LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020124\
Data File : BF137231.D

Acqg On : 01 Feb 2024 14:51

Operator : CG\JU

Sample : P1270-03 :
Misc : \WC-LIQUID-20240126

ALS vial : 8 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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137231.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.010 494 497 504 rVB 47753 57757 2.52% 0.521%
2 5.416 563 566 579 rBvV 786609 786117 34.28% 7.090%
3 6.416 732 736 746 rBV 500724 451195 19.68% 4.069%
4 6.793 796 800 810 rBV 372320 348810 15.21%  3.146%
5 7.351 889 895 898 rBV 1278109 1229661 53.63% 11.090%

6 8.069 1013 1017 1020 rBV 514854 445780 19.44% 4.021%
7 9.028 1176 1180 1185 rBV2 21110 29568 1.29% ©.267%
8 9.145 1196 1200 1204 rBV 2384046 2293059 100.00% 20.681%
9 9.822 1311 1315 1319 rBV 606181 493783 21.53% 4.453%
10 10.616 1445 1450 1453 rBV 1544021 1370081 59.75% 12.357%

11 11.316 1565 1569 1576 rBV ~ 498438 465448 20.30% 4.198%
12 11.857 1655 1661 1670 rBvV2 123488 184635 8.05% 1.665%
13 12.645 1792 1795 1804 rBV2 49062 62960 2.75% ©.568%
14 12.916 1836 1841 1844 rBV 2167170 1955736 85.29% 17.639%
15 13.480 1933 1937 1943 rBV3 17410 25701 1.12% ©0.232%
16 13.833 1993 1997 2006 rBV3 27577 42967 1.87% 388%

17 13.969 2015 2020 2027 rBV 364325 372514 16.25%
18 14.851 2166 2170 2175 rVB 92558 101758  4.44%
19 15.121 2210 2216 2221 rVB6 15219 28896 1.26%
20 15.445 2264 2271 2278 rBV 247115 341119 14.88%
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Sum of corrected areas: 11087545
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Feb 2024 14:51
¢ CG\JU
. P1270-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020124\
BF137231.D

\WC-LIQUID-20240126

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF137231.D\data.ms

7.351

5.416

6.416
6.793

5.010

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

2000000

1500000

1000000

500000

TIC: BF137231.D\data.ms

9345 12.916

10.616

9.822
8.069 11.316

0
Time-->

11.857
9.02 L 12.645
A —

‘ —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF137231.D\data.ms

13.969
15.445

(13480 1383 1485015 101 jL

Time-->

T T T T T T T T T T ‘ T
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\BF020124\
Data File : BF137231.D

Acqg On : 01 Feb 2024 14:51

Operator : CG\JU

Sample : P1270-03 :
Misc \WC-LIQUID-20240126

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.010 3.31 ng 57757 1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
3 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 38
4 3-Octanol 130 C8H180 000589-98-0 36
5 1,8-Nonanediol, 8-methyl- 174 C1OH2202 054725-73-4 23
Abundance Scan 497 (5.010 min): BF137231.D\data.ms (-494) (-) m/z 43.00 100.00%
3.0
59.1
5000
1011 R
‘ 83.0 4.60 4.80 5.00 5.20 5.40
bl el Tl m/z 9.1 71.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 DL AL LA B R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10  21.49%
0 31‘.0 L ‘ 83.0
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
s RaR o
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.30%
410 101.0
o150, L0 ol il 70, B30 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5057: Propane, 1-ethoxy-2-methyl-
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.34%
5000
41.0
ZQ.F
102.0
73.0
b 280 L bl 87O L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020124\
Data File : BF137231.D

Acqg On : 01 Feb 2024 14:51

Operator : CG\JU

Sample : P1270-03 :
Misc : \WC-LIQUID-20240126

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.857 7.93 ng 184635  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1661 (11.857 min): BF137231.D\data.ms (-1655) (- m/z 73.10 100.00%
431 731
5000 129.1
' o g
157.1185.1 3 1150 12.00
0! m/z 60.00 93.82%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
167.01g5 02130  256.0 m/z 43.10 86.56%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T T
11.50 12.00
5000 129.0 m/z 41.05  79.90%
185.0
|
o??RWﬂ‘”“W”kﬁhMumwumwﬂwum_uwwwuu_
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid T 7
73.0 11.50 12.00
43.0 m/z 55.05 75.80%
5000 129.0
171.0
‘ 214.0
o? o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020124\
Data File : BF137231.D

Acqg On : 01 Feb 2024 14:51

Operator : CG\JU

Sample : P1270-03 :
Misc : \WC-LIQUID-20240126

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.645 3.38 ng 62960 Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Propyl tetracosyl ether 396 C27H560 1000406-28-3 41

Abundance Scan 1795 (12 645 min): BF137231.D\data.ms (-1792) (- m/z 60.00 100.00%

5000
97,0 129.0
H J‘u 1851 2412 284
|

12.50 13.00

— Ll h S m/z 72.95 94.94%

H“H‘\ \\M‘ H‘H | M L
m/z--> 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
JJJI AL A
0

o

5000 129.0 T R

‘ 1850 o410 284l :
REED/T (0 0 I A
m/z--> 5 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0

T T
12.50 13.00
5000 129.0 m/z 43.10 84.58%
‘ 199.0 2420
oL— “ ‘ \‘ ’H‘\ h“ “H“H\‘ Hhu\ M\ ] “‘ ‘l‘eﬂ‘o“ ‘ . ‘i N “\ P
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid 7 —
60.0 12.50 13.00

m/z 57.05 81.07%

5000 129.0
| 97.0 1710 21‘30 ZSTO
M I \‘ H ‘\ Hh”\ \H ul | I

7 1
m/z--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020124\
Data File : BF137231.D

Acqg On : 01 Feb 2024 14:51

Operator : CG\JU

Sample : P1270-03 :
Misc \WC-LIQUID-20240126

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.833 2.31 ng 42967 Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 81
2 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 81
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 74
4 1-Hexacosanol 382 C26H540 000506-52-5 74
5 1-Octadecanol 270 C18H380 000112-92-5 70
Abundance Scan 1997 (13.833 min): BF137231.D\data.ms (-1993) (- m/z 57.10 100.00%
57.1
w0 i M\VMM
— ——
‘ ? 2001 2711 13.50 14.00
ol mw‘w‘“““ L, JH_“ b1 m/z 55.00 86.76%
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 — —
13.50 14.00
m/z 83.10 75.00%
Ol\-g\-@ ‘\“‘ ‘ T \‘ ‘H‘ * ‘h ‘h T “\8\‘1-\0 2\2\2\0\ 26\4\0\ \3‘o§9\ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
—h e
13.50 14.00
5000 m/z 43.00 68.45%
o “‘M‘“Mu MMMMM
m/z--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecyl ester — —
57.0 13.50 14.00
97.0 m/z 41.05 56.22%
- MM/\MMWM
ol ‘\\“\‘\“uw‘\“‘\”\ 4‘\ | 135 ‘1‘89‘0, 2380 2950 _ -
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\BF020124\

Data File : BF137231.D

Acqg On : 01 Feb 2024 14:51

Operator : CG\JU

Sample : P1270-03 :
Misc \WC-LIQUID-20240126
ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 5 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.851 5.97 ng 101758 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 83
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 80
4 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 78
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
Abundance Scan 2170 (14.851 min): BF137231.D\data.ms (-2166) (- m/z 69.05 100.00%
69.0
‘ 137.1 14%6 ide
' 2032 : :
ol J‘M« Lddy 5555, 2820 8412 m/z 81.05 50.20%
miz--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 e =
14.50 15.00
m/z 41.05 26.93%
121.0
0270 1 |y 4141750 23102730 3410 410,
\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
— ——
14.50 15.00
5000 m/z 95.05 15.28%
137.0
0270 | [ ) 4y ), 1910 2730 3410 410/
B e B e e S e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- — —
69.0 14.50 15.00
m/z 68.05 11.83%
5000
27. ‘ 123.0
ST oL —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020124\
Data File : BF137231.D

Acqg On : 01 Feb 2024 14:51

Operator : CG\JU

Sample : P1270-03 :
Misc : \WC-LIQUID-20240126

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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|
2-Pentanone, 4-... 5.010 3.3 ng 57757 1 6.793 348810 20.0
n-Hexadecanoic ... 11.857 7.9 ng 184635 4 11.316 465448 20.0
Octadecanoic acid 12.645 3.4 ng 62960 5 13.969 372514 20.0
n-Tetracosanol-1 13.833 2.3 ng 42967 5 13.969 372514 20.0
Squalene 14.851 6.0 ng 101758 6 15.451 341119 20.0
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