LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc :

ALS Vvial : 12 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: BF139937.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.181 7 15 29 rVB 1842177 2931888 96.68% 11.062%
2 5.104 504 512 520 rVB 121010 187992 6.20% 0.709%
3 5.504 573 580 585 rBV 1881646 2554504 84.24% 9.638%
4 6.504 743 750 762 rVB 1918337 2604456 85.89% 9.826%
5 6.887 810 815 821 rBV 740962 927883 30.60% 3.501%
6 7.445 904 910 915 rBV 1318857 1680779 55.43% 6.341%
7 7.698 949 953 958 rVB 81711 96578 3.18% 0.364%
8 8.169 1028 1033 1038 rBV 983734 1207729 39.83% 4.557%
9 8.381 1063 1069 1076 rVB 36588 50396 1.66% 0.190%
10 9.245 1210 1216 1221 rBV 2443902 3032429 100.00% 11.441%

11  9.922 1326 1331 1343 rVB 1002940 1312783 43.29%
12 10.633 1447 1452 1460 rBV 662009 859015 28.33%
13 10.710 1460 1465 1475 rVV 823524 1039927 34.29%
14 10.945 1501 1505 1510 rVB 127512 152010 5.01%

PO WwWH
O
N
W
2

15 11.410 1579 1584 1591 rBV 879626 1088254 35.89% 106%
16 12.433 1754 1758 1765 rBV 27604 39964 1.32% 0.151%
17 12.992 1848 1853 1859 rBV 1692162 2234255 73.68%  8.429%
18 13.169 1879 1883 1885 rBV 23010 30919 1.02% ©0.117%
19 13.204 1885 1889 1890 rBv2 49312 58824 1.94% 0.222%
20 13.304 1903 1906 1910 rVB4 27247 33134 1.09% 0.125%
21 13.839 1993 1997 2001 rBV5 17402 34497 1.14% 130%

22 13.898 2002 2007 2023 rVV 150780 325821 10.74%
23 14.045 2027 2032 2040 rVB 682531 934715 30.82%
24 14.527 2109 2114 2126 rBV3 41464 121044  3.99%
25 14.980 2186 2191 2198 rVB 143415 199972  6.59%

OO WEROo®
Ui
N
N
3R

26 15.174 2220 2224 2226 rBV 72695 108230  3.57%
27 15.204 2226 2229 2250 rVB2 137176 381598 12.58%
28 15.527 2278 2284 2290 rBV 623956 932433 30.75%

POWRO
(%)
iy
©
R

29 15.774 2321 2326 2335 rVB 73464 129767 4.28% 490%
30 16.015 2361 2367 2372 rBV 155259 276107 9.11% 042%
31 16.074 2373 2377 2385 rVW4 38920 100380 3.31% ©.379%
32 16.833 2501 2506 2517 rVB 47054 100634 3.32% 0.380%
33 17.062 2540 2545 2554 rBV9 30342 81571 2.69% 0.308%
34 17.145 2556 2559 2565 rVB 37098 66292 2.19% ©.250%
35 17.221 2566 2572 2587 rBV 51612 220779 7.28% ©.833%
36 17.639 2636 2643 2663 rBv4 97209 367664 12.12%  1.387%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS Vvial : 12 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
Sum of corrected areas: 26505223
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS vial : 12  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
Abundance TIC: BF139937.D\data.ms
20000002181 5504 6.504
1500000
7.445
1000000
6.887
500000
5.104 7.6
0\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\A
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: BF139937.D\data.ms
9.245
2000000
12.992
1500000
8.169 9.922
1000000 10710 11.410
10.633
500000
10.945 (
8.381 A 12.433 13 !
0 — A e A A T T T = — T
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: BF139937.D\data.ms
2000000
1500000
1000000
500000
13.898 14.9 6.015
13.889 14.527 W || 745500 16.83a7106pe21 17639
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 ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS vial : 12  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.
2.181 63.20 ng 2931890 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 15 (2.181 min): BF139937.D\data.ms (-7) (-) m/z 73.05 100.00%
73.0
5000 43.0 /\
87.1 H‘HH‘H\\‘HH‘HH‘HH
‘ 91 2.202.302.402.502.60
Okt B2 L L 10LL 0 myz 43.e5  41.45%
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
43.0 2.202.302.402.502.60
: 87.0 m/z 55.05 31.04%
29.
ﬁo \‘\“ %90 ‘\
0 \H‘H\\‘HH‘HH‘HH‘H\‘\“HH’HH‘\\H‘H\\‘HH’HH‘HH‘\H\
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
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.56%
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- R RRaa e RaRAR R
30.0 2.202.302.402.502.60
m/z 41.10 13.47%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
BF139937.D

: 22 Oct 2024 19:25
: RC/JU
: P4385-04

: 12 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

5.104 4.05 ng 187992 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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
Abundance Scan 512 (5.104 min): BF139937.D\data.ms (-504) (-) m/z 43.00 100.00%
3.0
5000
101.1 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ ‘ 4.80 5.00 5.20 5.40
bbbl 2070 sz 59,10 56.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B B L R
4.80 5.00 5.20 5.40
m/z 101.10 16.87%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R RS
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.60%
‘ 101.0
o A -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e A e
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.57%
5000
0 37, i} 12?'0 Y
e e SO T T
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS vial : 12  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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.633 13.09 ng 859015  Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 1452 (10.633 min): BF139937.D\data.ms (-1447) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.0
—— e
10.50 11.00
152.1
b il b 2280 20 m/z 77.10 66.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 ——t A
10.50 11.00
510 m/z 182.10  51.80%
Jero | 1260 1520 |
‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
71.0
—— —
182.0 10.50 11.00
5000 m/z 51.00 28.12%
51.0 105.0
0270 ‘ 1280 1520 \
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester —— A
105.0 10.50 11.00
m/z 50.00 8.86%
77.0
5000
51.0
A O O e i L
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS vial : 12  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 Methanone, (1-hydroxycycloh... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.945 2.79 ng 152010  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 91
2 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 50
3 3-Methylcyclohexyl methylphospho... 194 C8H16FO2P 113548-86-0 47
4 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 42
5 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 40
Abundance Scan 1505 (10.945 min): BF139937.D\data.ms (-1501) (- m/z 99.05 100.00%
99.
5000
77.
55.0 TR
M ‘ 133.0 11.00
Ot ool ) 38301762 2070 0 8105 71.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 /‘L‘ LN
77. 11.00
55.0 m/z 77.05 30.52%
29.0 ‘ ‘
O \\\‘\H‘\\“M\\“i‘\“\\H\\““\\\\M\‘\\\’?‘\3\3\.?\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14399: Cyclohexanol, 1-ethyl-
99.0
A
11.00
5000 43.0 m/z 55.00 21.02%
72.0
I ) S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69757: 3-Methylcyclohexyl methylphosphonofluoridate T
99.0 11.00
m/z 105.05 16.44%
5000
55.0
0 L. ‘\‘ . “‘ 12501490 194.0
R e L e RAARREE S L e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS vial : 12  Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.898 6.97 ng 325821 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Eicosyl heptafluorobutyrate 494 C24HA41F702 1000351-83-5 91
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91

Abundance Scan 2007 (13.898 min): BF139937.D\data.ms (-2002) (- m/z 57.10 100.00%
57.1

=

5000
\ 1111
P
13.50 14.00
0 Hm“w“‘ | wh‘\‘”lleg‘s‘;‘ ‘ ‘2“‘1?:2” e M/z 43,10 82.64%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano
55.0
5000 111.0 T T
13.50 14.00
m/z 55.05 69.71%
0 W \1}1‘1670 266.0
\\ff‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336876: Eicosyl heptafluorobutyrate
57.0
P P
13.50 14.00
5000 111.0 m/z 83.10 63.64%
169.0 280.0
0 A PCaa0?00 e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #318054: Nonadecy! pentafluoropropionate P ——
57.0 13.50 14.00
m/z 97.10 56.89%
5000 111.0 M\JL/\
At ‘ Lasso a0 s
“H“H‘_“w"H“H‘_“w“u“u‘_“w“u — —r
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS vial : 12  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 Carbonic acid, octadecyl pr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.527 2.59 ng 121044 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
3 Eicosyl isobutyl ether 354 C24H500 1000406-33-0 87
4 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 83
5 Isobutyl tetracosyl ether 410 C28H580 1000406-33-2 80
Abundance Scan 2114 (14.527 min): BF139937.D\data.ms (-2109) (-} ' m/z 57.10 100.00%
57.1
5000 M
s
ob— “‘m‘\‘ “\\ \‘ \‘m‘\\ \\\%49%‘ \18\:\3‘% 221 ‘1 2‘67‘]‘7 T ITI/Z 43.19 70.14%
miz--> 50 100 150 200 250 300
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 —— :
14.50
m/z 71.18 58.80%
[ \L \“\ ‘\‘ H‘\ \‘ “ “H ‘;!“3‘9(‘)‘ 182‘0 2240 T ‘2‘97‘9 —
miz-> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
T
14.50
5000 m/z 85.10 38.40%
ol “h‘\‘ \H\ \‘ ‘\\ \\‘4‘1‘0‘ 182‘0 — ‘2‘5‘2"0‘ T ‘32‘5‘" NM
miz--> 50 100 150 200 250 300
Abundance #264244: Eicosyl isobutyl ether 7
57.0 14.50
m/z 55.00  36.29%
- WV\/\
oL T a0 o gm0 .
m/z--> 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS vial : 12  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 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.980 4.29 ng 199972  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Tetracosanal 352 C24H480 057866-08-7 90
5 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 89
Abundance Scan 2191 (14.980 min): BF139937.D\data.ms (-2186) (- m/z 57.10 100.00%
57.1
96.1
5000
15.00
38.1 -
ol UJLA LA W e 2081 26433064 862 . 43,10 88.20%
miz--> 50 100 150 200 250 300 350
Abundance #158567: Octadecana
43.0 82.0
5000 T
15.00
m/z 82.10 70.20%
24.0 250.0
194.0
O,
miz--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0
——
15.00
5000 m/z 55.10 65.31%
24.0
LT 180 22202640
ol e
m/z--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl- —
82.0 15.00
m/z 96.10 54.49%
43.
5000
166.0 211.0250.0
0, T T T
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF101824.M Wed Oct 23 15:26:00 2024 Page: 10



Data Path :
Data File :
: 22 Oct 2024 19:25
: RC/JU

: P4385-04

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\

BF139937.D

: 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 8 Hexacosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.174 2.32 ng 108230 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2224 (15.174 min): BF139937.D\data.ms (-2220) (-} | m/z 57.10 100.00%

57.1
5000

—
15.00 15.50

‘ h H H 1218312522681 L0 7110

mi/z--> 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

5000 — e
15.00 15.50

m/z 43.10
\L‘

o

RERONY M | 14191830 2250 267.0 3090 367
T 1 ‘ T T T T T 17 ’ L ‘ T 17T ‘ T T 17 ‘ T

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

Abundance #246481: Tetracosane
— —
15.00 15.50
5000 m/z 85.10 47 .63%
9.0
0 | ¥l h\ ) 141:0183.0 2250 267.0 3380
i e
m/z--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- — —
43.0 15.00 15.50

m/z 55.10

- vNVV\JkA,/\\VKAA/yN

0 h u \\ H ?‘2\\7(\) ]\'6‘90 225.0 29u50 337.0
T L L B S L — L —
m/z--> 5 100 150 200 250 300 350 15.00 15.50

8270-BF101824.M Wed Oct 23 15:26:01 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS vial : 12  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 1-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.204 8.19 ng 381598 Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Triacontan-15-ol 438 C30H620 031849-26-0 72
5 1-Hexacosene 364 C26H52 018835-33-1 72

Abundance Scan 2229 (15 204 min): BF139937.D\data.ms (-2226) (- m/z 83.10 100.00%

43.1
5000
25.1 — e
15.00 15.50
95.1 252.1
0 “‘J‘ ‘ r W‘WWM‘M‘\HMuM‘i““,““ e m/z 97.10  96.74%
mi/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
5000 — ——
15.00 15.50
m/z 55.10 95.25%
39.0
oLl LR 18102220264.03060 378
\\\\‘ \\‘\\\\‘\\\\‘\\\\\\\\’\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
—— —
15.00 15.50
5000 m/Z 69.10 84 .48%

o
—
[$2]

o

. ‘ w\]m?182022402660 MW
B e RS B
m/z--> 50 100 150 200 250 300 350

Abundance #264236: n-Tetracosanol-1 —— —
57.0 97.0 15.00 15.50

m/z 43.10 59.42%

- JJUhL
]‘39.0
‘\ ‘\ i ‘ L ‘ \H\ 1 \‘\ I

oL L1 181.0222.0264.0 308.0
N

T T
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF101824.M Wed Oct 23 15:26:03 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS vial : 12  Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Oxirane, hexadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.774 2.78 ng 129767  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 Hexacosanal 380 C26H520 026627-85-0 74
5 1,19-Eicosadiene 278 C20H38 014811-95-1 74

Abundance Scan 2326 (15.774 min): BF139937.D\data.ms (-2321) (- m/z 57.10 100.00%
7.1

57.
96.1
5000

i
1550 1600
210.1 355.1
mu“uu 282.1 m/z 43.10 82.85%

m/z--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl-
82.0

5000

38.1

o

T
15.50 16.00
m/z 82.05 67.53%

166.0 211.0250.0
O,
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0

T
15.50 16.00

5000 ITI/Z 55.10 57.85%
24.0
‘ | | | 166.0 222.0264.0
0L ‘JU‘ ot NN‘WN‘M;“p‘w‘ui‘M‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #158569: Octadecanal T ——
43.0 82.0 15.50 16.00

m/z 96.10 52.50%

5000
31n23.0

222.0
ol JUAIALL]1,1880 1 o680 R
m/z--> 50 100 150 200 250 300 350 15.50 16.00

8270-BF101824.M Wed Oct 23 15:26:04 2024 Page: 13



Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\

Library Search Compound Report

Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Tetratetracontane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.015 5.92 ng 276107  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2367 (16.015 min): BF139937.D\data.ms (-2361) (- m/z 57.10 100.00%
57.1

5000

-

—
|17 1107 16.00
ol 2le 2998 m/z 71.10  63.10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 —— ‘
16.00
m/z 43.10 56.26%
o \‘ || 1270197.0267.0 3670

‘\\\\‘HH‘\\H‘\\\\’H\\‘\\H‘W\\\‘\\H‘\\H‘HH‘HH‘HH‘\H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

-

Abundance #347241: Tetratetracontane
57.0
T \
16.00
5000 m/z 85.10 44 .83%
ol [ 1 |1 127:0197.0267.0337.0407.0 491.0562.0
P e S T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl- — ‘
57.0 16.00
m/z 55.10 21.65%
7.0
o[ 0asm0zer0 sss0 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00

8270-BF101824.M Wed Oct 23 15:26:05 2024
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF102224\

Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Octacosanol Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.074 2.15 ng 100380 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 93
2 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 90
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 90
5 Methyl tetratriacontyl ether 509 C35H720 1000406-30-1 90

Abundance Scan 2377 (16.074 min): BF139937.D\data.ms (-2373) (- m/z 57.10 100.00%

57.1
5000 1111
T T
‘ 194.1 249.0 16.00
ol LAkl f h”u‘w'w Wm T — m/z 43.10 77.14%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #308225: Octacosanol
57.0
5000 111.0 T \
16.00
m/z 55.10  72.84%
oL \‘ f ‘h {167:0222.0 2920 3920
\\\‘\\\\[1\\f‘\\f\‘\\\1‘\\1\‘\!\\‘\\\\‘\\\\‘\\\\

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

?

Abundance #323626: Eicosyl pentafluoropropionate
57.0
16.00
5000 111.0 m/z 83.10 70.96%
oL ‘ Lpmomom0 o M
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #339188: Heneicosyl heptafluorobutyrate —— ‘
57.0 16.00
m/z 97.10 67.02%
5000 111.0 M
OJ‘"%690222°2940490' .
m/z--> 50 100 150 200 250 300 350 400 450 16.00

8270-BF101824.M Wed Oct 23 15:26:07 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS vial : 12  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 Oxirane, heptadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.833 2.16 ng 100634  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 74
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 64
3 1,19-Eicosadiene 278 C20H38 014811-95-1 64
4 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 64
5 Eicosane, 9-cyclohexyl- 364 C26H52 004443-61-2 62
Abundance Scan 2506 (16.833 min): BF139937.D\data.ms (-2501) (- m/z 57.10 100.00%
57.1
5000 96.0
‘ 1650  17.00
38.1 . .
ol u“‘ Al MH ‘” Al o u P 855 n; 43.10 87.81%
m/z--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl-
82.0
43.
5000 — e
16.50 17.00
m/z 82.05 67.13%
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 55.00 53.46%
24.0
oLk 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 51.74%
5000
37.0
050 |11 | BT0m00 a0
m/z--> 50 100 150 200 250 300 350 16.50 17.00

8270-BF101824.M Wed Oct 23 15:26:08 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25

Operator : RC/JU

Sample : P4385-04

Misc

ALS vial : 12  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
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 unknownl7.221 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.221 4.74 ng 220779  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-one, 4-phenyl-, 4-phen... 279 C17H17N30 017014-34-5 35
2 7-Heptadecene, 17-chloro- 272 C17H33Cl 056554-79-1 30
3 17.beta.-hydroxyandrostan-3-one-... 400 C26H4003 020592-38-5 27
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 25

5 Oxalic acid, cyclohexyl nonyl ester 298 C17H3004

1000309-31-1 22

Abundance Scan 2572 (17.221 min): BF139937.D\data.ms (-2566) (- m/z 55.10 100.00%
55.1
5000
133.0
2553
213.2 — —
‘ ‘ 300.1 351.3 412 17.00 17.50
0Ly MH I m\“\ UH\‘\N H\h \H\‘ l\ R J\‘ — “‘ m/z 83.10 73.58%
miz--> 50 100 150 200 250 300 350 400
Abundance #172172: 3-Buten-2-one, 4-phenyl-, 4-phenylsemicarbaz
83.0
159.0
5000 — ——
17.00 17.50
m/z 81.10 58.33%
L 2190
0\\\‘ \N\‘\\‘“\\“\\H‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #163815: 7-Heptadecene, 17-chloro-
55.0
— —
17.00 17.50
5000 m/z 69.18  55.69%
97.0
72.0
ol LU g5 018002300 7"
m/z--> 50 100 150 200 250 300 350 400
Abundance #302640: 17.beta.-hydroxyandrostan-3-one-17-hexahydr e —
83.0 17.00 17.50
272.0 m/z 41.05 41.22%
5000
ﬁ 149.0 ‘ ‘
ol 4y 2040 [ 1§ 817.0 4000 S ——
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

8270-BF101824.M Wed Oct 23 15:26:09 2024 Page: 17



Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
BF139937.D
: 22 Oct 2024 19:25

Operator : RC/JU

Sample
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

. P4385-04

Sample Multiplier: 1

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 .gamma.-Sitosterol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.639  7.89ng 367664  Perylene-dia 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-sitosterol 414 C20Hs@0 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 98

3 (1R,4aR,5S5)-5-[(E)-5-Hydroxy-3-m... 304 C20H3202
4 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500

1214984-94-7 30
1000210-86-9 30

5 Methandriol 304 C20H3202 000521-10-8 27
Abundance Scan 2643 (17.639 min): BF139937.D\data.ms (-2636) (- m/z 43.10 100.00%
43.1
5000 107.1 213.2
o 21 393 — 7
T 3%6.4 17.50 18.00
okl m/z 55.18  82.98%
miz--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 T T
145.0 414.( 17.50 18.00
2130 3030 m/z 81.05 58.62%
0 A ,“‘\“1
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
—r —
17.50 18.00
5000 m/z 41.10  51.54%
107.0 414.(
161.0 513 2303.0
‘H 257. 354.0
oLy
m/z--> 50 100 150 200 250 300 350 400
Abundance #204912: (1R,4aR,5S)-5-[(E)-5-Hydroxy-3-methylpent-3-¢ —— ——
81.0 17.50 18.00
m/z 107.10 50.84%
5000 33.0
29.0 1870 2570
0 304.0
| —r —
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00

8270-BF101824.M Wed Oct 23 15:26:10 2024
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139937.D

Acqg On : 22 Oct 2024 19:25
Operator : RC/JU

Sample : P4385-04

Misc

ALS Vvial : 12  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... 2.181 63.2 ng 2931890 1 6.887 927883 20.0
2-Pentanone, 4-... 5.104 4.0 ng 187992 1 6.887 927883 20.0
Benzophenone 10.633 13.1 ng 859015 3 9.922 1312780 20.0
Methanone, (1-h... 10.945 2.8 ng 152010 4 11.410 1088250 20.0
1-Heneicosanol 13.898 7.0 ng 325821 5 14.045 934715 20.0
Carbonic acid, ... 14.527 2.6 ng 121044 5 14.045 934715 20.0
Octadecanal 14.980 4.3 ng 199972 6 15.527 932433 20.0
Hexacosane 15.174 2.3 ng 108230 6 15.527 932433 20.0
1-Heptacosanol 15.204 8.2 ng 381598 6 15.527 932433 20.0
Oxirane, hexade... 15.774 2.8 ng 129767 6 15.527 932433 20.0
Tetratetracontane 16.015 5.9 ng 276107 6 15.527 932433 20.0
Octacosanol 16.074 2.1 ng 100380 6 15.527 932433 20.0
Oxirane, heptad... 16.833 2.2 ng 100634 6 15.527 932433 20.0
unknown17.221 17.221 4.7 ng 220779 6 15.527 932433 20.0
.gamma.-Sitosterol 17.639 7.9 ng 367664 6 15.527 932433 20.0
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