LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021624\
Data File : BP019743.D

Acqg On : 16 Feb 2024 14:09
Operator : MA/JU

Sample : P1414-09

Misc :

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_ P\Methods\8270E-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19743.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 323 329 336 rVB 87817 128796 1.96% 0.497%
2 5.475 397 406 413 rBV 191724 282090 4.30% 1.087%
3 7.075 669 678 684 rBV 128449 215018 3.28% 0.829%
4 7.904 812 819 826 rVB 230159 379458 5.78% 1.463%
5 9.075 1010 1018 1029 rBV 761622 1322943 20.16% 5.100%

6 10.704 1287 1295 1304 rBV 286013 510147 7.77% 1.967%
7 13.169 1705 1714 1723 rBV 2160966 3338751 50.88% 12.871%
8 14.539 1940 1947 1958 rBV 463315 719433 10.96% 2.773%
9 14.963 2007 2019 2023 rBV6 62257 179730 2.74%

10 15.563 2095 2121 2141 rBV3 1232528 6157574 93.84% 23.738%
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w
R

11 16.033 2191 2201 2214 rBV 985613 1562947 23.82%
12 16.339 2248 2253 2262 rVB3 36639 68246 1.04%
13 16.698 2309 2314 2327 rVB6 53345 125710 1.92%
14 17.298 2410 2416 2422 rBV 672093 951637 14.50%
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Ul
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15 18.192 2563 2568 2576 rBV 365232 523200 7.97% 017%
16 18.463 2610 2614 2617 rBV 122356 183272 2.79% 0.707%
17 18.504 2618 2621 2633 rVB3 130287 226599 3.45% ©.874%
18 19.427 2774 2778 2788 rVB 174289 255765 3.90% ©.986%
19 19.863 2847 2852 2858 rBV 5171216 6561716 100.00% 25.296%
20 21.392 3107 3112 3122 rVB 849862 1164636 17.75% 4.490%

21 23.815 3518 3524 3533 rVB 516384 1082569 16.50% 4.173%

Sum of corrected areas: 25940237
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Feb 2024 14:09
: MA/JU
. P1414-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021624\
BP019743.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BP019743.D\data.ms

9.075

5.022 5475 7.075 7.904 10.704

Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP019743.D\data.ms
19.863

13.169

15.563

14.539
14.963 16.3396.698

0
Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

0

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP019743.D\data.ms

21.392
23.815

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021624\
Data File : BP@19743.D

Acqg On : 16 Feb 2024 14:09
Operator : MA/JU

Sample : P1414-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.022 6.79 ng 128796 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 329 (5.022 min): BP019743.D\data.ms (-323) (-)

43.0
5000
101.1
ol 1 193.1 2828 370.3430.1 508.3
P TSRS Y AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
” 101.0
O‘\\h\‘l\‘\\\‘\"l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime
43.0
5000
101.0
Ol b e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542; (+-)-4-Amino-4,5-dihydro-2(3H)-furanone

m/z 43.05 100.00%

4.60 4.80 5.00 5.20 5.40
m/z 59.05 67.89%

4.60 4.80 5.00 5.20 5.40
m/z 101.10 28.95%

4.60 4.80 5.00 5.20 5.40
m/z 57.95 15.67%

L,

43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.54%

h 1 MJ\MMM
o_u‘“!“JM,HH‘w_HWm_m_MHWMHH_ SR A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021624\
Data File : BP@19743.D

Acqg On : 16 Feb 2024 14:09
Operator : MA/JU

Sample : P1414-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 10E,12Z-Octadecadienoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.963 5.00 ng 179730  Acenaphthene-di10 14.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 66
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 60
3 (Z)6-Pentadecen-1-o0l 226 C15H300 068797-95-5 53
4 1,11-Dodecadiene 166 C12H22 005876-87-9 47
5 Linoelaidic acid 280 C18H3202 000506-21-8 41

Abundance Scan 2019 (14.963 min): BP019743.D\data.ms (-2007) (-
41.0

m/z 41.05 100.00%

!

5000
15.00
0 280.1 3439 421.0479.6540.2 n/z 55.05 90.57%
‘ TTT . . (]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
5000 T
15.00
m/z 60.00 83.86%
h 280.0
0‘\\“\““m l\lWTF\IIW‘}WT\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0
e
15.00
5000 ITI/Z 73.05 79.17%
}1 280.0
SN et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107159: (Z2)6-Pentadecen-1-ol T
67.0 15.00
m/z 67.05 78.53%
5000
bFSO 208.0
0t \Hﬂluwwwwwwwwwwwwu e R AmEmE ! !
I I I \ I I I I I I I I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021624\
Data File : BP@19743.D

Acqg On : 16 Feb 2024 14:09
Operator : MA/JU

Sample : P1414-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 1
R.T. EstConc Area Relative to ISTD R.T.
15.563 171.18 ng 6157570  Acenaphthene-d10 14.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2121 (15.563 min): BP019743.D\data.ms (-2095) (- m/z 72.95 100.00%
5000
241.2
T T
’ HI 1711 k) 15.50
- W Ladd L) 3001 401246305288 /7 43,19  81.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 < ‘
185.0 15.50
" m/z 60.00 76.22%
O|||’| ’h”\l\h\Y‘ \\\l\\‘\‘\L!H\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
- A
15.50
5000 m/z 55.05 73.20%
143.0 242.0
o L,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid =1
73.0 15.50
m/z 57.05 68.44%
5000
185.0

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

[N
o
)
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021624\
Data File : BP@19743.D

Acq On : 16 Feb 2024 14:09
Operator : MA/JU

Sample : P1414-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.698 2.64 ng 125710  Phenanthrene-die 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 70
2 Coniferyl aldehyde 178 C10H1003 000458-36-6 46
3 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 42
4 2-Butanone, 3-(phenylthio)- 180 C10H120S 013023-53-5 38
5 Benzene, 1-methyl-3-[(2-methylpr... 180 C11H16S 054576-36-2 38

Abundance Scan 2314 (16.698 min): BP019743.D\data.ms (-2309) (-~ m/z 137.05 100.00%
137.1

5000/ 950

e 0
I ‘ 08.0 16.50 17.00

282.0
o KE30, 282030074003 as025070 0 100 16 77 g6%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54484: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0

%

5000 \
16.50 17.00
\ m/z 180.10 73.58%
O‘\\\J\‘i”\d\h\ll\l““[\l‘\\\h’”\“\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52247: Coniferyl aldehyde
178.0
—— —
107.0 16.50 17.00
5000 m/z 91.00 64.53%
0l JHJ\HHH li}h, MM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #54474: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl- — ——
137.0 16.50 17.00

m/z 178.05 59.67%

5000

65.0
0 UWAJ“MMLJ|‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021624\
Data File : BP@19743.D

Acqg On : 16 Feb 2024 14:09
Operator : MA/JU

Sample : P1414-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 n-Hexadecanoic acid

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.192 11.00 ng 523200 Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2568 (18.192 min): BP019743.D\data.ms (-2563) (-

m/z 73.00 100.00%

n29 . .
5000
213.2
= —
MMM :
oHU"WWJ |1 p831 35504149 4943 m/z 60.00 73.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 e R
18.00 18.50
} 157.0 m/z 43.10 70.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
— —
18.00 18.50
5000 ITI/Z 55.05 64 .86%
L 228.0
o HI““‘M'* \
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid 1 —
73.0 18.00 18.50
m/z 41.05 63.49%
5000
171.0
NI L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP013124.M Mon Feb 19 ©3:31:33 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021624\
Data File : BP@19743.D

Acqg On : 16 Feb 2024 14:09
Operator : MA/JU

Sample : P1414-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 trans-Sinapaldehyde Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.463 3.85 ng 183272  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapaldehyde 208 C11H1204 004206-58-0 94
2 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 90
3 6-Amino-2-(4-methylpiperidin-1-y... 208 C10H16N40 1000388-65-9 83
4 Butan-1-one, 1-(3,4-dimethoxyphe... 208 C12H1603 054419-21-5 53
5 2,5-Dimethoxycinnamic acid 208 C11H1204 010538-51-9 50
Abundance Scan 2614 (18.463 min): BP019743.D\data.ms (-2610) (- m/z 208.10 100.00%
208.1
137.1
5000
77.0
——
| L A ‘H U H 282.0 356.3 441.0 505.2 16:50
Ok ”'H"muMgMuwwHc‘H"_m_wmwmw m/z 165.05  56.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84448: trans-Sinapaldehyde
208.0
5000 U
137.0 18.50
77.0 m/z 137.05 52.24%
O \\A\“‘!“L“F‘m“wd\h\"i‘\“\”\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
——
18.50
5000 m/z 77.00 33.36%
65.0 137.0 ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84365: 6-Amino-2-(4-methylpiperidin-1-yl)-3H-pyrimidin- T
208.0 18.50
98.0 m/z 177.05  31.22%
0 'H\M“" -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021624\
Data File : BP@19743.D

Acqg On : 16 Feb 2024 14:09
Operator : MA/JU

Sample : P1414-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 +trans-Sinapyl alcohol

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.504 4.76 ng 226599  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 90
2 Syringylacetone 210 C11H1404 019037-58-2 64
3 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 58
4 9H-fluoren-9-one, 2,7-diamino- 210 C13H1ON20 1000400-61-7 43
5 4-Ethyl-2,6-dimethoxyphenol 182 C10H1403 014059-92-8 41

Abundance Scan 2621 (18.504 min): BP019743.D\data.ms (-2618) (-
167.1

m/z 167.10 100.00%

%

5000
77.0
H\ih iy \’ 269.13269 4151 5157 18.50
O bbbl L ST SEOS RS 2R m/z 210.10 84.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0
5000 L :
149.0 18.50
77.0 H m/z 154.05  38.22%
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance #86874: Syringylacetone
167.0
RN
18.50
5000 m/z 149.00 27.88%
43‘0106
0 it e b e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcohol 7
210.0 18.50
m/z 77.05 26.92%
77.0
h 1 VAWNAJ\AJIﬁA&WWWWWWWva
ol @MHM“JMWLMM nu’ —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021624\
Data File : BP@19743.D

Acqg On : 16 Feb 2024 14:09
Operator : MA/JU

Sample : P1414-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M

Quant Title

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

: 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 8 Tetradecanoic acid

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.427 4.39 ng 255765  Chrysene-di2 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2778 (19.427 min): BP019743.D\data.ms (-2774) (-

m/z 73.00 100.00%

73.0
5000
241.2
H} 171)t 19.50
ol AL T ) L 357 as10 5088 L usde 7961
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 AU
185.0 19.50
H m/z 60.00 77.84%
Of' \’\I“M‘\“T\T‘\\\\\\\\‘\‘\\\“\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021624\
Data File : BP019743.D

Acqg On : 16 Feb 2024 14:09
Operator : MA/JU

Sample : P1414-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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-... 5.022 6.8 ng 128796 1  7.899 379458 20.0
10E,12Z-Octadec... 14.963 5.0 ng 179730 3 14.539 719433 20.0
Octadecanoic acid 15.563 171.2 ng 6157570 3 14.539 719433 20.0
(E)-4-(3-Hydrox... 16.698 2.6 ng 125710 4 17.298 951637 20.0
n-Hexadecanoic ... 18.192 11.0 ng 523200 4 17.298 951637 20.0
trans-Sinapalde... 18.463 3.9 ng 183272 4 17.298 951637 20.0
trans-Sinapyl a... 18.504 4.8 ng 226599 4 17.298 951637 20.0
Tetradecanoic acid 19.427 4.4 ng 255765 5 21.392 1164640 20.0
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