LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc : S-906-J-0.5-1-081624

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-BF082024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139097.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.193 10 17 27 rVB 1009930 1528724 83.00% 9.229%
2 2.299 30 35 41 rVB2 12673 19891 1.08% 0.120%
3 3.387 215 220 231 rBV 38640 82877 4.50% 0.500%
4 3,987 316 322 327 rBV 13978 20286 1.10% 0.122%
5 5.110 504 513 520 rVB 80488 118426 6.43% 0.715%
6 5.510 574 581 586 rBV 1294325 1705178 92.58% 10.295%
7 6.510 745 751 757 rBV 1279885 1786023 96.96% 10.783%
8 6.716 781 786 792 rBV 24122 29542 1.60% 0.178%
9 6.892 811 816 821 rBV 444179 559051 30.35% 3.375%
106 7.051 836 843 847 rBV 25675 31624 1.72% 0.191%
11 7.287 878 883 887 rBV 24285 29697 1.61% 0.179%
12 7.451 905 911 917 rBV 830233 1102104 59.83% 6.654%
13 7.710 950 955 959 rvB 19980 22859 1.24% 0.138%
14  8.175 1029 1034 1039 rBV 586374 725915 39.41% 4.383%
15 8.234 1039 1044 1051 rVB 13951 18684 1.01% 0.113%
16 8.486 1082 1087 1093 rVB 70874 90375 4.91% 0.546%
17  9.251 1211 1217 1222 rBV 1502676 1841940 100.00% 11.120%
18 9.928 1327 1332 1337 rBV 653472 802720 43.58% 4.846%
19 10.028 1343 1349 1355 rBV 36169 54356 2.95% 0.328%
20 10.716 1460 1466 1471 rBV 945882 1169197 63.48% 7.059%
21 11.416 1580 1585 1593 rVB 590038 759059 41.21% 4.583%
22 11.939 1666 1674 1684 rBV2 81200 131270 7.13% 0.793%
23 12.627 1786 1791 1798 rBV 59198 89666 4.87% 0.541%
24 12.727 1804 1808 1821 rVB2 24915 38573 2.09% 0.233%
25 12.851 1822 1829 1833 rBV 48110 73997 4.02% 0.447%

26 12.998 1849 1854 1860 rVB 931318 1197986 65.04%
27 13.698 1968 1973 1978 rVB3 14497 21221 1.15%
28 13.904 2002 2008 2015 rBV 128772 195452 10.61%

ONR O
=
0
®
R

29 14.051 2027 2033 2041 rVB 346038 473493 25.71% 859%
30 14.227 2059 2063 2070 rBV5 8259 19797 1.07% 120%
31 14.539 2111 2116 2122 rBV 69932 113130 6.14% ©.683%
32 14.586 2122 2124 2132 rVB4 12922 19474 1.06% 0.118%
33 14.745 2147 2151 2156 rBv4 11782 19523 1.06% 0.118%
34 14.998 2189 2194 2199 rBV2 17485 23435 1.27% 0.141%
35 15.092 2205 2210 2221 rVB 33689 74985 4.07%  0.453%
36 15.215 2222 2231 2237 rBv4 28547 76951 4.18% 0.465%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc : S-906-J-0.5-1-081624

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-BF082024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.274 2238 2241 2250 rVB3 9685 19314 1.05% ©.117%
38 15.398 2258 2262 2267 rVB 17653 24587 1.33% 0.148%
39 15.462 2268 2273 2277 rBV 23209 36439 1.98% 0.220%
40 15.527 2277 2284 2291 rVW 331088 508044 27.58% 3.067%
41 16.033 2365 2370 2374 rBV 15147 26089 1.42% ©.158%
42 16.080 2374 2378 2387 rVW2 28127 60511 3.29% ©.365%
43 16.162 2387 2392 2400 rVB7 8676 21242 1.15% 0.128%
44 16.433 2432 2438 2449 rBV2 76733 157511 8.55% ©.951%
45 17.056 2538 2544 2555 rVB8 27918 67029 3.64% 0.405%
46 17.215 2564 2571 2584 rVB2 101591 236703 12.85% 1.429%
47 17.392 2596 2601 2607 rVB4 14698 27936 1.52% 0.169%
48 17.633 2634 2642 2654 rBV3 69155 177732 9.65% 1.073%
49 17.739 2655 2660 2668 rVB7 12285 28498 1.55% 0.172%
50 18.456 2774 2782 2798 rVB8 26638 85467 4.64%  0.516%
51 18.680 2814 2820 2828 rBV7 6813 19196 1.04% ©.116%
Sum of corrected areas: 16563779
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc : S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139097.D\data.ms

1400000
5.510 6.510

1200000

1000000 p-193

7.451
800000

600000
6.892

400000

200000

5.110
299 3.387 3.087 6.716 || 7.0517.287 7.7

\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ /\\frr\ Aﬁ‘v—rrﬂ_vTH

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: BF139097.D\data.ms
9.251

o

1400000
1200000

1000000 10.716 12.998

800000

9.928

600000 8.175 11.416

400000

200000

8.486 11.939
234 028

0l |

S GO | NS .. NS UG W N .

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF139097.D\data.ms

1400000
1200000
1000000
800000
600000

400000 14.051 15.527

200000 13.904 16.433 17.215

14.539 7.6
13.698 14.227 ~14.586.74514150892 3989 16988052 17.056/\17.3 392l 7 739 18:4568.680

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\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc : S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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.
2.193 54.69 ng 1528720 1,4-Dichlorobenzene-d4 6.898

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 17 (2.193 min): BF139097.D\data.ms (-10) (-) m/z 73.10 100.00%

3.1
5000 43.0
87.1 T ‘ T T T T ‘ T T T T ‘ T
2.20 2.40 2.60
1)), 591 | P
O+t e e e e e e m/z 43.05 40.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L B B B B B
2.20 2.40 2.60
43.0 o
‘ 87.0 m/z 55.10 27.66%
29.0 %
O H\‘HH‘\H”“HH“‘}!‘H‘H\?‘.\()\H"\}H‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 .
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 25.86%
27.0
O grreredre oo b 1220, 1290,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- 7
30.0 2.20 2.40 2.60
m/z 41.05 13.90%
5000 87.0
44.0
15.0 72.0
ol Ll | 580

T T T T T T T T T T L s s s

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc : S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 unknown3.387 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.387 2.96 ng 82877 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
3 2-Hexanol 102 C6H140 000626-93-7 9
4 Propylene Glycol 76 C3H802 000057-55-6 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9
Abundance Scan 220 (3.387 min): BF139097.D\data.ms (-215) (-) m/z 45.10 100.00%
45.1
5000 /L
Eaaas e Raaae naR
3.00 3.20 3.40 3.60 3.80
61.0 84.0
O v e T ey m/z 43.00 19.88%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 DL B L B R
3.00 3.20 3.40 3.60 3.80
m/z 61.00 5.78%
. 190 319 || 610 759
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1091: R-(-)-1,2-propanediol
45.0
s Raama aEE
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.05 4.47%
29.0
T Y S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4962: 2-Hexanol R
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 3.90%
5000
27.0 69.0
0 oy 57.0 87.0 101.0
R B e B d s Raame R R
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc : S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 7
R.T. EstConc Area Relative to ISTD R.T.
5.110 4.24 ng 118426 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 10
5 Butane 58 C4H10 000106-97-8 9
Abundance Scan 513 (5.110 min): BF139097.D\data.ms (-504) (-) m/z 43.05 100.00%
3.0
59.1
5000
1o 4.805.005.20 5.40
1l | 83.0 910 & 9
-yt m/z 59.10 54.20%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R R B B
59.0 4.80 5.00 5.20 5.40
m/z 101.10 18.07%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R e
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 17.32%
126.0
b L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4153: 1-Propen-2-ol, acetate R RRRE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.60%
5000
15.0 720 1000 I A
o AR AV . N L
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc : S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 1-Phenoxypropan-2-ol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.486 2.49 ng 90375 Naphthalene-d8 8.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 59
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
Abundance Scan 1087 (8.486 min): BF139097.D\data.ms (-1082) (-) m/z 94.10 100.00%
94.1
5000
77.0 A

AREmEREEESE R

‘ ‘ ‘ ‘ 1211 152.1 8.20 8.40 8.60 8.80
0““"“‘”M"‘HJM"U“NL“M“w(“““u“ m/z 77.00  28.37%

miz--> 20 80 100 120 140

Abundance #30123 1-Phenoxypropan-2-o

94.0
5000 L L L L L BN LR
8.20 8.40 8.60 8.80
7.0 1520 Mz 78.60  16.16%
m/z--> 100 120 140
Abundance #30139. l—PropanoI, 3-phenoxy-
94.0
EAEEmEEEEESEE R
8.20 8.40 8.60 8.80
5000 m/z 152.05 16.12%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881: Ethanol, 2-phenoxy- R RRRREEEE T
94.0 8.20 8.40 8.60 8.80
m/z 51.00 14.63%
5000
77.0 138.0
270 0
05— A, “‘i““““‘ ‘HH\ el \‘\ s e m{\‘\m‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.939 3.46 ng 131270  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Butyl n-pentyl disulfide 192 C9H20S2 072437-52-6 25

Abundance Scan 1674 (11.939 min): BF139097.D\data.ms (-1666) (- m/z 73.00 100.00%
43.0 73.0

5000
129.1
192.1 A
\‘\ 101. 157.0 57 1 2561 12.00
— N m/z 43.05  93.40%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510:n-Hexadecanok:add

%

5000 129.0
12.00

m/z 60.00 90.68%

157.0185.0 213.0 256.0

0 \H‘HH“‘

m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #126202: Pentadecanoic acid
43.0 73.0
P
12.00
5000 ITI/Z 41.05 73.75%
129.0 242.0
199.0
LA e | Ao
Y B9 e N
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid —
73.0 12.00
m/z 57.05 71.34%
43.0
5000
129.0
1710 2140
101.0 ‘ ‘
015‘0(ﬂ —
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\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 1-Hexacosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.904 8.26 ng 195452  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 2008 (13.904 min): BF139097.D\data.ms (-2002) (- m/z 57.05 100.00%
57.0
7.1
5000
s
230 0 :
(N | “ “H\ by ““1“8‘2‘1 8L~ m/z 43.05 96.91%
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
51.0 970
5000 T
14.00
m/z 55.05 89.10%
O T \“\ ‘\ ‘ H‘ \‘H“ ““\ T “‘ ‘h T “\8\]-\0 T \2\38\ O \2\9\2‘0\ L \3‘6\41.(
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
——
14.00
5000 m/z 83.10 83.88%
0 19-@ \‘\ | “‘ \H\ # \‘\ L 181 O 222.0 264.0 308.0
il A
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcohol —
434 83.0 14.00
' m/z 69.05 71.37%
5000
25.0
o LU w000 a0 L
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc : S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.539 4.78 ng 113130  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 91
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90
Abundance Scan 2116 (14.539 min): BF139097.D\data.ms (-2111) (- m/z 57.10 100.00%
571.1
- JLM
s
ol “M“ J‘W i Mlu 189 ‘1 ‘2‘4&1‘ e m/z 43.05  89.85%
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
5000 —— :
14.50
m/z 55.05 69.33%
0 T \“\ ‘\ ‘ H‘ \‘H“ ““\ T “‘ ‘h T “\8\]-\0 T \2\38\0 \2\9\2‘0\ L \3‘6\4'\.(
miz--> 50 100 150 200 250 300 350
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
T \
14.50
5000 m/z 83.10 66.26%
09| \
ob i m\\huwmww‘?ssow_Hw
m/z--> O 100 150 200 250 300 350
Abundance #326113: Heptadecy! heptafluorobutyrate — ‘
57.0 14.50
m/z 69.05 57.65%
7.0
5000
169 0 238.0
oL M it =
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF082024.M Thu Aug 22 06:54:35 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.092 2.95 ng 74985  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
2 Benzo[a]pyrene 252 C20H12 000050-32-8 95
3 Benzo[e]pyrene 252 C20H12 000192-97-2 93
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 86
Abundance Scan 2210 (15.092 min): BF139097.D\data.ms (-2205) (- m/z 252.10 100.00%
252.1
5000
- SR/
0 Hwwwm‘_m!‘wl‘wawawlm_ m/z 250.10  24.24%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #138563: BenzolK]fluoranthene
252.0
5000 — A . ‘A
15.00
126.0 m/z 253.10  23.31%
o 740 990, | 200.0224.0 Mm
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #138557: Benzo[a]pyrene
252.0 A /\ /\
15.00
5000 m/z 126.10 12.17%
126.0
ol 510 750 100.0| \H 150.0174.0 200.0224.0 |
P e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #138554: Benzo[e]pyrene 1 m —
252.0 15.00
m/z 125.00 10.38%
5000
125.0
0L...50.0 74.0 99.0, | 150.0174.0200.0224.0 | | ]
A A e e e R —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 15.00

8270-BF082024.M Thu Aug 22 06:54:35 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\

Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.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 9 2- Chloropropionic acid, oc... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.215  3.03ng 76951 Perylene-diz 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 2- Chloropropionic acid, octadec... 360 C21HA1C102  @88104-31-8 94

. 424 C19H31F702
374 C18H31F502

959261-23-5 93
959092-08-1 93

2 Heptafluorobutyric acid, pentade..
3 Pentafluoropropionic acid, penta...

4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 93
Abundance Scan 2231 (15.215 min): BF139097.D\data.ms (-2222) (- m/z 43.10 100.00%
43.1
97.0
5000
252.1
—r —
h uh ‘\ 101909 \‘\ = =
ob— A =~ m/z 57.85 98.05%
miz--> 50 100 150 200 250 300 350 400
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
5000 — E—
15.00 15.50
m/z 83.10 80.90%
250.0
0 L 54.01970 297.0 3600
L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
—r —
15.00 15.50
5000 ITI/Z 55.00 75.89%
\ ot
ol LLALLL Ll Toanozseo  aoe
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester T —
57.0 15.00 15.50
m/z 69.05 73.83%
B I M
210.0
ol LLLLL| 3500 21002550 aseo S
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF082024.M Thu Aug 22 06:54:36 2024

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 n-Tetracosanol-1 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.080 2.38 ng 60511 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 1-Tetracosene 336 (C24H48 010192-32-2 90
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 1-Hexacosanol 382 C26H540 000506-52-5 90
Abundance Scan 2378 (16.080 min): BF139097.D\data.ms (-2374) (- m/z 57.10 100.00%
57.1 97.1
5000
264.1 U I
LA 071 |
| “HUJ“ b m/z 83.10  90.65%
miz-> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 W : ‘
16.00
m/z 97.10 88.71%
O :I\-g\.q ‘\“ “ ‘\ ‘\‘ \‘ \‘ ‘H‘ % ‘h ‘h T “\8\‘]- \0 222\0\ ‘26\4\()\ \3?8\ \o\ T
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0 VMMJNM«M
——
16.00
5000 m/z 55.05 86.77%
25.0
ol AL L 1670 2100 2800
miz--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene T ‘
43.0 83.0 16.00
m/z 43.05 86.56%
5000
25.0
A
m/z--> 50 100 150 200 250 300 16.00

8270-BF082024.M Thu Aug 22 06:54:37 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Cholesterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.433 6.20 ng 157511  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 26-Nor-5-cholesten-3.beta.-01-25... 386 C26H4202 007494-34-0 99
3 Cholest-5-en-3-0l (3.beta.)-, ac... 428 C29H4802 000604-35-3 43
4 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 43
5 Cholesta-3,5-diene 368 C27H44 000747-90-0 38
Abundance Scan 2438 (16.433 min): BF139097.D\data.ms (-2432) (- m/z 43.05 100.00%
43.0
i M\J\w
5000
213.2
59.1 275.3
353.4 . !
| L) L
0 HHM Ayl “ n L ‘MUMM - m/z 55.85 70.66%
miz--> 50 100 150 200 250 300 350 400
Abundance #292874: Cholesterol
43.0
105.0 386.0
5000 59.0 275.0 —
213.0 16.50
m/z 105.10 65.54%
‘ ‘ ‘ 326.0
o+ : T \H}
m/z--> 50 100 150 200 250 300 350 400
Abundance #292860: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
un g [ e g
16.50
5000 m/z 41.05 61.36%
107.0
‘ H H 61.0 2130 275.0 386.0
ok I H ‘H\h‘u‘m‘ ‘HMI i \ \‘ A u“‘ ‘h\‘ : ‘\32‘6‘0\ ‘H “ AR
m/z--> 5 100 150 200 250 300 350 400
Abundance #317419: Cholest-5-en-3-ol (3.beta.)-, acetate ——
43.0 16.50
m/z 81.05 58.99%
5000 368.0
107.0
H‘ H k 59.0 213.0260.0
ol b bl \‘\mm‘u,\ bk}, 3120 |, 428, -
m/z--> 5 100 150 200 250 300 350 400 16.50

8270-BF082024.M Thu Aug 22 06:54:38 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc : S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 unknownl7.057 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.057 2.64 ng 67029  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Corticosterone 21-acetate 388 C23H3205 001173-26-8 38
2 Methyl 4-bromo-3-keto-12-acetoxy... 524 C27H41Br05 1000251-88-4 25
3 Boscartol F 300 C20H2802 1486443-17-7 25
4 7-0Oxocholesteryl isocaproate 498 (C33H5403 1000251-06-0 25
5 Mestanolone 304 C20H3202 000521-11-9 16

Abundance Scan 2544 (17.056 min): BF139097.D\data.ms (-2538) (- m/z 43.05 100.00%

43.0
105.0
5000
159.1 213.1
3153 400.3 —— ‘
1 1m0
O it m/z 105.00 59.56%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #294096: Corticosterone 21-acetate
43.0 315.0
AL A\
5000 145.0 17.00 |
227.0 .
m/z 55.00 52.45%
|

TT.O
388.0
o) “ \\‘\H\ \‘\U“AH‘\\‘I w‘l‘ Al ‘\ Fhe 1\‘ Tt | ‘\‘ RamanEs
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #341258: Methyl 4-bromo-3-keto-12-acetoxycholanate
43.0

T
17.00

5000 m/z 107.05 48.65%
3.0 385.0
154.0
0 ‘\ ‘H‘th J‘hu”w‘uh e 22\90 2830 33159 ) 46:16‘
m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #199984: Boscartol F Cu o
43.0 | 17.00
95.0 m/z 91.08 48.38%
5000 159.0 JL]\W
1.0
Ot ‘\“ Wl \ u‘}N‘“‘J\L\‘ J\‘ﬂw‘lw‘n‘ \‘2“??.‘\0‘ P \W(\‘/W\‘m —
m/z--> 0 50 100 150 200 250 300 350 400 450 17.00

8270-BF082024.M Thu Aug 22 06:54:39 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 1H-Cycloprop[e]azulene, dec... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

17.215 9.32 ng 236703  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 89
2 Valerena-4,7(11)-diene 204 C15H24 351222-66-7 76
3 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 62
4 Farnesyl bromide 284 C15H25Br 006874-67-5 60
5 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 58
Abundance Scan 2571 (17.215 min): BF139097.D\data.ms (-2564) (- m/z 204.20 100.00%

55.0 204.2
133.0
5000 260.3

163 —— ‘ A —

H 412, 17.00 17.50
0 HW I J‘M“‘Mm“Mm_h m/z 55.05 97.76%

miz--> 50 100 150 200 250 300 350 400
Abundance #80316: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimet
41.0
161.0
93.0

5000 204.0 — —
17.00 17.50

m/z 69.05 76.54%

ol H\ M A
m/z--> 50 150 200 250 300 350 400
Abundance #80219. Valerena-4,7(11)-diene
105.0 204.0

T
161.0 17.00 17.50
m/z 81.05 68.25%

50001 41 o
o! ““_‘u”‘lHHWHWH_MW
miz--> 50 100 150 200 250 300 350 400

Abundance #80513: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di —— —

161.0204.0 17.00 17.50
41.0 m/z 133.00 66.51%
B M

ok~ U \“\ “ “\‘ | N —r —

mfz--> 50 100 150 200 250 300 350 400 17.00 17.50

8270-BF082024.M Thu Aug 22 06:54:40 2024 Page: 16



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF082124\

Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51
Operator : RC/JU

Sample : P3660-08

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

S-906-J-0.5-1-081624

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.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 14 .gamma.-Sitosterol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.633 7.00 ng 177732  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 99
3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 46

4 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 43
5 5-Pregnen-3.beta.-0l-20-one, met... 330 C22H3402 1000364-94-5 32
Abundance Scan 2642 (17.633 min): BF139097.D\data.ms (-2634) (- m/z 43.10 100.00%
43.1
5000 107.1
591 213.1
303.3 A e e
‘ “ 355.2 - 17.50 18.00
O v ) m/z 55.10 60.40%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 — ——
145.0 414.( 17.50 18.00
\ 2130 3030 m/z 57.10 57.71%
0 u“\““‘\‘i
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
—— —
17.50 18.00
5000 ITI/Z 107.05 48.13%
1 2
0 A L | ‘HW
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh el ——
3.0 17.50 18.00
m/z 41.05 45.71%
- JL\_I/\W
0 —— ——
m/z--> 0 50 100 150 200 250 300 350 400 17.50 18.00

8270-BF082024.M Thu Aug 22 06:54:41 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc : S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 unknownl18.456 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.456 3.36 ng 85467 Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 45
2 6,10-Dimethyl-3-(1-methylethylid... 206 C15H26 069239-71-0 45
3 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C1l5H24 010219-75-7 43
4 Spiro[5.5]undec-2-ene, 3,7,7-tri... 204 C15H24 018431-82-8 38
5 Guaia-9,11-diene 204 C15H24 1000374-19-8 38

Abundance Scan 2782 (18.456 min): BF139097.D\data.ms (-2774) (- m/z 189.10 100.00%

55.0 (930 189.1
135.0
5000
18.2
| ‘ ‘ 281. 1850 ;
0 A T m/z 93.e8 99.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118842: (-)-Isolongifolol, methyl ether
109.0
s VAT
5000 18. 50
189.0
48.0 m/z 121.10 97.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82905: 6,10-Dimethyl-3-(1-methylethylidene)-1-cycloded
41.0 82.0 ﬂ
121.0 18.50
5000 ITI z 81.00 93.74%

‘ ‘15F.0 T

oHWH“HM‘,“H ‘Jl‘”“:"UW“w“HJ,‘“H_HWWWW
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #80515: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di

41.0 070  161.0 18:50
m/z 95.05 93.31%
204.0
5000 770
0 s I
m/z--> 20 40 60 80 100120140160180200220240260280 18.50

8270-BF082024.M Thu Aug 22 06:54:42 2024 Page: 18



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139097.D

Acqg On : 21 Aug 2024 12:51

Operator : RC/JU

Sample : P3660-08 :
Misc : S-906-J-0.5-1-081624

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.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... 2.193 54.7 ng 1528720 1 6.898 559051 20.0
unknown3.387 3.387 3.0 ng 82877 1 6.898 559051 20.0
2-Pentanone, 4-... 5.110 4.2 ng 118426 1 6.898 559051 20.0
1-Phenoxypropan... 8.486 2.5 ng 90375 2 8.175 725915 20.0
n-Hexadecanoic ... 11.939 3.5 ng 131270 4 11.416 759059 20.0
1-Hexacosene 13.904 8.3 ng 195452 5 14.051 473493 20.0
Ethanol, 2-(tet... 14.539 4.8 ng 113130 5 14.051 473493 20.0
Benzo[e]pyrene 15.092 3.0 ng 74985 6 15.527 508044 20.0
2- Chloropropio... 15.215 3.0 ng 76951 6 15.527 508044 20.0
n-Tetracosanol-1 16.080 2.4 ng 60511 6 15.527 1508044 20.0
Cholesterol 16.433 6.2 ng 157511 6 15.527 508044 20.0
unknownl17.057 17.057 2.6 ng 67029 6 15.527 508044 20.0
1H-Cycloprop[e]... 17.215 9.3 ng 236703 6 15.527 508044 20.0
.gamma.-Sitosterol 17.633 7.0 ng 177732 6 15.527 508044 20.0
unknown18.456 18.456 3.4 ng 85467 6 15.527 508044 20.0
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