LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc :

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-BP©51325.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@24656.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.205 353 360 369 rBV 792727 1298441 1.46% 0.234%
2 5.287 369 374 387 rVB 928708 1420414 1.60% 0.256%
3 6.869 613 643 659 rBV3 973234 3958567 4.46% 0.712%
4 7.658 757 777 783 rBV2 698203 1371185 1.55% 0.247%
5 7.752 783 793 801 rBV 10576413 21580507 24.32% 3.884%
6 8.063 840 846 867 rBV 1232379 1952399 2.20% 0.351%
7 8.399 876 903 909 rBV 1981058 7726556 8.71% 1.391%
8 8.810 966 973 981 rBV 1733957 2721575 3.07% 0.490%
9 8.905 981 989 997 rVB 676387 1014126 1.14% 0.183%
10 9.157 998 1032 1035 rBV 1742727 10387939 11.71% 1.869%
11  9.210 1035 1041 1053 rVB 2113461 3144226 3.54% 0.566%
12 9.999 1137 1175 1176 rBV 2273461 13766867 15.52% 2.478%
13 10.434 1243 1249 1270 rVB 786785 1524966 1.72% 0.274%
14 11.475 1420 1426 1446 rVB 474147 965944 1.09% 0.174%
15 12.146 1535 1540 1546 rBV 998883 1314954 1.48% 0.237%
16 12.663 1609 1628 1633 rBV 2336028 9704005 10.94% 1.746%
17 12.910 1663 1670 1677 rVB 4462658 6629212 7.47% 1.193%
18 14.293 1896 1905 1912 rBV 1174104 1804314 2.03% 0.325%
19 14.422 1922 1927 1934 rVB 6417992 8592669 9.68% 1.546%
20 14.745 1976 1982 1985 rBV 918276 1195485 1.35% 0.215%

21 15.004 1989 2026 2027 rBV 14112708 88730188 100.00% 15.968%
22 15.816 2160 2164 2174 rVB 1383551 2462448 2.78% ©0.443%
23 16.034 2198 2201 2208 rVB2 1080629 1741571 1.96% 0.313%
24 16.263 2233 2240 2241 rBV 18337083 28498971 32.12% 5.129%
25 16.310 2243 2248 2254 rVV3 7936852 32891272 37.07% 5.919%

26 16.528 2281 2285 2293 rBV3 3531897 8847408 9.97% 1.592%
27 16.592 2293 2296 2300 rBV 4582904 7465145 8.41%  1.343%
28 16.798 2327 2331 2333 rBV 864661 1399865 1.58% ©.252%
29 16.828 2334 2336 2340 rVV 1499524 2316273 2.61% 0.417%
30 16.875 2340 2344 2350 rVB 3510418 5541442 6.25% ©.997%
31 17.022 2365 2369 2374 rVB 3957692 4782694 5.39% 0.861%
32 17.104 2379 2383 2391 rVWVW 1287677 2250465 2.54%  0.405%
33 17.216 2398 2402 2408 rVB 1286059 1747365 1.97% 0.314%
34 17.386 2428 2431 2435 rBV2 671976 958829 1.08% ©0.173%
35 17.792 2497 2500 2504 rVB 2608293 3211608 3.62% ©.578%

36 18.592 2620 2636 2639 rBV 11096156 42004069 47.34% 7.559%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

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-BP©51325.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.016 2705 2708 2712 rVB 2077832 2401975 2.71% 0.432%
38 19.157 2729 2732 2737 rBV2 1645470 2327111 2.62% 0.419%
39 19.41e@ 2773 2775 2778 rBV 1710292 1575974 1.78% 0.284%
40 19.551 2796 2799 2802 rBV2 2485457 3441459 3.88% 0.619%
41 19.628 2810 2812 2816 rVB 3736456 3887707 4.38% 0.700%
42 19.716 2823 2827 2833 rVB3 4015996 5021392 5.66% 0.904%
43 19.816 2840 2844 2848 rBV 6857376 9048359 10.20% 1.628%
44 20.157 2899 2902 2905 rVB 4071426 4434027 5.00% 0.798%

45 21.227 3079 3084 3089 rVB 16462661 27958997 31.51% 5.032%
46 22.433 3283 3289 3295 rVB 12998167 26828399 30.24% 4.828%
47 24.092 3559 3571 3594 rVB 19905229 75394211 84.97% 13.568%

48 27.374 4114 4129 4149 rVB 11693720 44360181 49.99%  7.983%
49 30.956 4725 4738 4740 rBV 4052134 12055525 13.59% @ 2.170%

Sum of corrected areas: 555659281
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP024656.D\data.ms
2.5e+07

2e+07

1.5e+07

7.752
1e+07

5000000 12.€

3998816PB0  9.999 12.663
562087 6.869 6538.067 . ;«W 10.434 12.146
L >R 7.6887 77 )| 890 114754/;/\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 12.00 1250

Abundance TIC: BP024656.D\data.ms
2.5e+07 16.810 21.227

o

2e+07 16.261 22.433

1.5e+07 15.004

1e+07

Mo

14.422

5000000

14.29314.745

O e AL e o B L e e L e L e Ly B e ML e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BP024656.D\data.ms
2.5e+07

15.868034
W

24.092

2e+07

1.5e+07
27.374

1e+07

30.956
SOOOOOO\f\M\Mﬂ\A\\MWA/

0\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.752 314.77 ng 21580500 1,4-Dichlorobenzene-d4 7.658

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 Chloroacetic acid, 2-ethylhexyl ... 206 C10H19C102 005345-58-4 59
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
5 2-Decene, 5-methyl-, (Z)- 154 C11H22 074645-86-6 47

Abundance Scan 793 (7.752 min): BP024656.D\data.ms (-783) (-) m/z 57.05 100.00%
57.0

%

5000
’ H 7.40 7.60 7.80 8.00
ol Allln2011928  3033363.9421448035411 1y 4105  42.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 w‘uu‘uu’uu‘%
7.40 7.60 7.80 8.00
m/z 55.05 30.02%
0‘\\”\“\’\ \‘}\H\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81976: Chloroacetic acid, 2-ethylhexyl ester
57.0
T T
7.40 7.60 7.80 8.00
5000 m/z 43.85  29.72%
OHV,M LJWO,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15686: 2-Propyl-1-pentanol o AREERASNEEEa NS
57.0 7.40 7.60 7.80 8.00
m/z 83.05 23.86%
5000 A
OH,J\““““ SR SN N—

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 1-Hexanol, 3,5,5-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.063  28.48 ng 1952400 1,4-Dichlorobenzene-d4 7.658

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 3,5,5-trimethyl- 144 C9H200 003452-97-9 90
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 40
3 1-Butanol, 3,3-dimethyl- 102 C6H140 000624-95-3 28
4 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 28
5 1-Propanol, 2,2-dimethyl- 88 C5H120 000075-84-3 27

Abundance Scan 846 (8.063 min): BP024656.D\data.ms (-840) (-)
57.1

5000
ol ALLu"PP01907 28063451 43234915540,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24444: 1-Hexanol, 3,5,5-trimethyl-
57.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
5000
w‘!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5040: 1-Butanol, 3,3-dimethyl-
57.0
5000
O‘\\‘\“H,‘\u‘\”\‘\u\‘\u\‘\u\‘\u\‘uH‘\m‘\m‘\m‘uu‘\

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

m/z 57.10 100.00%

-

7.80 8.00 8.20 8.40

m/z 41.00  39.38%

—
-

7.80 8.00 8.20 8.40

m/z 69.00  38.32%

-

7.80 8.00 8.20 8.40

m/z 56.05 33.71%

-

7.80 8.00 8.20 8.40

m/z 55.00 24.73%

-

7.80 8.00 8.20 8.40

8270E-BP051325.M Mon May 19 02:22:46 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 unknown8.399 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.399 112.70 ng 7726560 1,4-Dichlorobenzene-d4 7.658

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol 130 C8H180 000111-87-5 49
2 1-Octene 112 C8H16 000111-66-0 43
3 1-Hexene 84 C6H12 000592-41-6 35
4 2-Octene, (Z)- 112 C8H16 007642-04-8 35
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 35
Abundance Scan 903 (8.399 min): BP024656.D\data.ms (-876) (-) m/z 41.05 100.00%
41.0
RERENREE e
Mn 0 8.00 8.20 8.40 8.60 8.80
ol MLLS 1649 280634104020 47485346 1/, 5509  o8.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15651: 1-Octano
41.0
5000
8.00 8.20 8.40 8.60 8.80
m/z 60.00 94.04%
| 112.0
0 ‘\\f‘\\‘1\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7492: 1-Octene
43.0
Ramas e AR
8.00 8.20 8.40 8.60 8.80
5000 m/z 56.00 83.62%
F120
[\ ‘Mww_mwH_m,w_ww_m,w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1640: 1-Hexene RN E R R AR
41.0 8.00 8.20 8.40 8.60 8.80
m/z 43.05 75.07%
- \UL//
0 "”“ R RRRE N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 Hexanoic acid, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.157 136.24 ng 10387900 Naphthalene-d8 10.434

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 91
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 59
3 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 56
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 47
5 Heptanoic acid, 2-ethyl- 158 CSH1802 003274-29-1 45

Abundance Scan 1032 (9.157 min): BP024656.D\data.ms (-998) (-) m/z 73.00 100.00%
73.0

5000

S/ N
H‘ ‘|1439 220.9 291.9355.0 428.9489.2548. 8.609.009.20 949
L1439 220.9 291.93550 428948925481 ./, g3 o  81.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0

5000 e EeamaEn
8.80 9.00 9.20 9.40

m/z 41.05 32.45%

0‘?;&“““\\\\‘\“\'\1\4.\4‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9193: Acetic acid, diethyl-
88.0

o

S.éO 9.60 9.‘20 9.4‘10 |
50001 27.( m/z 57.00  27.83%
O it e e VAAu///U\j\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24164: 2-Ethyl-4-methylpentanoic acid T T T T
73.0 8.80 9.00 9.20 9.40

m/z 87.00  22.63%

REIN /J\

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 Octanoic acid, methyl ester Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.210 41.24 ng 3144230 Naphthalene-d8 10.434

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 90
2 Methyl 6-methyl heptanoate 158 C9H1802 002519-37-1 87
3 Nonanoic acid, methyl ester 172 C1eH2002 001731-84-6 72
4 Undecanoic acid, 2-methyl- 200 C12H2402 024323-25-9 64
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 64
Abundance Scan 1041 (9.210 min): BP024656.D\data.ms (-1035) (-) m/z 74.00 100.00%
74.0
5000 rﬂJ\
e
} ” 1913.0202.9 267.0  354.9413.0471.052 580999920949 9.09
O A L4 [1#3:0202.9 267.0 354.9413.0471.0529.3  /; ge.95  48.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35358: Octanoic acid, methyl ester
74.0
5000 AT T T
8.80 9.00 9.20 9.40 9.60
m/z 43.00 25.78%
0‘:?\‘%\”““\\\\A\“‘\\\L\']\s‘?\.(\)\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35350: Methyl 6-methyl heptanoate
74.0
RARREREESIEERES SER o
8.80 9.00 9.20 9.40 9.60
5000 m/z 55.00  23.58%
B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47025: Nonanoic acid, methyl ester RERREREE e R o
74.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 23.00%
5000
‘ 141.0
T 1N N VU |
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP@24656.D

Acqg On : 16 May 2025 14:14

Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.M
: 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 Octanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.999 180.55 ng 13766900  Naphthalene-d8 10.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 98
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 83
3 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 50
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Pentanoic acid 102 C5H1002 000109-52-4 50

Abundance Scan 1175 (9.999 min): BP024656.D\data.ms (-1137) (-) m/z 60.00 100.00%

60.0
5000
——
Hl \‘H%ZO 207.0265.9 343.0401.6 475.1533.1 1000
o‘u“,“whuu“ R e e R m/z 73.00 76.19%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #24056: Octanoic acid
60.0
5000 T
10.00
m/z 41.05 43.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136248: Octanoic acid, silver(1+) salt
60.0
127.0 ‘10!00‘
5000 m/z 43.05 40.64%
o i1 zeorso w0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25222: Propanedioic acid, propyl- —
60.0 10.00
m/z 55.00 37.64%
5000 /L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00

8270E-BP051325.M Mon May 19 02:22:50 2025 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP@24656.D

Acqg On : 16 May 2025 14:14

Operator : RC/JU

Sample : Q2006-02

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 n-Decanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.663 107.56 ng 9704010  Acenaphthene-d10 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 91
2 Heptanoic acid 130 C7H1402 000111-14-8 47
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 47
4 Hexanoic acid 116 C6H1202 000142-62-1 46
5 Xylose 150 C5H1005 000058-86-6 43

Abundance Scan 1628 (12.663 min): BP024656.D\data.ms (-1609) (- m/z 73.00 100.00%

73.0
5000

\ }’ P 3.0 12.50 13.00
LA 1T 72000 281834074011 49015481 /s 6o 00 08.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46961: n-Decanoic acid
60.0

5000 — —
129.0 12.50 13.00

m/z 41.05 58.05%

o

0‘“’1 J.”J\M’\“““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15392: Heptanoic acid
60.0
12%0 13b0
5000 m/z 55.00 50.92%
0\”uwuLiﬂ$99”‘W‘”‘W”‘V‘”!”‘W‘”‘P‘”!”‘W‘ //M\~“MJ«M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170061: Decanoic acid, silver(1+) salt —T —
73.0 12.50 13.00

m/z 129.00  49.17%

155.0 /k“
5000
0 |‘. “ i ]N \“\ JA | 217.0279.0 387.0

—1 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

8270E-BP051325.M Mon May 19 02:22:51 2025

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP@24656.D

Acqg On : 16 May 2025 14:14

Operator : RC/JU

Sample : Q2006-02

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.M
: 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

Dodecanoic acid, methyl ester

Concentration Rank 10

R.T. EstConc Area Relative to ISTD
14.422  95.25 ng 8592670  Acenaphthene-d10
Hit# of 5 Tentative ID MW MolForm

1 Dodecanoic acid, methyl ester
2 Undecanoic acid, 10-methyl-, met..

214 C13H2602
. 214 C13H2602

3 Nonanoic acid, methyl ester 172 C1eH2002

4 Tridecanoic

acid, methyl ester 228 C14H2802

5 Decanoic acid, methyl ester 186 C11H2202

000111-82-0 95
005129-56-6 90
001731-84-6 74
001731-88-0 72
000110-42-9 72

74.

5000

i

o

Abundance Scan 1927 (14.422 min): BP024656.D\data.ms (-1922) (-

0

143.0
i \ | R14.2 281.0341. 9404 6462.9522.4

m/z--> 0

100 150 200 250 300 350 400 450 500 550

Abundance

5000

0

74.

#92127: Dodecanoic acid, methyl ester
0

143.0

|
m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

Abundance  #92176: Undecanoic acid, 10-methyl-, methyl ester

.0

1430 2140

l“\ L ‘ L ‘

100 150 200 250 300 350 400 450 500 550

#47025: Nonanoic acid, methyl ester
.0

141.0

L

m/z

74.00 100.00%

14.50

m/z

87.00  69.70%

14.50

m/z

43.10  26.45%

14.50

m/z

41.10  25.88%

14.50

m/z

55.00  25.80%

5000
0t ‘Jl i
m/z--> 0 50
Abundance
74
5000
ols9l)

miz--> 0 50

100 150 200 250 300 350 400 450 500 550

14.50

8270E-BP051325.M

Mon May 19 ©2:22:52 2025

Page:

11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 Dodecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.004 983.53 ng 88730200  Acenaphthene-d10 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 59
4 Octanoic acid 144 C8H1602 000124-07-2 47
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 2026 (15.004 min): BP024656.D\data.ms (-1989) (- m/z 73.00 100.00%
73.0

5000 157 1

-

15.00
el "H““JH“‘“m‘“"259‘1‘32‘?‘9:‘3‘8‘4‘3443‘7‘5‘9‘1“0‘W m/z 60.00 82.17%

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75716: Dodecanoic acid AJ////LAAA
60.0
5000 129.0 15.00 |
m/z 41.10 65.33%
S
O\H*w et e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46965: n-Decanoic acid
60.0
15b0 |
5000 129.0 m/z 55.85 58.78%
Ow*MlM ’”ww‘JM***M**W**H!*H*!*H*!H"w**w**ww* /u////J{NVNn
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170061: Decanoic acid, silver(1+) salt — ‘
73.0 15.00
m/z 43.10 56.83%
155.0
5000

~

o L 2700 sro
[ i [ [ [ [ I I I I I I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00

8270E-BP051325.M Mon May 19 02:22:53 2025 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 10 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.263 253.27 ng 28499000 Phenanthrene-di1e 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 83
2 Ditetradecyl ether 410 C28H580 005412-98-6 47
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 43
4 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 38
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 38

Abundance Scan 2240 (16.263 min): BP024656.D\data.ms (-2233) (- m/z 57.10 100.00%

57.1
5000

I
’\J‘ 140.1 132 16.00 16.50
o L\WMMWKH%_“21423§3939ﬁ4ﬁ?9?§?95w‘ m/z 41.10 20.38%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 —= e
16.00 16.50

m/z 83.05 18.92%

140.0 213.0
‘\\‘\\L\“\h“\h“;‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308228: Ditetradecyl ether
57.0

\
16.00 16.50
5000 197.0 m/z 69.05 15.96%

UL mm%goeasso
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance : ioni i

#293797: Pentafluoropropionic acid, hexadecyl ester 1 —T
57.0 16.00 16.50

m/z 55.10 14.26%

5000
125.0
L ‘hhuA 224.0 370.0

o"H‘,‘H‘_H‘_H‘_H‘_HwWm‘w_m‘w_ —— —r
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

o

o

8270E-BP051325.M Mon May 19 02:22:54 2025 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.310 292.31 ng 32891300 Phenanthrene-d1e 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl-,... 340 C22H4402 1000406-26-3 59
2 Butyl eicosyl ether 354 C24H500 1000406-40-7 53
3 Butyl docosyl ether 382 C26H540 1000406-40-8 53
4 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 49
5 Butyl tetradecyl ether 270 C18H380 1000406-40-4 43
Abundance Scan 2248 (16.310 min): BP024656.D\data.ms (-2243) (- m/z 57.10 100.00%
57.1
5000 /\//MN\JMP\A
— —
HM SN 16.00 16.50
0 M‘JWH“'J“« u"w_H‘2_7?‘1_“3‘5"4“34‘1?9‘“‘?9‘?92‘7?‘ m/z 83.10  25.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #249042: Hexanoic acid, 3,5,5-trimethyl-, tridec-4-yl este
510 141.0
5000 S ——
16.00 16.50
’ m/z 69.10 20.76%
0 JJJlIWJ\M‘#lJITIW’Ig‘g-O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264241: Butyl eicosyl ether
57.0
= ——
16.00 16.50
5000 m/z 71.10 17.40%
oLl e
AR e AR R AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #289622: Butyl docosyl ether - 7
57.0 16.00 16.50
m/z 97.10 15.13%
5000
ol LA Ah 'P018200300 3080
NI 1L R — = ——
miz--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BP051325.M Mon May 19 02:22:55 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 12 Tetradecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.528 78.63 ng 8847410  Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 35
5 .alpha.-d-Riboside, 1-0-dodecyl- 318 C17H3405 1000154-76-8 35
Abundance Scan 2285 (16.528 min): BP024656.D\data.ms (-2281) (- m/z 57.10 100.00%
57.1
5000
129.1
T [
H \ 2282 16.50
ol ML LT 829.8 401145025171 1/ 73 00 54.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid
73.0
5000 ‘16‘50‘ \
185.0 :
l m/z 41.10 54.08%
0‘\\\\1"J\MM\“!\\“‘\!\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92063: Tridecanoic acid
73.0
T \
16.50
5000 m/z 43.10 48.65%
171.0
el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid — ‘
73.0 16.50
m/z 55.10 47.82%
5000
" 143.0
o_HJ,"«Iw“vm‘_m‘w‘_m‘uwawm‘w_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50

8270E-BP051325.M Mon May 19 02:22:56 2025 Page: 15



Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
BP024656.D

Library Search Compound Report

: 16 May 2025 14:14
: RC/JU
: Q2006-02

: 7 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 13 Acetic acid, 3,7,11,15-tetr... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.592 66.34 ng 7465150  Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Acetic acid, 3,7,11,15-tetrameth... 340 C22H4402 1000193-63-0 64
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 53
3 Butyl dotriacontyl ether 523 C36H740 1000406-41-3 50
4 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 50
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 50

Abundance Scan 2296 (16.592 min): BP024656.D\data.ms (-2293) (- m/z 57.10 100.00%
57.1
- f/LLA
56%6 |
213.2 :
0 Hh‘wwLyWuwuH‘_M‘W‘H‘??4ﬂ3§18ﬂ3§349?§“_ m/z 41.10  20.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #249041: Acetic acid, 3,7,11,15-tetramethyl-hexadecyl es
57.0
5000 —— :
m/z 69.05 19.16%
ULl e 00
O\J\ ‘\WWV‘T\TWN‘\WTV‘%\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126384: 1-Decanol, 2-hexyl-
57.0
T T
16.50
5000 m/z 83.10  18.57%
O‘HH“ZMO
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #341125: Butyl dotriacontyl ether T ‘
57.0 16.50
m/z 55.05 14.92%
- ﬂﬁ/\JJL
AR o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50

8270E-BP051325.M Mon May 19 02:22:57 2025 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 Butyl hexadecyl ether Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.828 20.58 ng 2316270  Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl hexadecyl ether 298 C20H420 1010406-40-5 59
2 Butyl octadecyl ether 326 C22H460 1000406-40-6 53
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
4 Pentadecafluorooctanoic acid, un... 566 C19H21F1502 1000406-92-6 49
5 4-Octylcyclohexanone 210 C14H260 1000428-94-1 43

Abundance Scan 2336 (16.828 min): BP024656.D\data.ms (-2334) (- m/z 57.10 100.00%
57.1

—

5000
‘ 1 H 140.1 122 16.50 17.00
ol AL ‘M L A132 2070 40094671 549. ./, 8319  23.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197439: Butyl hexadecyl ether
57.0
5000 — =

16.50 17.00
m/z 43.10  19.89%

oo llzme 2200
‘\\1\“1f\\”‘!H\\‘\\!\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232318: Butyl octadecyl ether
57.0
— —
16.50 17.00
5000 m/z 69.10 18.61%
o ‘ ﬂ‘MF5018302520
_‘H‘ A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl- — -
57.0 16.50 17.00
m/z 97.10 17.72%
- \AM
o‘lﬁhl, o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

8270E-BP051325.M Mon May 19 02:22:58 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 15 1-Dodecanol, 2-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.875 49.25 ng 5541440  Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
2 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 91
5 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90
Abundance Scan 2344 (16.875 min): BP024656.D\data.ms (-2340) (- ' m/z 57.10 100.00%
57.1
- L
— ==
} 196.2 16.50 17.00
0 H‘uwwlw 0:7,263.6 327.2385.9442.95020  'm/z 43.10 57.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000 — ——
16.50 17.00
m/z 71.10  55.82%
|| j ®1520 2800
0 \‘\JW‘\\\\‘\\i\l\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0
— —
16.50 17.00
5000 m/z 55.10 50.83%
} 125.0
ol tlMLILL, 0 220
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126384: 1-Decanol, 2-hexyl- — —
57.0 16.50 17.00
m/z 41.10 44.44%
B M
OLHAI.‘Z%O ASSISE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

8270E-BP051325.M Mon May 19 02:22:59 2025 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 16 Isopropyl myristate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.022 42.50 ng 4782690  Phenanthrene-di10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl myristate 270 C17H3402 000110-27-0 91
2 Isopropyl palmitate 298 C19H3802 000142-91-6 46
3 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 35
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 22
5 Undecanoic acid 186 C11H2202 000112-37-8 22
Abundance Scan 2369 (17.022 min): BP024656.D\data.ms (-2365) (- | m/z 43.10 100.00%
43.1
102.0
5000 228.2
N \
[
ol kAl l“lu “u Ll 3292 4004458.95166 n/; 60.00  61.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161160: Isopropyl myristate
43.0
5000 102.0 H?bd
228.0
“ m/z 41.10 56.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197286: Isopropyl palmitate
43.0 102.0
N \
17.00
5000 m/z 102.00 52.75%
| o a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92122: n-Capric acid isopropyl! ester — ‘
43.0 17.00
m/z 57.10  45.25%
5000
|
O“‘“NW"‘H“H“‘H“H“‘H“M“‘_“‘_“w“‘w‘ ——
mlz--> 50 100 150 200 250 300 350 400 450 500 550 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\

BP024656.D
: 16 May 2025 14:14
: RC/JU
: Q2006-02
: 7 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 17 Hexadecanoic acid, methyl e... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.792  28.54 ng 3211610  Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 89
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 89
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 2500 (17.792 min): BP024656.D\data.ms (-2497) (- | m/z 74.00 100.00%
74.0
5000 mMAANMNW,Jt¢,Jw$““”N
143.1 — ——
‘ \ \ 221.2 17.50 18.00
ob ot l o [y 2909 385.04127474.95313 g7 06 78.5a%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — e
17.50 18.00
143.0 m/z 43.10  31.35%
‘ ‘ \ 227.0
0 \\\l‘J\J\‘\J”\J“‘\M\\\\“\\‘\‘\“\\‘\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
— —
17.50 18.00
5000 270.0 m/z 55.05  27.28%
N MJLW
AR/
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109337: Tridecanoic acid, methyl ester T T
74.0 17.50 18.00
m/z 41.10 24.90%
2000 JJMJkJ\VﬁJ\JxM/\v»WA
143.0
Ll 1 2280
o+t e e P
mlz--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP051325.M Mon May 19 02:23:01 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 Octanamide, N,N-bis(2-hydro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.592 373.29 ng 42004100  Phenanthrene-di10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanamide, N,N-bis(2-hydroxyeth... 231 C12H25N03 003077-30-3 86
2 Dodecanamide, N,N-bis(2-hydroxye... 287 C16H33NO3 000120-40-1 53
3 Diethanolamine 105 C4H11NO2 000111-42-2 43
4 Propanoic acid 74 C3H602 000079-09-4 37
5 Methyl isovalerate 116 C6H1202 000556-24-1 37

Abundance Scan 2636 (18.592 min): BP024656.D\data.ms (-2620) (- m/z 74.05 100.00%

74.0 '
5000
T [
l | 188.1 18.50
o_wlh‘l‘.;ﬂx‘mw_H5@%1‘“‘3‘54943214}7195?29 n/z 57.10  25.25%
miz--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #1 12496: Octanamide, N,N-bis(2-hydroxyethyl)-
74.0
5000 — :
18.50
m/z 114.00  16.75%
l J‘ 188.0
0‘\\\‘\““I‘\H}\‘\“\\m\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #182792: Dodecanamide, N,N-bis(2-hydroxyethyl)-

Lé

74.0
T T
18.50
5000 m/z 55.05 12.76%
L. a7 260
0"uh‘uwm‘M“‘H“_“mh"w“u“u“u“‘u“_“w‘
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #5544: Diethanolamine — ‘
74.0 18.50
m/z 41.10 12.66%
h &A//L/A
o‘mhﬂh‘u“H“_‘“_“w“H“H“H“_“w“‘w“u“ —
m/z--> 0 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\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 11-Octadecenoic acid, methy... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.016 21.35 ng 2401980  Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 95
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 94
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 94
5 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 94
Abundance Scan 2708 (19.016 min): BP024656.D\data.ms (-2705) (- | m/z 55.10 100.00%
58.1
5000
RN T
‘ , 19.00
0 Hl‘m‘ 341.9400.9 490.0546.¢ m/z 69.10 73.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194424: 11-Octadecenoic acid, methyl ester
55.0
5000 264.0 19,00 |
m/z 74.00 70.23%
1 0180.0 \
0 \‘\L“’\\m\\‘\“\"“'h“h h Ll‘\\‘\I\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
N \
19.00
5000 m/z 97.10 62.49%
264.0
bgareeo,
0 H“‘M“‘Wm“'J‘ H“‘H“_“‘_“‘_“w“‘w“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194422: 16-Octadecenoic acid, methyl ester — ‘
55.0 19.00
m/z 96.00 60.63%
5000
264.0
lligpemo,
T UL i e O —
mlz--> 50 100 150 200 250 300 350 400 450 500 550 19.00

8270E-BP051325.M Mon May 19 02:23:04 2025 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP@24656.D

Acqg On : 16 May 2025 14:14

Operator : RC/JU

Sample : Q2006-02

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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 20 Methyl stearate Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
19.157 20.68 ng 2327110  Phenanthrene-dle 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 208 CloH3802 000112-61-8 99

2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802
3 Pentadecanoic acid, methyl ester 256 C16H3202
4 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802
5 Methyl tetradecanoate 242 C15H3002

005129-61-3 95
007132-64-1 83
054833-55-5 70
000124-10-7 64

Abundance Scan 2732 (19.157 min): BP024656.D\data.ms (-2729) (- 74.00 100.00%

74.0
5000
143.1

255.2
}‘} ‘ 19.00 1950
ob AL Lyl 8271 4028 4888547 87.00  83.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197273: Methyl stearate
74.0
5000 e ——
19.00 19.50
14T0 255.0 m/z 114.00 65.11%
0‘\\\I\R"LJ!AHJ“\‘T‘\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
—— —
19.00 19.50
5000 m/z 43.10  35.47%
143.0 255.0
O,MLHW”M‘***‘
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143569:Pemadecanmcacm,meﬂwleﬁer T —
74.0 19.00 19.50
m/z 55.00 31.13%
5000
143.0
e
ol5 JWJMLu\‘ﬁeuqﬂﬂu‘MH“‘H“H“_“‘_“W“H“ —r— —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051625\
Data File : BP©24656.D

Acqg On : 16 May 2025 14:14
Operator : RC/JU

Sample : Q2006-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP051325.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|
1-Hexanol, 2-et... 7.752 314.8 ng 21580500 1 7.658 1371190 20.0
1-Hexanol, 3,5,... 8.063 28.5 ng 1952400 1 7.658 1371190 20.0
unknown8.399 8.399 112.7 ng 7726560 1 7.658 1371190 20.0
Hexanoic acid, 9.157 136.2 ng 10387900 2 10.434 1524970 20.0
Octanoic acid, 9.210 41.2 ng 3144230 2 10.434 1524970 20.0
Octanoic acid 9.999 180.6 ng 13766900 2 10.434 1524970 20.0
n-Decanoic acid 12.663 167.6 ng 9704010 3 14.293 1804310 20.0
Dodecanoic acid... 14.422 95.3 ng 8592670 3 14.293 1804310 20.0
Dodecanoic acid 15.004 983.5 ng 88730200 3 14.293 1804310 20.0
1-Octanol, 5,7,... 16.263 253.3 ng 28499000 4 17.110 2250470 20.0
Hexanoic acid, ... 16.310 292.3 ng 32891300 4 17.110 2250470 20.0
Tetradecanoic acid 16.528 78.6 ng 8847410 4 17.110 2250470 20.0
Acetic acid, 3,... 16.592 66.3 ng 7465150 4 17.110 2250470 20.0
Butyl hexadecyl... 16.828 20.6 ng 2316270 4 17.110 2250470 20.0
1-Dodecanol, 2-... 16.875 49.3 ng 5541440 4 17.110 2250470 20.0
Isopropyl myris... 17.022 42.5 ng 4782690 4 17.110 2250470 20.0
Hexadecanoic ac... 17.792 28.5 ng 3211610 4 17.110 2250470 20.0
Octanamide, N,N... 18.592 373.3 ng 42004100 4 17.110 2250470 20.0
11-Octadecenoic... 19.016 21.4 ng 2401980 4 17.110 2250470 20.0
Methyl stearate 19.157 20.7 ng 2327110 4 17.110 2250470 20.0

8270E-BPO51325.M Mon May 19 ©2:23:05 2025
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