LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128506.D

Acqg On : 27 May 2022 13:08

Operator : CG\JU

Sample : N2922-06 :
Misc : P024-SS001-0612-01

ALS vial : 9 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 : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128506.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.081 472 475 484 rVB 55302 75493 1.03% 0.157%
2 5.457 533 539 542 rBV 5076359 5658022 76.99% 11.753%
3 6.463 703 710 713 rBV 4856405 5786949 78.74% 12.021%
4 6.575 726 729 732 rBV 111524 79968 1.09% 0.166%
5 6.834 770 773 777 rVB 1523130 1301324 17.71% 2.703%

6 7.398 864 869 872 rBV 3532870 3993690 54.34%  8.296%
7 8.116 987 991 995 rBV 1944765 1749178 23.80% 3.633%
8 9.198 1169 1175 1178 rBV 6527758 7134432 97.08% 14.820%
9 9

.875 1284 1290 1293 rBV 2425172 2083379 28.35% 4.328%
10 10.663 1418 1424 1428 rBV 4138716 4568234 62.16% 9.489%
11 11.363 1539 1543 1546 rBV 2627854 2214199 30.13% 599%

12 11.763 1607 1611 1614 rVB 129504 109190 1.49%
13 11.857 1623 1627 1630 rBV 134746 136569 1.86%
14 11.898 1630 1634 1650 rVB 674102 800624 10.89%
15 12.469 1725 1731 1737 rBV 106813 104152 1.42%

[CHEICICIEN
N
0
A
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16 12.616 1751 1756 1762 rVB3 76596 120086 1.63%
17 12.680 1764 1767 1780 rVB 225630 247218 3.36% ©.514%
18 12.957 1809 1814 1817 rVB 6774334 7349324 100.00% 15.266%

©
N
i
©
3R

19 13.922 1969 1978 1986 rBV7 101204 385676 5.25% 0.801%
20 14.004 1987 1992 1995 rVB 1761160 1681830 22.88% 3.494%
21 14.098 2003 2008 2018 rVB 631274 701527 9.55% 1.457%
22 15.463 2235 2240 2246 rBV2 963027 1176501 16.01% 2.444%
23 15.957 2319 2324 2331 rVB2 52465 83499 1.14% 0.173%
24 18.110 2668 2690 2698 rBvV2 68557 456956 6.22% 0.949%
25 18.439 2738 2746 2750 rBV6 47601 143375 1.95% 0.298%
Sum of corrected areas: 48141395
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128506.D

Acqg On : 27 May 2022 13:08

Operator : CG\JU

Sample : N2922-06 :
Misc : P024-SS001-0612-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF128506.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128506.D

Acqg On : 27 May 2022 13:08

Operator : CG\JU

Sample : N2922-06 :
Misc P024-SS001-0612-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.898 7.23 ng 800624  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1634 (11.898 min): BF128506.D\data.ms (-1630) (- m/z 43.05 100.00%
43.0
30 213.2 — A
| ‘17‘11‘ ‘ 256.3 11.50 12.00
0 Mo b L b L8298 s 73,00 99.65%
miz-> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 - =
129.0 11.50 12.00
33.0 213.0 m/z 60.00  98.70%
171.0 ‘
0 “}M‘\‘N \“ T “\ \“ \‘\H“ \‘\“\ T “\ LA R
miz--> 50 100 150 200 250 300
Abundance #92063: Tridecanoic acid
73.0
— =
11.50 12.00
5000 129.0 m/z 57.10 85.54%
29. 171.0
O
I T
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid = =
73.0 11.50 12.00
m/z 55.10 83.55%
5000 129.0
29. 185.0 547 284.0
0! L b J“m_m “‘_H‘u_‘” — m—
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128506.D

Acqg On : 27 May 2022 13:08

Operator : CG\JU

Sample : N2922-06 :
Misc P024-SS001-0612-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.680 2.23 ng 247218  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1767 (12.680 min): BF128506.D\data.ms (-1764) (- m/z 43.05 100.00%

43.0
5000
129.1

2 2412 RN RN
185.2 284.3 12.50 13.00

p— Hh‘“h Ml | ‘ e ‘ i m/z 60.00 82.07%

mi/z--> 5 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
J“J 129.0 e,
|
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12.50 13.00

284.0 g
185.0 2410 ‘ m/z 73.05 81.51%

3.0
0 \‘ i M\ ol | “‘ el “ RN E—
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
12.‘50 13.‘00
5000 m/z 57.10 77 .53%
129.0
3.0 213.0
L 120, ]
o] L “ \‘“‘H‘whh“\ ‘1‘““\“” ! | “ “ “‘u\‘ Ll “‘ R B e e
m/z--> 50 100 150 200 250 300 350
Abundance #281394: i i

: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e T T
43.0 12.50 13.00

m/z 55.05 76.64%

5000 284.0
3.0 129 0
1850 2410
H\H uhH M\ oyl | ‘ Ll ‘ 372.

oLy ARSI AN IR EUNIVER MMM £ s =
miz--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128506.D

Acqg On : 27 May 2022 13:08

Operator : CG\JU

Sample : N2922-06 :
Misc : P024-SS001-0612-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.922 4.59 ng 385676 Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
3 1-Tetracosene 336 C24H48 010192-32-2 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1978 (13.922 min): BF128506.D\data.ms (-1969) (- m/z 55.10 100.00%
55.1
97.0
5000
1400
392 207.1 :
oLl ‘\““M‘M‘ 1 LM P A m/z 57.10  94.29%
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
97.0
5000 T
14.00
m/z 43.05 90.69%
39.0
OL\5\Q‘\ ‘\“H\ H\‘ M‘ rlbr “r‘ |“\ T ?‘9‘?(‘) T ‘2\6?\0\ ‘3\2\0.\0\ T
miz--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
97.0 —r—
14.00
5000 m/z 83.05 88.38%
39.0 210.0
oisa | LLLLIER0 #0020 s
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene T
43.0 83.0 14.00
m/z 69.00 81.91%
5000
25.0
ol LLLLLL L ss0zo0 a0 _
m/z--> 50 100 150 200 250 300 350 14.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052722\

BF128506.D

: 27 May 2022 13:08
¢ CG\JU
: N2922-06

: 9 Sample Multiplier: 1

P024-SS001-0612-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.098 8.34 ng 701527  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 81
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 43
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 27
Abundance Scan 2008 (14.098 min): BF128506.D\data.ms (-2003) (- m/z 277.10 100.00%
277.1
5000 A\
77.0 199.1 — —
5. ‘ ‘ 1151_15f1 ‘ H 14.00 14.50
ol 288 1 AL, 2829 L 'm/z 278.10  32.52%
miz-> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 —T —
152.0 14.00 14.50
m/z 77.05 26.06%
13 95.0
oL ‘ ‘ ‘ ‘\ ‘\\‘\H“ “ “\‘Muh‘\\‘ \H\‘ ”\ ‘\“ [H . ?3:3‘0 —
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
T
l4 00 14.50
5000 m/z 199.05 22.92%
77.0 183.0
0 3gd I 1 ‘:‘L%?‘.O ‘H “ n 228.0
e A e T 7
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, anhenwphosphoranyhdene)h =t —
77.0 14.00 14.50
m/z 183.10  21.94%
5000
.0 183.0
131.0
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128506.D

Acqg On : 27 May 2022 13:08

Operator : CG\JU

Sample : N2922-06 :
Misc P024-SS001-0612-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 4a,8-Dimethyl-2-(prop-1l-en-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.110 7.77 ng 456956  Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 74
2 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 64
3 7-Isopropenyl-1,4a-dimethyl-4,4a... 218 C15H220 000473-08-5 60
4 (E)-2-((8R,8aS)-8,8a-Dimethyl-3,... 218 C15H220 137695-18-2 49
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 46

Abundance Scan 2690 (18.110 min): BF128506.D\data.ms (-2668) (- m/z 218.15 100.00%

218.2
55.0
5000 133.1
175.2 A
—tf— ——
} | 2711 gs51 AL 18.00 18.50
0’ e m/z 189.20  73.04%
miz--> 50 100 150 200 250 300 350 400
Abundance #80362: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
180.0
133.0
5000 ”MMM‘ : —
41,0 910 18.00 18.50
m/z 203.20  64.71%
0 ‘M‘ L‘ LLM ’ A ‘\‘ T
miz--> 50 100 150 200 250 300 350 400

Abundance #96824: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexa

95.0
AM/\/\ I

T
18.00 18.50

-

5000 41.0 218.0 m/z 54.95  53.06%
‘ 147.0 ‘
0 ‘H‘ L“ H‘\ ‘uH“‘\‘\u \l‘h “\“\1 i“ B R
m/z--> 50 100 150 200 250 300 350 400
Abundance #96818: 7-Isopropenyl-1,4a-dimethyl-4,4a,5,6,7,8-hexah —— ——
218.0 18.00 18.50
91.0 147.0 m/z 95.05 51.11%
5000
41.0
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128506.D

Acqg On : 27 May 2022 13:08

Operator : CG\JU

Sample : N2922-06 :
Misc : P024-SS001-0612-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 .alpha.-Amyrin Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.439 2.44 ng 143375  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Amyrin 426 C30H500 000638-95-9 78
2 Urs-12-en-3-0l, acetate, (3.beta.)- 468 C32H5202 000863-76-3 52
3 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 50
4 (3aR,4R,7R)-1,4,9,9-Tetramethyl-... 218 C15H220 003466-15-7 49
5 4H-Benz[de]anthracene, 5,6-dihydro- 218 C17H14 004389-09-7 46
Abundance Scan 2746 (18.439 min): BF128506.D\data.ms (-2738) (- m/z 218.20 100.00%
218.2
5000
43.0 119.0
—
2721 3408 4265 18 50
0 L b e m/2Z 203, 41.04%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #316499: .alpha.-Amyrin
218.0
5000 '
18 50
m/z 189. 36.03%
69.0 135.0 426.0
O T \“‘\ ‘\ \“ \d“”\ UI \m‘\m‘ \hl\l\ h ‘M\ L ‘2\7\2\9‘ TTT \3‘6\5\ \()\ ‘ \ \‘\ T ‘ TTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #331395: Urs-12-en-3-ol, acetate, (3.beta.)-
218.0
W
18.50
5000 m/z 207.05 33.95%
43.0 122.0
ol ‘ L ‘w | N l |, 27003250 4090 468
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #96881: Pyrene, hexadecahydro- T
218.0 18.50
m/z 43.00  28.86%
5000
135.0
OJ.M .
m/z--> 50 100 150 200 250 300 350 400 450 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128506.D

Acqg On : 27 May 2022 13:08
Operator : CG\JU

Sample : N2922-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
Resp Conc|

RT

2214200
2214200
1681830
1681830
1176500

20.
20.
20.
20.
20.

P024-SS001-0612-01

TIC Top Hit name RT EstConc Units Response |#
n-Hexadecanoic ... 11.898 7.2 ng 800624 4
Octadecanoic acid 12.680 2.2 ng 247218 4
Trifluoroacetox... 13.922 4.6 ng 385676 5
Triphenylphosph... 14.098 8.3 ng 701527 5
4a,8-Dimethyl-2... 18.110 7.8 ng 456956 6
.alpha.-Amyrin 18.439 2.4 ng 143375 6
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