LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc :

ALS vial : 8 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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138584.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 3 8 20 rVB 1277553 2006259 100.00% 11.719%
2 3.369 209 217 241 rBV 36052 111753 5.57% 0.653%
3 5.075 502 507 518 rVB 83541 123472 6.15% 0.721%
4 5.481 571 576 595 rVB 1173141 1580347 78.77% 9.231%
5 6.492 742 748 753 rBV 1264648 1652033 82.34% 9.650%
6 6.857 805 810 815 rBV 354852 425792 21.22%  2.487%
7 7.416 899 905 911 rBV 744855 992672 49.48%  5.798%
8 8.139 1022 1028 1033 rBV 454536 559716 27.90%  3.269%
9 8.451 1076 1081 1093 rBV 33879 55079 2.75% 0.322%
10 9.210 1204 1210 1215 rBV 1301423 1691454 84.31% 9.880%
11 9.892 1321 1326 1331 rVB 512199 623119 31.06% 640%
12 9.986 1336 1342 1348 rBV 49073 75484 3.76% 441%
13 10.298 1390 1395 1401 rBV2 25397 42131 2.10%

14 10.680 1455 1460 1469 rBV 878249 1116387 55.65%
15 11.375 1573 1578 1584 rBV 478412 624859 31.15%
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16 11.904 1664 1668 1672 rBV 127602 186235 9.28%
17 12.963 1843 1848 1853 rVB 1151037 1463728 72.96%
18 13.645 1960 1964 1975 rVB 172298 221844 11.06%
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19 13.857 1994 2000 2006 rBV 173546 314798 15.69% 839%
20 14.016 2022 2027 2038 rVB 314751 416840 20.78% 435%
21 14.174 2051 2054 2061 rBV3 11985 20712 1.03% 0.121%
22 14.298 2070 2075 2087 rBV2 121702 167065 8.33% 0.976%
23 14.492 2101 2108 2119 rBvV4 55657 164718 8.21% 0.962%
24 14.780 2154 2157 2161 rBV 17351 23015 1.15% ©.134%
25 14.927 2177 2182 2191 rVB 106521 148172 7.39% ©.865%
26 15.121 2210 2215 2218 rBV 32711 50343 2.51% 0.294%
27 15.157 2218 2221 2225 rVV2 13706 22134 1.10% ©0.129%
28 15.480 2270 2276 2285 rBV 291085 459937 22.93%  2.687%
29 15.704 2309 2314 2324 rVB 49793 84186 4.20% 0.492%
30 15.933 2349 2353 2358 rVB 20917 31880 1.59% 0.186%
31 16.733 2484 2489 2502 rVB2 32269 75539 3.77% 441%

32 17.562 2618 2630 2633 rBV7 122654 423822 21.12%
33 17.862 2673 2681 2700 rBv4 147123 634837 31.64%
34 18.086 2712 2719 2729 rVB2 111926 279189 13.92%
35 18.339 2755 2762 2780 rVB8 67083 250388 12.48%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 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-BF070924 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 17119939

8270-BF070924.M Mon Jul 22 05:43:42 2024 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

. 8

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\

BF138584.D
: 19 Jul 2024 12:29
: RC/JU
: P3248-02
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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TIC: BF138584.D\data.ms

14.016 15.480

13.6453.857 17.562 17:8635 ggg

14.298 18.339

14, 17}\ 14492, 780 1§51f-37 15.7045 933
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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.
2.140 94.24 ng 2006260 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance Scan 8 (2.140 min): BF138584.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
T RRa e RARARR
ng 1 2.202.302.402.50
Ot L m/z 43.10  48.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T T[T T T[T T T
43.0 2.202.302.402.50
87.0 m/z 55.10 34.03%
20 | Lo ||
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘HH‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
A RARRREEEEE L
2.202.302.402.50
5000 m/z 87.10 25.99%
55.0
27.0 41l
o220 L L4 L es0 uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R RARAEEREES R
73.0 2.202.302.402.50
87.0 m/z 41.10 16.25%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
HW‘HWHH‘HHMH‘_HWHH,HH_H‘_HWH‘WHH_‘HMH‘ R RARRRERERZE L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 R-(-)-1,2-propanediol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.369 5.25 ng 111753 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
2 Isopropyl Alcohol 60 C3H80 000067-63-0 9
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 217 (3.369 min): BF138584.D\data.ms (-209) (-) m/z 45.10 100.00%

481
5000 /\¥
T
- 61.0 300320340360
O+ e e e e m/z 43.10 19.18%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 R e AR
3.00 3.20 3.40 3.60
20.0 m/Z 44.00 5.80%
O\\‘HH‘HH‘\H}"HH‘\H! \H‘HH‘H!}\H\F\’%\?\?ﬁ\?‘\\\\‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #342: Isopropyl Alcoho
45.0
T
3.00 3.20 3.40 3.60
5000 m/z 61.00 5.49%
27.0
19.0
o"‘H"_"‘l"‘l_m_l‘!,lmﬁﬁﬂ:!:"H"‘Hf%ﬂWH_MW_W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1084: Propylene Glycol o RERAREAT
45.0 3.00 3.20 3.40 3.60
m/z 42.00 3.60%
5000
31.0
Oty ?19\0\ ‘\‘ \ \0“ 22 6\1‘0\69\07\60\ \
TR T R et T T R T R TR e TR RS TOY R R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.075 5.80 ng 123472 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 507 (5.075 min): BF138584.D\data.ms (-502) (-) m/z 43.05 100.00%
43.0
59.0
5000
T T T
83.0 101.1 4.80 5.00 5.20 5.40
Olrrprrrrprerr bl e e M/Z 59.05  58.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LA L L B A R
4.80 5.00 5.20 5.40
101.0 m/z 101.10 16.77%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
Copp e
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.87%
20.0 101.0
o 20 Ll 730 850
g e pe e SR OEER
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- BEmAREEEE R
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.82%
5000
41.0
29.0 101.0
O et b 730, 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 unknown9.986 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.986 2.42 ng 75484  Acenaphthene-di1e 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, heptadecyl prop-1... 340 C21H4003 1000382-90-2 25
2 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 25
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 25
4 Galactopyranose, 2-acetamido-2-d... 361 C15H23N09 017296-15-0 25
5 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 16

Abundance Scan 1342 (9.986 min): BF138584.D\data.ms (-1336) (-) m/z 43.05 100.00%

43.0
5000 1
137.1
—
h Ll | | o2
ol “w“ il W SR ML m/z 57.10 53.01%
miz--> 100 150 200 250
Abundance #248891: Carbonic acid, heptadecyl prop-1-en-2-yl ester
57.0
5000 fJ\\Y/\\”M“ . L
10.00
970 m/z 59.10 38.06%
oL 210 ‘\ d u 127.0 1680 2100 283.(
T T T T ‘ T T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #23926: 3-OXO-4-METHYLPENTANOIC ACID, METHYL
43.0
T ‘ \{\ T T {
10.00
5000 m/z 101.10 37.95%
101.0
‘ 144.0
) O
m/iz--> 50 100 150 200 250
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester b
57.0 10.00
m/z 97.10 36.27%
5000
97.0
0 K‘T?\;"M || 1270 16601960 2690 A L S
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Tetradecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.904 5.96 ng 186235  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 1668 (11.904 min): BF138584.D\data.ms (-1664) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0
1571 213.2 R
m 101.0 1185.1 255.8 12.00
O brrrprrrrfitey m/z 73.00 93.63%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #109279: Tetradecanoic acid
73.0
43.0
5000 129.0 ‘Zbd
1850 / 60 02. 87.43%
Hl 298.0 m/z . . 0
O J\-\S\.’O\‘\‘\ \‘i‘}‘\ \H\H‘\H\‘\‘H\‘\ \ﬁ“‘\\“m‘\‘\‘\\‘HH‘.\ \‘\ \‘HH“HH‘\!H‘HH‘H
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
——
12.00
5000 129.0 m/Z 57.05 80.87%
151018502130 256.0
0,
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #92070: Tridecanoic acid —
73.0 12.00
m/z 55.05 76.86%
43.0
5000
129.0
1710 2140
101.0 ‘
ozl d ALY A
m/z--> 20 40 60 80 100120140160 180 200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29

Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.645 10.64 ng 221844  Chrysene-di12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 97
2 Octadecanal 268 C18H360 000638-66-4 91
3 Tetradecanal 212 C14H280 000124-25-4 91
4 Docosanal 324 C22H440 057402-36-5 91
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91

Abundance Scan 1964 (13.645 min): BF138584.D\data.ms (-1960) (- m/z 57.05 100.00%
57.0
A
37.1 :
oLl w“ww L £ . 1802 2222 2783 y,; 43.e5 98.11%
miz--> 50 100 150 200 250 300
Abundance #171306: Bicyclo[10.8.0]eicosane, cis-
55.0
96.0
5000 —— E—
278.0 13.50 14.00
m/z 55.10 73.67%
37.0
04 ‘\ “ \“U ‘\‘H‘ H‘ iy H\ “‘ \1\8\0\0‘ 2\2\‘2.\0\ } T ‘\ L
miz--> 50 100 150 200 250 300
Abundance #158569: Octadecanal
43.0, 82.0
— —
13.50 14.00
5000 m/z 82.05 70.74%
WZS'O 222.0
ol LLLLLLTT aomo 220 a0
m/iz--> 50 100 150 200 250 300 h
Abundance #90085: Tetradecanal ey s
57.0 13.50 14.00
m/z 41.10 60.46%
5000 96.0
168.0
otso | L0} bamo I 20 L)
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\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29

Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 7 Cycloeicosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.857 15.10 ng 314798 Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 98
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2000 (13.857 min): BF138584.D\data.ms (-1994) (- m/z 57.10 100.00%
57.1
97.0
5000
| 1850 1400
39.1 : :
N “““““ L3 w1822 2804 iz 43.10  89.90%
miz--> 50 100 150 200 250 300
Abundance #173728: Cycloeicosane
55.0
97.0
5000 — i
13.50 14.00
m/z 55.10  88.88%
O T ‘\ ‘\‘ “ T “\‘ \%?’?.‘9\ 178\2.\0‘ \22\4\.0\ ‘ \2\8?.9‘ T T T
miz--> 50 100 150 200 250 300
Abundance #261457: Heptadecyl trifluoroacetate
57.0
— ——
7.0 13.50 14.00
5000 m/z 83.05 66.84%
oL LLLLLL L% ss20 200 2530 s
m/iz--> 50 100 150 200 250 300
Abundance #209741: 1-Docosene _— —
55.0 13.50 14.00
m/z 69.05 59.15%
97.0
5000
ok, L ““‘m”\ Rlwo sm0 |l
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF070924.M Mon Jul 22 ©5:43:50 2024

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Eicosanal- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.298 8.02 ng 167065  Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanal- 296 C20H400 002400-66-0 95
2 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 94
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 91
5 Octadecanal 268 C18H360 000638-66-4 91
Abundance Scan 2075 (14.298 min): BF138584.D\data.ms (-2070) (- m/z 57.10 100.00%
7.1
5000 6.0
—— —
|| | 1871 1801 222.1 334.4 1400 14-50
0 LRl 2P0 gesd 2810 S9%%  m/z 43.10  93.28%
miz--> 50 100 150 200 250 300 350
Abundance #194557: Eicosanal-
82.0
43.0
5000 — ——
14.00 14.50
24.0 m/z 82.05 72.70%
|| ) 16602080 2730
O }\‘\\\\\\\\‘\\\\“\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #275491: (Z)-14-Tricosenyl formate
55.0
6.0 /AxAﬁvﬁ
= P
14.00 14.50
5000 m/z 55.05 69.09%
38.0
0 1 “L 1770 18002220 2780 370 566,
I T T L B S JhL i W o
m/z--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl- — —
43.0 82.0 14.00 14.50
m/z 41.10 57.48%
5000
24.0
e P ——
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF070924.M Mon Jul 22 ©5:43:51 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 9 Tricosyl trifluoroacetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.492 7.90 ng 164718 Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 94
2 Docosyl pentafluoropropionate 472 C25HA45F502 1000351-80-9 91
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
Abundance Scan 2108 (14.492 min): BF138584.D\data.ms (-2101) (- m/z 57.10 100.00%
57.1
5000
11.1
——
207.1 14.50
0l “ b L 28 m/z 43.10  93.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #320429: Tricosyl trifluoroacetate
57.0
5000 L
11.0 14.50
m/z 55.05 85.01%
ol M L ‘h {1670 2220 2940 367.0418.0
\\\‘ i \\!‘\\1\\\\\[\\\\‘\\\\]\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #332270: Docosyl pentafluoropropionate
57.0
——
14.50
5000 m/z 97.10 73.95%
11.0
b lLLJja670 2200 2080 asa
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene —
57.0 14.50
m/z 83.10 69.54%
- | M
o LU 70 zm0 20 ssao S
m/z--> 50 100 150 200 250 300 350 400 450 14.50

8270-BF070924.M Mon Jul 22 ©5:43:52 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.927 6.44 ng 148172  Perylene-d12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanal- 296 C20H400 002400-66-0 95
2 Octadecanal 268 C18H360 000638-66-4 91
3 Hexacosanal 380 C26H520 026627-85-0 91
4 Hexadecanal 240 C16H320 000629-80-1 91
5 16-Octadecenal 266 C18H340 056554-87-1 91
Abundance Scan 2182 (14.927 min): BF138584.D\data.ms (-2177) (-} ' m/z 57.10 100.00%
b57.1
——
A
0 M“ A ““M | A7902211 2830 3622 .. 4310 94.85%
miz--> 50 100 150 200 250 300 350
Abundance #194557: Eicosanal-
82.0
43.0
5000 IR
15.00
m240 - m/z 82.05 73.86%
0\‘\‘\“‘\ \‘\“‘ \“\“‘\“‘\%6\6\9?‘0?9\\}‘\\‘\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #158567: Octadecana
43.0 82.0
—=
15.00
5000 m/z 55.05 69.96%
24.0 250.0
LR Rgy . 1930, |
0 ‘H\WHW\M‘““‘I\HH\M\V\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosanal T
57.0 15.00
m/z 41.05 51.54%
6.0
5000
362.0
A \H 13801800 2500 3060
o““‘ e
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF070924.M Mon Jul 22 ©5:43:53 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.121 2.19 ng 50343  Perylene-d12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2215 (15.121 min): BF138584.D\data.ms (-2210) (-} ' m/z 57.10 100.00%
57.1
1500 1550
1.1 . .
ol “M LA, HH m‘mh Lt 197‘2 N S m/z 43.10  64.85%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —r —
15.00 15.50
m/z 71.10 55.31%
Ol\ \d\ ‘ “‘ \“‘\ h“ \“‘ \]T\4“1‘(‘)\J?8\3\0‘2\2\5\(\)‘ T \?9\6‘\0\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 39.58%
REY. | L 14101830225 026703090 3600
B e L manaEe S Sa
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 15.00 15.50
m/z 55.10 21.83%
- AJ\JM\
ol L H | 141 9;83 0225.0 281.0 337.0 394.
e “““‘ T T e e A —— —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF070924.M Mon Jul 22 ©5:43:54 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 12 Oxirane, heptadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.704 3.66 ng 84186  Perylene-d12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 96
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 90
4 Eicosanal- 296 C20H400 002400-66-0 87
5 Tetradecanal 212 C14H280 000124-25-4 86

Abundance Scan 2314 (15.704 min): BF138584.D\data.ms (-2309) (- m/z 57.10 100.00%

| M
5000 96.0

—
15.50 16.00
— m/z 43.10  91.23%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0

o

5000 — ——
15.50 16.00
0 m/z 82.10 72.81%
o Lk 152.01g0 0 222.0 264.0
\’\\Hi\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0
—— —
15.50 16.00
5000 m/z 55.10 64.69%
.0
0 L 1520  208.0 250.0
B Eanmanan

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #158567: Octadecanal T —
43.0 82.0 15.50 16.00
m/z 96.05 50.10%
o‘,‘hu““w“_ e ——
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

8270-BF070924.M Mon Jul 22 ©5:43:55 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29

Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Oxirane, hexadecyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.733 3.28 ng 75539  Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxirane, hexadecyl-

2 Oxirane, heptadecyl-
3 Octadecanal

4 E-3-Pentadecen-2-o0l

5 1,16-Hexadecanediol

268 C18H360
282 C19H380
268 C18H360
226 C15H300
258 C16H3402

007390-81-0 83
067860-04-2 81
000638-66-4 74
1000130-83-8 72
007735-42-4 59

Abundance Scan 2489 (16.733 min): BF138584.D\data.ms (-2484) (-] ' m/z 57.10 100.00%
57.1
5000 96.0
261 P e
LA e 283 e o
ob—— MU by e 2B m/z 43.18  77.45%
miz--> 50 100 150 200 250
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 e —
16.50 17.00
m/z 82.10 67.17%
O,
miz--> 50 100 150 200 250
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0
P e
16.50 17.00
5000 m/Z 55.05 51.13%
24.0
L ‘ | | 1660 2220 2640
ol S 0 Nt I i R
m/z-> 50 100 150 200 250
Abundance #158568: Octadecanal T ——
43.0/ 82.0 16.50 17.00
m/z 83.10 45.25%
5000
24.0
250.0
oL \H\‘\h Hﬂ“h\‘ Hu15\\40 194‘0‘ | — } _— —r —r
miz--> 50 100 150 200 250 16.50 17.00

8270-BF070924.M Mon Jul 22 ©5:43:56 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 .beta.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.562 18.43 ng 423822  Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 93
2 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 55
3 Stigmastan-7-one 414 C29H500 055331-88-9 46
4 .gamma.-Sitosterol 414 C29H500 000083-47-6 41
5 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 38

Abundance Scan 2630 (17.562 min): BF138584.D\data.ms (-2618) (- m/z 43.10 100.00%
3.1

9.

=
o
=
[N

5000 5.1 231.2
414.¢
T \
l 344.4 17.50
[N 1 m/z 55.10  80.06%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
5000 T ‘
17.50
m/z 57.10 53.92%
O T

miz—> 0 50 100 150 200 250 300 350 400

Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh
43.0

3

5.0

—
17.50
m/z 81.10  49.49%

5000
bl M
mlz--> 0 50 100 150 200 250 300 350 400
Abundance #310594: Stigmastan-7-one T ‘
43.0 17.50
m/z 41.05 49.48%
95.0 178.0 414.(
5000
232.0
ULl L e
o)) E— ‘h“m“ M‘ ‘\}\ hh“ ‘M‘ \u“ Umw\“ o .’m‘mh‘ ‘1‘\\“““‘1 ‘L s L‘ — ‘3(‘5‘9‘0‘ e —
m/z--> 0 50 100 150 200 250 300 350 400 17.50

8270-BF070924.M Mon Jul 22 ©5:43:57 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 1H-Cycloprop[e]azulene, 1a,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.862  27.61 ng 634837  Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cycloprop[e]azulene, 1la,2,3,5... 204 C15H24 021747-46-6 64
2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 53
3 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 52
4 2H-Cyclopentacyclooctene, 4,5,6,... 204 C1l5H24 1000221-85-8 49
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 49

Abundance Scan 2681 (17.862 min): BF138584.D\data.ms (-2673) (- m/z 204.15 100.00%

204.2
55.0 135.0
5000 287.3
- —
411.3 17.50 18.00
0! m/z 135.00  73.23%
miz--> 50 100 150 200 250 300 350 400
Abundance #80547: 1H-Cycloprop[e]azulene, 1a,2,3,5,6,7,7a,7b-octe
107.0
161.0
41.0
5000 — ——
17.50 18.00
l m/z 55.85 71.80%
0L L“ \ \‘“‘“\ . }“\L\ \(‘)6\-\0\ L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaph
204.0
91.0 — T
41.0 17.50 18.00
5000 m/z 133.00 62.29%
35.0
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1 P ——
204.0 17.50 18.00
m/z 69.10 58.96%
5000
920 147.
0ll P e
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00

8270-BF070924.M Mon Jul 22 ©5:43:58 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Lup-20(29)-en-3-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.086 12.14 ng 279189  Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
2 6,10-Dimethyl-3-(1-methylethylid... 206 C15H26 069239-71-0 55
3 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 52
4 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24 015423-57-1 45
5 .gamma.-Elemene 204 C15H24 029873-99-2 44
Abundance Scan 2719 (18.086 min): BF138584.D\data.ms (-2712) (- m/z 205.15 100.00%
95.0 205.2
41.1
5000 49.1
313.2 yons —r— ‘A/‘J\ﬁqm
L eI T 5o
0 HHHMM il ‘MWJ‘MH‘HHNH‘HMMJ“LH“ m/z 95.05 95.21%
miz--> 50 100 150 200 250 300 350 400
Abundance #315404: Lup-20(29)-en-3-one
109.0 205.0
55.0
5000 —— :
18.00
1.0 313.0 4260 n/z s5.10  89.87%
‘ ‘ m 257.0 368.0
0 ‘\‘ \;\‘\\H‘I \‘\ T !
m/z--> 50 100 150 200 250 300 350 400
Abundance #82905: 6,10-Dimethyl-3-(1-methylethylidene)-1-cycloded
82.0
RN \
18.00
5000 m/z 109.05 89.36%
’35-0 206.0
o LU
m/z--> 50 100 150 200 250 300 350 400
Abundance #315416: D:C-Friedoolean-8-en-3-one T ‘
205.0 18.00
m/z 81.10 88.70%
257.0
5000
121.0 424.
m/z--> 50 100 150 200 250 300 350 400 18.00

8270-BF070924.M Mon Jul 22 ©5:43:59 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Hop-22(29)-en-3.beta.-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.339 10.89 ng 250388 Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 80
2 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1010513-01-8 53
3 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 207297-57-2 46
4 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 45
5 4,8-Methanoazulen-9-0l1, decahydr... 222 C15H260 004586-22-5 41

Abundance Scan 2762 (18.339 min): BF138584.D\data.ms (-2755) (- m/z 55.05 100.00%
550 1071 189.2

5000
S
‘ } | 26093152 426.3 1800 1850
AL ”“ Ll mz 107.05  85.64%

?

0
miz--> 50 100 150 200 250 300 350 400 450
Abundance #316517: Hop-22(29)-en-3.beta.-ol
189.0
95.0
5000 — —

18.00 18.50
m/z 189.15 85.15%

“ 297.0 357.0411.0
O\\\‘\\\\‘\\\\‘\\\ ‘\U‘\\‘\\\\H}\‘\\\“I\}‘\“\“\‘\‘\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #331419: Epilupeol; 20(29)-Lupen-3alpha-ol, acetate (iso
189.0
‘ T T ‘ T Vm \/\
430 109.0 18.00 18.50
5000 m/z 93.85 84.75%
249 0297 0
oLy .‘ l ‘w | ‘\ \! L‘l ‘M nhm M oh . 3930 468
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80338: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-0 — —
189.0 18.00 18.50
107.0 m/z 135.05 81.19%
h M
0 \“‘”\‘\ 8 e
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071924\
Data File : BF138584.D

Acqg On : 19 Jul 2024 12:29
Operator : RC/JU

Sample : P3248-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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... 2.140 94.2 ng 2006260 1 6.857 425792 20.0
R-(-)-1,2-propa... 3.369 5.3 ng 111753 1 6.857 425792 20.0
2-Pentanone, 4-... 5.075 5.8 ng 123472 1 6.857 425792 20.0
unknown9.986 9.986 2.4 ng 75484 3 9.892 623119 20.0
Tetradecanoic acid 11.904 6.0 ng 186235 4 11.380 624859 20.0
Bicyclo[10.8.0]... 13.645 10.6 ng 221844 5 14.015 416840 20.0
Cycloeicosane 13.857 15.1 ng 314798 5 14.015 416840 20.0
Eicosanal- 14.298 8.0 ng 167065 5 14.015 416840 20.0
Tricosyl triflu... 14.492 7.9 ng 164718 5 14.015 416840 20.0
Octadecanal 14.927 6.4 ng 148172 6 15.480 459937 20.0
Heneicosane 15.121 2.2 ng 50343 6 15.480 459937 20.0
Oxirane, heptad... 15.704 3.7 ng 84186 6 15.480 459937 20.0
Oxirane, hexade... 16.733 3.3 ng 75539 6 15.480 459937 20.0
.beta.-Sitosterol 17.562 18.4 ng 423822 6 15.480 459937 20.0
1H-Cycloprop[e]... 17.862 27.6 ng 634837 6 15.480 459937 20.0
Lup-20(29)-en-3... 18.086 12.1 ng 279189 6 15.480 459937 20.0
Hop-22(29)-en-3... 18.339 10.9 ng 250388 6 15.480 459937 20.0
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