LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@53122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc : SP-303-20220525

ALS vial : 5 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_ P\Methods\8270E-BP©52822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@10638.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.452 395 402 412 rBV 1270369 1841764 11.04% 1.670%
2 7.046 664 673 685 rBv 645833 1087785 6.52% 0.986%
3 7.863 805 812 822 rBV 582336 929152 5.57% 0.842%
4 9.028 1002 1010 1027 rBV 2016376 3360053 20.14% 3.046%
5 10.669 1281 1289 1302 rBV 695838 1212271 7.27% 1.099%

6 13.128 1700 1707 1722 rVB 4481419 6520326 39.08% 5
7 14.504 1935 1941 1948 rVB 967874 1447019 8.67% 1
8 15.998 2189 2195 2203 rVB 2891834 4224959 25.32%  3.831%
9 16.292 2241 2245 2254 rVB2 122650 203723 1.22% o
10 17.257 2404 2409 2415 rVB 1147385 1587192 9.51% 1

11 17.416 2429 2436 2454 rVB3 404380 1510262 9.05% 1.369%
12 17.928 2519 2523 2531 rBV 335268 440734  2.64%  0.400%
13 18.175 2554 2565 2589 rVB 7330662 14432504 86.51% 13.085%
14 18.728 2654 2659 2667 rVB2 411880 980707 5.88% ©0.889%
15 19.186 2734 2737 2743 rVB 1189027 1392512 8.35% 1.263%

16 19.410 2765 2775 2792 rVB 9368929 16683584 100.00% 15.
17 19.675 2815 2820 2833 rVB 1022313 2101993 12.60%
18 19.816 2839 2844 2852 rVB 5521954 6688877 40.09%
19 20.457 2947 2953 2962 rVB 1543760 2902973 17.40%
20 21.127 3062 3067 3073 rVB 2763930 3710749 22.24%

WNO R W
[
e}
i
R

21 21.345 3100 3104 3114 rVB 985353 1340000 8.03%
22 21.457 3119 3123 3131 rBV 916575 1320439 7.91%
23 21.774 3171 3177 3190 rVB 3287773 5198829 31.16%
24 22.474 3289 3296 3303 rVB 3221542 5868958 35.18%
25 23.263 3423 3430 3439 rVB 2999122 6175089 37.01%

VU AR R
~
=
A
xR

26 23.757 3509 3514 3521 rBV2 566260 1113505 6.67%
27 24.174 3576 3585 3595 rVB 1998766 5233498 31.37%
28 25.215 3754 3762 3774 rVB 1419164 3789833 22.72%
29 26.127 3908 3917 3930 rVB2 1390478 4817699 28.88%
30 26.433 3965 3969 3982 rVB2 800181 2179252 13.06%

P Dwhp
IS
w
o
R

Sum of corrected areas: 110296241
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 31 May 2022 14:22
: CG/IU
: N3665-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
BP010638.D

SP-303-20220525

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1le+07

8000000

6000000

4000000

2000000

0

TIC: BP010638.D\data.ms

9.028

5.452
7.046 7.863 10.669

Time-->
Abundance

1le+07

8000000

6000000

4000000

2000000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP010638.D\data.ms
19.410

18.175

19.816

0
Time-->
Abundance

1le+07

8000000

6000000

4000000

2000000

0

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP010638.D\data.ms

21.774 22.474

23.263

24.174

25.215 26.127

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 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\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc : SP-303-20220525

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 Phenol, 2,6-dimethoxy-4-(2-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.292 2.57 ng 203723  Phenanthrene-di10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403 006627-88-9 70
2 (E)-2,6-Dimethoxy-4-(prop-1-en-1... 194 C11H1403 020675-95-0 64
3 2,5-Dimethoxyterephthalic acid 194 C1eH1e04 007310-97-6 52
4 4-[12-(2,6-Dimethoxy-4-prop-2-eny... 374 C21H2606 041535-95-9 50
5 Stilbene, .alpha.-methyl-, (E)- 194 C15H14 000833-81-8 47

Abundance Scan 2245 (16.292 min): BP010638.D\data.ms (-2241) (- m/z 194.10 100.00%
194.1

%

5000
91.0
h J \ 16.00 16.50
0. “*“"‘"" M‘ bl 2301 32773889 8036 /7 o91.00  33.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68752: Phenol, 2,6-dimethoxy-4-(2-propenyl)-
194.0
5000 = = s
91.0 16.00 16.50
m/z 77.00 26.10%
0 ‘\. “h JL “Al hi .‘n h4 ” ﬂl l

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #68804: (E)-2,6-Dimethoxy-4-(prop-1-en-1-yl)phenol
194.0

-

T T
16.00 16.50

5000 ITI/Z 119.00 20.26%
91.0
0 279#“*'““Lh”“ A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68423: 2,5-Dimethoxyterephthalic acid T —
194.0 16.00 16.50
m/z 179.05 19.67%
5000
53.0 136 \
0"H\ﬂM%MwWW‘ﬂi‘_“W“H‘H“M“W‘H“H“M‘H“ iy -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc : SP-303-20220525

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 Tetradecanamide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.416 19.03 ng 1510260  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 90
2 Octadecanamide 283 C18H37NO 000124-26-5 87
3 Hexadecanamide 255 C16H33NO 000629-54-9 86
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83
5 Dodecanamide 199 C12H25NO 001120-16-7 72

Abundance Scan 2436 (17.416 min): BP010638.D\data.ms (-2429) (- m/z 59.00 100.00%

59.0
5000

128.0 240.2 1750
‘MHL‘w‘H‘;_‘H‘H?’ﬁ‘ﬂ?f“l‘?‘qw‘??‘?ﬁ‘ 72.00  45.18%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #108044: Tetradecanamide
59.0

o

5000
1750
m/z 43.10 32.00%
} 128.0 227.0
0‘\“\\\““\\‘J\A‘\”\l\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177475: Octadecanamide
59.0
—
17.50
5000 ITI/Z 41.05 20.86%
128.0 283.0
o|”“\2120
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #142060: Hexadecanamide T
59.0 17.50
m/z 55.00 19.92%
5000
T
o+ e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc : SP-303-20220525

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 Hexadecanoic acid, methyl e... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.928 5.55 ng 440734  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
5 Methyl stearate 298 C19H3802 000112-61-8 91

Abundance Scan 2523 (17.928 min): BP010638.D\data.ms (-2519) (- m/z 74.00 100.00%
74.0

=

5000
—r—
’ ‘ 143.0 9971 18.00
Ol “‘ by 2983 4018 4746 8421 .., g7 09  68.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 1
18.00
143.0 m/z 43.10  45.23%
‘ ’ ‘ 227.0
O‘\\\\l"\J\‘\li‘\h“\‘l\\\\“\\‘\‘\“\\l\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

-

74.0
T
18.00
5000 m/z 41.10 37.63%
i, 50 20
Ob b A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109335: Tridecanoic acid, methyl ester ——
74.0 18.00
m/z 55.10 34.66%
5000
143.0
olslllig. Al e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\

Data File : BP010638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc SP-303-20220525
ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.175 181.86 ng 14432500  Phenanthrene-d1e 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60

Abundance Scan 2565 (18.175 min): BP010638.D\data.ms (-2554) (-  m/z 73.00 100.00%

3

5000 —L
213.2 — —
m ‘ \ 18.00 18.50
0 L i J‘ m”h P84.13431 415047515349 1/, 4316  98.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
m‘ 213.0 m/z 60.00 92.75%
O‘\\\J" "1“\“}\“‘1!!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
= —
18.00 18.50
5000 ITI/Z 41.10 82.54%
171.0
O‘Hyﬂ }MW‘\A H‘M‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid — T
73.0 18.00 18.50
m/z 55.10 81.40%
5000
‘L 199.0
L5. }H “
0 ‘IJ 9.0, | ‘ S —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc : SP-303-20220525

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 Pentacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.728 12.36 ng 980707  Phenanthrene-d1e 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 87

Abundance Scan 2659 (18.728 min): BP010638.D\data.ms (-2654) (-  m/z 57.00 100.00%

I \wKMVWJ\J\«MJ«wMﬁA
5000
1850  19.00
7.1 : :
Ot «"uﬂﬁh o i90L 2600 3523 429148895491 ;43,10 71.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262011: Pentacosane
57.0
5000 — ——
18.50 19.00
m/z 71.00 62.81%
7.0
O ‘ TT ‘\ T ’ \‘J!‘Wli\J.‘]:f‘I\ 4 “\\1\ \%‘]‘-1‘]_\-‘\0‘! ‘2\\8\1\.‘01 \3\\5‘2\\0\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
—— —
18.50 19.00
5000 ITI/Z 85.05 46.11%
169.0
A .Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane T —
57.0 18.50 19.00
m/z 41.10 28.74%
5000

:

ol L [127:0 197.0 267.0 338.0
et e e B e P

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22
Operator : CG/JU

Sample : N3065-03

Misc

ALS vial : 5 Sample Multiplier: 1

SP-303-20220525

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 Methyl stearate

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.186 17.55ng 1392510  Phenanthrene-dle 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 208 CloH3802 000112-61-8 98

2 Pentadecanoic acid, methyl ester 256 C16H3202
3 Heptadecanoic acid, methyl ester 284 C18H3602
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802
5 Hexadecanoic acid, methyl ester 270 C17H3402

Abundance Scan 2737 (19.186 min): BP010638.D\data.ms (-2734) (-
74.0

5000
143.1
255.2
ol ‘1 iy \ [, 370.0  474.8535.0
P b _‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197275: Methyl stearate
74.0
5000
143.0
| ‘ 255.0
O‘\\\\’\\I\L\Jl“\l\‘\\‘\\\l\“\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143569: Pentadecanoic acid, methyl ester
74.0
5000
143.0
d \ ‘ 213.0
OLSQ hLLMH‘ \\\\M. |
el e e e e e

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

007132-64-1 90
001731-92-6 90
005129-61-3 89
000112-39-0 87

m/z 74.00 100.00%

N

19.00 19.50
m/z 87.00 75.44%

%

19.00 19.50
m/z 43.10 45.68%

.

19.00 19.50
m/z 55.00 33.86%

-

Abundance #179145: Heptadecanoic acid, methyl ester
74.0 19.00 19.50
m/z 41.10 29.26%
5000
“ 143.0 284.0
0 i L 2130,
_‘H,H‘W‘H‘_‘H_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M‘H“ o P

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

8270E-BP052822.M Wed Jun 01 19:05:38 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22
Operator : CG/JU

Sample : N3065-03

Misc

ALS vial : 5 Sample Multiplier: 1

SP-303-20220525

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 7 Octadecanoic acid

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.410 249.01 ng 16683600  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2775 (19.410 min): BP010638.D\data.ms (-2765) (-

m/z 43.10 100.00%

43.1
5000 129.0
241.2 —r
M)l
ob gy L) 13270 415147805345 | 73 09 93.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 T
19.50
185.0 284.0 m/z 60.00 85.04%
0\"\‘\“ ‘WI\[H!\T\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
——
19.50
5000 ITI/Z 57.10 81.37%
‘ 143.0 242.0
bl
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid T
60.0 19.50
m/z 55.05 79.13%
5000 129.0
H 213.0
Obrrh ‘l“u‘ﬁ‘hww‘\‘\m_m“w_m_Wwwww —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP052822.M Wed Jun 01 19:05:39 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc : SP-303-20220525

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 8 Docosane, 11-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.675 31.37 ng 2101990  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 2820 (19.675 min): BP010638.D\data.ms (-2815) (-  m/z 57.05 100.00%
57.0

— —
137.1 19.50 20.00
0brs _"»J‘JL L1, 2971 26713269 4299 5029 ./, 43,10  66.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
5000 — —
19.50 20.00
m/z 71.05 58.32%
127.0
O T ‘ \J‘\‘ \J‘\ \l‘ \lﬁd\ \l [1\% \2\]‘-1“0\.“\01 ‘ TT \3\0“\9\(\)\3‘(3\6\.\0\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
— —
19.50 20.00
5000 ITI/Z 85.10 43.82%
ol ||| 2270 1970 2670 380.0
e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane T ——
57.0 19.50 20.00
m/z 41.10 26.36%
h AL
oLHILfES om0 2810 340 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

8270E-BP052822.M Wed Jun 01 19:05:40 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22
Operator : CG/JU

Sample : N3065-03

Misc

ALS vial : 5 Sample Multiplier: 1

SP-303-20220525

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Pentadecane, 8-hexyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.457 43.33 ng 2902970  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2953 (20.457 min): BP010638.D\data.ms (-2947) (-

m/z 57.10 100.00%

57.1
5000
——
\ ﬂ 169.1 20.50
ol d LT[ 16912252 3003 3803 4749 549 ./, 43.10 65.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 T
20.50
m/z 71.10 60.41%
9.0 196.0
0 J‘\}\\\”‘lﬂ\\\!‘\W\\I]!\\ZWS’Z\\O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
——
20.50
5000 ITI/Z 85.10 43.54%
ol ALl a0 20
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- 1
57.0 20.50
m/z 55.05 24.57%
113.0 39.0
ol |17 1690 2320296 0359
‘“‘H“‘H“‘H,“H,“H“‘H‘“H“‘H“‘H“‘H“ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50

8270E-BP052822.M Wed Jun 01 19:05:41 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc : SP-303-20220525

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 10 Eicosane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.128 55.38 ng 3710750  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
2 Pentacosane 352 C25H52 000629-99-2 94
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3067 (21.127 min): BP010638.D\data.ms (-3062) (- m/z 57.10 100.00%
57.1

5000 ‘th
— 1
‘ |1F 197 2 281, 21.00 21.50
ol AU TfI7, 2972 2810 3511 414.1472.8536.0 1/, 43,10 64.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
5000 — ——
21.00 21.50
o 281.0 m/z 71.05 59.34%
O \\"\I}\\}\\‘\ﬂ\d\\l“]\-?ﬁ}q\\!‘\\“\‘\:3\3\\8i(\)\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262011: Pentacosane
57.0
A T
21.00 21.50
5000 m/z 85.10 44.25%
1
oL LT 2130 2810 3520
“‘ R A R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl- T T
57.0 21.00 21.50
m/z 55.00 25.41%
5000 “JLA
oLl P10 2810
m"‘H‘H"_m‘m"HH"‘H“m_m_m‘uu_ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BP052822.M Wed Jun 01 19:05:42 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22
Operator : CG/JU

Sample : N3065-03

Misc

ALS vial : 5 Sample Multiplier: 1

SP-303-20220525

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Triphenylphosphine oxide

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.457 19.71ng 1320440 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 ClsHisOP 000791-28-6 95

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S

5 Benzoic acid, 2-(diphenylphosphi... 306 C19H1502P

Abundance Scan 3123 (21.457 min): BP010638.D\data.ms (-3119) (-
277.1

5000

o 199.0

“\ 13900, L H 355.1 431.0489.1547..

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

o

Abundance #171172: Triphenylphosphine oxide
277.0
5000
77.0 199.0
14.0 ‘
O‘\\\\‘J\\‘\\‘\\\\‘JI\\WL\U\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

5000

7.0 183.0

L L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror
277.0

o

5000

199.0
77.0

150, | 1390 h h Loy 3410

1000483-83-4 86
001530-45-6 42
004094-37-5 38
017261-28-8 38

m/z 277.10 100.00%

N
=
o
o

m/z 278.10  33.89%

N
=
o
o

m/z 77.00  28.63%

-

‘
21.50

m/z 199.00  23.22%

N

T
21.50

m/z 201.00  22.86%

o

[ R o N R R AASRAREEESRasssEmame
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP052822.M Wed Jun 01 19:05:43 2022

=
21.50

Page:

13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22
Operator : CG/JU

Sample : N3065-03

Misc

ALS vial : 5 Sample Multiplier: 1

SP-303-20220525

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Octadecane, 5,14-dibutyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.775 77.59 ng 5198830  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 98
2 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 94
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3177 (21.774 min): BP010638.D\data.ms (-3171) (-

m/z 57.10 100.00%

57.1
5000
— =
|| 327 1972 . 21.50 22.00
ob ML, 197:2 266.1323.4 4084 490.0546! 1/, 43,10  63.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262011: Pentacosane
57.0
5000 —— Ea—
21.50 22.00
m/z 71.10 59.67%
l
\\\\‘\IT\‘\\\\‘\\f\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275553: Octadecane, 5,14-dibutyl-
43.0
== =
21.50 22.00
5000 m/z 85.05  43.60%
126.0 306.0
0 ‘ 1], 183.0 251.0" " “366.0
- _‘H“H“H“_“w“u"H“H“_“w“u“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane T =
57.0 21.50 22.00
m/z 55.00  24.22%
5000 \ﬂmw~kﬁ\j\vvaAﬁw~\
0 “\ | 227-0 197.0 267.0 380.0
H“_“W“H“H“H“_‘H"H“H“_“W“H“H“‘ P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

8270E-BP052822.M Wed Jun 01 19:05:44 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc : SP-303-20220525

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 13 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.474 87.60 ng 5868960 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 98
2 Hexacosane 366 C26H54 000630-01-3 94
3 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 94
4 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 3296 (22.474 min): BP010638.D\data.ms (-3289) (- m/z 57.10 100.00%
57.1
5000 JL
=
‘ 127.1 22.50
-t 4 “‘ [i7, 1972 2670  365.4422.3 4901547. /7 43,10  63.30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262011: Pentacosane
57.0
5000 R
22.50
m/z 71.05 59.52%
127.0
O ‘\ \‘ “\'lw \'iw'\" \f\'\\ ‘\\ "\\ g \3‘%?‘\"% [2\18r1\.’0\ \?\5‘2\\0\ T T T T I T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
=
22.50
5000 m/z 85.10 43.34%
127.0
oL LLLFETD g0m0 2670 asr0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275553: Octadecane, 5,14-dibutyl- =
43.0 22.50
m/z 55.05 23.82%
5000
125.0 309.0
ol L 320 2510% %000 -
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50

8270E-BP052822.M Wed Jun 01 19:05:45 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP@10638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Heptadecane, 9-octyl-

Concentration Rank 3

SP-303-20220525

R.T. EstConc Area Relative to ISTD R.T.
23.263 110.91 ng 6175090  Perylene-d12 23.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Nonacosane 408 C29H60 000630-03-5 95
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3430 (23.263 min): BP010638.D\data.ms (-3423) (-
57.1

m/z 57.10 100.00%

= =
‘ 1271 23.00 23.50
ol AMfFI L t072 | 3003 37044363  sas: 4316 62.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 = —
23.00 23.50
m/z 71.05 59.89%
1 239.0
O\\J‘\}\\\l‘\ﬁ‘}\\}‘l\ﬂW\‘W\\f{\12f9\6‘1()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307031: Nonacosane
57.0
== =
23.00 23.50
5000 m/z 85.10  43.45%
1
‘ \’ ﬁ 7.0 267.0 337.0 408.0
o“WWWJH\\*\umw"H_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl- = —
57.0 23.00 23.50
m/z 55.00  24.83%
5000
4.0
0 L] B 02110 2810
H“‘H“‘H“H“‘H“‘H"_“‘_“‘_“w“‘w“‘w‘ P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

8270E-BP052822.M Wed Jun 01 19:05:45 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP@10638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Tetracosane

Concentration Rank 4

SP-303-20220525

R.T. EstConc Area Relative to ISTD R.T.
24.174 94.00 ng 5233500 Perylene-di12 23.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Docosane 310 C22H46 000629-97-0 97
3 Tricosane 324 C23H48 000638-67-5 94
4 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 94
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94

Abundance Scan 3585 (24.174 min): BP010638.D\data.ms (-3576) (- m/z 57.10 100.00%
57.1
5000 /jvv\/\g/\¥/\
— —
| [272 197 24.00 24.50
o‘m"H‘J"uhmm‘_H"“2‘9‘?‘1“‘,?779““””_""?‘9‘994?: m/z 43.10 62.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
5000 —r— N
24.00 24.50
m/z 71.05 61.87%
o ” | 1270 197.0 267.0 338.0
\\\\‘\\\\1\\1‘\1!\‘[\\1‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #212282: Docosane
57.0
24.00 24.50
5000 ITI/Z 85.10 45.42%
‘ ‘f 1970 3100
0"H‘“Hﬂ‘uﬂpﬁ%hq«m“‘u“‘u‘,H“‘H“‘H“_“‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229643: Tricosane T =
57.0 24.00 24.50
m/z 55.00  25.36%
5000
324.0
P07 om0
ouH"H"‘"m‘u‘km‘umuuH‘m‘,HHWHWHWH_ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

8270E-BP052822.M Wed Jun 01 19:05:46 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc : SP-303-20220525

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 16 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.215 68.07 ng 3789830  Perylene-di12 23.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
3 Triacontane 422 C30H62 000638-68-6 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3762 (25.215 min): BP010638.D\data.ms (-3754) (-  m/z 57.05 100.00%
57.0

5000 A/\//L
—r -
‘ || 1272 1971 2670 25.00 25.50
0t «‘\_w Lo 2800 3513 416147505360 /7 43.05  60.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176385: Eicosane
57.0
5000 — ——
25.00 25.50
m/z 71.10 58.78%
‘ | [ ‘1270 197.0 282.0
O\\"\\1\‘\“\‘\!“\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
= =
25.00 25.50
5000 m/z 85.10  43.06%
1 239 0
o LIS 200
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314330: Triacontane T T
57.0 25.00 25.50
m/z 55.00 24.83%
7.0
oML 70 s a0 w20 T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50

8270E-BP052822.M Wed Jun 01 19:05:47 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc : SP-303-20220525

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 17 .gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.127 86.53 ng 4817700  Perylene-di12 23.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 96
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 96
4 Ergost-5-en-3-o0l, (3.beta.)- 400 C28H480 004651-51-8 41
5 Campesterol 400 C28H480 000474-62-4 41
Abundance Scan 3917 (26.127 min): BP010638.D\data.ms (-3908) (-  m/z 43.10 100.00%
43.1
5000 105.0
— —
m “ 26.00 26.50
0L M 49025491 m/z 55.10  59.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 — ——
414.0 26.00 26.50
” ‘ 213 0 3030 m/z 57.05 59.34%
0 ‘J‘T\ ‘ : \“H““““ “ MM\MH \IL ..“‘ h‘ ) ‘ . ‘ et H}‘ . ‘ R RRARRERRREE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0
— —
26.00 26.50
5000 m/z 41.10 45.50%
107.0 414.0
‘ H ‘ 213 0 03 0
0l “\‘HI‘“‘H“ 1‘1\“&\\‘“ “”\\H‘ WI Hu h\ I m‘ ‘.‘ ‘ﬂ\‘ ' ‘ y ‘J‘ o ‘\ ‘“‘ - EaassnEs
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- — —
43.0 26.00 26.50
m/z 105.00  44.43%
5000 145.0 382.0
MMy
O+ L “‘\\\w“h‘ “‘ “m“‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50

8270E-BP052822.M Wed Jun 01 19:05:48 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22
Operator : CG/JU

Sample : N3065-03

Misc

ALS vial : 5 Sample Multiplier: 1

SP-303-20220525

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Heneicosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
26.433 39.14 ng 2179250  Perylene-d12 23.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Tetracosane 338 C24H50 000646-31-1 95
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 3-Methylhexacosane 380 C27H56 065820-56-6 91

Abundance Scan 3969 (26.433 min): BP010638.D\data.ms (-3965) (-
57.1

m/z 57.10 100.00%

5000 ng/\kxk)/\Lwﬂwf\N
—
LT 2112 28108410 4200 26.50
ob kb |17, 2112 28103410 4290 5038 1/, 43.10 62.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 T
26.50
m/z 71.10 58.63%
1 239.0
O\\J‘\}\\\l‘\F\J\\J‘J\‘\W\‘1\\![\?[9\6‘1()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246479: Tetracosane
57.0
——
26.50
5000 m/z 85.10  43.26%
1
|‘ WH 197.0 267.0 338.0
)RS TR NN N L —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- —
57.0 26.50
m/z 55.00  22.38%
127.0
ol LLLfPIS 200 0903669 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053122\
Data File : BP010638.D

Acqg On : 31 May 2022 14:22

Operator : CG/JU

Sample : N3065-03

Misc : SP-303-20220525

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Phenol, 2,6-dim... 16.292 2.6 ng 203723 4 17.257 1587190 20.0
Tetradecanamide 17.416 19.0 ng 1510260 4 17.257 1587190 20.0
Hexadecanoic ac... 17.928 5.5 ng 440734 4 17.257 1587190 20.0
n-Hexadecanoic ... 18.175 181.9 ng 14432500 4 17.257 1587190 20.0
Pentacosane 18.728 12.4 ng 980707 4 17.257 1587190 20.0
Methyl stearate 19.186 17.6 ng 1392510 4 17.257 1587190 20.0
Octadecanoic acid 19.410 249.0 ng 16683600 5 21.345 1340000 20.0
Docosane, 11-bu... 19.675 31.4 ng 2101990 5 21.345 1340000 20.0
Pentadecane, 8-... 20.457 43.3 ng 2902970 5 21.345 1340000 20.0
Eicosane, 9-octyl- 21.128 55.4 ng 3710750 5 21.345 1340000 20.0
Triphenylphosph... 21.457 19.7 ng 1320440 5 21.345 1340000 20.0
Octadecane, 5,1... 21.775 77.6 ng 5198830 5 21.345 1340000 20.0
Hexacosane 22.474 87.6 ng 5868960 5 21.345 1340000 20.0
Heptadecane, 9-... 23.263 110.9 ng 6175090 6 23.757 1113510 20.0
Tetracosane 24.174 94.0 ng 5233500 6 23.757 1113510 20.0
Eicosane 25.215 68.1 ng 3789830 6 23.757 1113510 20.0
.gamma.-Sitosterol 26.127 86.5 ng 4817700 6 23.757 1113510 20.0
Heneicosane 26.433 39.1 ng 2179250 6 23.757 1113510 20.0
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