LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129506.D

Acqg On : 02 Aug 2022 14:09
Operator : CG\JU

Sample : N3927-07

Misc :

ALS Vvial : 10 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129506.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.510 544 548 558 rBV 3645123 3205167 84.42% 11.706%
2 6.522 715 720 723 rBV 3596667 3218053 84.76% 11.753%
3 6.875 776 780 783 rBV 1227460 952913 25.10%  3.480%
4 7.440 871 876 879 rBV 2407520 2098683 55.28% 7.665%
5 8.157 994 998 1001 rBV 1586194 1248138 32.87% 4.558%

6 9.234 1176 1181 1184 rBV 4254462 3796759 100.00% 13.
7 9.916 1293 1297 1300 rBV 1437741 1328192 34.98%

8 10.704 1427 1431 1435 rBV 2367169 2134568 56.22%
9 11.404 1546 1550 1553 rBV 1378099 1141416 30.06%
10 11.922 1633 1638 1652 rBvV2 200692 238093 6.27%
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N
O
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11 12.616 1753 1756 1766 rBV2 23510 46868 1.23%
12 12.704 1766 1771 1778 rBV 87179 102851 2.71%
13 12.986 1815 1819 1822 rBV 3118631 2556565 67.34%
14 13.880 1967 1971 1981 rBV 166998 317712 8.37%
15 14.045 1995 1999 2003 rBV 921573 817036 21.52%

NERE VOO
w
w
N
BN

16 14.463 2066 2070 2073 rBV 557464 470805 12.40%
17 15.139 2182 2185 2190 rVB 70208 78626 2.07%
18 15.533 2247 2252 2259 rVB2 802149 968918 25.52%
19 17.051 2504 2510 2523 rVB8 97342 349973 9.22%
20 17.186 2526 2533 2548 rVV3 643044 1471872 38.77%

Uk woRr
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w
]
R

21 17.527 2586 2591 2598 rVBS8 94679 210344 5.54%
22 17.627 2601 2608 2624 rVV6 161557 628068 16.54%  2.294%
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N
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R

Sum of corrected areas: 27381620
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 02 Aug 2022 14:09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
BF129506.D

. 10

: CG\JU
: N3927-07

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129506.D

Acq On : 02 Aug 2022 14:09
Operator : CG\JU

Sample : N3927-07

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.922 4.17 ng 238093 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1638 (11.922 min): BF129506.D\data.ms (-1633) (- m/z 72.95 100.00%
43.1 73.0

5000 129.1

n

g5 1 2132
O B
oWw‘:w«‘1:‘“Mw\uuwuH‘um‘HH_w‘m_mmw m/z 43.16  88.95%

‘ 256.3 12.00
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T

12.00
m/z 60.00 79.17%

157.0185.0 213.0 256.0

O,
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
T
12.00
5000 129.0 ITI/Z 55.05 72.34%
199.0
e e L
omsol B ALLATREL ) 0 L]
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #92070: Tridecanoic acid T
73.0 12.00
m/z 57.05 71.38%
43.0
5000
129.0
1710 2140
101.0 ‘ ‘
015‘Ocﬁ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129506.D

Acq On : 02 Aug 2022 14:09
Operator : CG\JU

Sample : N3927-07

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 1-Tetracosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.880 7.78 ng 317712  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 1971 (13.880 min): BF129506.D\data.ms (-1967) (- m/z 57.05 100.00%
57.0
97.1
5000
1350  14.00
39.1 207.0 : :
N u‘”\ ‘EL * P g 2001 BALU s 55 05 96.51%
m/z--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.0 83.0
5000 — —
13.50 14.00
25.0 m/z 43.10 93.65%
05 \“\ ““ \““ ‘\‘ \‘H“ ‘M‘ ‘“\‘ ‘%\Gﬁﬁ)\‘z‘l\op\ LI B B \3\36\(‘]
miz--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0 — SR
13.50 14.00
5000 ITI/Z 83.05 90.24%
25.0
I \ | ‘ | ‘ 168.0 238.0
T S
miz--> 50 100 150 200 250 300
Abundance #248981: 1-Heneicosyl formate T —
57.0 13.50 14.00
97.0 m/z 97.10 79.14%
- J/\/\/
39.0
AR RS P I S
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129506.D

Acq On : 02 Aug 2022 14:09
Operator : CG\JU

Sample : N3927-07

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 N-(4-Methoxyphenyl)-2-hydro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.463 11.52 ng 470805  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 N-(4-Methoxyphenyl)-2-hydroxyimi... 194 C9H1ON203 1000143-61-3 93
2 2,5-Dimethoxyterephthalic acid 194 CleH1e04 007310-97-6 46
3 3-pyridinecarbonitrile, 1,2-dihy... 195 C12H9N3 1000396-00-3 46
4 4-Phenanthrenol 194 C14H100 007651-86-7 38
5 6-Benzothiazolecarboxylic acid, ... 194 C8H6N202S 000093-85-6 38
Abundance Scan 2070 (14.463 min): BF129506.D\data.ms (-2066) (- m/z 194.10 100.00%
194.1
5000
411 125.0 a i
14.50
ob— “,ﬂ“‘m““‘: iy ! N“u‘u L F0M1 34223873 ., 195.05 58.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69902: N-(4-Methoxyphenyl)-2-hydroxyimino-acetamide
44.0 149.0194.0
5000 LU
14.50
‘ m/z 41.10  28.30%
O\\\‘\“\\‘H‘\\\‘\‘\‘“‘\‘H‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #68423: 2,5-Dimethoxyterephthalic acid
194.0
——
14.50
5000 ITI/Z 125.00 24.50%
530 148.0
o) E—— \h‘ \\uuh\m u\ Hu i \M“ ‘h H‘\ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #70342: 3-pyridinecarbonitrile, 1,2-dihydro-2-imino-1-phe T
194.0 14.50
m/z 166.10  19.63%
5000
51.0 98.0 1490
bbb e A A e
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF072522.M Wed Aug 03 15:10:34 2022 Page: 5



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
BF129506.D

: 02 Aug 2022 14:09
: CG\JU
: N3927-07

. 10

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Campesterol Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
17.051 7.22 ng 349973 Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Campesterol 400 C28H480 000474-62-4 97
2 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 96
3 5-Cholestene-3-0l, 24-methyl- 400 C28H480 290299-12-6 52
4 Ergost-7-en-3-0l, (3.beta.)- 400 C28H480 026047-31-4 38
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 38

Abundance Scan 2510 (17.051 min): BF129506.D\data.ms (-2504) (- mo
5000 91.0 1591 5144
T
17.00
ob— m/z 55.10 42.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #302693: Campesterol
43.0
5000 —— :
17.00
m/z 159.10 42.11%
o+
m/z-->
Abundance
T
17.00
5000 m/z 91.00 41.06%
0 ‘m“ \“‘ ‘ ‘H\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #302707: 5-Cholestene-3-ol, 24-methyl- —— ‘
43.0 17.00
m/z 57.00 38.64%
- Aywwﬁwwvmv/\g&%AWwak
95.0 400.C
145.0 213.0 289.0
‘ ‘ 340.0
[ —
m/z--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129506.D

Acq On : 02 Aug 2022 14:09
Operator : CG\JU

Sample : N3927-07

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 1,4-Dimethyl-8-isopropylide... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.186 30.38 ng 1471870  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 76
2 Farnesyl bromide 284 C15H25Br 006874-67-5 60
3 (-)-Tricyclo[6.2.1.0(4,11)]undec... 204 C15H24 1000154-06-7 58
4 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 49
5 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 49
Abundance Scan 2533 (17.186 min): BF129506.D\data.ms (-2526) (- m/z 204.15 100.00%
204.2
135.0
69.1
5000
301.3
—— —
255. 393.3 44011 17.00 17.50
o' [ m/z 135.00  70.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0
5000 T T T T
17.00 17.50
41.0 r m/z 69.18  59.72%
ok “‘\“Jl\“\m ’1“ R A R
m/z--> 100 150 200 250 300 350 400
Abundance #178371: Farnesyl bromide
69.0
204.0 — S
119.0 17.00 17.50
5000 m/z 121.10 58.88%
T i
0 ‘H‘ L ‘JH\\“‘\\HL‘\‘ m‘h “‘\\‘ by h oy U e
m/z--> 50 100 150 200 250 300 350 400
Abundance #80429: (-)-Tricyclo[6.2.1.0(4,11)]undec-5-ene, 1,5,9,9-te i T
133.0 17.00 17.50
41.0 o
m/z 133.00 57.26%
189.0
5000
oL HJ‘\ ll “‘“H‘\‘H“HH‘HH‘HH‘HH —— ——
m/z--> 5 100 150 200 250 300 350 400 17.00 17.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
BF129506.D

: 02 Aug 2022 14:09
: CG\JU
: N3927-07

: 10 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 unknownl7.527 Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
17.527 4.34 ng 210344  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butyramide, 3-(2-furyl)-N-phenyl- 229 C14H15NO2 1000156-94-9 35
2 14-Oxatricyclo[9..2.1.0(1,10)]te... 262 C18H300 1000193-06-8 35
3 2,2,4a,6a,8a,9,12b,14a-0ctamethy... 410 C30H50 053013-35-7 35
4 (R)-2-((4asS,8aR)-4a-Methyl-8-met... 220 C15H240 028102-68-3 30
5 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-62-0 30

Abundance Scan 2591 (17.527 min): BF129506.D\data.ms (-2586) (- m/z 69.05 100.00%

69.0
229.1
135.1
5000 316.2
MT.' 4253 iﬂSd
ol 76,9 m/z 95.10  96.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #110376: Butyramide, 3-(2-furyl)-N-phenyl-
93.0
229.0
5000 — :
17.50
m/z 229.05 78.41%
0 43.0 Ly 1 172.0
\\\‘\\\\‘\1\\’\\\\‘\\T\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400

Abundance #151032 14-Oxatricyclo[9..2.1.0(1,10)]tetradecane, 2,6,6

3.
3

a

121.0 189.0

17.50
5000 m/z 107.00 75.76%
oL ‘ H\‘H‘ H‘ h “\‘HH ‘\‘H’HH‘HH‘ -

?

m/z--> 5 100 150 200 250 300 350 400
Abundance #308277: 2,2,4a,6a,8a,9,12b,14a-Octamethyl-1,2,3,4,4a,

95.0 17.50

m/z 41.00 74.95%
218.0
5000 410.0
0 ’}\“\J\\x - —

m/z--> 5 100 150 200 250 300 350 400 17.50

8270-BF072522.M Wed Aug 03 15:10:36 2022 Page: 8



Data Path : zZ

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\

Data File : BF129506.D

Acq On : 02 Aug 2022 14:09
Operator : CG\JU

Sample : N3927-07

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 .gamma.-Sitosterol Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
17.627 12.96 ng 628068 Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 98
2 .beta.-Sitosterol 414 C29H500 000083-46-5 90
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 87
4 Isocholesteryl methyl ether 400 C28H480 029944-53-4 53
5 Campesterol 400 C28H480 000474-62-4 53

Abundance Scan 2608 (17.627 min): BF129506.D\data.ms (-2601) (- m/z 43.10 100.00%
3.1

43,
107.0
5000 .

—
17.50 18.00
0] m/z 55.18  72.37%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0

5000

—
17.50 18.00
m/z 107.00  64.95%

O\ — \“ | . .
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0

——
17.50 18.00
5000 m/z 57.05 58.77%

= \“ |“ \ ‘Lh‘ ‘
m/z--> 0 50
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- —
43.0 17.50 18.00
m/z 145.00 51.15%

100 150 200 250 300 350 400

5000 91.0 145.0 382.0

213.0 890
LA Lol
il

0t H—— ——
miz-> 0 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080222\
Data File : BF129506.D

Acqg On : 02 Aug 2022 14:09
Operator : CG\JU

Sample : N3927-07

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
n-Hexadecanoic ... 11.922 4.2 ng 238093 4 11.404 1141420 20.0
1-Tetracosene 13.880 7.8 ng 317712 5 14.045 817036 20.0
N- (4-Methoxyphe... 14.463  11.5 ng 470805 5 14.045 817036 20.0
Campesterol 17.051 7.2 ng 349973 6 15.533 968918 20.0
1,4-Dimethyl-8-... 17.186 30.4 ng 1471870 6 15.533 968918 20.0
unknownl17.527 17.527 4.3 ng 210344 6 15.533 968918 20.0
.gamma.-Sitosterol 17.627 13.0 ng 628068 6 15.533 968918 20.0
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