LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70324\
Data File : BF138453.D

Acqg On : 03 Jul 2024 18:38

Operator : CG\JU

Sample : P3135-01

Misc . OK-628-COMP-01

ALS Vvial : 17 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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138453.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 8 14 20 rVB 2090344 2631236 100.00% 13.067%
2 2.275 26 32 41 rVB2 31529 44490 1.69% 0.221%
3 3.393 220 222 234 rBV 45432 98678 3.75% 0.490%
4 5.093 507 511 519 rVB 286862 314753 11.96%  1.563%
5 5.498 576 580 584 rBV 2749040 2527631 96.06% 12.552%
6 6.504 747 751 754 rBV 2478828 2505150 95.21% 12.440%
7 6.698 781 784 789 rVB2 34104 32337 1.23% 0.161%
8 6.869 810 813 817 rBV 897823 715839 27.21%  3.555%
9 7.434 904 909 912 rBV 1859241 1606499 61.05% 7.978%
10 8.151 1027 1031 1034 rVB 1136194 848881 32.26% 4.215%
11 8.463 1081 1084 1087 rBV 52040 46197 1.76% ©0.229%
12 9.228 1209 1214 1217 rBV 2947166 2354109 89.47% 11.690%
13 9.904 1325 1329 1332 rBV 932305 720189 27.37% 3.576%
14  9.998 1341 1345 1351 rVB2 35350 50738 1.93% 0.252%
15 10.692 1459 1463 1466 rBV 1233194 999611 37.99% 4.964%
16 10.804 1479 1482 1487 rBV2 32431 42381 1.61% 210%
17 11.122 1532 1536 1539 rVB 36095 38065 1.45% 189%

18 11.392 1578 1582 1584 rBV 657747 600130 22.81%

ORLrNOO
Xe]
(o]
[
R

19 11.916 1668 1671 1676 rBV 246200 235622  8.95% 170%
20 12.474 1763 1766 1772 rVB2 28702 36109 1.37% 179%
21 12.598 1785 1787 1793 rBV 39710 41854 1.59% 0.208%
22 12.698 1801 1804 1810 rBV 109695 126543 4.81% 0.628%
23 12.827 1824 1826 1832 rVB2 46016 63916 2.43% 0.317%
24 12.974 1847 1851 1854 rBV 2237954 1926288 73.21% 9.566%
25 13.204 1887 1890 1895 rVB 31470 30626 1.16% ©.152%
26 13.545 1945 1948 1951 rBV 37902 32782 1.25% 163%

27 13.874 2000 2004 2013 rVB 162480 222694  8.46%
28 14.027 2026 2030 2033 rBV 623760 545037 20.71%

OONEFEO
~
[
~N
R

29 14.186 2055 2057 2065 rVB 51184 51721 1.97% 257%
30 14.492 2107 2109 2112 rBV 57222 40781 1.55% 203%
31 14.786 2156 2159 2160 rBV 44660 48837 1.86% 243%

32 15.492 2275 2279 2289 rVB2 281864 392489 14.92%
33 16.204 2397 2400 2410 rVB6 54878 102197 3.88%
34 16.633 2471 2473 2482 rVB3 39452 62834  2.39%

(ORI )
il
(W]
(o]
B

Sum of corrected areas: 20137244
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138453.D

Acqg On : 03 Jul 2024 18:38

Operator : CG\JU

Sample : P3135-01

Misc . OK-628-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138453.D\data.ms

5.498
2500000 6.504

2.169
2000000 7434

1500000

1000000 6.869

500000

5.093
-275 3.393 6. 698

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance TIC: BF138453.D\data.ms
9.228

o

2500000
12.974

2000000

1500000

8.151 10.692

1000000 9.904
11.392

500000
11.916
8.463 L .998 0.804 11.122 12 42 ﬁ?‘aﬁ?j 13.204
e

0—— i R e == —
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: BF138453.D\data.ms

2500000
2000000
1500000

1000000
14.027

15.492

14.186 14.492 14.786 16.204 16.633
%Mm

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
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

500000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138453.D

Acqg On : 03 Jul 2024 18:38

Operator : CG\JU

Sample : P3135-01

Misc OK-628-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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.
2.169 73.51 ng 2631240 1,4-Dichlorobenzene-d4 6.869

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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance  Scan 14 (2.169 min): BF138453.D\data.ms (-8) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
e
‘ J 88.0 2.202.302.402.502.60
Ol 880 L 880 . 4365 51.46%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T [T [T Tt

2.202.302.402.502.60

43.0
‘ m/z 55.05 35.06%
27.0 8%.0
0\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
AR
2.202.302.402.502.60
5000 55.0 m/z 87.10 26.82%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ L e
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL A Ra ARERaREIEEE
73.0 2.202.302.402.502.60

m/z 41.05 16.76%

5000
430

m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138453.D

Acqg On : 03 Jul 2024 18:38

Operator : CG\JU

Sample : P3135-01

Misc . OK-628-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 unknown3.393 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.393 2.76 ng 98678 1,4-Dichlorobenzene-d4 6.869

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 40
3 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 9

4 2,3-Butanediol 90 C4H1002 000513-85-9 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance Scan 222 (3.393 min): BF138453.D\data.ms (-220) (-) m/z 45.10 100.00%

45.1
5000

3.00 3.20 3.40 3.60 3.80
61.0 751
o“‘_‘H"H‘_“qﬁhu‘Huwn‘u‘uu‘_gﬂ?u“_‘u“ m/z 43.05 15.77%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 RN N

3.00 3.20 3.40 3.60 3.80
m/z 44.10 5.80%

31.0

ol 180 P17 [l 610 750
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1091: R-(-)-1,2-propanediol
45.0
foooo b
3.00 3.20 3.40 3.60 3.80
5000 m/z 61.00 4.60%
29.0
S T - .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 M
Abundance #10077: 1-Propanol, 2-(1-methylethoxy)- R ‘A‘ R
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 3.89%
5000
87.0
31.0 59.0
O T80 1030
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BF070324\
Data File : BF138453.D

Acqg On : 03 Jul 2024 18:38

Operator : CG\JU

Sample : P3135-01

Misc . OK-628-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.093 8.79 ng 314753 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9
Abundance Scan 511 (5.093 min): BF138453.D\data.ms (-507) (-) m/z 43.10 100.00%
3.1
5000 59.0
 EREEEEEEE RS S
| 6o 1011 4.80 5.00 5.20 5.40
0 el e e M/Z 59.85 50.73%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L B L LA B
4.80 5.00 5.20 5.40
101.0 m/z 58.10 14.62%
0 29'\0 L m‘ 83\'0
H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e ERRAEEESS S
4.80 5.00 5.20 5.40
5000 m/z 101.10 13.79%
41.0
27.‘0 ‘ 101.0
o N S £
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e EARRREEES S
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.17%
5000 41.0
o A=Y 1260 1420
e e e T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138453.D

Acqg On : 03 Jul 2024 18:38

Operator : CG\JU

Sample : P3135-01

Misc . OK-628-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.916 7.85 ng 235622  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1671 (11.916 min): BF138453.D\data.ms (-1668) (- m/z 43.10 100.00%

431 230
5000
129.1

213.2 T
‘ 101.1, 157.1185.2 256.3 12.00
Y m/z 60.85 83.71%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T
129.0 12.00
213.0 m/z 73.05 82.57%
L] HH 157.0185.0
O \H’\l\\‘}‘\\”\” \H‘{‘\‘H!\H“‘\\‘”‘}‘\H\‘\\‘HH‘H‘H‘\‘H‘\“\H\‘\H\‘HH“H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #92068: Tridecanoic acid
73.0
43.0
P
12.00
5000 m/z 55.05 78.38%
129.0
‘ ‘ 171.0 214.0
0,?
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #109279: Tetradecanoic acid ——
73.0 12.00
43.0 m/z 41.10 78.07%
5000 129.0
185.0
H
0;§9wwwuwywhNk%“WM”mwhéMM\wuwwuwww\wuu‘u —
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\

Data File : BF138453.D

Acqg On : 03 Jul 2024 18:38

Operator : CG\JU

Sample : P3135-01

Misc OK-628-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

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

Peak Number 5 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.698 4.22 ng 126543  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid

284 C18H3602

000057-11-4 95

2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 1804 (12.698 min): BF138453.D\data.ms (-1801) (- m/z 43.10 100.00%
43.1
73.0
5000
— —
‘ 12.50 13.00
a— m/z 57.10 77.47%
miz--> 50 100 150 200 250
Abundance #179092: Octadecanoic acid
430 730
5000 — —
1290 284.C 12.50 13.00
m/z 55.10 72.97%
‘ 185.0 241.0
oL ‘h‘ H M H ‘ ‘H‘H M\ ! ‘\“ - ““ b ‘L “‘ L
m/z--> 100 200 250
Abundance #143508.n—Hexadecanok:add
2 3
43.0 73.0 256.0
— —
12.50 13.00
5000 m/z 73.05 72.94%
129.0
213.0
‘ M ‘ 1710 ‘
o) - “\ LMM“HH !‘ | whh‘\ H‘H“\H\ il ‘ | “‘u\‘ - ‘ -
m/iz--> 50 100 150 200 250
Abundance #46965: n-Decanoic acid (T —
60.0 12.50 13.00
m/z 41.10 71.38%
5000 129.0
29.0
7.0
o LI |y 70 SR
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138453.D

Acqg On : 03 Jul 2024 18:38

Operator : CG\JU

Sample : P3135-01

Misc OK-628-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.827 2.35 ng 63916 Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene 202 Cl6H10 000129-00-0 96
2 Fluoranthene 202 Cl6H1e0 000206-44-0 94
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 52
4 1-Methyl-7,11-dithiaspiro[5,5] u... 202 C10H18S2 107678-22-8 38
5 4-Methoxy-naphthalene-1-carboxyl... 202 C12H1003 1000317-85-4 37
Abundance Scan 1826 (12.827 min): BF138453.D\data.ms (-1824) (- m/z 202.10 100.00%
202.1
5000
‘ P
410 750 10\\1 i 1341 1741 H\ 229.0256.1 12:50 1300
0,‘H‘_‘HM‘H‘H‘WH‘W‘H‘_‘HM‘H‘H‘WH‘W‘HZMH‘@ m/z 200.05 24.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78086: Pyrene
202.0
5000
12.50 13.00
101.0 m/z 201.05 20.60%
390 750, | a0 170 |
’HH‘\H\‘\H\‘HH‘HH‘H\\‘\H\‘\\H‘HH‘HH‘\H\‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78090: Fluoranthene
202.0
12.50 13.00
5000 m/z 101.10 16.28%
101.0
0l 390 750, | 1340 1740 |
R G R e T o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #78092: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202.0 12.50 13.00
m/z 203.10 14.88%
5000
o 90 7000 1500y, .
Pt bbbt e e el e P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF070324\

Data File : BF138453.D

Acqg On : 03 Jul 2024 18:38
Operator : CG\JU

Sample : P3135-01

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

OK-628-COMP-01

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-Tricosene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.874 8.17 ng 222694  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 95
2 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
3 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 91
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
5 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 91

Abundance Scan 2004 (13.874 min): BF138453.D\data.ms (-2000) (- m/z 57.10 100.00%
57.1
11.1 - —
230.1 13.50 14.00
169.1
ol ‘\l“\ZSOO, m/z 43.10  86.49%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #227234: 1-Tricosene
43
97.0
5000 — —
13.50 14.00
m/z 55.10 71.59%
O \}\1‘5‘“\‘\\\‘\\\\‘\\\\‘3\2\2\\0‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #320429: Tricosyl trifluoroacetate
57.0
P P
13.50 14.00
m/z 83.10 51.03%
5000 11.0
“‘_““ R e S R R I R R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #333669: Hexacosyl! trifluoroacetate — —
57.0 13.50 14.00
m/z 71.10 49.497%
5000 11.0 mﬂ\
ol LLLLLLL 3570 2220 2780 3300 90amn ol 2t
m/z--> 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\BF070324\
Data File : BF138453.D

Acqg On : 03 Jul 2024 18:38

Operator : CG\JU

Sample : P3135-01

Misc . OK-628-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 13-Docosenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.786 2.49 ng 48837  Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 93
2 Palmitoleamide 253 C16H31NO 106010-22-4 53
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 53
4 Octadecanamide 283 C18H37NO 000124-26-5 46
5 Cyclohexanecarboxamide 127 C7H13NO 001122-56-1 27
Abundance Scan 2159 (14.786 min): BF138453.D\data.ms (-2156) (- m/z 59.05 100.00%
59.0
5000
09.1 206.2 Tlas0 | 1500
& 16512062 5597 3374 3g,. 14.5 15.
0! m/z 55.10 71.48%
m/z--> 50 100 150 200 250 300 350
Abundance #245084: 13-Docosenamide, (Z)-
59.0
5000 —r ——
137.0 14.50 15.00
m/z 72.05 65.84%
337.0
oL Mn‘um Ll . 1930 2400 204.0%70
miz--> 50 100 150 200 250 300 350
Abundance #139496: Palmitoleamide
59.0
14.50 15.00
5000 ITI/Z 43.10 60.48%
oo il P emomoozss0
m/z--> 50 100 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (Z)- — —
59.0 14.50 15.00
m/z 41.10 45.83%
5000
4.0 281.0
ol80 | Iy iifiasa0 108023807 7T — —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138453.D
Acqg On : 03 Jul 2024 18:38
Operator : CG\JU
Sample : P3135-01
Misc OK-628-COMP-01
ALS vial : 17 Sample Multiplier: 1
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : 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 9 .beta.-iso-Methyl ionone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.204 5.21 ng 102197 Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 70
2 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 52
3 thiazolo[5,4-b]pyridin-2-amine, ... 191 C9HIN3S 1000400-23-3 50
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 45
5 Spiro[4-oxatricyclo[5.3.0.0(2,6)... 276 C18H2802 1000156-82-9 43
Abundance Scan 2400 (16.204 min): BF138453.D\data.ms (-2397) (- m/z 191.15 100.00%
191.2
95.1
5000
41.1
149, —— ——
M il ﬁ 250,2291.0 335 9 383.5 16.00 16.50
0! WWNWWWMHMMMWNNQWWJWMMWMH\\WM‘H m/z 177.15 53.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone
191.0
5000£8.0 —— ——
16.00 16.50
135.0 m/z 95.10 52.52%
i
Ot "\“\ t \“““r‘\h‘\“\ ‘i \‘\“\ “\ L I
m/z--> 50 100 150 200 250 300 350 400
Abundance #82809: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-g
191.0
—— —
16.00 16.50
5000 m/z 81.10 43.89%
43.0 149.0
91.0 ‘ ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #66125: thiazolo[5,4-b]pyridin-2-amine, N-2-propen-1-yl- —— ——
191.0 16.00 16.50
m/z 123.10 37.13%
5000
39.0 123.0
82. ‘
oLt ‘L“,“‘\‘”‘U \\‘Hﬁw)h‘h\; \“\‘M“‘ \l“ \‘\L‘wh‘ \‘ e — —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138453.D

Acqg On : 03 Jul 2024 18:38

Operator : CG\JU

Sample : P3135-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

OK-628-COMP-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 (4aS,8aS)-8-Isopentyl-4,4,7...

R.T. EstConc Area
16.633 3.20 ng 62834
Hit# of 5 Tentative ID

Concentration Rank 7

Relative to ISTD R.T.

Perylene-di2

1 (4aS,8aS)-8-Isopentyl-4,4,7,8a-t...
2 17.alpha.(H),21.beta. (H)-Hopane

3 Amberonne (isomer 2)

4 1-Cyclohexene, 1,3,3-trimethyl-2...
5 2-Furoic acid, 2-methyloct-5-yn-...

C19H34
C30H52
C16H260
C14H220
C14H1803

220766-79-0 81
013849-96-2 59
1010470-69-8 58
1000197-08-4 53
1000299-23-7 47

Abundance Scan 2473 (16.633 min): BF138453.D\data.ms (-2471) (-

191.2
5000 9.0
41.
42 02801 3372 412,
0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #151063: (4aS,8aS)-8-Isopentyl-4,4,7,8a-tetramethyl-1,2
191.0
95.0
5000
41.0 247.0
O ‘\“ “L‘\“‘i‘ ‘LH ‘P%%‘q T “\ T \L\ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #309495: 17.alpha.(H),21.beta.(H)-Hopane
191.0
69.0
5000
123.0
i
ob bbb 290 31303630 T

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

m/z 191.20 100.00%

-

T —
16.50 17.00

m/z 95.05 51.02%
T —
16.50 17.00

m/z 55.10 36.01%

f

T —
16.50 17.00

m/z 41.10 31.11%

i

Abundance #116326: Amberonne (isomer 2) T —
191.0 16.50 17.00
m/z 93.05 28.95%
43.0 119.0
5000
o! H\‘M\‘\M‘. \“\\‘IL“ J = ‘37 "(‘)‘ R — ——
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138453.D

Acqg On : 03 Jul 2024 18:38

Operator : CG\JU

Sample : P3135-01

Misc . OK-628-COMP-01

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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... 2.169 73.5 ng 2631240 1 6.869 715839 20.0
unknown3.393 3.393 2.8 ng 98678 1 6.869 715839 20.0
2-Pentanone, 4-... 5.093 8.8 ng 314753 1 6.869 715839 20.0
n-Hexadecanoic ... 11.916 7.8 ng 235622 4 11.392 600130 20.0
Octadecanoic acid 12.698 4.2 ng 126543 4 11.392 600130 20.0
Benzene, 1,1'-(... 12.827 2.4 ng 63916 5 14.027 545037 20.0
1-Tricosene 13.874 8.2 ng 222694 5 14.027 545037 20.0
13-Docosenamide... 14.786 2.5 ng 48837 6 15.498 392489 20.0
.beta.-iso-Meth... 16.204 5.2 ng 102197 6 15.498 392489 20.0
(4aS,8asS)-8-Iso... 16.633 3.2 ng 62834 6 15.498 392489 20.0
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