LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020724\
Data File : BP019589.D

Acqg On : 07 Feb 2024 12:28

Operator : MA/JU

Sample : P1347-03

Misc : SP-303-20240201

ALS vial : 7 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@19589.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.475 399 406 415 rBV 561432 844997 12.17%  3.143%
2 7.069 670 677 685 rVB 334057 523764 7.54% 1.948%
3 7.905 812 819 828 rVB 275692 444928 6.41% 1.655%
4 9.069 1010 1017 1028 rBV 805637 1399623 20.15% 5.206%
5 10.705 1285 1295 1306 rVB 327165 575240 8.28% 2.140%

6 13.163 1704 1713 1725 rBV 2226433 3359312 48.36% 12.496%
7 14.534 1938 1946 1954 rBV 530858 829233 11.94%  3.084%
8 15.369 2071 2088 2106 rBV 395641 870524 12.53%  3.238%
9 16.028 2193 2200 2210 rBV 2218687 3105500 44.71% 11.552%
10 17.292 2408 2415 2427 rVB 732259 1114910 16.05% 4.147%

11 18.192 2563 2568 2575 rBV 220539 326238 4 1
12 18.263 2576 2580 2588 rVB 82858 124655 1 0
13 19.310 2751 2758 2770 rBV2 80055 150342 2.16% ©.559%
14 19.428 2773 2778 2796 rVV 127531 192376 2 0
15 19.863 2845 2852 2863 rBV 5442954 6946032 100. 5

16 20.622 2975 2981 3005 rBV 2384932 3110627 44.78% 11.571%
17 21.380 3104 3110 3115 rBV 1062524 1437535 20.70% 5.347%
18 23.792 3512 3520 3533 rVB 722391 1528083 22.00% 5.684%

Sum of corrected areas: 26883919
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 07 Feb 2024 12:28
: MA/JU
: P1347-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020724\
BP019589.D

SP-303-20240201

: 7 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

ok

TIC: BP019589.D\data.ms

9.069
7.069 7.905 10.705

5.475

Time-->

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

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BP019589.D\data.ms
19.863

13.163 16.028

17.292

14.534 15.369

1851383 1919498

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BP019589.D\data.ms

D.622

21.380
23.792

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\BP020724\
Data File : BP@19589.D

Acqg On : 07 Feb 2024 12:28

Operator : MA/JU

Sample : P1347-03

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

SP-303-20240201

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

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 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.192  s.85ng 326238  Phenanthrene-dio 17.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
I n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76

3 Tridecanoic acid 214 C13H2602
4 Octadecanoic acid 284 C18H3602
5 Tetradecanoic acid 228 C14H2802

000638-53-9 64
000057-11-4 62
000544-63-8 60

Abundance Scan 2568 (18.192 min): BP019589.D\data.ms (-2563) (- m/z 73.00 100.00%

73.0
5000
213.2
B

| M PL wll \ 2810 35484126 5186 18.00 18.50
" JLJMA‘ F e R e o m/z 59.95 70.96%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid

o

73.0

256.0
5000 — et
18.00 18.50

57.0 m/z 55.05 63.41%

‘\\ll\“"W Hl‘“‘h“\\“““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
s

18.00 18.50
5000 m/z 43.05 60.31%

199.0
OLSL, o |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance i i i

#92068: Tridecanoic acid T —T
73.0 18.00 18.50

m/z 57.10 57.35%

5000 R%MMwANMMAdK%%MMNMU
214.0
oL Lkl M | ) D

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020724\
Data File : BP019589.D

Acqg On : 07 Feb 2024 12:28

Operator : MA/JU

Sample : P1347-03

Misc SP-303-20240201

ALS vial : 7 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 Cyclopropane, nonyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.310 2.70 ng 150342  Phenanthrene-di10 17.287
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, nonyl- 168 C12H24 074663-85-7 86
2 9-Octadecenoic acid 282 (C18H3402 002027-47-6 70
3 1-Dodecanol 186 C12H260 000112-53-8 64
4 Oleic Acid 282 C18H3402 000112-80-1 62
5 9-Eicosenoic acid, (Z)- 310 C20H3802 029204-02-2 62
Abundance Scan 2758 (19.310 min): BP019589.D\data.ms (-2751) (- m/z 55.05 100.00%
55.0
5000 163.1 WM\»
— ——
264.1 19.00 19.50
ob Al J‘“H"M“' Lw‘}“‘ oo 4149 5230 /7 69.00  68.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43499: Cyclopropane, nonyl-
55.0
5000 — —
19.00 19.50
% m/z 83.05 57.94%
‘ 0
O\\\\\‘\\\\‘ﬁ\f‘\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176210: 9-Octadecenoic acid
55.0
— ——
19.00 19.50
5000 264.0 m/z 41.00 51.54%
oL ‘"%lhum.wmH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #61043: 1-Dodecanol “ 7
55.0 19.00 19.50
m/z 70.05  48.20%
5000
112.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020724\
Data File : BP@19589.D

Acqg On : 07 Feb 2024 12:28

Operator : MA/JU

Sample : P1347-03

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

SP-303-20240201

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

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 4

R.T. EstConc Area Relative to ISTD R.T.
19.428 2.68 ng 192376  Chrysene-di12 21.381
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 78
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Tridecanoic acid 214 C13H2602 000638-53-9 52

Abundance Scan 2778 (19.428 min): BP019589.D\data.ms (-2773) (- m/z 73.00 100.00%

73.0
5000
241.2
——
M I ‘ | 3548 4292 5350 19:50
0Ll ”w“w‘p‘m_eh_m_m_wwwf’ﬁ'_ m/z 59.95 76.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 —
19.50
’ 284.0 m/z 57.10  73.49%
0‘\\"\ "J Hh“““‘\‘\!“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
——
19.50
5000 ITI/Z 43.10 72.95%

o

143.0 242.0
Wil
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #109279: Tetradecanoic acid 7
73.0 19.50

m/z 55.00 63.28%

5000 VWWWMWJAVAMWWMMMJM
185.0
150/ H\ TV l

o2 "_H‘_Hwmw‘m‘HH_m_m_wmw —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020724\
Data File : BP019589.D

Acqg On : 07 Feb 2024 12:28

Operator : MA/JU

Sample : P1347-03

Misc : SP-303-20240201

ALS vial : 7 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 4 Adipic acid, 2-ethylhexyl o... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.622 43.28 ng 3110630  Chrysene-d12 21.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 91
2 Diisooctyl adipate 370 C22H4204 001330-86-5 90
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
4 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 87
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 58

Abundance Scan 2981 (20.622 min): BP019589.D\data.ms (-2975) (- m/z 129.00 100.00%
129.0

—

5000{ 271
M R
241.2 : :
ol mH‘-Ju’« H‘ e 31324010 5031 m/z 57.10  48.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester
129.0
5000 — ——t
241.0 20.50 21.00
570 m/z 55.85  35.03%
O ‘\\‘\\H‘I‘WJ!\”\#J}\ \l‘\\\\‘]\‘\\A‘J\\z\g\‘g\.\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #279233: Diisooctyl adipate
129.0
—— —
57.0 20.50 21.00
5000 m/z 70.05 33.98%
241.0
obbidbif b Ly 81808710
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #279379: Hexanedioic acid, bis(2-ethylhexyl) ester —— —
129.0 20.50 21.00
m/z 71.10 33.20%

5000 57.0
I H’ 241.0
il

Jﬂ‘J I, 3130

—— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

F::::*A:.‘,

o
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method

Quant Title

TIC Library

Tentatively Identified Compound (LSC) summary

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020724\

. BP019589.D

: 07 Feb 2024 12:28
: MA/JU

. P1347-03

: 7 Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit

n-Hexadecanoic ...

Cyclopropane,
Octadecanoic a

| --Internal Standard---|

SP-303-20240201

name RT EstConc Units Response |# RT Resp Conc|
18.192 5.8 ng 326238 4 17.287 1114910 20.0
n... 19.310 2.7 ng 150342 4 17.287 1114910 20.0
cid 19.428 2.7 ng 192376 5 21.381 1437540 20.0
20.622 43.3 ng 3110630 5 21.381 1437540 20.0

Adipic acid, 2-...

8270E-BP0O13124

.M Thu Feb 08 12:34:16 2024

Pa



