LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc :

ALS Vvial : 13  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: BF139938.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 8 17 24 rVWW 2506648 4114463 100.00% 12.210%
2 2.281 27 32 49 rvVB3 21642 58933 1.43% 0.175%
3 4.499 396 409 415 rBvV 118227 188784 4.59% 0.560%
4 5.116 506 514 522 rVvB 215683 333870  8.11% 0.991%
5 5.504 574 580 585 rBV 2591875 3477741 84.52% 10.320%
6 6.504 744 750 756 rBV 2473308 3535930 85.94% 10.493%
7 6.887 810 815 821 rVB 655945 828408 20.13%  2.458%
8 7.445 904 910 915 rBV 1777803 2366752 57.52% 7.023%
9 7.698 948 953 958 rVB 106289 127020 3.09% 0.377%
10 8.169 1028 1033 1038 rBV 888399 1096054 26.64%  3.253%
11  8.381 1063 1069 1077 rVB 51022 71121 1.73% 0.211%
12 9.245 1210 1216 1221 rBV 3217994 4068991 98.89% 12.075%
13 9.922 1326 1331 1336 rBvV 895313 1144822 27.82% 3.397%
14 10.633 1447 1452 1459 rBV 640284 830013 20.17% 2.463%
15 10.710 1459 1465 1475 rVV 1229145 1564087 38.01% 4.641%
16 10.945 1501 1505 1510 rVB 116939 141579 3.44% 0.420%
17 11.410 1579 1584 1591 rBV 785469 978400 23.78%  2.903%
18 11.475 1591 1595 1600 rVB4 30173 48417 1.18% 0.144%
19 12.457 1754 1762 1767 rBV2 57852 135796 3.30% 0.403%
20 12.851 1825 1829 1836 rBV2 28562 61218 1.49% 0.182%
21 12.998 1848 1854 1859 rBV 2375497 3097008 75.27%  9.190%
22 13.169 1879 1883 1885 rBV2 31805 45102 1.10% 0.134%
23 13.204 1885 1889 1891 rBV2 79136 114489 2.78% 0.340%
24 13.304 1903 1906 1910 rVB4 37136 47032 1.14% 0.140%
25 13.569 1948 1951 1957 rVB 33719 46162 1.12% 0.137%

26 13.892 2001 2006 2023 rVB 263912 520334 12.65%
27 14.051 2027 2033 2042 rVB 621967 888317 21.59%
28 14.527 2109 2114 2126 rBV3 69835 181541 4.41%
29 14.980 2186 2191 2199 rVB 187923 263228 6.40%
30 15.180 2220 2225 2226 rBV = 121312 179130 4.35%
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R

31 15.204 2226 2229 2249 rVB2 183068 463953 11.28%
32 15.527 2278 2284 2297 rVB 565279 919765 22.35%
33 15.774 2321 2326 2333 rBV 114560 187482  4.56%
34 16.015 2361 2367 2372 rBV 217675 383514  9.32%
35 16.068 2372 2376 2385 rVWV 69445 169844  4.13%

ORrRrONPRKL
uvi
Ul
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36 16.833 2501 2506 2517 rVB 69182 151160 3.67% 0.449%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS Vvial : 13  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 17.151 2555 2560 2565 rVB 40100 75524  1.84% 0.224%

38 17.227 2566 2573 2586 rBV7 73649 326286 7.93% ©0.968%
39 17.639 2636 2643 2668 rVB4 118070 466499 11.34% 1.384%

Sum of corrected areas: 33698769
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 22 Oct 2024 19:54
: RC/JU
. P4385-06

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
BF139938.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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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.
2.193 99.33 ng 4114460 1,4-Dichlorobenzene-d4 6.887

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): BF139938.D\data.ms (-8) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
B e e
‘ 91 2.20 2.40 2.60
Ot B2 L1011 myz 43.e5  41.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B B B B
2.20 2.40 2.60
43.0 -
87.0 m/z 55.05 31.02%
29.
ﬁo \‘\“ %90 ‘\
O \H‘\H\‘HH‘HH‘HH‘H\‘\“HH’HH‘\\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 e ———————
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 26.06%
27.0
0 H\ ‘m \‘\‘ 1 112.0 129.0
e e e e e e e e
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 13.42%
5000 87.0
44.0
15.0 72.0
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\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 3-Penten-2-one, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.499 4.56 ng 188784 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 83
Abundance Scan 409 (4.499 min): BF139938.D\data.ms (-396) (-) m/z 55.10 100.00%
55.1 831
5000
A RAmEERETE
‘ ‘ 4.20 4.40 4.60 4.80
Ot e 295 myz 83.10 96.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LN L L B LA AL
4.20 4.40 4.60 4.80
29.0
m/z 43.00 40.85%
O\H\‘\“}H“ih\\Hi“l‘\H\“}\H“\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R RBAanERTEEEELE
29.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 34.97%
0! L A e o A RaSR R Eaa R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3784: 2-Pentene, 2,4-dimethyl- e ARAmEEEE T
83.0 4.20 4.40 4.60 4.80
55.0 m/z 39.00 27.55%
5000
27.0
0 T G CS VAN
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.116 8.06 ng 333870 1,4-Dichlorobenzene-d4 6.887

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 37
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 514 (5.116 min): BF139938.D\data.ms (-506) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.1
4.80 5.00 5.20 5.40
Loyl e ;
ot m/z 59.10 59.21%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L RN IR R
4.80 5.00 5.20 5.40
101.0 m/z 101.10 18.04%
27.0 | ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A EEmmaEE TS
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 17.82%
oL 150120
m/iz--> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl- e ARamREES S,
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.25%
5000 41.0
H ‘ 87.0
o‘HF?\«‘\ww\i”“w‘\m\_m,w,w
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\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 Pentanedioic acid, dimethyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.698 2.32 ng 127020  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 91
2 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 53
3 Piperidine, 1-hydroxy- 101 C5H11NO 004801-58-5 38
4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 25
5 6-Methyl-2-heptanol, methyl ether 144 C9H200 1000365-52-0 12
Abundance Scan 953 (7.698 min): BF139938.D\data.ms (-948) (-) m/z 59.10 100.00%
59.1
100.1
5000 129.1
42.0
R R RA e
“ 74.0 | 7.40 7.60 7.80 8.00
0 H_Mww‘;‘mn‘H;MH‘m\wmwmmHwHiw m/z 100.10  62.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #36505: Pentanedioic acid, dimethyl ester
59.0
100.0
129.0 /\
5000 UL L B I NI AL BN
7.40 7.60 7.80 8.00
15.0 42.0 m/z 101.10 44.84%
H 74.0 ‘
O H‘HH‘\Hw“\H\‘i\‘\‘\\‘\\}li\\\“i1!\\‘\\‘\\‘\\\‘\M\\\J-‘]\-ﬁ.\c‘)\\HiHH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #36520: Butanedioic acid, methyl-, dimethyl ester
59.0
T aa A RAR
7.40 7.60 7.80 8.00
5000 m/z 129.05 41.27%
129.0
15.0 41.0 101.0
87.0
o 730 | 1180 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4591 Piperidine, 1-hydroxy- B AREMEEE SR
100.0 7.40 7.60 7.80 8.00
m/z 55.00 39.40%
5000 28.0 42.0 84.0
ST.O
Y | 1 S 1 TR TR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 22 Oct 2024 19:54
: RC/JU
. P4385-06

. 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
BF139938.D

: 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 5 Benzophenone Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.633 14.50 ng 830013  Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 47

Abundance Scan 1452 (10.633 min): BF139938.D\data.ms (-1447) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000 8
51.0
—— o
10.50 11.00
152.1
bbb 228 0T miz 77.10 67.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 e A
10.50 11.00
51.0 m/z 182.10  51.76%
0 2?0‘ | A 126.0 15%0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26928: 1,2-Propanedione, 1-phenyl-
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.00 28.93%
51.0
| ‘ 148.0
O e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide —— A
105.0 10.50 11.00
m/z 50.00 8.78%
77.0
5000
51.0
ol 280 | ) 1340 165.0 A
e R A e A e —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00

8270-BF101824.M Wed Oct 23 15:26:43 2024

Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 Methanone, (1-hydroxycycloh... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.945 2.89 ng 141579  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 90
2 3-Methylcyclohexyl methylphospho... 194 C8H16F02P 113548-86-0 59
3 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 45
4 2-Methylcyclosarin 194 C8H16FO2P 085473-32-1 38
5 1,1'-Bicyclohexyl-1,1'-diol 198 C12H2202 002888-11-1 16

Abundance Scan 1505 (10.945 min): BF139938.D\data.ms (-1501) (- m/z 99.10 100.00%
99.1

5000
77.

55.0 ‘

H 1331 11.00
el Wl 1882070 . g1.e5  73.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl-

99.0

o

5000 T
11.00

77.
m/z 77.05 31.19%

55.0
200 ||l || 1330 1760 2040

‘\‘\‘H‘\H\‘H”\\‘H\\‘HH‘HH‘HH’HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #69757: 3-Methylcyclohexyl methylphosphonofluoridate
99.0

o

T
11.00
5000 m/z 55.00 18.93%

55.0

L \\‘ ‘H77‘r “‘ 125.0 149.0 194.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23873: 1-Hydroxycyclohexanecarboxylic acid e
99.0 11.00
m/z 105.00 15.63%

o

5000

LT L 140

e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 1-Octadecene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.457 2.78 ng 135796  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 94
2 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 94
3 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 93
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
5 1-Hexadecanol 242 C16H340 036653-82-4 91

Abundance Scan 1762 (12.457 min): BF139938.D\data.ms (-1754) (- m/z 55.05 100.00%

55.0
97.0
5000
—r
| H‘ | | 1391 2061 12.50
ob bl bl b b P m/z 57.10  85.49%
miz--> 50 100 150 200 250 300
Abundance #138521: 1-Octadecene
57.0
7.0
5000 T
12.50
m/z 43.05  82.34%
39.0
O L ‘\ ‘ ‘ ‘\ “\‘ \“\ ‘ ‘L % H H T ]\_8\2 \O L 2\5“2'\0\ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance  #255608: 3-Chloropropionic acid, heptadecyl ester
57.0
97.0 e
12.50
5000 ITI/Z 83.05 80.23%
| L1390 2100 5500
AR S
miz--> 50 100 150 200 250 300
Abundance #255049: Pentafluoropropionic acid, tridecyl ester T
43.0 12.50
83.0 m/z 69.05 70.46%
0 [, M ‘h 101880 227.0 328,
. ““‘ ‘ B R ——
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 1,3-Propanediol, 2-dodecyl Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.204 2.58 ng 114489  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Propanediol, 2-dodecyl 244 C15H3202 010395-09-2 55
2 9-octadecanoic acid, 2,2,3,3,4,4... 464 C22H35F702 1000376-61-4 52
3 Glycidyl (Z)-9-Heptadecenoate 324 C20H3603 1000465-63-2 52
4 Undec-10-ynoic acid, undecyl ester 336 C22H4002 1000406-16-4 46
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 46

Abundance Scan 1889 (13.204 min): BF139938.D\data.ms (-1885) (- m/z 55.10 100.00%

55.1
5000
129.0

——
(I
oLk il b 0 m/z 41.18  55.56%
mi/z--> 50 100 150 200 250 300 350 400 450
Abundance #128526: 1,3-Propanediol, 2-dodecyl
41.0
5000 — ——

m/z 57.10 54.17%

196 0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #329983: 9-octadecanoic acid, 2,2,3,3,4,4,4-heptafluorob
5!:

— —
13.00 13.50

‘ 13.00 13.50
LT

5000 m/z 69.10 51.95%

11.0
‘ 265.0
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #229487: Glycidyl (Z2)-9-Heptadecenoate T ‘
55.0 13.00 13.50

m/z 83.10 43.08%

129.0
5000
‘ 1 } \m 250.0

oL \‘“\“H\wﬂi‘\\‘\H‘.‘\ ‘\‘ VR ‘3‘2‘4“0‘ e

T T
m/z--> 50 100 150 200 250 300 350 400 450 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 9 Octacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.892 11.72 ng 520334 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 2006 (13.892 min): BF139938.D\data.ms (-2001) (- m/z 57.10 100.00%
57.1
7.1
5000
13.50 14.00
39 230.1 ' :
oL AL ‘ |11371821 2801 2810 m/z 43.10  87.35%
mlz--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol
57.0
97.0
5000 — ——
13.50 14.00
m/z 55.10 81.52%
oLl \H \ M |1 18102220 202 03340 392
\\\‘ ‘\T\\‘\\\\\\\\‘\\ \\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane
55.0
— ——
13.50 14.00
5000 m/z 83.10 71.04%
RHITRREET NG
ol AL e —
m/z--> 50 100 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecy! ester — —
43.0 13.50 14.00
83.0 m/z 97.10 61.99%
5000
25.0
R RENECY:
0 ‘m "MMmH‘WH,HH_WWH — e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54

Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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 10 Heptadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.527 4.09 ng 181541  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 Heptadecane 240 C17H36 000629-78-7 92
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 91
4 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91

Abundance Scan 2114 (14.527 min): BF139938.D\data.ms (-2109) (- m/z 57.10 100.00%
57.1

é

5000
7.1
14.50
- ‘WJM%ﬁﬂ%?76% L 200 2820 385 4300 63.67%
miz--> 50 100 150 200 250 300 350
Abundance #138521: 1-Octadecene
57.0
97.0
5000 — ‘
14.50
m/z 71.10 55.81%
39.0
O T ‘\ ‘ “ H ‘ ‘ 1‘ ﬂ( H H T ]\-8\2\0 T T \2\5“2.\0\ T T ‘ T T T T ‘ T

m/z--> 50 100 150 200 250 300 350

-

Abundance #123959: Heptadecane
57.0
14.50
5000 ITI/Z 55.10 42 .65%
99.0
ohid i | Jer0tm0 2000
m/z--> 50 100 150 200 250 300 350
Abundance #138490: E-15-Heptadecenal 7
43.0 14.50
m/z 85.10 37.44%
83.0
o AVNJ\VAA\J\VxA“J\RJ\
250
— ! L e R AL —
m/z--> 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 Tetracosanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.980 5.72 ng 263228 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosanal 352 C24H480 057866-08-7 91
2 Eicosanal- 296 C20H400 002400-66-0 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91

Abundance Scan 2191 (14.980 min): BF139938.D\data.ms (-2186) (- m/z 57.10 100.00%

57.1
5000 ve-1
38.2 :
ol AL m 1 (183222222644 362 ., 43.10  78.85%
miz--> 50 100 150 200 250 300 350
Abundance #262003: Tetracosana
43.0 82.0
334.0
5000 T
15.00
m/z 82.05 72.01%
| 66.0 236.0 278.0
0L “\
m/z--> 50 100 150 200 250 300 350
Abundance #194557: Eicosanal-
82.0
43.0 =
15.00
5000 ITI/Z 55.10 62.73%
24.0
|| | 16602080 2780
0 ‘w\ﬂ“u“u;“u““k“\“"““‘
m/z--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl- —
43.0 82.0 15.00
m/z 96.10 51.63%
5000
24.0
0 Ll “‘ H :!.66.0 208.0 250.0
L e A A B e o o A B —
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 12 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.180 3.90 ng 179130  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2225 (15.180 min): BF139938.D\data.ms (-2220) (- m/z 57.10 100.00%

57.1
5000

—
15.00 15.50

7.1
197.2
o"H“lw,268'1355-1 m/z 71.10  64.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 — —
15.00 15.50

m/z 43.18  62.25%
|

|| }?709197.0267.0 367.0
‘HH‘HH‘HH‘HH’HH‘HH‘WH\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0

—
15.00 15.50

o

5000 m/z 85.10 47 .34%
o] J J 127.0197.0267.0337.0  463.0533.0 604.0
e e P e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — 7
57.0 15.00 15.50

m/z 55.10  28.67%

- Jv\ft/Lm
1 27.0

ol | }27:0197.0 267.0337.0407.0 491.0562.0
RAVEE § E 8 E FRWE et L S L AL e

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.204 10.09 ng 463953  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 62
2 Eicosyl methyl ether 312 C21H440 1000406-29-4 52
3 Cyclooctane, 1,2-diethyl- 168 C12H24 023609-46-3 42
4 Triallylmethylsilane 166 C1OH18Si 001112-91-0 38
5 1-Hexadecanol 242 C16H340 036653-82-4 35

Abundance Scan 2229 (15.204 min): BF139938.D\data.ms (-2226) (- m/z 83.10 100.00%

83.1
5000 41.1

25.1
|

——
252.1 15.00 15.50

67.1 207.1
“‘ ) 2ord S, 4 m/z 55.10  95.08%

m/z--> 50 100 150 200 250
Abundance #215083: 1-Heneicosano
55.0
97.0

5000

o

‘15i00‘ 15.50

m/z 97.10 92.65%
L
L 1

39.0
0190 ‘ ‘Fl | . 1820 2240 266.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #215088: Eicosyl methyl ether
450 83.0

——
15.00 15.50
5000 m/z 69.10  68.46%

280.0
LLALLL L aem0 zoo 200
m/z--> 50 100 150 200 250

Abundance #43534: Cyclooctane, 1,2-diethyl- ——
55.0 15.00 15.50

m/z 111.10  48.15%

5000
97.0
T ﬂjd\w/\
o 24M L

— —
miz--> 50 100 150 200 250 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 Octadecanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.774 4.08 ng 187482  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Hexacosanal 380 C26H520 026627-85-0 87
5 Eicosanal- 296 C20H400 002400-66-0 87

Abundance Scan 2326 (15.774 min): BF139938.D\data.ms (-2321) (- m/z 57.10 100.00%

57.1
5000 96.0

—
371 , 15.50 16.00
207.1 . .
e m s (2003 2502 365 m/z 43.18  79.36%
miz--> 50 100 150 200 250 300 350
Abundance #158567: Octadecanal
43.0 82.0
5000 T

m/z 82.10 70.43%

250.0
nayee \h H 1940, |
O T “\ 1 T [ \h\‘\ } “\‘\ }‘\“‘\ \‘\ T “ L ‘ L ’ T
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0

e
15.50 16.00

— e
15.50 16.00
5000 m/z 55.10 58.28%
0 Lk 166.0 222.0 264.0 m
A
miz--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl- —— —
43.0 82.0 15.50 16.00
m/z 96.05 48.36%
5000
24.0
\H | | | 166.0 208.0 250.0
oL “‘“u“u”\“‘mm‘”um;‘”“””,” — —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.015 8.34 ng 383514  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 2367 (16.015 min): BF139938.D\data.ms (-2361) (- m/z 57.10 100.00%
57.1

-

5000
16.00 |
7.2 :
o‘HH‘“‘-‘w"‘lﬁM?T:?H_2‘9?:‘1‘wHH‘HHw‘_m_wm m/z 71.1e 61.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 R
16.00
m/z 43.10 56.47%
o \‘ || 1270197.0267.0 3670
‘\H\‘\\H‘\H\‘\H\’\H\‘\\H‘WH\‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane
57.0
— T \
16.00
5000 m/z 85.05 44 .07%

1 |1 }27-0197.0267.0 338.0

-

O A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T I
57.0 16.00
m/z 55.05 21.15%
o /\A]\J\/LF/
o HIH‘“27;9197.0267.0337.0407.0 491.0562.0
R B e R AR S e  ARAR —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 Behenic alcohol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.068 3.69 ng 169844  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Eicosyl methyl ether 312 C21H440 1000406-29-4 91
4 n-Heptadecanol-1 256 C17H360 001454-85-9 90
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 2376 (16.068 min): BF139938.D\data.ms (-2372) (- m/z 57.10 100.00%
57.1
97.1
5000
201 oo
181.1 :
ol— \;“‘\ H‘H uh‘ H ﬂ‘\ \uu\\ i, Hh \\‘\2\2\%% \’ ‘2‘8‘4‘? — “35‘5‘ m/z 55.00 88.04"0
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 —— :
16.00
m/z 83.10 82.67%
otsd LLLLLL 9 020 22002800
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
— T \
16.00
5000 m/z 97.10 80.32%
25.0
oLl a0 m00 e
m/z--> 50 100 150 200 250 300 350
Abundance #215088: Eicosyl methyl ether —— ‘
45.0 83.0 16.00
m/z 43.10 72.53%
5000
280.0
oL semozae 200 -
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 Oxirane, hexadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.833 3.29 ng 151160 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 93
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74
3 1,19-Eicosadiene 278 C20H38 014811-95-1 62
4 Octadecanal 268 C18H360 000638-66-4 58
5 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 52
Abundance Scan 2506 (16.833 min): BF139938.D\data.ms (-2501) (- m/z 57.10 100.00%
57.1
5000 06.1
650  17.00
‘ J ‘M M 10412351 2181 g5g 165 17.
oL L0 w“‘ TSRSt S m/z 43.05  79.93%
mlz--> 0 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl-
82.0
43.
5000 — ——
16.50 17.00
m/z 82.10 67.99%
166.0 211.0250.0
O,
miz--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0
— ——
16.50 17.00
5000 m/z 55.10 64.42%
24.0
0 Lk 166.0 222.0 264.0
ik
m/z--> 50 100 150 200 250 300 350
Abundance #171302: 1,19-Eicosadiene “ T
55.0 16.50 17.00
m/z 83.10 51.10%
5000
37.0
050 |11 | P70 a0
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54

Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: 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 22-Stigmasten-3-one Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.227 7.09 ng 326286  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 22-Stigmasten-3-one 412 C29H480 004736-95-2 47
2 Ergosta-5,22-dien-3-01, 24-methy... 412 C29H480 ©53755-22-9 13
3 Cholest-5-en-3-0l (3.beta.)-, te... 597 C41H7202 001989-52-2 10
4 5'-Fluoro-2'-hydroxy-4-methoxych... 342 C20H19F04 1000449-54-7 10
5 Sulfoxide, hexadecyl methyl 288 C17H360S 003079-32-1 10

Abundance Scan 2573 (17.227 min): BF139938.D\data.ms (-2566) (- m/z 55.10 100.00%
55.1
5000
1331 255.2 — —
M 300.3 351.3 412 17.00 17.50
ol d m/z 83.10 63.63%
miz--> 50 100 150 200 250 300 350 400
Abundance #309451: 22-Stigmasten-3-one
558.0
5000 —r— ——
123.0 17.00 17.50
‘ m/z 69.10 61.20%
oL L \‘ \Hu i |, 2030 30 ] ‘\u Ll 369042
m/z--> 50 100 150 200 250 300 350 400
Abundance #309471: Ergosta-5,22-dien-3-ol, 24-methyl-, (3.beta.,22k
69.0 369.0
—— —
17.00 17.50
5000 ITI/Z 43.10 53.48%
133.0 255.0
‘ ‘ 199. 309.0 412
oA
m/z--> 50 100 150 200 250 300 350 400
Abundance #346421: Cholest-5-en-3-ol (3.beta.)-, tetradecanoate P ——
43.0 17.00 17.50
m/z 81.10 45.78%
5000 50 147.0
369.0
0 ‘\‘h“ \h M“hh‘\“uﬂ“‘\‘\‘u‘ﬂ‘“‘HH“‘H““H\H“‘ — —
m/z--> 5 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc

ALS vial : 13  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 .gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.639 10.14 ng 466499  Perylene-di12 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 74
4 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 47
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 35

Abundance Scan 2643 (17.639 min): BF139938.D\data.ms (-2636) (- m/z 43.05 100.00%
3.0

9.

107.1
5000
—— —
\ 17.50 18.00
0 ““W““ m/z 55.10 73.20%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 —r e
145.0 414.( 17.50 18.00
\ 2130 3030 m/z 81.10 61.33%
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 m/z 107.10 60.33%

-

ol \“ |“ J ‘H\‘ \
m/z--> 0 50

Abundance #310626: (3S,85,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6 — —
43.0 17.50 18.00
m/z 57.10 60.31%

100 150 200 250 300 350 400

5000 91.0 145.0 382.0

-

l 2130 ,g90
0t 30 —r— ——
m/z-> 0 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139938.D

Acqg On : 22 Oct 2024 19:54
Operator : RC/JU

Sample : P4385-06

Misc :

ALS Vvial : 13  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... 2.193 99.3 ng 4114460 1 6.887 828408 20.0
3-Penten-2-one,... 4.499 4.6 ng 188784 1 6.887 828408 20.0
2-Pentanone, 4-... 5.116 8.1 ng 333870 1 6.887 828408 20.0
Pentanedioic ac... 7.698 2.3 ng 127020 2 8.169 1096050 20.0
Benzophenone 10.633 14.5 ng 830013 3 9.922 1144820 20.0
Methanone, (1-h... 10.945 2.9 ng 141579 4 11.410 978400 20.0
1-Octadecene 12.457 2.8 ng 135796 4 11.410 978400 20.0
1,3-Propanediol... 13.204 2.6 ng 114489 5 14.051 888317 20.0
Octacosanol 13.892 11.7 ng 520334 5 14.051 888317 20.0
Heptadecane 14.527 4.1 ng 181541 5 14.051 888317 20.0
Tetracosanal 14.980 5.7 ng 263228 6 15.527 919765 20.0
Hexacosane 15.180 3.9 ng 179130 6 15.527 919765 20.0
1-Heneicosanol 15.204 10.1 ng 463953 6 15.527 919765 20.0
Octadecanal 15.774 4.1 ng 187482 6 15.527 919765 20.0
Tetracosane 16.015 8.3 ng 383514 6 15.527 919765 20.0
Behenic alcohol 16.068 3.7 ng 169844 6 15.527 919765 20.0
Oxirane, hexade... 16.833 3.3 ng 151160 6 15.527 919765 20.0
22-Stigmasten-3... 17.227 7.1 ng 326286 6 15.527 919765 20.0
.gamma.-Sitosterol 17.639 10.1 ng 466499 6 15.527 919765 20.0
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