LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52422\
Data File : BF128432.D

Acqg On : 24 May 2022 13:52

Operator : CG\JU

Sample : N2894-17 :
Misc : P008-SS002-1824-01

ALS vial : 5 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128432.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.469 537 541 561 rBV 1507588 1549206 85.43% 11.060%
2 6.481 709 713 729 rBV 1720618 1600982 88.28% 11.429%
3 6.845 771 775 785 rBV 628524 585463 32.28% 4.180%
4 7.410 867 871 881 rBV 1199756 1058202 58.35% 7.554%
5 8.128 989 993 1006 rBV 839787 763112 42.08% 5.448%

6 9.198 1171 1175 1179 rBV 1932771 1785802 98.47% 12.749%
7 9.469 1218 1221 1227 rVB 25152 19235 1.06% 0.137%
8 9.886 1287 1292 1295 rBV 889390 849133 46.82% 6.062%
9 10.674 1423 1426 1441 rBV 1020210 957192 52.78% 6.833%
10 11.374 1541 1545 1549 rBV 1051094 904822 49.89% 6.459%
11 11.639 1581 1590 1603 rBV9 17438 56040 3.09% 0.400%
12 11.751 1606 1609 1613 rVB 124052 98615 5.44% 0.704%
13 12.457 1723 1729 1739 rBV 257392 293825 16.20% 2.098%
14 12.545 1739 1744 1749 rVB 105058 86242 4.76% 0.616%
15 12.604 1749 1754 1758 rBV2 84838 75169 4.14% 0.537%
16 12.963 1810 1815 1818 rBV 1870823 1813487 100.00% 12.946%
17 13.904 1968 1975 1985 rBvV4 27057 76039 4.19% 0.543%
18 13.980 1985 1988 1992 rVB 31758 27687 1.53% ©0.198%
19 14.027 1992 1996 2003 rBV 652722 642927 35.45% 4.590%
20 14.115 2007 2011 2014 rBV 41210 44734 2.47% 0.319%
21 14.845 2132 2135 2139 rBV 42738 39710 2.19% 0.283%
22 15.109 2177 2180 2187 rVB4 26237 33824 1.87% 0.241%
23 15.504 2241 2247 2256 rBV 434198 564967 31.15% 4.033%
24 15.921 2314 2318 2322 rBvV4 27040 38799 2.14% 0.277%
25 16.427 2400 2404 2409 rBV6 9665 18891 1.04% 0.135%
26 17.115 2517 2521 2526 rVB7 14725 23647 1.30% 0.169%
Sum of corrected areas: 14007752
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52422\

Data File : BF128432.D

Acqg On : 24 May 2022 13:52

Operator : CG\JU

Sample : N2894-17 :
Misc P008-SS002-1824-01
ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128432.D\data.ms
6.481
1500000 5.469
7.410
1000000
6.845
500000
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 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: BF128432.D\data.ms
9.198 12.963
1500000
10.674 11.374
1000000
8.128 9.886
500000
12.457
11.751 5494
. 9.469 JL 11,639 i
— — e B B — T L . 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: BF128432.D\data.ms
1500000
1000000
14.027
500000 15.504
1318080115 14.84515.109 15.921 16.427 17.115
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
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\BF052422\
Data File : BF128432.D

Acqg On : 24 May 2022 13:52

Operator : CG\JU

Sample : N2894-17 :
Misc : P008-SS002-1824-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.751 2.18 ng 98615  Phenanthrene-dle 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 92
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80
Abundance Scan 1609 (11.751 min): BF128432.D\data.ms (-1606) (1 m/z 74.10 100.00%
74.1
5000
43.1
1431 1150 79000
‘ ‘ | 1011 171.1199. 122‘72 970.2 11.50 12.00
0wH_m‘H“m‘:mWm_JH‘HHw“mwmeww m/z 87.05 66.44%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —r ——
43.0 11.50 12.00
143.0 m/z 43.10 34.86%
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.C
O\‘HH‘\H\‘H‘H‘\‘H\“HH‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

74.0
ey e
11.50 12.00
5000/ 43.0 m/z 55.05  28.39%
oo 1430 seo 220
\‘HH‘\H\‘HH‘\H\“HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143572: Pentadecanoic acid, methyl ester Sl e e
74.0 11.50 12.00

m/z 41.10  25.99%

5000

43.0

14 3.0

101.0 2130 256.0
bl 171.0

0 Rl o

m/z--> 20 40 60 80 100120140160 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\BF052422\
Data File : BF128432.D

Acqg On : 24 May 2022 13:52

Operator : CG\JU

Sample : N2894-17 :
Misc : P008-SS002-1824-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.457 6.49 ng 293825  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 99
3 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 98
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 97
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 95

Abundance Scan 1729 (12.457 min): BF128432.D\data.ms (-1723) (. m/z 55.05 100.00%

5|:
5000 97.1
e
M 37.1 1802 2222 2641, . 1250
0! Lol o PR m/z 41,05 69.93%
miz--> 50 100 150 200 250 300
Abundance #194438: 9-Octadecenoic acid (Z)-, methyl ester
55.0

%

5000

12.50
m/z 69.10 68.85%

O,
miz--> 50 100 150 200 250 300
Abundance #194408: 7-Octadecenoic acid, methyl ester
55.0
i
12.50
5000 87.0 m/z 43.05 57.83%
264.0
23.0 180.0 222.0
N T A
0L— “ }H‘ HH\H HH\ H\‘\M‘ L P 1 - ‘ W ‘\‘
miz--> 50 100 150 200 250 300
Abundance #194407: 8-Octadecenoic acid, methyl ester ——
55.0 12.50
m/z 83.05 57.74%
5000 87.0
264.0
23.0 222.0
‘ 180.0 ‘ ‘ 206.C
0! MH\H HHH\ H\ ol “ - - R \‘ o
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052422\
Data File : BF128432.D

Acqg On : 24 May 2022 13:52

Operator : CG\JU

Sample : N2894-17 :
Misc : P008-SS002-1824-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.904 2.37 ng 76039  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90

Abundance Scan 1975 (13.904 min): BF128432.D\data.ms (-1968) (- m/z 55.10 100.00%

55.1
07.0
5000
s
39.0 :
i L“U “]‘h”\ S PO 2810wz s57.10 99.37%
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
5000 N
14.00
m/z 43.05 88.76%
39.0
O \‘\ \‘\ i ‘\ ‘ \H\ \H\ \‘h I ]‘58\1022202640 3060 378(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
—
14.00
5000 ITI/Z 69.05 81.95%
25.0
ol AL L 370200 200
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 —
57.0 97.0 14.00
m/z 83.05 79.30%
5000
fre
ol L LA L] 3880222026403080 .
m/z--> 50 100 150 200 250 300 350 14.00
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title
TIC Library
TIC Integrat
TIC Top Hit

Hexadecanoic a

9-Octadecenoic ...

Tentatively Identified Compound (LSC)

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052422\
: BF128432.D

: 24 May 2022 13:52

: CG\JU

: N2894-17

: 5 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

summary

P008-SS002-1824-01

name RT EstConc Units Response |# RT Resp Conc|
c... 11.751 2.2 ng 98615 4 11.374 904822 20.0
12.457 6.5 ng 293825 4 11.374 904822 20.0
13.904 2.4 ng 76039 5 14.027 642927 20.0

1-Heptacosanol
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