LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc : 20241097-COMPOSITE-35N-N-4-02

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_ P\Methods\8270E-BP022624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19933.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.4706 398 405 417 rBV 1082956 1679446 9.91% 2.636%
2 7.075 671 678 688 rBV 1033805 1755206 10.35% 2.755%
3 7.893 811 817 826 rVB 281286 452165 2.67% 0.710%
4 9.069 1009 1017 1026 rBV 681529 1170619 6.90% 1.837%
5 10.699 1287 1294 1302 rBV 345256 599063 3.53% 0.940%

6 12.551 1577 1609 1610 rBV 262568 1281564 7.56%
7 13.169 1707 1714 1721 rBV 1547746 2347474 13.85%
8 14.087 1853 1870 1880 rBVv8 109702 592151 3.49%
9 14.240 1884 1896 1916 rVB5 162291 871948 5.14%
10 14.545 1942 1948 1955 rVB 532182 809153  4.77%

P RPOWN
O
N
O
R

11 15.375 2081 2089 2105 rVB 763136 1446256  8.53%
12 16.045 2197 2203 2209 rVB 1591243 2298367 13.56%
13 16.704 2310 2315 2323 rBV2 163566 267791 1.58%
14 16.910 2331 2350 2369 rBV2 4067714 15290755 90.19% 23.

PWoOWwWN
IS
N
[
R

15 17.310 2412 2418 2424 rVB 648859 931570 5.49% 462%
16 17.981 2528 2532 2540 rVB2 119693 171735 1.01% ©0.270%
17 18.21@ 2565 2571 2578 rBV 1188897 1696165 10.00% 2.662%
18 18.481 2612 2617 2621 rBV 353235 551426 3.25% ©.865%
19 18.522 2621 2624 2636 rVB 471611 675209 3.98% 1.060%
20 19.039 2707 2712 2724 rBV2 175388 364937 2.15% ©.573%

21 19.269 2745 2751 2772 rBV2 381093 1418752  8.37%
22 19.445 2777 2781 2792 rVB 557860 811103  4.78%
23 19.881 2850 2855 2861 rVB 3032697 3725692 21.98%
24 20.092 2888 2891 2896 rVB2 137743 183980 1.09%

NOUT RN
. o

IS

0

R

25 20.639 2977 2984 2999 rBV 13383824 16953222 100.00% 26.609%
26 20.751 3000 3003 3012 rVB 323439 512866 3.03% 0.805%
27 21.333 3098 3102 3109 rVB2 412994 587617  3.47% ©.922%
28 21.416 3111 3116 3129 rVB 858728 1217030 7.18% 1.910%
29 21.633 3149 3153 3161 rVB 433583 598832 3.53% 0.940%
30 21.922 3198 3202 3207 rVB 386272 555106  3.27% 0.871%
31 22.557 3306 3310 3315 rVB 369020 569332 3.36% ©.894%
32 23.845 3524 3529 3540 rVB 622900 1327006 7.83% 2.083%

Sum of corrected areas: 63713538
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 29 Feb 2024 12:54
: MA/JU
: P1538-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
BP919933.D

20241097-COMPOSITE-35N-N-4-02

: 5 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BP019933.D\data.ms

5.470 7.075
7.893 9.069 10.699

Time-->

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

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BP019933.D\data.ms

16.910
19.881

13.169 16.045 18.210
15.375 17.310 ' 45
125 14p8244 P4 i 16.7 P10 17,08 TEAR 19 g8 0.092

0
Time-->

12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BP019933.D\data.ms
0.639

%751 2%.33%1’@6:21.922 22,557 23.845

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

8270E-BP02262
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP©19933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02

Misc

ALS vial : 5 Sample Multiplier: 1

20241097-COMPOSITE-35N-N-4-02

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 3

R.T. EstConc Area Relative to ISTD R.T.
12.552 42.79 ng 1281560  Naphthalene-d8 10.699
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 62

Abundance Scan 1609 (12.551 min): BP019933.D\data.ms (-1577) (- m/z 73.00 100.00%
73.0
5000
213.2
T T
s T
ol H*‘Uw Liblyll 2819 3550 4291 5010 m/z 43.65 79.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
12.50
H 213.0 m/z 60.00 76.32%
O\\i“ \l\’l‘\m‘\“}\‘L\\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
T [
12.50
5000 m/z 55.05 69.17%
171.0
0 ““ }Hm““u L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid —— ‘
73.0 12.50
m/z 41.10 61.17%
5000
185.0
0 H““u’ 'mj“““\l\\ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc : 20241097-COMPOSITE-35N-N-4-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.087 14.64 ng 592151  Acenaphthene-d10 14.546
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 97
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 94
3 2-Allyl-3-ethoxy-4-methoxyphenol 208 C12H1603 1000122-70-6 58
4 Asarone 208 C12H1603 002883-98-9 49
5 Phenanthrene, 9-methoxy- 208 C15H120 005085-74-5 45
Abundance Scan 1870 (14.087 min): BP019933.D\data.ms (-1853) (- m/z 208.10 100.00%
208.1
137.0
5000
77.0 T \
mwnl
0l ‘“‘ H‘c'\ M byl 28313409 4152 8096 ./, 165.10  57.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 — :
14.00
65.0 137-0 l m/z 137.80  52.71%
OI”}J‘L"I“‘l“\thl‘IJ’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84448: trans-Sinapaldehyde
208.0
T T
14.00
5000 m/z 180.05 32.00%
137.0
77.0
obadbbblbllil
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84743: 2-Allyl-3-ethoxy-4-methoxyphenol e !
208.0 14.00
m/z 177.00  27.41%
137.0
5000
43.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc : 20241097-COMPOSITE-35N-N-4-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 trans-Sinapyl alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.240  21.55 ng 871948  Acenaphthene-di10 14.546
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 94
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 90
3 Syringylacetone 210 C11H1404 019037-58-2 64
4 Thiophene, 2-isobutyl-5-isopentyl- 210 C13H22S 004806-10-4 53
5 Desaspidinol 210 C11H1404 000437-72-9 53

Abundance Scan 1896 (14.240 min): BP019933.D\data.ms (-1884) (- m/z 210.10 100.00%

210.1
5000
—

| \| hw peo1 a0 14.00 14.50
kbl ) | 2691 343.0400.9 474.9533.4 . 167 19 90.24%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0

=)

o

5000 A —
14 14.00 14.50
77.0 ﬂ m/z 154.05  35.42%
O%!Ifml"!“m'mimh‘“" \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcoho
210.0
P —
14.00 14.50
77.0 m/z 149.00 31.57%
5000 149.0
R T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86874: Syringylacetone —
167.0 14.00 14.50

m/z 77.00  27.65%

5000
43.0 106. ‘

Ly 1)
O L U

7 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc : 20241097-COMPOSITE-35N-N-4-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 3,7-Benzofurandiol, 2,3-dih... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.704 5.75 ng 267791  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 70
2 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 62
3 4-(1-Hydroxyallyl)-2- methoxyphenol 180 C10H1203 112465-50-6 49
4 Benzaldehyde, -2-ethoxy-5- methoxy 180 C10H1203 039206-04-7 30
5 1-(4-Acetoxy-3-methoxyphenyl)-2-. 222 C12H1404 1000308-75-0 27

Abundance Scan 2315 (16.704 min): BP019933.D\data.ms (-2310) (- m/z 137.00 100.00%

137.0
5000 77.

T
16.50 17.00

281.0
0! 1 p10.1 2810341.14009 4767 547 1/ 154 05 68.62%
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
5000 = .
16.50 17.00

m/z 180.10 68.62%

65.0 l
‘\\\\“‘IH‘\I\\UJ\h‘m\“\\H\“\“\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54491: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0

T
16.50 17.00
5000 m/z 91.05 57.43%

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

Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxyphenol —— ——
137.0 16.50 17.00

m/z 77.00 45.16%

ol s

bl

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

o

O

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP©19933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20241097-COMPOSITE-35N-N-4-02

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 5 Octadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.910 328.28 ng 15290800 Phenanthrene-d1e 17.310
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 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2350 (16.910 min): BP019933.D\data.ms (-2331) (- m/z 73.00 100.00%
73.0
5000
241.2
.
N MUWM_W ) 3411401.146085245 /4310  g81.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0
17 00
’ 284.0 m/z 60.00 76.10%
O‘\\"\ " Hh“ht\“\“““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
— =
17.00
5000 m/z 55.05 72.66%
199.0
OLSL, s o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0 17 00
m/z 57.05 70.63%
5000
L 228.0
bl |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc 20241097-COMPOSITE-35N-N-4-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.981 3.69 ng 171735  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 46
3 9-Acetylphenanthrene 220 C16H120 002039-77-2 38
4 9-Ethyl-10-methylanthracene 220 C17H16 019713-49-6 38
5 Ethanone, 1-(9-anthracenyl)- 220 C16H120 000784-04-3 30

Abundance Scan 2532 (17.981 min): BP019933.D\data.ms (-2528) (- m/z 205.05 100.00%
205.1
57.1

5000
33.0 =
2fr6.1 :
_HH,\‘\AL \J“}F‘35‘6241815253 m/z 57.10  80.74%

%

18.00

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 T
18.00
m/z 217.10 71.60%
0 | W MUML‘I\ li \mm\mhﬂﬂh \J\ \L\\ H | 276.0
‘\\\\’\rl\ \!1!‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98414: 1-(3-Amino-4,6-dimethylthieno[2,3-b]pyridin-2-yl

.

205.0
18.00
5000 m/z 175.10 55.06%
430 1330
o"“@wmh"ﬁwhhw‘u\WMA"‘H“,“H,““_““‘H““‘w‘
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99390: 9-Acetylphenanthrene T
205.0 18.00
m/z 41.10 46.02%
5000
88.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP©19933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20241097-COMPOSITE-35N-N-4-02

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 7 Tetradecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.210 36.42 ng 1696170  Phenanthrene-d10 17.310
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 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2571 (18.210 min): BP019933.D\data.ms (-2565) (- m/z 73.00 100.00%

73.0
5000
213.2
= =
“H L JT | \ b 18.00 18.50
Ol HH w,m |1l 2841343.04009464.6 5404 ., o 0o  78.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 —= e
129.0 18.00 18.50
m/z 43.05 72.64%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0

T —
18.00 18.50

5000 m/z 41.10 69.29%

N

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

Abundance #92069: Tridecanoic acid T ——
73.0 18.00 18.50

m/z 55.10 67.67%

/NI JL

Ol bR L e
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\BP022924\

Data File : BP©19933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc 20241097-COMPOSITE-35N-N-4-02

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 8 trans-Sinapaldehyde Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.481 11.84 ng 551426  Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 95
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 93
3 Acetic acid, (5-formyl-2-methoxy... 208 C11H1204 099865-67-5 55
4 Phenanthrene, 9-methoxy- 208 C15H120 005085-74-5 49
5 4-(4-Fluoro-3-methylphenyl)-1,3-... 208 C10H9FN2S 003830-48-6 45

Abundance Scan 2617 (18.481 min): BP019933.D\data.ms (-2612) (-

Abundance #84511: Acetic acid, (5-formyl-2-methoxybenzyl) ester

208.1
5000 137.0
77.0
—
\“ 4‘\ L “ 284.1343.0403.3 486.4543.4 16.50
ot M'\Hu'\emm"‘H""H‘uMcww-‘w‘u m/z 165.00  57.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 U
18.50
65.0 L1370 m/z 137.60  42.95%
0IHJJ‘L‘L“‘I“\IH“IUJ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84448: trans-Sinapaldehyde
208.0
—
18.50
5000 ITI/Z 77 .00 31.39%
137.0
77.0
TR0 Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
—r

m/z 208.10 100.00%

165.0 1850
m/z 177.00  29.43%
o'”mHl S
miz--> 50 100 150 200 250 300 350 400 450 500 550 1850

8270E-BP022624.M Fri Mar 01 11:50:04 2024

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc 20241097-COMPOSITE-35N-N-4-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 Syringylacetone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.522 14.50 ng 675209  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 94
2 Syringylacetone 210 C11H1404 019037-58-2 60
3 1-Butanone, 1-(2,4,6-trihydroxy-... 210 C11H1404 001509-06-4 47
4 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 46
5 4-Ethyl-2,6-dimethoxyphenol 182 C10H1403 014059-92-8 42
Abundance Scan 2624 (18.522 min): BP019933.D\data.ms (-2621) (| m/z 210.10 100.00%
210.1
5000
77.0 149.1
RN \
‘ ‘ ‘ ‘ 18.50
Obrrk Muﬂ'-umiuﬂwlx‘wu b, 26793319 41694760 5470 /7 167.10  99.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0
5000 ‘
149.6 18.50
77.0 ﬂ m/z 154.10  39.58%
O T % !#”f”““‘ J“‘“'If‘ul\“l\llm\\‘h\h\“\“\“‘ ‘\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #86874: Syringylacetone
167.0
RN \
18.50
5000 m/z 149.05 32.04%
43.0 106.
L L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #86933: 1-Butanone, 1-(2,4,6-trinydroxy-3-methylphenyl) = ‘
167.0 18.50
m/z 77.00 31.08%
- ,AWMAJ\MVJﬂKVNWAWWKwNM
39.0
e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BP022624.M Fri Mar 01 11:50:05 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP©19933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02

Misc

ALS vial : 5 Sample Multiplier: 1

20241097-COMPOSITE-35N-N-4-02

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 10 Eicosanoic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
19.039 7.83 ng 364937 Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 97
2 Heptadecanoic acid 270 C17H3402 000506-12-7 78
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Octacosyl acetate 452 (C30H6002 018206-97-8 51
5 17-Pentatriacontene 491 C35H70 006971-40-0 49

Abundance Scan 2712 (19.039 min): BP019933.D\data.ms (-2707) (- m/z 73.00 100.00%
73.0
69.1
185.1 T
‘ ‘ \ | , 19.00
oL MMM L Ll 1oLy | 3619 42024900507 /43 T0 o5 gsy
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #214911: Eicosanoic acid
73.0
5000 ‘19\00‘ T
312.0 :
‘ m/z 57.00 86.38%
0\\\“‘\ l\l\I‘L“\\I\‘IJl\W\\L \‘\‘\2\5‘5\\19\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161156: Heptadecanoic acid
43.0
T \
19.00
m/z 55.05 86.30%
5000 270.0
129.0
0 m i e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid —— ‘
73.0 19.00
m/z 41.10 76.74%
5000
185.0
ilimm -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00

8270E-BP022624.M Fri Mar 01 11:50:07 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc 20241097-COMPOSITE-35N-N-4-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 Hexanedioic acid, bis(2-eth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.269 30.46 ng 1418750  Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 80
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 68
3 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 53
4 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 53
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 52

Abundance Scan 2751 (19.269 min): BP019933.D\data.ms (-2745) (- m/z 129.05 100.00%

129.1
5000 S7.1

=
241.2 19.00 19.50

0k “’ {\‘“\‘ e“ ot 4480 5160 /7 57.10 46.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #279381: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 T
19.00 19.50
57.0 m/z 55.05 34.44%
241.0
O\‘\\H‘\\\\I‘\“‘\‘\\J‘\\\\‘\\\\“J\\\\3‘]-\3\.\()\3‘\7\]-\.\()‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
— —
57.0 19.00 19.50
5000 ITI/Z 71.10 32.34%

o

0T P Y |
LB L L L B B Y B
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #217201: Adipic acid, 2-ethylhexyl isobutyl ester —
129.0 19.00 19.50

m/z 70.05 31.33%

5000
57.0
N I‘ Ll \ 241.0599.0

0Lt bt g e e ST — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP022624.M Fri Mar 01 11:50:09 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP©19933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20241097-COMPOSITE-35N-N-4-02

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 12 Pentadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.445 13.33 ng 811103  Chrysene-di12 21.416
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Octadecanoic acid, 2-hydroxy-1,3... 625 C39H7605 000504-40-5 58

Abundance Scan 2781 (19.445 min): BP019933.D\data.ms (-2777) (-] ' m/z 73.00 100.00%
5000
241.2
——
Wi
ok, “WMH‘_M‘H A 34L2 4323 5122 ... 4310 82.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —
19.50
’ 284.0 m/z 60.00 73.16%
O‘\\"\ " Hh“hll“ll“““
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 55.00 68.84%
143.0 242.0
R 1A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 57.10 68.36%
5000
L 228.0
Ll | -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP022624.M Fri Mar 01 11:50:10 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc : 20241097-COMPOSITE-35N-N-4-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.092 3.02 ng 183980  Chrysene-di2 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 93
2 Pentacosane 352 (C25H52 000629-99-2 89
3 Hexadecane 226 C1l6H34 000544-76-3 83
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 81
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 81
Abundance Scan 2891 (20.092 min): BP019933.D\data.ms (-2888) (- m/z 57.10 100.00%
57.1
‘ 20,00 |
141.0 206 2 N
ol ‘M [41py208:2269.9 3569 4502 642 . 71 19  go.e4%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 — :
20.00
m/z 85.05 62.28%
ol AL A27.0 197.0 281.0  394.0
\\1\’\1\\‘\1\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262011: Pentacosane
57.0
— T \
20.00
5000 m/z 43.10 61.10%
oL LIPS, 2110 2810 3520
‘H‘W“W‘H‘“‘W‘H‘_“W‘H‘_“W‘H‘_“W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107216: Hexadecane T ‘
57.0 20.00
m/z 41.10 29.69%
5000
ol L EELS 2280 .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00

8270E-BP022624.M Fri Mar 01 11:50:16 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc : 20241097-COMPOSITE-35N-N-4-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 14 Adipic acid, 2-ethylhexyl o... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.639 278.60 ng 16953200 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 91
2 Adipic acid, 2-ethylhexyl octyl ... 378 C22H4204 1000324-48-6 90
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 80
4 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 68
5 Diisooctyl adipate 370 C22H4204 001330-86-5 68
Abundance Scan 2984 (20.639 min): BP019933.D\data.ms (-2977) (- m/z 129.00 100.00%
129.0
5000 571 ﬂ\
— —
H ‘ “ ‘ » 241.2 20.50 21.00
o bbb UL 1T 318.1871.4430.0 5083 y/p 57 10 37.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #279382: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 — —
57.0 20.50 21.00
m/z 55.10 26.92%
241.0
O‘\\‘\\H‘W\!“‘\F‘II\ \H‘\\\\‘\\\l‘J\\\\3‘]-\3\.\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester
129.0
— —
20.50 21.00
5000 m/z 70.10 26.74%
241.0
57.0
SEUT TR T = T S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #279237: Hexanedioic acid, dioctyl ester —— —
129.0 20.50 21.00
57.0 m/z 71.10 26.10%
5000
‘ “‘ 241.0
ol MM Lysso e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BP022624.M Fri Mar 01 11:50:18 2024 Page: 16



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

29

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
BP919933.D

Feb 2024 12:54

: MA/JU
. P1538-02

: 5

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

20241097-COMPOSITE-35N-N-4-02

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 15 Hentriacontane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.751 8.43 ng 512866 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Tritriacontane, 3-methyl- 479 C34H70 014167-69-2 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 81
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80

Abundance Scan 3003 (20.751 min): BP019933.D\data.ms (-3000) (- m/z 57.10 100.00%

57.1
5000

7 2050 2100
197.2 281.1
OM}P%MM (05734014080 5031 sy 71,10 84.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320590: Hentriacontane
57.0
5000 T T
2050 2100
m/z 43.10 66.52%
o JLLLIE0 197.0 2670 3510 4360
‘\\11’\!\\‘\\\f‘\\\\‘\\\\‘\\\\‘1\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #333760: Tritriacontane, 3-methyl-
57.0
2050 2100
5000 ITI z 85.10 64.75%

449.0
0 | \‘\ \} “ﬁﬁi L ?110 281.0 351.0 J
T L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #194590: Heneicosane
57.0 2050 2100
m/z 41.10 26.47%
5000
0 ‘ I J\lﬁ | i ‘197 0 296.0
AR e o e e e e e R R N — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BP022624.M Fri Mar 01 11:50:19 2024 Page: 17



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP022924\

Data File : BP©19933.D

Acqg On : 29 Feb 2024 12:54
Operator : MA/JU

Sample : P1538-02

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

20241097-COMPOSITE-35N-N-4-02

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 16 Pentadecane, 8-hexyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.333 9.66 ng 587617 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
2 Octacosane 394 C28H58 000630-02-4 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 81
5 Heneicosane 296 C21H44 000629-94-7 81

Abundance Scan 3102 (21.333 min): BP019933.D\data.ms (-3098) (- m/z 57.10 100.00%
57.1
— ——
‘ ‘ ” | 2301 21.00 21.50
0 _Hwa‘t‘f\wmm 5109 379.1430.4 5054 m/z 71.10  81.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 — —
21.00 21.50
196.0 m/z 43.10 63.87%
O\\\J‘\‘\\\“ﬂ\ﬂ\}\T‘\1\\L!\\215‘:3\\()!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
— ——
21.00 21.50
5000 m/z 85.10 57.09%
oL, || 270 197.0 281.0 394.0
H"_"w"H"H"H‘w"H,‘H“H“““w“u“u‘,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane “ —
57.0 21.00 21.50
m/z 41.10 26.12%
b M\A
obd \ | A27.0 197.0 267.0 380.0
H"_"w"H"H"H“_“W‘H“H“M“w“u“u“‘ P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BP022624.M Fri Mar 01 11:50:20 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc : 20241097-COMPOSITE-35N-N-4-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 17 1,3-Benzenedicarboxylic aci... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.633 9.84 ng 598832  Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 68
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 53
3 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 52
4 Isophthalic acid, 3,3-dimethylbu... 362 C22H3404 1000356-55-3 43
5 Phthalic acid, octyl 2-tert-buty... 424 C27H3604 1000357-09-8 35

Abundance Scan 3153 (21.633 min): BP019933.D\data.ms (-3149) (- m/z 70.10 100.00%

70.1 149.0 261.1
5000

—
‘ 21.50 22.00
Ll

i e prrre e 022:0382.2 465.35236 /7 261.10  92.02%

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
149.0 261.0
5000 R

P
21.50 22.00
m/z 149.00 91.62%

”ILLJ\‘L‘\361.O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0

149.0 T
21.50 22.00
5000 m/z 57.10 45.77%

261.0
J“-L“M” ML & 2t
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #295713: Terephthalic acid, 2-ethylhexyl octyl ester ——
261.0 21.50 22.00

70.0 m/z 112.10  44.88%

h ¢
149.0
| h |’ ’ \' | ‘m

0 bt e b e e St
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc 20241097-COMPOSITE-35N-N-4-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 18 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.922 9.12 ng 555106  Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 95
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83
5 Hexacosane 366 C26H54 000630-01-3 81

Abundance Scan 3202 (21.922 min): BP019933.D\data.ms (-3198) (- m/z 57.10 100.00%

57.1
5000

197.1
o_m_H F‘M‘m‘H“2‘@7‘9‘?’7?’7‘3‘”““?‘1“1_”“5‘3‘3“4 m/z 71.10 81.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0

5000 T

m/z 43.10  65.26%

[111 2270 1970 281.0  394.0
‘\\1\‘\1\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane
57.0

o

22.00
5000 ITI/Z 85.10 65.15%
SR I R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane T
57.0 22.00
m/z 55.10  29.09%
5000
0 ‘ ‘ J\ Jl | \197 0 296.0
_‘H‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc : 20241097-COMPOSITE-35N-N-4-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 19 Eicosane, 9-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.557 9.36 ng 569332  Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 9-octyl- 394 C28H58 013475-77-9 93
2 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 91
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 91
Abundance Scan 3310 (22.557 min): BP019933.D\data.ms (-3306) (- m/z 57.10 100.00%
57.1
5000 WL
2250 |
ik .
197.2
ob _M\LHJL“w‘em‘2‘?‘1"1?73‘9_1?79?}““?9”3‘FF’T‘?E m/z 71.1e  77.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
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5000 ——
22.50
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O \\"\I}\\}\J‘\”T‘AT}‘:\L%SW:B\.‘()!\\L‘\\“\‘\3\3\\8‘(\)\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #336598: Hexacosane, 1-iodo-
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365.0
ol g0 o WO
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Abundance #314331: Triacontane T
57.0 22.50
m/z 41.10 23.64%
h WM;J\\f\M/
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019933.D

Acqg On : 29 Feb 2024 12:54

Operator : MA/JU

Sample : P1538-02 :

Misc . 20241097-COMPOSITE-35N-N-4-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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|
n-Hexadecanoic ... 12.552 42.8 ng 1281560 2 10.699 599063 20.0
3,5-Dimethoxy-4... 14.087 14.6 ng 592151 3 14.546 809153 20.0
trans-Sinapyl a... 14.240 21.6 ng 871948 3 14.546 809153 20.0
3,7-Benzofurand... 16.704 5.8 ng 267791 4 17.310 931570 20.0
Octadecanoic acid 16.910 328.3 ng 15290800 4 17.310 931570 20.0
7,9-Di-tert-but... 17.981 3.7 ng 171735 4 17.310 931570 20.0
Tetradecanoic acid 18.210 36.4 ng 1696170 4 17.310 931570 20.0
trans-Sinapalde... 18.481 11.8 ng 551426 4 17.310 931570 20.0
Syringylacetone 18.522 14.5 ng 675209 4 17.310 931570 20.0
Eicosanoic acid 19.039 7.8 ng 364937 4 17.310 931570 20.0
Hexanedioic aci... 19.269 30.5 ng 1418750 4 17.310 931570 20.0
Pentadecanoic acid 19.445 13.3 ng 811103 5 21.416 1217030 20.0
Octacosane 20.092 3.0 ng 183980 5 21.416 1217030 20.0
Adipic acid, 2-... 20.639 278.6 ng 16953200 5 21.416 1217030 20.0
Hentriacontane 20.751 8.4 ng 512866 5 21.416 1217030 20.0
Pentadecane, 8-... 21.333 9.7 ng 587617 5 21.416 1217030 20.0
1,3-Benzenedica... 21.633 9.8 ng 598832 5 21.416 1217030 20.0
Tetracosane 21.922 9.1 ng 555106 5 21.416 1217030 20.0
Eicosane, 9-octyl- 22.557 9.4 ng 569332 5 21.416 1217030 20.0
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