LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc :

ALS Vvial : 21  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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139984.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 8 18 25 rBV 1708996 2810987 100.00% 9.660%
2 5.116 503 514 523 rVB2 19858 35944 1.28% 0.124%
3 5.504 574 580 585 rBV 1930145 2537494 90.27% 8.720%
4 6.504 744 750 762 rBV 1822835 2496339 88.81% 8.579%
5 6.892 810 816 821 rVB 624199 796521 28.34%  2.737%

6 7.445 904 910 915 rBV 1270188 1626336 57.86%
7 7.698 948 953 958 rVB 65072 78943 2.81%
8 8.169 1028 1033 1046 rVB 780362 971986 34.58%
9 9.245 1210 1216 1221 rBV 1857362 2354038 83.74%

9.928 1326 1332 1343 rVB 694858 932932 33.19%
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11 10.163 1368 1372 1378 rVB2 35948 43441 1.55%
12 10.633 1448 1452 1457 rBV 144089 181288 6.45%
13 10.710 1460 1465 1470 rBV 1002048 1266377 45.05%
14 10.833 1482 1486 1494 rVB8 14237 31242 1.11%
15 11.069 1522 1526 1531 rBV5 26551 49222 1.75%
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16 11.410 1579 1584 1591 rBV 671080 857156 30.49%
17 11.463 1591 1593 1598 rVB2 26266 30781 1.10%
18 11.863 1656 1661 1665 rBV 76162 121222  4.31%
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19 11.933 1669 1673 1686 rVV 520384 792256 28.18% 723%
20 12.110 1700 1703 1714 rVBS8 25771 58903 2.10% 202%
21 12.574 1779 1782 1786 rVB2 25688 30990 1.10% 106%

22 12.663 1786 1797 1802 rBV8 93880 324077 11.53%
23 12.722 1802 1807 1818 rVB 173966 268854  9.56%
24 12.816 1820 1823 1827 rBV 49424 66052 2.35%
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i
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25 12.998 1848 1854 1859 rBV 1522952 1954199 69.52% 716%
26 13.227 1888 1893 1898 rBV3 51064 87950  3.13% 0.302%
27 13.439 1926 1929 1933 rBV2 40380 54002 1.92% ©0.186%
28 13.516 1937 1942 1943 rBV2 90036 126456 4.50%  ©.435%
29 13.686 1969 1971 1975 rVB2 29421 34575 1.23% 0.119%
30 13.845 1994 1998 2002 rVB 68772 89031 3.17% ©.306%

31 13.904 2003 2008 2019 rBV 264231 507889 18.07%
32 14.051 2028 2033 2039 rVB 694379 921115 32.77%
33 14.110 2040 2043 2047 rBV 46422 69589 2.48%
34 14.533 2109 2115 2127 rBVv4 120132 357783 12.73%
35 14.910 2175 2179 2185 rVB 113069 169347 6.02%
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36 15.174 2220 2224 2228 rBV 142877 208212 7.41% 0.716%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS Vvial : 21  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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.527 2279 2284 2296 rVB 410816 693760 24.68% 2.384%
38 16.015 2362 2367 2372 rVB 98147 167277 5.95% ©.575%
39 16.162 2389 2392 2399 rVB2 168323 300874 10.70%  1.034%
40 16.257 2404 2408 2410 rBV2 50393 83975 2.99% 0.289%
41 17.051 2537 2543 2555 rVB3 160127 433664 15.43%  1.490%
42 17.386 2593 2600 2611 rVB7 151185 493599 17.56% 1.696%
43 17.656 2638 2646 2652 rBV4 227368 777284 27.65% 2.671%
44 17.727 2653 2658 2676 rVB3 467910 1314679 46.77%  4.518%
45 17.998 2697 2704 2720 rVB3 215479 804273 28.61% 2.764%
46 18.145 2721 2729 2738 rBv4 94555 390560 13.89% 1.342%

47 18.498 2781 2789 2792 rBV5 99940 295897 10.53% 1.017%

Sum of corrected areas: 29099371
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 24 Oct 2024 00:40
: RC/JU
: P4474-01

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
BF139984.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139984.D\data.ms
5.504 6.504
2.199
1500000
7.445
1000000
6.892
500000
. 5.116 76
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF139984.D\data.ms
9.245
12.998
1500000
10.710
1000000
8.169
9.928 11.410
11.933
500000
12722 &fvg\vv
8 6 13.227
10.163 omgl%g 11463 11882110 125 1257
0 — —— —— ‘ ; ‘ — ‘ ‘
Time--> 8.00 8.50 9.00 1000 1050 1100 11.50 1200 1250 1300
Abundance TIC: BF139984.D\data.ms
1500000
1000000
14.051
15.527 17.727
500000 176
14.533 15.174 16.162 17.051 17.386"
14.910 16.01 257
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.199 70.58 ng 2810990 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 18 (2.199 min): BF139984.D\data.ms (-8) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
55.0 87.1 \‘\\\\‘\\\\‘\\
‘ ‘ 2.20 2.40 2.60
O et e L iz 43,05 4e.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L B B B
43.0 2.20 2.40 2.60
~ 550 87.0 m/z 55.05  30.24%
29.0 ‘
O\\\‘\\\\‘\\\”“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
I E
40 g 87.0 220 240 260
5000 ’ m/z 87.10 25.62%
29.0
150 ‘W\ ‘ ‘\ w
O+t e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2104: Acetamide, N-ethyl- T
30.0 2.20 2.40 2.60
m/z 41.05 13.31%
5000 43.0 87.0
15.0 72.0
0 \H‘\;‘H‘\H‘M \\\\“1\\\‘H\S?"(\)\H‘!\H‘Hw‘mwm LA A e e o e
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Benzophenone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.633 3.89 ng 181288 Acenaphthene-di10 9.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 47
4 2-Pyrazoline-3-carbonitrile, 1-b... 199 C11H9N30 067872-68-8 47
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 47
Abundance Scan 1452 (10.633 min): BF139984.D\data.ms (-1448) (- m/z 105.10 100.00%
105.1
182.1
5000 8
51.0
—— —
| | 1521 | 10.50 11.00
-ttt m/z 77.05 64.99%
miz-> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 —— —
10.50 11.00
510 m/z 182.10  51.74%
| 152.0 |
0\\‘\‘\‘\\”M\\“\\\\“‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
10.50 11.00
5000 m/z 50.95 26.90%
51.0
152.0
o
miz--> 50 100 150 200 250
Abundance #173929: 2-Benzoyl-4-bromo-5-methyl-1,2-oxazol-3-one r—r= —
105.0 10.50 11.00
m/z 181.10 9.04%
5000
51.0
ol w0 283 D L
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 cis-7-Hexadecenoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.863 2.83 ng 121222  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 91
2 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 91
3 Palmitoleic acid 254 C16H3002 000373-49-9 90
4 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 87
5 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 80
Abundance Scan 1661 (11.863 min): BF139984.D\data.ms (-1656) (- m/z 55.10 100.00%
55.1
5000 83.0 k‘/\k
= —
111.1
Ol m/z 41.05 65.65%
m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #140807: cis-7-Hexadecenoic acid
55.0
5000 = —
83.0 11.50 12.00
m/z 69.05 62.03%
70 100120 2360
0 \H‘\‘M\i‘\‘u “l\h\u‘ \\‘M‘\“HM\\\H“H‘l\‘\\\\‘\\\\‘\\\\‘H\}‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #140812: Hexadecenoic acid, Z-11-
55.0
— —
11.50 12.00
5000 m/z 43.10 44 .16%
83.0
UL ormoes 01520 2269
Ol wm‘HMJHMMN W ontidtuit- i
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #140796: Palmitoleic acid T T
55.0 11.50 12.00
m/z 83.05 39.13%
5000 83.0
111.0
Lzmo) L] mseousotane 2380
m‘mqm”‘m“m‘ _— T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.933 18.49 ng 792256  Phenanthrene-di10 11.410
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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan1673(11933num BF139984.D\data.ms (-1669) (- m/z 73.05 100.00%
43.0 |73.0
5000
129.1
213.2 =
‘ 157.2185.2 256.3 12.00
A — m/z 60.00 96.09%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 43.05 94.58%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
—
12.00
5000 129.0 m/z 57.10 81.55%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.05 78.70%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWﬁ”meﬂmNMWHH_JHJHW‘HWHHM‘H_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.663 7.56 ng 324077 Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 99
2 1,3-Diethyl-5-(1-phenylethyl)ben... 238 C18H22 1000482-32-6 93
3 cyclopropanone, 2-(4-methoxyphen... 238 C16H1402 1000401-16-2 55
4 Anthracene, 1,4-dimethoxy- 238 C16H1402 013076-29-4 43
5 4,4'-Diacetyl biphenyl 238 C16H1402 000787-69-9 41

Abundance Scan 1797 (12.663 min): BF139984.D\data.ms (-1786) (- m/z 55.05 100.00%

58.0 223.2
5000 83.0 181.1

HH\ 1111 153. 257.3 12:50 13.00
L ullly

,w““m“ bl m/z 223.20  87.11%
miz—> 20 40 60 80 100120140160 180200 220240260280

Abundance #121373: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
2

o

28.0
181.0 J\
5000 — AR
12.50 13.00
153. m/z 41.05 77.81%
55.0 104.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #121364: 1,3-Diethyl-5-(1-phenylethyl)benzene
223.0
—r —
12.50 13.00
5000 m/z 57.10 67.35%

o

165.0
105.0
o 70 o, | o |
Vuh‘um,m‘M‘N‘ﬂubM%m]uh‘h‘WHWM‘M‘_H‘k‘H‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #121219: cyclopropanone, 2-(4-methoxyphenyl)-3-pheny T —
238.0 12.50 13.00
m/z 69.10 60.22%

5000

-

28.0 119.0 152.0 195.0
0 760 bl ‘\“ [P N R N
W SIS NSTWENY N SEUNRE T — —
mfz--> 20 40 60 80 100120140160 180200220 240 260 280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.722 6.27 ng 268854  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87

Abundance Scan 1807 (12.722 min): BF139984.D\data.ms (-1802) (- m/z 43.05 100.00%

43.0 73.0
5000 mh 129.0
73

185.2 241.2

0+ “‘N
m/z--> 5
I

Abundance

5000

‘ e A L SIS E 1 m/z 73.05 94.30%
3.0
l

0 100 150 200 250
#179091: Octadecanoic acid
.0

M 129.0

0

284.C g
1850 5410 ‘ m/z 60.00  87.87%
I

ol— “‘ ‘i !\‘ ‘M " H w“‘ ‘ L ‘L \“r “ - \‘ “\ ‘\‘ S
m/z--> 5 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0

5000 256.0 m/z 57.10 87.76%
129.0
213.0
Ll 2
0— “‘ ‘; l ‘M I H“ ‘H‘H‘ uh“‘ Ju‘\‘ gl “ “ “‘m‘ b \‘ —
m/z--> 50 100 150 200 250
Abundance #46966: n-Decanoic acid —— e
73.0 12.50 13.00

m/z 55.05 85.77%

129.0
5000
43.0
172.0

— :
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 (E)-3-Methyl-5-((1R,4aR,8aR... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.516 2.75 ng 126456  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-3-Methyl-5-((1R,4aR,8aR)-5,5... 304 C20H3202 020257-75-4 91
2 2-Pentenoic acid, 5-(decahydro-5... 304 C20H3202 024470-48-2 91
3 Citronellyl valerate 240 C15H2802 007540-53-6 46
4 2-Methyl-3-(3-methyl-but-2-enyl)... 222 C15H260 1000144-10-2 38
5 2,5-Octadiene, 3,4,5,6-tetramethyl- 166 C12H22 247797-85-9 38
Abundance Scan 1942 (13.516 min): BF139984.D\data.ms (-1937) (- m/z 81.10 100.00%
41.1, Bl.1 137.2
239.2
5000
177.2 289.1 T ‘
‘ h 13.50
0 bt 1 m/z 69.10 98.79%
miz--> 50 100 150 200 250 300
Abundance #204907: (E)-3-Methyl-5-((1R,4aR,8aR)-5,5,8a-trimethyl-
137.0
81.0
41.0
5000 — :
289.0 13.50
177.0 m/z 41.10  98.75%
LA, | a0
0! ”\“‘\“H \M‘ W s “m‘h‘ - 1 ‘\‘ :
miz--> 50 100 150 200 250 300
Abundance #204910: 2-Pentenoic acid, 5-(decahydro-5,5,8a-trimethy
137.0
81.0
R \
41.0 13.50
5000 m/z 56.10 92.51%
177.0 289.0
oL L““u““p L}h\‘ o “‘ M‘ ul ‘n‘u \‘2‘1‘1‘0‘24‘\4‘0‘ R S
m/iz--> 50 100 150 200 250 300
Abundance #123668: Citronellyl valerate —— ‘
41.0 13.50
81.0 m/z 137.15 90.70%
5000 123.0 ML
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Cyclopentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.904 11.03 ng 507889  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 97
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 2008 (13.904 min): BF139984.D\data.ms (-2003) (- m/z 57.10 100.00%
57.1

2000 AM\/\/JNJ\\A
——
FP-l 224.1 304.1 14.00
O e b b pos e e e e e e e e e m/z 43.10  79.65%
m/z--> 0 50 100150200 250300 350400 450500 550 600 650
Abundance #87654: Cyclopentadecane
55.0
5000 T
14.00
m/z 55.10  73.37%
e 20
O‘HW ‘J\'W‘H}H\%“H\‘\‘L\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100150200 250300 350400450500550600650

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0

-

T
14.00

5000 m/z 83.10 60.28%

169.0
i ‘ AIHM 1 255.0 406.0

m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T
57.0 14.00
m/z 69.10 54.86%

o

-

5000

-

ol %F;?‘ 2520 360.0 648.!
BEEUEEY U USRI SN 22 —

m/z--> 0 50 100150200 250300 350400450500 550 600 650 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 1-Docosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.533 7.77 ng 357783  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Cyclotetracosane 336 C24H48 000297-03-0 95
3 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 95
4 1-Tetracosene 336 C24H48 010192-32-2 95
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2115 (14.533 min): BF139984.D\data.ms (-2109) (- m/z 57.10 100.00%
57.1
5000
111
T \
14.50
153.1 .1 256.1 . :
m— M “‘ LAIP30 2071 2561 30823502397 . 4310 77.28%
miz--> 50 100 150 200 250 300 350
Abundance #209740: 1-Docosene
57.0
5000 11.0 T \
308.0 14.50
m/z 55.10 76.39%
01\5\\‘\‘\“\‘\ ““ “‘ ““h\‘h\ \“9\“5‘?\2‘\3§‘0\\}\“\\\\‘\\\\ 1
miz--> 50 100 150 200 250 300 350
Abundance #244233: Cyclotetracosane
83.0
T \
41.0 14.50
5000 3360 m/Z 83 . 19 61 . 5500
25.0
UL L perozi00 290 |
o‘um_m‘wwuWMiwwu_m ‘
m/z--> 50 100 150 200 250 300 350
Abundance #244234: Cyclodocosane, ethyl- T ‘
57.0 14.50
m/z 69.10 58.06%
5000
11.0
307.0
ol »“ LiALd ws80es02570 T -
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Supraene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.910 4.88 ng 169347  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 74
3 Farnesol (E), methyl ether 236 C16H280 1000352-67-3 72
4 Hexadeca-2,6,10,14-tetraen-1-0l,... 290 C20H340 007614-21-3 72
5 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 59
Abundance Scan 2179 (14.910 min): BF139984.D\data.ms (-2175) (- m/z 69.10 100.00%
69.1
——
137.1 2071 15.00
bbbl ll . 2071 2731 3422 .. 8116 51.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 T
15.00
m/z 41.10 26.38%
137.0
oPT9 Ll y [, 191.0 273.0 3410  410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘Y\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
——
15.00
5000 m/z 95.10 12.83%
137.0 JL\«/J\/W/\AA
D
0_7.4 Ll 2980
m/z--> 50 100 150 200 250 300 350 400
Abundance #118839: Farnesol (E), methyl ether 7
69.0 15.00
m/z 137.05 10.52%
- MW/\—jL/W/V\
136.0
270 | | ‘ ‘ ||| 19102360
Y sk R T T Bt e
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 11 Heptadecane, 2,6,10,15-tetr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.174 6.00 ng 208212  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Docosane 310 C22H46 000629-97-0 91

Abundance Scan 2224 (15.174 min): BF139984.D\data.ms (-2220) (- m/z 57.10 100.00%

57.1
5000

9.1 — —

L | 14121832 2362 2821  357.2 1590 o5
ol A AL L0832 23622820 | 8572 n; 71,10 59.38%
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- AMN/\AL/L
57.0
5000 T T
15.00 15.50

m/z 43.10 55.32%

O L\ h\ I \‘ H‘ \ \ o 183 O 239 0 296 0
L ‘ T ‘ L ‘ T \ T ‘ LI ‘ T T ‘ L ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane

57.0

—
15.00 15.50

5000 m/z 85.10 43.37%
9.0
ots0LLLiL #0050 2060
m/z--> 0 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 15.00 15.50

m/z 55.10  21.80%

e M\/\‘M
I

ol L | F ‘}410183022502670 3230 3804
‘ R At iea LR L LTEL IS ZE LA s

T T
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF102324\

BF139984.D

: 24 Oct 2024 00:40
: RC/JU
: P4474-01

: 21 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Hexacosane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
16.015 4.82 ng 167277  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heptacosane 380 C27H56 000593-49-7 87
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2367 (16.015 min): BF139984.D\data.ms (-2362) (- m/z 57.10 100.00%
57.1
T \
“ § 160.2 721 32 16.00
ol %“‘Jﬂ“‘“‘324?‘7‘ﬂq“ﬁ?“w“““ m/z 71.10  60.04%
miz--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 —— ‘
16.00
m/z 43.10 55.42%
0 ‘ ‘ uh\ h\ \ J\‘ \\ | 1\69 0 225.0 295.0 367.0
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
R \
16.00
5000 m/z 85.10 45 ,49%
0 uh\ ‘h ]\1 J\ .h‘ \ ]:6\9 \0 s 2\2'\5 p Ly 3090 365.0 437.1
e e A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane T ‘
57.0 16.00
m/z 55.10 21.32%
o MUMJM/\N
| 1180 4690
oLl L 100 1690 2250 2810 3800 _
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 unknownl6.163 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.163 8.67 ng 300874  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Kaura-5,16-dien-18(or 19)-ol 286 C20H300 023837-99-2 44
2 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 42
3 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 42
4 3H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24 002387-78-2 38
5 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 38

Abundance Scan 2392 (16.162 min): BF139984.D\data.ms (-2389) (- m/z 204.20 100.00%

2042 271.3
133.1
81.1
5000

[ T
395.4
i H‘h | \‘\ | 3172 \ s sl
0 ‘uw“ ““HM\‘\HW1WH\H\MP\ m/z 271.30 86.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #181935: Kaura-5,16-dien-18(or 19)-ol
271.0
41.0 91.0
5000 = s
159.0 16.00 16.50
m/z 133.05 63.63%

o

T M\‘h\ 1T ‘ L ‘“\ T ‘ L ‘ L ‘ T
m/z--> 5 100 150 200 250 300 350 400
Abundance #80482: Naphthalene, decahydro-4a-methyl-1-methylene
105.0 204.0

— —
161.0 16.00 16.50
5000#41.0 m/z 81.10 53.04%
0 R M/\/w
miz--> 50 1oo 150 o 250 300 350 400

Abundance #80265: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-die —— ——
204.0 16.00 16.50

m/z 95.10 51.45%

108.0
5000 161.0
41 0
T

‘ ‘ T
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 14 A'-Neogammacer-22(29)-ene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.051 12.50 ng 433664  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 A'-Neogammacer-22(29)-ene 410 C30H50 001615-91-4 64
2 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 55
3 2,2,4a,6a,8a,9,12b,14a-0ctamethy... 410 C30H50 053013-35-7 50
4 (1R,2R,8S,8Ar)-8-hydroxy-1-(2-hy... 254 C16H3002 1000298-98-6 49
5 3-Buten-2-one, 4-(2,5,6,6-tetram... 206 C14H220 000079-70-9 30
Abundance Scan 2543 (17.051 min): BF139984.D\data.ms (-2537) (- m/z 191.15 100.00%
191.2
95.1
5000
41.
37.1 T T
mr 72 29913411 410« 17.00
o! ol g | \\H\‘M‘ \“h ““\h‘ L, spef b L m/z 95.10 69.54%
miz--> 50 100 150 200 250 300 350 400
Abundance #308272: A'-Neogammacer-22(29)-ene
191.0
5000 9.0 —— :
17.00
m/z 81.10 60.62%
0 T T
O\\\\\\“\H‘\\\\‘H\“\H\ ‘H\\\\‘\\\\‘\\\\‘\\\\‘!\
m/z--> 50 100 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone
191.0
T
17.00
500028.0 m/z 109.10  58.55%
135.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #308277: 2,2,4a,6a,8a,9,12b,14a-Octamethyl-1,2,3,4,4a, e ‘
95.0 17.00
m/z 55.10 55.01%
218.0
5000 370 410.(
A41. 342.0
0! H“\ \\‘L\ \‘H‘ “‘“ ‘HL h‘\ H\ \‘ ‘M“H\‘ \‘w . h‘ - ““ ‘ . —
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\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 15 Olean-18-ene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.386 14.23 ng 493599  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Olean-18-ene 410 C30H50 000432-11-1 76
2 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 45
3 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 43
4 (-)-Neoclovene-(II), dihydro- 206 C15H26 1000152-83-6 41
5 (1S,3E,7E,11E)-Cembra-3,7,11-triene 274 C20H34 1000432-97-5 40
Abundance Scan 2600 (17.386 min): BF139984.D\data.ms (-2593) (- m/z 95.10 100.00%
95.1 189.2
5000
41.
— ——
4255 17.00 17.50
o! ‘M“R ‘\“\Lh\ d\“\\ \\HM L “”\“ i ?\‘\2‘“?\6\\‘\9‘3‘\‘\ L ‘h‘ | ‘ m/z 189.15 87.94%
miz--> 50 100 150 200 250 300 350 400
Abundance #308263: Olean-18-ene
204.0
95.0
41.0
5000 — —
17.00 17.50
395.0 m/z 191.15  73.82%
Cidil e |
O' hd‘\‘\‘“\‘\‘\‘L\“\\‘\\‘\\\\‘\\\\‘\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #80366: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
133.0 189.0
— ——
17.00 17.50
5000 m/z 121.10 66.40%
81.
P9. ‘
0’ “M\H‘\‘\“\ B o o e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #316517: Hop-22(29)-en-3.beta.-ol “ —
189.0 17.00 17.50
95.0 m/z 81.10 66.26%
- M
L e o
om_m_mw_Um"Hwmwamw — —
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 .gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.657 22.41 ng 777284  Perylene-di2 15.527
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 98
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 87
4 Ergost-7-en-3-o0l, (3.beta.)- 400 C28H480 026047-31-4 62
5 Campesterol 400 C28H480 000474-62-4 53

Abundance Scan 2646 (17.656 min): BF139984.D\data.ms (-2638) (- m/z 43.10 100.00%
3.1

43
5000 '

—
H 17.50 18.00
N ——T m/z 55.10  67.14%
0

m/z--> 0 5 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0

5000 5.0 — —
145.0 414.( 17.50 18.00
\ 2130 3030 m/z 57.10  59.44%
O \“\ } ‘h‘\‘{ . :
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
—— —
17.50 18.00
5000 m/z 105.10 52.45%

m 2
04— L J ‘H\‘ il
m/z--> 0 50 100 150 200 250 300 350 400

Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6 —
43.0 17.50 18.00
m/z 107.05 50.55%

5000 91.0 145.0 382.0
l 2130 ,g90
3{0

0t — —
miz—> 0 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 D-Friedoolean-14-en-3-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.727 37.90 ng 1314680  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 99
2 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 44
3 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 44
4 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 30
5 Aromandendrene 204 C15H24 000489-39-4 30

Abundance Scan 2658 (17.727 min): BF139984.D\data.ms (-2653) (- m/z 204.20 100.00%

133.1 204.2
285.3
56.1
5000 J\

A—
409.4 17.50 18.00

0! m\‘\\”‘d‘l‘u‘\u “ “Lh\‘h ‘L\“‘L \‘H‘ - ‘3‘,5‘?‘1‘ — L ‘\‘ : m/z 133.05 99.70%

m/z--> 50 100 150 200 250 300 350 400
Abundance #315414: D-Friedoolean-14-en-3-one
204.0 300.0
133.0

5000 69.0 T
424.( 17.50 18.00
m/z 285.30 78.94%

0! ml‘h‘“\ ‘\\h‘nw\ r““L g“ “H‘ }‘ ““\ R ‘1 ‘\‘ .
miz--> 50 100 150 200 250 300 350 400
Abundance #200029: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah
285.0

=
17.50 18.00

5000 ITI/Z 300.30 71.49%
217.0
41"0 115.0163.0 ‘ ‘ |
o)t \“L ‘a‘h‘nL I ‘L\”“ ‘H‘\\I‘H ‘m\‘h‘m\;\“ “‘U“H‘Ml \J\ A NI A
m/z--> 50 100 150 200 250 300 350 400
Abundance #315403: Lup-20(29)-en-3-one ey -
109.0 205.0 17.50 18.00
m/z 55.10 70.79%
55.0 /
h M
[o I ‘H‘H\ ‘\‘\ ! —— ——
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 18 D-Friedoolean-14-en-3-o0l Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.998 23.19 ng 804273  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-o0l 426 C30H500 081654-73-1 72
2 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 52
3 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 46
4 Guaia-3,9-diene 204 C15H24 000489-83-8 46
5 Labda-7,14-dien-13(R)-ol 290 C20H340 1010428-65-8 46
Abundance Scan 2704 (17.998 min): BF139984.D\data.ms (-2697) (- m/z 204.20 100.00%
204.2
135.1
s000, °3% 287.3
18.00
411.4 .
0! 3672 m/z 135.05 66.93%
miz--> 50 100 150 200 250 300 350 400
Abundance #316518: D-Friedoolean-14-en-3-ol
204.0
135.0
5000 302.0 —
69.0 18.00
m/z 133.05 57.15%
57 f a6 M/
0! u““ ‘uﬂ‘ ‘M ‘\‘ J \h‘\ \‘ \‘u b ‘h‘ fe ‘ ‘ ‘ ‘ u ‘ “\ ‘}‘ :
m/z--> 50 100 150 200 250 300 350 400
Abundance #80513: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di
204.0
41.0 —
18.00
5000 3.0 m/z 55.10 50.49%
ok H hmm ‘ ‘\h\‘ | “\‘ [ I LA L L L B B B M
m/z--> 5 100 150 200 250 300 350 400
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1 T
204.0 18.00
m/z 69.10 48.96%
5000
41.0 ‘ r
om\»w ( -
m/z--> 50 100 150 200 250 300 350 400 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 19 Olean-12-en-3-o0l, acetate, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.145 11.26 ng 390560 Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Olean-12-en-3-0l, acetate, (3.be... 468 C32H5202 001616-93-9 87
2 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 72
3 .alpha.-Boswellic acid, methyl e... 470 C31H5003 089955-49-7 64
4 .beta.-Amyrin 426 C30H500 000559-70-6 62
5 2,9-Dimethyl-2,3,4,5,6,7-hexahyd... 203 C14H21N 077581-11-4 56

Abundance Scan 2729 (18.145 min): BF139984.D\data.ms (-2721) (-] | m/z 218.25 100.00%

218.3
5000
55.1
107.1

268.1 . =

161.1 3242 426.4 18.00 18.50
0 m/z 203.20 70.98%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #331400: Olean-12-en-3-ol, acetate, (3.beta.)-
218.0

5000 — S
18.00 18.50

m/z 55.10  35.84%

‘ ‘\ ‘\ d \ml m\ U“ \lhh\‘ﬂ‘-§\g\q i =T \‘2”79\.(\)‘ T 1T ‘ T \3\9\6‘.\()\ T \4‘§\8.\(
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #96833: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,
218.0

o

41.0 91.0 18.00 18.50
5000 47.0 m/z 69.10 33.44%
0! bbbt L M
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #331915: .alpha.-Boswellic acid, methyl ester P e
218.0 18.00 18.50

m/z 95.10  32.51%

5000
69.0 119.0

u \‘ | \M H\MH\\ 10690 | | | %720 339.0 411.0 470.

m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 20 Epilupeol; 20(29)-Lupen-3al... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.498 8.53 ng 295897  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Epilupeol; 20(29)-Lupen-3alpha-o... 426 C30@H500 1000513-01-3 90
2 Lupeol 426 C30H500 000545-47-1 87
3 Epilupeol; 20(29)-Lupen-3alpha-o... 426 C30H500 1000513-01-4 78
4 7-Oxabicyclo[4.1.0]heptane, 2,2,... 218 C15H220 070038-20-9 70
5 .alpha.-Amyrin 426 C30H500 000638-95-9 70
Abundance Scan 2789 (18.498 min): BF139984.D\data.ms (-2781) (- m/z 189.15 100.00%
95.1 189.2
43.
5000
R R RRRRREASE
34.2 316.3 365.3411'4 18.2018.4018.6018.80
0! 5 m/z 95.10 98.68%
miz--> 50 100 150 200 250 300 350 400
Abundance #316529: Epilupeol; 20(29)-Lupen-3alpha-ol (isomer 1)
189.0
135.0
5000 81 L L L A LA IR
426.( 18.2018.4018.6018.80
‘ m/z 167.10  92.29%
L2 Lik] 'u m‘n I ‘\‘ ﬁl‘? Os65.0| | |
m/z--> 50 100 150 200 250 300 350 400
Abundance #316485: Lupeol
109.0 189.0
R R RRRRRRASE
18.2018.4018.6018.80
5000 55 m/z 81.10 89.77%
426.(
‘ 340 3150
o! h\““\“ﬂ‘ \“ HH H \J\ b o \h u'\‘ " M i ‘\‘ —
m/z--> 50 100 150 200 250 300 350 400
Abundance #316530: Epilupeol; 20(29)-Lupen-3alpha-ol (isomer 2) A REREEREES R
189.0 18.2018.4018.6018.80
135.0 m/z 93.10  89.74%
b M
315.0 42
0 1 |} JHM%“‘TF’W‘_‘“‘379‘9_‘?“
m/z--> 5 100 150 200 250 300 350 400 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139984.D

Acqg On : 24 Oct 2024 00:40
Operator : RC/JU

Sample : P4474-01

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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|
Butane, 2-metho... 2.199 70.6 ng 28109990 1 6.892 796521 20.0
Benzophenone 10.633 3.9 ng 181288 3 9.928 932932 20.0
cis-7-Hexadecen... 11.863 2.8 ng 121222 4 11.410 857156 20.0
n-Hexadecanoic ... 11.933 18.5 ng 792256 4 11.410 857156 20.0
10,18-Bisnorabi... 12.663 7.6 ng 324077 4 11.410 857156 20.0
Octadecanoic acid 12.722 6.3 ng 268854 4 11.410 857156 20.0
(E)-3-Methyl-5-... 13.516 2.8 ng 126456 5 14.051 921115 20.0
Cyclopentadecane 13.904 11.0 ng 507889 5 14.051 921115 20.0
1-Docosene 14.533 7.8 ng 357783 5 14.051 921115 20.0
Supraene 14.910 4.9 ng 169347 6 15.527 693760 20.0
Heptadecane, 2,... 15.174 6.0 ng 208212 6 15.527 693760 20.0
Hexacosane 16.015 4.8 ng 167277 6 15.527 693760 20.0
unknown16.163 16.163 8.7 ng 300874 6 15.527 693760 20.0
A'-Neogammacer-... 17.051 12.5 ng 433664 6 15.527 693760 20.0
Olean-18-ene 17.386 14.2 ng 493599 6 15.527 693760 20.0
.gamma.-Sitosterol 17.657 22.4 ng 777284 6 15.527 693760 20.0
D-Friedoolean-1... 17.727 37.9 ng 1314680 6 15.527 693760 20.0
D-Friedoolean-1... 17.998 23.2 ng 804273 6 15.527 693760 20.0
Olean-12-en-3-o0... 18.145 11.3 ng 390560 6 15.527 693760 20.0
Epilupeol; 20(2... 18.498 8.5 ng 295897 6 15.527 693760 20.0
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