LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc :

ALS Vvial : 11 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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137667.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.334 548 552 576 rBV 2599762 2661407 98.85% 9.574%
2 6.363 723 727 749 rBV 2536892 2692502 100.00% 9.686%
3 6.722 785 788 799 rBV 754858 775023 28.78%  2.788%
4 7.286 881 884 899 rBV 1647816 1629831 60.53% 5.863%
5 8.004 1003 1006 1021 rBV 1085955 1009096 37.48%  3.630%
6 9.080 1186 1189 1201 rBV 2901556 2578869 95.78% 9.277%
7 9.198 1206 1209 1219 rVB 49671 68763 2.55% 0.247%
8 9.757 1300 1304 1318 rBV 1311472 1131037 42.01% 4.069%
9 10.545 1434 1438 1449 rBV 1417856 1434768 53.29% 5.161%
10 10.663 1455 1458 1469 rVB4 19739 34763 1.29% 0.125%
11 11.239 1553 1556 1569 rBV 1117335 1013659 37.65% 3.647%
12 11.539 1603 1607 1610 rBV 157141 124310 4.62% 0.447%
13 11.780 1645 1648 1655 rBV5 31331 53835 2.00% 0.194%
14 12.333 1738 1742 1753 rVB 92975 98879 3.67% 0.356%
15 12.821 1822 1825 1829 rBV 1793558 1610042 59.80% 5.792%
16 13.063 1862 1866 1869 rBV 65739 60431  2.24% 217%
17 13.404 1920 1924 1926 rBV 37886 34403 1.28% 124%

18 13.521 1940 1944 1953 rVB 2930527 2436418 90.49%
19 13.751 1976 1983 1985 rBV4 158364 300620 11.17%
20 13.780 1985 1988 1998 rVV 1134015 1104196 41.01%
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~
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%
R

21 13.874 2001 2004 2016 rVB 803762 816148 30.31%
22 14.015 2021 2028 2031 rVVv2 130851 224943  8.35%
23 14.045 2031 2033 2037 rVV 56101 69867 2.59%
24 14.092 2037 2041 2050 rVV5 50246 119531  4.44%
25 14.168 2051 2054 2064 rVB 740697 674971 25.07%

NOOON
N
w1
=
R

26 14.304 2073 2077 2081 rBV2 74435 117384 4.36%
27 14.351 2082 2085 2087 rVV 83659 80878  3.00%
28 14.380 2087 2090 2093 rVV 727148 1024586 38.05%
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R

29 14.410 2093 2095 2105 rVB 1191910 1138819 42.30% 097%
30 14.586 2122 2125 2130 rBV3 29535 53660 1.99% 193%
31 14.645 2132 2135 2140 rVB2 47958 58125 2.16% ©.209%
32 14.698 2140 2144 2150 rBv4 104930 227087 8.43% 0.817%
33 14.745 2150 2152 2156 rVWwv3 52742 77775 2.89% 0.280%
34 14.786 2156 2159 2169 rVB4 43743 69504  2.58% 0.250%
35 14.904 2175 2179 2186 rBV6 52671 103784 3.85% ©.373%
36 14.968 2187 2190 2194 rVB 67956 76391 2.84% 0.275%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS Vvial : 11 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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.021 2194 2199 2201 rBV2 327128 478505 17.77% 1.721%
38 15.298 2242 2246 2256 rVB 623398 829562 30.81% 2.984%
39 15.421 2262 2267 2273 rVB7 28712 57738 2.14% 0.208%
40 15.739 2317 2321 2326 rVB 41944 61343 2.28% 0.221%
41 15.857 2330 2341 2355 rBV6 70136 273990 10.18% 0.986%
42 16.204 2395 2400 2406 rBv8 41186 73722 2.74% 0.265%
43 16.333 2418 2422 2434 rVB8 32780 69651 2.59% 0.251%
44 16.615 2466 2470 2474 rBVS 21762 36400 1.35% 0.131%
45 17.292 2579 2585 2594 rBVS5 24878 56300 2.09% 0.203%
46 17.592 2629 2636 2644 rBVS 24473 74120 2.75% 0.267%
Sum of corrected areas: 27797636
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF137667.D\data.ms
5.334 6.363
2500000

2000000
7.286
1500000

1000000
6.722

500000

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BF137667.D\data.ms
9.080

2500000

2000000
12.821

10.545
1500000 9.757

8.004 11.239
1000000

500000

11.539
12.333
. @8 (‘).6‘63‘ 1.780 13.063

— —— L — — —— — = —
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: BF137667.D\data.ms

13.621

2500000

2000000

1500000

13.780 14.410

1000000

3.874
. .380
14.1684 15.298

500000 15.021

18044 4 kiRiEse0 5.421 15.¥3857 16.26433316.615 17.292 17.592

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

T ‘ T
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\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Nonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.539 2.45 ng 124310  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 1607 (11.539 min): BF137667.D\data.ms (-1603) (- m/z 57.10 100.00%
57.1
- AﬂNAAWAJkN
99.1 C e |
11.50
411
ol J‘ ‘ﬂhu Lif g 141ta8sa 2681 L 165 66.46%
miz-> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
5000 JM — :
11.50
m/z 43.05 63.19%
99.0
\\\‘\\ \\\\‘\\\\‘1\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
R I
11.50
5000 m/z 85.10 47 .78%
99.0
ol L }4}0 183.0 225.0 267.0 338.1
““ e A B
miz--> 100 150 200 250 300
Abundance #107218: Hexadecane A\‘ e
57.0 11.50
m/z 41.05 24.98%
) )\AJL\/\JW
020 Jw ‘\M L 20 1410 1830 2260 s
m/z--> 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26

Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.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 2 1,19-Eicosadiene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.521 59.71 ng 2436420  Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91

4 Oxirane, hexadecyl-
5 16-Heptadecenal

268 C18H360
252 C17H320

007390-81-0 91
1010144-57-9 91

Abundance Scan 1944 (13.521 min): BF137667.D\data.ms (-1940) (- m/z 57.10 100.00%
57.1
96.1
5000
- P f
13.50
37.2
- H\ o 1802 2503 3064  n; 82.05 87.43%
mi/z--> 50 100 150 200 250 300
Abundance #171302: 1,19-Eicosadiene
558.0
96.0
5000 A
13.50
m/z 43.10 85.65%
01\5.9“\ ‘ “‘\‘h ‘}h \”‘ H“ %:\3{? \1\89\0‘ T \2\599\ LN
m/z--> 50 100 150 200 250 300
Abundance #158567: Octadecana
43.0 82.0
T \
13.50
5000 ITI/Z 55.05 69.51%
24.0 250.0
| )| 1940 |
ob—1 R e S
m/z--> 50 100 150 200 250 300
Abundance #176357: Oxirane, heptadecyl- —
43.0 82.0 13.50
m/z 96.10 55.51%
5000
24.0
oL LALLEL T sem0 oo 2880 .
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.751 7.37 ng 300620 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 87

Abundance Scan 1983 (13.751 min): BF137667.D\data.ms (-1976) (- m/z 57.05 100.00%

571.0 97.0
o o

—r—
39.1 1851 13.50 14.00
ol AL % b 2300 281 h/z 97.e5  91.53%
mi/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
07.0

5000 1
13.50 14.00

m/z 43.10 91.37%

39.0
s LU0 000200
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
— —
13.50 14.00
5000 ITI/Z 83.10 90.86%
39.0
0 “\ 1 ‘\ ‘ \H\ \H\ \‘h I ]‘58\1022202640 3060 378(
e e A e e T
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0 13.50 14.00

m/z 69.05 88.83%

97.0
Q150 | L1 1] 1390 1960 2690 3200

— —=
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\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 2-Heptadecanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.780  27.06 ng 1104200 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptadecanone 254 C17H340 002922-51-2 90
2 2-Nonadecanone 282 C19H380 000629-66-3 80
3 2-Tridecanone 198 C13H260 000593-08-8 59
4 2-Pentadecanone 226 C15H300 002345-28-0 53
5 2-Tetradecanone 212 C14H280 002345-27-9 47
Abundance Scan 1988 (13.780 min): BF137667.D\data.ms (-1985) (- m/z 58.10 100.00%
58.1
5000
T ‘/\ T T ‘ T
‘ Tﬁl 753 338 13.50 14.00
ol Al 138018022222 2783 338 . 59 19 95.13%
miz-> 50 100 150 200 250 300
Abundance #141023: 2-Heptadecanone
58.0
5000 —r— ——
13.50 14.00
m/z 43.10 80.42%
254.0
O\\\\“H}”‘h “f‘h \H \]_‘\38\(‘)\\\]-?6‘0\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300
Abundance #176350: 2-Nonadecanone
58.0
— —
13.50 14.00
5000 m/z 71.10 53.68%
96.0 282.0
0 ‘ H\ H‘ \M ‘\\ L 1380 1800 2240 ‘
“““ L A e
miz--> 100 150 200 250 300
Abundance #73892: 2-Tridecanone
58.0 13.50 14.00
m/z 57.10  25.45%
) KJL
6.0 1400 198.0 MJL
ot29 ‘ ‘Hw« i i —
m/z--> 100 150 200 250 300 1350 1400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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-Hexacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.015 5.51 ng 224943  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 90
2 Octacosanol 410 C28H580 000557-61-9 90
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 17-Pentatriacontene 491 C35H70 006971-40-0 90
5 Behenic alcohol 326 C22H460 000661-19-8 87
Abundance Scan 2028 (14.015 min): BF137667.D\data.ms (-2021) (- m/z 57.10 100.00%
7.1
5000
11.1
14.00
41 2070 3083
oL— f} D e e m/z 43.10 82.18%
miz--> 50 100 150 200 250 300 350
Abundance #289619: 1-Hexacosano
43.0
5000 s :
14.00
m/z 55.10 81.52%
o I 11 M M |139.0182.0224.0266.0322,0364.0
\\Y‘ \\‘ T T T \\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #308225: Octacosano
57.0
— \
14.00
5000 1110 m/z 83.10  81.25%
oLk L 5 7019502360 20203340 392
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 14.00
m/z 97.05 61.02%
111.0
5000
0 I ‘ h \H\ wH\]T‘ b 1‘95 0236.0278.0320.0 378.0
s R e e e R R R —=5
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 1-Heptacosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.092 2.93 ng 119531  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 81
2 Triacontyl acetate 480 C32H6402 041755-58-2 62
3 Heptacosyl acetate 438 C29H5802 1000351-78-2 62
4 Octacosanol 410 C28H580 000557-61-9 58
5 Triacontan-15-o0l 438 C30H620 031849-26-0 58

Abundance Scan 2041 (14.092 min): BF137667.D\data.ms (-2037) (- m/z 97.05 100.00%
43.1

2

5000
199.1
14.00
A } \‘ J MFH HHHM‘ ‘H\M \\ 280.9 9
O i T L RN B R R m/z 57.10  87.54%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0
111.0
5000 e ‘
14.00
{ m/z 43.10 81.59%
O ll“ “h\h\ \()\‘2\2\2\(\)‘2\7\\8\()‘\\\\‘3\7\\8\0‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #334198: Triacontyl acetate
43.0
97.0 T \
14.00
5000 ITI/Z 83.10 81.50%
oLl L ‘ P3020902640 3340 4200 480,
-t H“ Wl : ‘ R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #321407: Heptacosyl acetate = ‘
43.0 14.00
97.0 m/z 69.10 70.92%
5000
ol \“ 1‘1‘5“ 0 209.0264.0 320.0 378.0 438.0
- ‘H‘ R AR e R EERRREE RS =5
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 5
R.T. EstConc Area Relative to ISTD R.T.
14.168 16.54 ng 674971  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Heptadecanal 254 C17H340 1000376-70-0 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90

Abundance Scan 2054 (14.168 min): BF137667.D\data.ms (-2051) (- m/z 57.10 100.00%

57.1
96.1
5000
e

m :'[ 14.00 14.50
- AAIT 1802 2362 8063 ... 8210 90.56%
miz--> 50 100 150 200 250 300
Abundance #171302: 1,19-Eicosadiene
55.0
5000 —_— P—
14.00 14.50

m/z 43.10 85.74%

otsd L LLLL | B79 2000  as00
m/z--> 50 100 150 200 250 300
Abundance #158567: Octadecanal
43.0 82.0
=5

7
14.00 14.50
5000 ITI/Z 55.05 67.33%
24.0 250.0
h )] o0,
0" “ﬂ NJMM‘“HuM‘M“N“ B
m/z--> 50 100 150 200 250 300
Abundance #176357: Oxirane, heptadecyl- T —
43.0 82.0 14.00 14.50

m/z 96.10  59.15%

5000
24.0
ol Ll L1 150 2220 2640

2
— o T A e s —
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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-Decanol, 2-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.304 2.88 ng 117384  Chrysene-di2 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 76
2 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 68
3 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 68
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 68
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 62
Abundance Scan 2077 (14.304 min): BF137667.D\data.ms (-2073) (- m/z 57.10 100.00%
57.1
5000
98.0 \JLMM
— —
1302 1832 .0 323. 14.00 14.50
0L— \“ ‘\‘ \”\ \‘\M;\ \‘\hm‘m‘ H\‘\‘M‘ Hi T .\‘ ‘ ‘2‘8‘1"1’ . ‘\‘ m/z 43.05 86.59"0
miz--> 50 100 150 200 250 300
Abundance #126383: 1-Decanol, 2-hexyl-
57.0
5000 o =
7.0 14.00 14.50
m/z 55.10 69.34%
39.0
04 L\‘ ‘\“ “ ‘\‘H‘\“H‘ U‘ \ﬁk\ ‘H‘ ‘“‘\ J\-8\2\0“ \22\4\0\ [
miz--> 50 100 150 200 250 300
Abundance #251125: Oxalic acid, isobutyl tetradecyl ester
57.0
— —
14.00 14.50
5000 m/z 71.10 62.45%
7.0
241.0
oid) LE hr 1480 1960 T
miz--> 50 100 150 200 250 300
Abundance #197438: 1-Dodecanol, 2-octyl- = —
57.0 14.00 14.50
m/z 41.05 50.23%
h | *//MML
39.0
o1 10 mo e a0 il
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 12-Tricosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.380 25.11 ng 1024590  Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Tricosanol 340 C23H480 024897-74-3 70
2 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 1000283-20-9 43
3 Cyclooctane, cyclohexyl- 194 C14H26 092369-78-3 38
4 Cyclohexanecarboxylic acid, 4-pe... 338 C22H4202 1000280-60-1 30
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 25
Abundance Scan 2090 (14.380 min): BF137667.D\data.ms (-2087) (- m/z 97.10 100.00%
97.1
57.
5000
= —=5
L d02 18?2 273 2831 350, nr ez e
ol B L 4 270 L sefS 2851 9900 m/z 83.10  89.17%
miz--> 50 100 150 200 250 300 350
Abundance #249104: 12-Tricosano
97.0
57.0
5000 185.0 4 —T=
14.00 14.50
m/z 69.10 76.78%
0 ‘\ ““‘\ ‘U }?’?l?\‘\ \H\ T \22\5\(\) ‘2§6\(\) T ‘3\’2\‘2'\0\ T
miz--> 50 100 150 200 250 300 350
Abundance #7171: 2,4-Dimethyl-1,5-diazabicyclo[3.1.0]hexane (trans
97.0
42.0 7 4
14.00 14.50
5000 m/z 57.10 72.43%
m/z--> 50 100 150 200 250 300 350
Abundance #69396: Cyclooctane, cyclohexyl- o ‘ ‘
55.0 111.0 14.00 14.50
m/z 55.05 61.70%
0 H H‘u 151.0 194.0 - ——
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 2-Hexadecanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.410  27.91 ng 1138820  Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexadecanone 240 C16H320 018787-63-8 64
2 2-Nonadecanone 282 C19H380 000629-66-3 64
3 2-Heptadecanone 254 C17H340 002922-51-2 59
4 2-Tetradecanone 212 C14H280 002345-27-9 59
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 53
Abundance Scan 2095 (14.410 min): BF137667.D\data.ms (-2093) (- m/z 59.10 100.00%
59.1
5000 k
1450
127 1 . :
ol ““ 4 ” | (211 179.2222.226413063 366« . 55 19 o4.33%
miz--> 50 100 150 200 250 300 350
Abundance #123927: 2-Hexadecanone
58.0
5000 1
14.50
m/z 43.10 72.04%
7.0 240.0
O \\\\‘H h‘” \“ﬁ‘h‘ “‘}‘?’?‘0\178“2\()‘\\‘\1‘\\\\‘\\\\‘\\
miz-> 100 150 200 250 300 350
Abundance #176349: 2-Nonadecanone
58.0
—=5
14.50
5000 m/z 71.10 52.89%
oLt iii P10 1m01s002220 2820
m/z--> 50 100 150 200 250 300 350
Abundance #141021: 2-Heptadecanone =
43.0 14.50
m/z 57.10 21.91%
5000
0 254.0
o blidr0 1960 2540 e
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 1-Nonadecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.698 5.47 ng 227087  Perylene-d12 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 86
2 Cyclohexane, (1,2-dimethylbutyl)- 168 C12H24 061142-37-8 38
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 25
4 cis,cis,cis-1-Isobutyl-2,5-dimet... 168 C12H24 1000113-60-0 25
5 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 25

Abundance Scan 2144 (14.698 min): BF137667.D\data.ms (-2140) (- m/z 97.10 100.00%
7.

97.1
57.1
5000

hs 199.2 1450 15.00
ol el TR ) 2422 2BLE T 10 8o, 0sy

\
m/z--> 50 100 150 200 250
Abundance #155961: 1-Nonadecene
43.0 97.0

5000 T
14.50 15.00
m/z 69.10 85.50%

39.0
oL LLLLLL0 1020 2200 2000
m/z--> 50 100 150 200 250
Abundance #43593: Cyclohexane, (1,2-dimethylbutyl)-
69.0

—T
14.50 15.00

5000 111.0 m/z 57.10  75.20%
29.0
AR ™ T
mlz--> 50 100 150 200 250
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- — —
69.0 111.0 14.50 15.00

m/z 55.00 67.22%

5000
39.0
H L\‘ \“ \‘ ‘
=y

= :
miz--> 50 100 150 200 250 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 9-Octadecene, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.904 2.50 ng 103784  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecene, (E)- 252 C18H36 007206-25-9 76
2 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 58
3 1-Nonadecene 266 C19H38 018435-45-5 55
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 53
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 53
Abundance Scan 2179 (14.904 min): BF137667.D\data.ms (-2175) (- m/z 83.10 100.00%
83.1
43.1
- \\\JNNA&\wﬁuJ\\\\JMKJ
——
15.00
ol m/z 57.10  80.61%
miz--> 50 100 150 200 250 300 350
Abundance #138524: 9-Octadecene, (E)-
55.0
5000 T
15.00
m/z 97.10 69.64%
o || 1390 1600 2520
\\\‘ \\\‘\\\\\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #140821: 13-Tetradecen-1-ol acetate
43.0
——
83.0 15.00
5000 m/z 69.10 68.82%
25.0
0 \‘n “ \‘\ I \‘\ i \\670 208.0 254.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #155959: 1-Nonadecene T
57.0 97.0 15.00
m/z 55.10 58.65%
5000
390 266.0
pso Ll T wmozen L
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\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 16-Hentriacontanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.021 11.54 ng 478505  Perylene-di12 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Tricosanol 340 C23H480 024897-74-3 87
2 16-Hentriacontanol 452 C31H640 001070-54-8 49
3 Tridecane, 3-cyclohexyl- 266 C19H38 013151-88-7 49
4 Dodecane, 3-cyclohexyl- 252 C18H36 013151-83-2 46
5 Triallylsilane 152 C9H16Si 001116-62-7 30
Abundance Scan 2199 (15.021 min): BF137667.D\data.ms (-2194) (- m/z 97.10 100.00%
97.1
o JJ\V&/\/“
213.2 —— :
L ez | aero
O A L2008 | 2670 h/z 83.1e  86.16%
miz--> 50 OO 150 200 250 300 350 400
Abundance #249104: 12-Tricosano
97.0
5000{ 43. 185.0 T \
15.00
m/z 57.10 81.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #326487: 16-Hentriacontano
97.0
T \
43.0 15.00
5000 m/z 69.05 67.97%
241.0
53.0
oL L am0sesg s
m/z--> 50 100 150 200 250 300 350 400
Abundance #155973: Tridecane, 3-cyclohexyl- T ‘
83.0 15.00
m/z 43.05 60.20%
5000
29.
182.0 2370
ngOx .
m/z--> 50 100 150 200 250 300 350 400 15.00
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Meth
Quant Titl

TIC Librar

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032124\

BF137667.D

: 21 Mar 2024 18:26
¢ CG\JU
. P1817-03

11

od
e

y

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.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 14 unknownl5.857 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.857 6.61 ng 273990  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptadecanol 256 C17H360 084534-30-5 43
2 Dotriacontyl isobutyl ether 523 C36H740 1010406-33-6 38
3 Isobutyl octacosyl ether 467 C32H660 1000406-33-4 38
4 Isobutyl triacontyl ether 495 (C34H700 1000406-33-5 38
5 1-Nonadecene 266 C19H38 018435-45-5 30

Abundance Scan 2341 (15.857 min): BF137667.D\data.ms (-2330) (- m/z 59.05 100.00%
59.0
‘ Tl . 1550 1600
213.2265.9  355.0 : :
0 Hu\“‘ H ““L‘Mﬂww‘wu‘ww‘umww_m_m_m m/z 43.05 81.22%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143650: 3-Heptadecano
59.0
5000 — e
15.50 16.00
m/z 57.10 70.54%
11 0 227.0
O \\‘\\\M “\\H\\“‘\\\\\1(6\\\9)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 100 150 200 250 300 350 400 450
Abundance #341128: Dotriacontyl isobutyl ether
57.0
— ——
15.50 16.00
5000 ITI/Z 71.10 70.38%
111.0
obui \ 1 Lid | 1,169:0 225.02780 _ 364.0 420.0 479!
i i e e
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #330751: Isobutyl octacosyl ether “ —
57.0 15.50 16.00
m/z 58.00 65.49%
5000
111.0
oboid 1 L)) 169022502800 364.0 423.0
A A A e S e e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 15.50 16.00

8270-BF022924 .M Fri Mar 22 11:34:27 2024 Page: 17



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32124\
Data File : BF137667.D

Acqg On : 21 Mar 2024 18:26
Operator : CG\JU

Sample : P1817-03

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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|
Nonadecane 11.539 2.5 ng 124310 4 11.239 1013660 20.0
1,19-Eicosadiene 13.521 59.7 ng 2436420 5 13.874 816148 20.0
1-Heneicosanol 13.751 7.4 ng 300620 5 13.874 816148 20.0
2-Heptadecanone 13.780 27.1 ng 1104200 5 13.874 816148 20.0
1-Hexacosanol 14.015 5.5 ng 224943 5 13.874 816148 20.0
1-Heptacosanol 14.092 2.9 ng 119531 5 13.874 816148 20.0
Octadecanal 14.168 16.5 ng 674971 5 13.874 816148 20.0
1-Decanol, 2-he... 14.304 2.9 ng 117384 5 13.874 816148 20.0
12-Tricosanol 14.380 25.1 ng 1024590 5 13.874 816148 20.0
2-Hexadecanone 14.410 27.9 ng 1138820 5 13.874 816148 20.0
1-Nonadecene 14.698 5.5 ng 227087 6 15.298 829562 20.0
9-Octadecene, (E)- 14.904 2.5 ng 103784 6 15.298 829562 20.0
16-Hentriacontanol 15.021 11.5 ng 478505 6 15.298 829562 20.0
unknown15.857 15.857 6.6 ng 273990 6 15.298 829562 20.0
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