
3 1l-Heptacosanol 396 C27H560 002004-39-9 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3057 (20.868 min): BP003205.D (-3054) (-) m/z 83.10 100.00%

83.

%

50007 410
25.1 Trryrrrr|yrrrr|yrrrr|yrrrorr
mn”mmmmw mgwmmwwl 20.60 20.80 21.00 2L.29
Ot AR A s TP 900 3089 400.3805.1549. m/z 97.05 96.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
=10
5000 LA L L L L L LB
11 0 20.60 20.80 21.00 21.20
m/z 57.10 80.80%
0 ]153 0196 0 294 0 340.0
R o e e I I o e e o o R R I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224391: Heptacosyl acetate
43.0
97.0 R N RAREEEE R R R
20.60 20.80 21.00 21.20
5000 m/z 69.10 78.28%
39.0
ol ] 1'17,181.0 236.0 292.0334.0378.0423.0
o e L e L R e i e e LR Rmms o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol AR EEEEEEEEE
57.0 20.60 20.80 21.00 21.20
m/z 55.00 78.24%
111.0
5000
o 153.0195 0937,0278.0320.0 378.0
e e A e e e e e e T R N RAREEEE R R R
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\BP090420\
Data File : BP003205.D

Aca On : 04 Sep 2020 11:27

Operator : CG/JU

Sample - L3888-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Strychnidin-10-one, 2,3-dim... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.79 2.74 ng 244482 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Strvchnidin-10-one. 2.3-dimethox... 410 C23H26N205 017301-81-4 72
2 Ferrocene. 1.1".3.3"-tetrakis(1l.... 410 C26H42Fe 001317-17-5 58
3 24(S)-Ethvl-3.alpha..5.alpha.-cv... 410 C29H460 1000105-21-7 47
4 3-Acetvl-1-(3.4-dimethoxvphenvl)... 410 C23H26N205 090140-65-1 45
5 9-Chloro-4,5-dihydro-4-[3,4,5-tr... 410 C22H19CIN204 1000212-48-1 36
Abundance Scan 3214 (21.792 min): BP003205.D (-3210) (-) m/z 410.30 100.00%
410.3
5000
570 o160 221 5071 s571||  seossse || ZLA0 2160 2180 2200 720
0,”.:J..w..”,9m!,.”.,”.....w...w o 289.05359 | T77411.30  27.93%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215621: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.0
5000 363.0 LA L L L L L I L L LB

21. 40 21. 60 21. 80 22. OO 22. 20
m/z 395.30 26 .46%

77.0 280.0
28.0 135.0 203.0
o,meﬁlak+ﬁ%9#ru%ﬂ.nn4“1r4+ﬁf.i. N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215860: Ferrocene, 1,1',3,3-tetrakis(1, 1-dimethylethyl)-
410.0
e AR R e
21.40 21.60 21.80 22.00 22.20
5000 m/z 57.05 12.42%
o, 560 1340 1980 2660 3380 AV,NN“/»/”“\~PJ\\,\_Jf»\NvﬂjL\w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215923: 24(S)-Ethyl-3.alpha.,5.alpha.-cyclocholest-22(E)-... B B E e
55.0 410.0 21.40 21.60 21.80 22.00 22.20
m/z 190.10 9.07%
5000 121.0 271.0 367.0 ‘/\’M._Aw
229.
WW |{7?0 % ﬂ 4130
- R T e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. OO 22. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP090420\
Data File : BP003205.D

Acq On : 04 Sep 2020 11:27

Operator : CG/JU

Sample - L3888-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP082420_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]
-beta.-D-Glucopyr... 14.13 4.0 ng 75070 3 14.29 376749 20.0
n-Hexadecanoic acid 17.96 14.8 ng 426966 4 17.04 577317 20.0
Octadecanoic acid 19.20 2.5 ng 220519 5 21.14 1784540 20.0
1-Heneicosyl formate 20.87 3.2 ng 284567 5 21.14 1784540 20.0
Strychnidin-10-on... 21.79 2.7 ng 244482 5 21.14 1784540 20.0
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