LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc :

ALS Vvial : 10 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-BP060625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@25011.D\data.ms

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

# min  scan scan scan TY height area % max. total

1 3.043 14 18 36 rVB 2752312 5270820 3.91% 0.480%
2 3.378 63 75 86 rBV 3942172 9382894 6.97% 0.854%
3  3.755 134 139 149 rVB3 3547420 8101325 6.02% 0.737%
4 3.849 149 155 169 rVB 11384383 23643048 17.56% 2.152%
5 4.025 179 185 189 rBV2 3692455 7546505 5.60% 0.687%
6 4.213 209 217 228 rVB2 13515771 35838925 26.62% 3.262%
7 4.308 228 233 241 rVB 2138023 4330690 3.22% 0.394%
8 4.384 241 246 257 rBV 2881706 6801925 5.05% 0.619%
9 4.478 257 262 273 rVB3 1232210 3154369 2.34% 0.287%
10 4.590 273 281 291 rBv4 3219157 8579311 6.37% 0.781%
11  4.684 291 297 300 rBV 2559614 5144992 3.82% 0.468%
12 4.743 304 307 310 rVV4 1292256 2168432 1.61% 0.197%
13 4.790 310 315 320 rVV 4224748 7245490 5.38% 0.659%
14  4.843 320 324 331 rVV3 3529810 6301782 4.68% 0.574%
15 4.996 346 350 354 rBV 1848032 3210092 2.38% 0.292%
16 5.090 359 366 367 rBV3 7764748 13747753 10.21% 1.251%
17 5.149 373 376 383 rVB 8332045 14525912 10.79% 1.322%
18 5.219 383 388 394 rBV2 7205353 17848059 13.25% 1.625%
19 5.290 394 400 417 rVB 20087530 69509568 51.62% 6.327%
20 5.437 417 425 431 rBV2 3703610 8717443 6.47% 0.793%
21 5.508 431 437 440 rBV3 5021952 10699540 7.95% 0.974%
22 5.590 446 451 456 rBV 4333488 8676424 6.44% 0.790%
23 5.655 456 462 484 rVB4 27073595 97682069 72.54%  8.891%
24 5.813 484 489 496 rVB2 1480333 3454203 2.57% 0.314%
25 5.902 496 504 512 rBV2 11854016 36119084 26.82%  3.288%
26 6.013 517 523 534 rVB3 5815992 16328664 12.13% 1.486%
27 6.119 534 541 547 rBV4 9814995 26379545 19.59% @ 2.401%
28 6.190 547 553 558 rBV 9011676 21450013 15.93% 1.952%
29 6.266 561 566 581 rVB3 12118192 39947390 29.67% 3.636%
30 6.443 591 596 601 rVB4 2245556 4495401 3.34%  0.409%
31 6.519 601 609 615 rBV2 4778231 15208804 11.29%  1.384%
32 6.613 615 625 632 rBV3 15175769 56693664 42.10% 5.160%
33 6.719 639 643 649 rBV 7900146 17478847 12.98% 1.591%
34 7.013 687 693 700 rBV 12783161 33769420 25.08% 3.074%
35 7.290 728 740 764 rBV3 21371210 134656580 100.00% 12.256%

36 7.525 775 780 787 rBV2 7316208 20372847 15.13% 1.854%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc :

ALS Vvial : 10 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-BP060625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 7.602 788 793 800 rVV 8722552 21513223 15.98% 1.958%
38 7.743 812 817 824 rBV3 9436906 23329116 17.32% 2.123%
39 8.731 979 985 993 rBV3 11868276 39534157 29.36% 3.598%

40 20.160 2924 2928 2932 rBV2 8809092 17894067 13.29% 1.629%

41 20.307 2949 2953 2957 rBV2 12000026 19545696 14.52% 1.779%
42 20.677 3011 3016 3019 rBV 13397716 19873795 14.76% 1.809%
43 21.177 3097 3101 3105 rVB 13237719 19890716 14.77% 1.810%
44 21.342 3124 3129 3138 rVV 21660207 35206643 26.15%  3.204%
45 21.418 3139 3142 3151 rVB 5225128 8309135 6.17% ©.756%

46 21.730 3190 3195 3204 rVB 10046296 16987213 12.62% 1.546%

47 21.913 3222 3226 3238 rVB2 4092603 8547512 6.35% 0.778%
48 22.354 3296 3301 3308 rVB 4607488 7749079 5.75% ©.705%
49 22.565 3331 3337 3347 rVB2 9451568 17735117 13.17% 1.614%
50 23.060 3418 3421 3427 rVB 1858045 2674992 1.99% 0.243%
51 23.336 3460 3468 3469 rBV2 6337166 13404887 9.95% 1.220%
52 23.377 3471 3475 3478 rVV2 4099619 8798353 6.53% 0.801%
53 24.789 3708 3715 3722 rVB 1736755 4259638 3.16% ©.388%
54 30.159 4619 4628 4649 rVB3 2320603 8933978 6.63% 0.813%

Sum of corrected areas: 1098669147
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP025011.D\data.ms
4e+07

0007 7290 8.731
3e+07
2.5e+07
2e+07
1.5e+07

1e+07

5000000_04

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L L O A L B Y I

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abund4aené:0e7 TIC: BP025011.D\data.ms

20206807
20.677
3.5e+07 21.342

3e+07 2117y

2.5e+07

2e+07 21.730

\®)
E——'N
-
OO

1.5e+07 22.56¢

1 913
1e+07 22.35

5000000

O T T T T T T T T T T T T T T

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: BP025011.D\data.ms
4e+07

3.5e+07
3e+07

2.5e+07

2e+07 23.377

1.5e+07
23.336

1e+07

23.060
5000000 24.789 30.159

——

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 1,3,5-Cycloheptatriene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
3.849 21.98 ng 23643000 1,4-Dichlorobenzene-d4 7.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 94
2 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 68
3 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 53
4 Benzene, (butoxymethyl)- 164 C11H160 000588-67-0 50
5 2,5-Norbornadiene 92 C7H8 000121-46-0 49

Abundance Scan 155 (3 849 min): BP025011.D\data.ms (-149) (-) m/z 91.05 100.00%
91.0

—

5000
P S
3.60 3.80 4.00 4.20
ol LIl 1490207.0264.9 331.1393.845475132 /2 o) 65 sg.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2753: Toluene
91.0
5000 e R e REaaana
3.60 3.80 4.00 4.20
m/z 65.00 12.09%
‘\2\7\\pf\‘ﬂ\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2773: 1,3,5-Cycloheptatriene
91.0
P e
3.60 3.80 4.00 4.20
5000 m/z 43.10  11.41%
21h]
Kt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2781: Cyclobutene, 2-propenylidene- R N R
91.0 3.60 3.80 4.00 4.20
m/z 39.05 10.59%
) M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Data Path :
Data File :
: 19 Jun 2025 21:53
: RC/JU

: Q2354-01

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\

BP925011.D

: 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 2 Hexanal Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
4.213  33.32 ng 35838900 1,4-Dichlorobenzene-d4 7.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 53
2 Butanal 72 C4H80 000123-72-8 38
3 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 32
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 27
5 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 27

Abundance Scan 217 (4.213 min): BP025011.D\data.ms (-209) (-) m/z 43.10 100.00%

43.1
5000

AR VAR

\‘ 1‘1 141 207.1266.9 355.1413.9472.2530.8 9.804.00 4.20 4.40 4.0

A A N RN LA AR AR LA AR R m/z 41.16  96.03%

miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4249: Hexanal

44.0

%

5000 e e AV
3.80 4.00 4.20 4.40 4.60

‘ m/z 44.00 95.80%

I

T ‘\HwHH’HH‘HH‘HH’\H\‘HH‘\H\‘HH‘HH‘\

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

Abundance #739: Butana
44.0
e
3.80 4.00 4.20 4.40 4.60
5000 m/z 56.10  91.49%
_J‘ﬂuu‘_‘H,H‘W“H‘H‘W‘H“H‘W‘H‘_“W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4890: 2,2-Dimethyl-3-hydroxypropionaldehyde fom T T
56.0 3.80 4.00 4.20 4.40 4.60
m/z 57.10 82.69%
ANSEPRNSFEVAY
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 Nonane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.655 90.81 ng 97682100 1,4-Dichlorobenzene-d4 7.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 86
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 68
3 p-Xylene 106 C8H10 000106-42-3 68
4 o-Xylene 106 C8H10 000095-47-6 68
5 Ethylbenzene 106 C8H10 000100-41-4 35
Abundance Scan 462 (5.655 min): BP025011.D\data.ms (-456) (-) m/z 57.10 100.00%
57.1
T
28.2 5.40 5.60 5.80 6.00
ob Ml 1929 2721 3553416.047605341 10 4310  96.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14521: Nonane
43.0
5000 LB B e e e e e
5.40 5.60 5.80 6.00
m/z 91.05 91.20%
TN
L) |
\\\[\T\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
e ABERAEREEEE
5.40 5.60 5.80 6.00
5000 m/z 41.10 51.77%
27.
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5721: p-Xylene T
91.0 5.40 5.60 5.80 6.00
m/z 85.10 48.61%
5000 M
7.
/T S O N VA5V,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.M
Quant Title : 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 4 Cyclohexane, 1l-ethyl-2-methyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
5.902 33.58 ng 36119100 1,4-Dichlorobenzene-d4 7.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 76
2 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 58
3 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 58
4 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 52
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 52

Abundance Scan 504 (5.902 min): BP025011.D\data.ms (-496) (-) m/z 97.10 100.00%
97.1

5000 M
39, R LGS,
| ‘ | 5.60 5.80 6.00 6.20
ob ML | 19092510 3355394345295110 55 19 g3, 6a
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
97.0
5000 R RAREsmmane!
5.60 5.80 6.00 6.20
3% m/z 41.10 40.68%
| M | J I

‘\\\T[\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
97.0

<

5.60 5.80 6.00 6.20
5000 m/z 43.10 39.36%

1l

HH

‘\\\\‘\'“\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #7612: Cyclohexane, 1,3-dimethyl- AAERmEE ]
97.0 5.60 5.80 6.00 6.20

39.

h \‘.J M

m/z 69.10 37.52%
‘\‘\\\‘\\\\‘\‘\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\’

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20

3

5000

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 Benzene, (1-methylethyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.119 24.52 ng 26379500 1,4-Dichlorobenzene-d4 7.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 60
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 20
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 18
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 18
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 14

Abundance Scan 541 (6.119 min): BP025011.D\data.ms (-534) (-) m/z 105.05 100.00%

105.1
5000
411

IHH, AN VAL

5.80 6.00 6.20 6.40

|

ol MLl 1780 2499 3359399145675153 1y 8516 40.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 UL L L R I I |

5.80 6.00 6.20 6.40
m/z 67.05 35.17%

W?%ﬁ”m\”‘W”‘W‘”‘W”‘W‘”\””\”‘W‘”W‘”‘W

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

Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0

=

5.80 6.00 6.20 6.40
5000 m/z 57.10  33.09%

39.0

I

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

=

Abundance #10724: Benzene, 1-ethyl-2-methyl- AR Ea e
105.0 5.80 6.00 6.20 6.40
m/z 55.10  32.92%
5000
39.0“ ’
a8 11 S [ PR O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 Cyclohexane, propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.266 37.14 ng 39947400 1,4-Dichlorobenzene-d4 7.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
2 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 53
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 53
4 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 52
5 2,3-Dimethyl-2-heptene 126 CSH18 003074-64-4 43

Abundance Scan 566 (6.266 min): BP025011.D\data.ms (-561) (-) m/z 83.10 100.00%
83.1

-

5000
R AR Amma
‘ ' 1L2 ] 6.00 6.20 6.40 6.60
ob A1) 14212019 2601 3636422.1481.15404 /) 55 19  g3.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13196: Cyclohexane, propyl-
83.0
5000 e e BAEEs maE

6.00 6.20 6.40 6.60
m/z 82.10 50.58%

15-HH h

‘H\r‘HHl‘HH‘\\H‘\H\‘\H\‘H\\‘HH‘HH‘\\H‘\\H‘\

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

Abundance #13006: Ethanone, 1-cyclohexyl-
55.0

=

6.00 6.20 6.40 6.60
5000 m/z 41.10  44.11%
L

126.0
I JI’HM\
BB L L B L L Y B I R I

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

Abundance #20677: Cyclohexane, butyl- N EERREEESsS S
83.0 6.00 6.20 6.40 6.60

m/z 97.10  35.02%

g

5000

-

150, || 1410

\\\\\\‘\\l\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ LN L I Y B B
I | | I | I ] I I I | I T T T I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Nonane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.613 52.71 ng 56693700 1,4-Dichlorobenzene-d4 7.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 83
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 38
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 35
4 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 35
5 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 35

Abundance Scan 625 (6.613 min): BP025011.D\data.ms (-615) (-) m/z 91.05 100.00%
91.0

7

5000
REaRR e e
} ‘ ’ 6.20 6.40 6.60 6.80 7.00
ob Alull 1519 25193149373.243244912549. 1 57 10 51.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10702: Benzene, propyl-
91.0
5000 RN R RN
6.20 6.40 6.60 6.80 7.00
m/z 43.10 39.52%
‘\2\7‘\.9’\\“\‘\\ “\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22076: Nonane, 4-methyl-
57.0
R
6.20 6.40 6.60 6.80 7.00
5000 m/z 120.05  25.49%
b0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #88775: N-Benzyl-2-phenethylamine R
91.0 6.20 6.40 6.60 6.80 7.00
m/z 71.10 24.37%
7'91 ‘.l I

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 8 Benzene, 1l-ethyl-2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.013  31.39 ng 33769400 1,4-Dichlorobenzene-d4 7.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 693 (7.013 min): BP025011.D\data.ms (-687) (-) m/z 105.10 100.00%

105.1
5000
R R ARRERES.
39 1 | 6.60 6.80 7.00 7.20 7.40
ol 2911111 162922602863 370.84307488.8548: 11/, 150,10  31.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 T T T R

6.60 6.80 7.00 7.20 7.40
m/z 91.05 13.19%

3991
Ll i)
‘\\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
R ERNNE N
6.60 6.80 7.00 7.20 7.40
5000 ITI/Z 77 .00 13.04%
390‘“ ‘
T |
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10720: Benzene, 1-ethyl-3-methyl- s R RE T
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.10 11.92%
5000
39.0
\\‘M\H |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.290 125.19 ng 134657000 1,4-Dichlorobenzene-d4 7.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87

Abundance Scan 740 (7.290 min): BP025011.D\data.ms (-728) (-) m/z 105.05 100.00%

105.1
5000
43, e Aot
’ 7.00 7.20 7.40 7.60
Ordsllldf 16512252 333.83920451.25096 1/ 150.10 48.79%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene
105.0
5000

7.00 7.20 7.40 7.60
m/z 57.10  28.81%

39.0
‘\\\k#”\“\!\l[\u‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
AR AR
7.00 7.20 7.40 7.60
5000 m/z 43.10  21.48%
39.0
S U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10717: Benzene, 1,2,4-trimethyl- e AABEAERsmmmas R
105.0 7.00 7.20 7.40 7.60
m/z 119.10 13.72%
5000
27.0 ‘ J\A
_JN#Wh$_MH‘H“_‘H‘H‘W‘H“H‘W‘H‘_“W‘H‘_ R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 Benzene, 1,2,4-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.743  21.69 ng 23329100 1,4-Dichlorobenzene-d4 7.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90

Abundance Scan 817 (7.743 min): BP025011.D\data.ms (-812) (-) m/z 105.10 100.00%

105.1
5000
AEBRRNREEEs R R
39.1 7.40 7.60 7.80 8.00
ol 3N All 1789230.13000 386644665065 7 15016  42.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene
105.0
5000
7.40 7.60 7.80 8.00
m/z 119.10 14.58%
39.0
‘\\\J\i“\”\‘\f“\“\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
A RmEas N
7.40 7.60 7.80 8.00
5000 m/z 77.05 12.36%
39.0
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10716: Benzene, 1,2,4-trimethyl- T
105.0 7.40 7.60 7.80 8.00
m/z 91.05 11.98%
5000
39.0
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\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 Heneicosane, 1l-pentyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.160 43.07 ng 17894100  Chrysene-d12 21.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2928 (20.160 min): BP025011.D\data.ms (-2924) (- m/z 57.10 100.00%
57.1
5000 WMJWVJ
—— —
L ’ﬁ” 1972 267 13244 20.00 20.50
obrd A LLLLEESE 207.1924.4381.3  462.4521.6 /7 71,10 86.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl-
43.0
5000 —— ——
20.00 20.50
224.0 ITI/Z 85.10 72.81%
113.0 295.0
\\\"\“\‘\\\“‘\ll\l\TI‘\W\\‘!\\1‘\\!\"1\\‘\?"6\4\.\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
—— —
20.00 20.50
5000 m/z 43.10 61.19%
127.0
AL eezste W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo- — —
57.0 20.00 20.50
m/z 99.10 27.55%
- W
H‘W‘H‘_‘H‘H‘W‘H“H‘W‘H‘_‘H‘H‘W‘H‘_‘H“ ; ; ——
miz--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.M
Quant Title : 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 12 Eicosanoic acid, methyl ester  Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.307 47.05 ng 19545700  Chrysene-d12 21.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 94
2 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 93
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 70
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 70
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 70

Abundance Scan 2953 (20.307 min): BP025011.D\data.ms (-2949) (- m/z 74.05 100.00%

74.0
5000
143.1 283.1

”h %161 ‘ 20.00 20.50
o"H‘HJquﬂ‘@»ﬂqﬁﬁﬁpm‘M‘u“§991H4ﬁ3ﬂ??1?_ m/z 87.05 86.75%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000
20. 00 20 50

m/z 143.05 34.43%

‘ 143.0 326.0
1‘\5\.9}“‘\\\\\}'\'“\‘\‘\\l‘\\\\’2\2\?\0’\\\\\“\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232223: Methyl 18-methylnonadecanoate

74.0

“ —
20.00 20.50
5000 m/z 283.15 29.96%

‘ 143.0 326.0

SOl O

miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance : i i : | i

150‘
#179165: Hexadecanoic acid, 15-methyl-, methyl ester ‘ ‘
74.0 20.00 20.50

m/z 75.05 22.74%

5000
143.0 284.0
J\Mhhﬂx\\ 2130 \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2000 2050

L
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Z:
BP925011.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP061925\

: 19 Jun 2025 21:53
: RC/JU
: 02354-01

: 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 Tetracosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.677 47.84 ng 19873800  Chrysene-d12 21.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 91
3 Docosane 310 C22H46 000629-97-0 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 3016 (20.677 min): BP025011.D\data.ms (-3011) (- m/z 57.10 100.00%
57.1
5000 L\fﬁ&ﬂwkv/\ﬂfx\/vkjj
—— —
|1 FW1 197.2 267.3 338.4 20-50 21.00
ol AL LLLLLETS 2873 338.4300.0480.3519.2 /7 71 10 84.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246485: Tetracosane
57.0
5000 — ——
20.50 21.00
m/z 85.10 72.02%
‘ ’ l 197.0 2g7.0 338.0
\\lL!"\I\‘J\i‘\\'\\“A\I\\‘\\‘H\\l\l\‘l\l\\l\‘\\\‘1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287348: Octadecane, 1-iodo-
57.0
—— —
20.50 21.00
5000 m/z 43.10 59.04%
253.0
S
A S RN - .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212281: Docosane — —
57.0 20.50 21.00
m/z 99.10 27.78%
- M/\/\M
— —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BPO60625.M Fri Jun 20 04:08:56 2025 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.177 47.88 ng 19890700  Chrysene-d12 21.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Docosane, 1l-iodo- 436 C22HA45I 1000406-31-9 91
3 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 91

Abundance Scan 3101 (21.177 min): BP025011.D\data.ms (-3097) (- m/z 57.10 100.00%

57.1
5000

“ ’1 1972 2673 21.00 21.50
0 m‘_mi_ﬂm D80S 3924 45945234 /s 71.10  81.97%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212282: Docosane
571.0
5000 — ——
21.00 21.50

m/z 85.10 67.97%

310.0
\\\‘\\\\J‘\F\J\\I“\‘\‘]\?T\(\)\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320326: Docosane, 1-iodo-
57.0

— —
21.00 21.50

5000 m/z 43.10  58.46%
LTS aoro  som0
"w"H"H"H"_"w“u“u“u“_“w“u“u“

miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #330025: Tetracosane, 1-iodo- T T
57.0 21.00 21.50

m/z 41.10 22.70%

J‘ JE\\\J Mﬁﬂ\wﬁmﬂA\wﬂwvmx“

97.0 267.0 337.0

‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.M
Quant Title : 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 15 Docosanoic acid, methyl ester  Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.342 84.74 ng 35206600 Chrysene-d12 21.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 96
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 95
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 94
4 2-Methylpentadecanoic acid 256 C16H3202 025354-92-1 70
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 70

Abundance Scan 3129 (21.342 min): BP025011.D\data.ms (-3124) (- m/z 74.05 100.00%
74.0

5000 143.1
' 311.3
— —
‘ 24 { :J 21.00 21.50
o‘H‘w“'H‘Mm_HM,W, Lyl A72.4435.6 5062 4z g7.e5  87.73%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000
21. 00 21 50

m/z 143.05 35.84%

143.0 354.0
1‘\5\?\‘\\\h\l\“\‘\‘\\\‘\\\\"\\\2§5\.\0\\‘\‘\\\“l\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #214956:Nonadecanok:add,nnﬂhyleaer
74.0

\ T
21.00 21.50

5000 m/z 43.10  32.98%
‘ 143.0 312.0
ool a0 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264191: Methyl 20-methyl-heneicosanoate — —
74.0 21.00 21.50
m/z 311.25  28.79%
5000
143.0 354.0
200 L
‘H‘wH‘M‘J“H_m,‘H‘,M‘wHH“wwwwwm : —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.730 40.89 ng 16987200  Chrysene-d12 21.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Tricosane 324 (C23H48 000638-67-5 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3195 (21.730 min): BP025011.D\data.ms (-3190) (- m/z 57.10 100.00%

57.1
5000

—

127.1 21.50 22.00
197.2

m j‘ ﬁm 2671 3664 47545380 .. 7119 79.85%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane
57.0

e b et S e e e e
5000

o

m/z 85.10 61.95%

LL1u2ro 1or0 260
‘\\\\[1!1!‘!\\1‘\1\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229644: Tricosane
57.0

5000 m/z 43.10  59.25%
WL gsro v M
RN AR RARAN RN AR RN AR AN SARRNRARRA AR RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- T —
43.0 21.50 22.00

m/z 99.10  21.92%

5000
113.0 196.0
i | 254.

\“HJM
—

— ‘
m/z--> 0 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\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 Tetracosanoic acid, methyl ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.566 42.69 ng 17735100  Chrysene-d12 21.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosanoic acid, methyl ester 382 C25H5002 002442-49-1 99
2 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 97
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 81
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 81

Abundance Scan 3337 (22.565 min): BP025011.D\data.ms (-3331) (- m/z 74.00 100.00%

74.0
5000
143.1

339.3
2250
241.2
oJ‘f“Hﬂh'\l\\“42004984 m/z 87.00 83.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #289583: Tetracosanoic acid, methyl ester
74.0
382.0
5000 — :
143.0 22.50

43.10 40.79%

283.0
‘\\\\‘\\\J“\L‘\l\h\“\‘\\\g‘ﬂ\\l\\l“\\\\‘\\\\l‘h\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #249023: Heneicosanoic acid, methyl ester
74.0

22,50
5000 57.10  33.52%

H‘ 143.0
Hm\241°3“°°
m/z--> 0 100 150 200 250 300 350 400 450 500

Abundance #197349 Heptadecanoic acid, 16-methyl-, methyl ester
74.0 2250

m/z 75.00  29.56%

5000
143.0 298.0
5.0 JH“MMM\\ 2130 | _

15
[ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 Benzenepropanoic acid, 3,5-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.336 62.94 ng 13404900  Perylene-di12 24.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanoic acid, 3,5-bis(1... 530 C35H6203 002082-79-3 92
2 4-Cyano-5-methyl-2-oxo-6-propyl-... 219 C11H13N302 1000459-78-4 70
3 2-(2-Chloropropionyl)phenylglyox... 254 C12H11C1l04 091398-70-8 25
4 Isophthalic acid, 3-chlorophenyl... 346 C19H19C104 1000344-60-3 25
5 Isophthalic acid, oct-3-en-2-yl ... 346 C21H3004 1000343-89-3 25
Abundance Scan 3468 (23.336 min): BP025011.D\data.ms (-3460) (- m/z 219.20 100.00%
219.2
57.1
5000 5305
147.1
278.1
\ ‘ \ { “ ‘ 2300 2350
ob b b Jﬁ bodl 345240234504 || 7 57.10  83.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #341934: Benzenepropanoic acid, 3,5-bis(1,1-dimethylet
530.0
5000 570 - S
23.00 23.50
213.0 m/z 530.50  50.64%
‘ | 147.0 278.0
\‘1J‘\u\h\“\WW\I“\”‘\\“![L\‘ \l\‘\‘\JW\‘\\\\’\\\\‘\\\\‘\\\\‘\‘\ ‘\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #97386: 4-Cyano-5-methyl-2-oxo-6-propyl-1H-pyridine-3-
219.0
440 23. 00 23 50
5000 129.0 m/z 515.50 42.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139971: 2-(2-Chloropropionyl)phenylglyoxylic acid, mett
219.0 23. 00 23 50
770 m/z 43.10  39.86%
5000 159.0 J\A
'h“mL\" T e - —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 unknown23.377 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.377 41.31 ng 8798350  Perylene-d12 24.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanoic acid, 3,5-bis(1... 530 C35H6203 002082-79-3 94
2 (2-Nitro-4-trifluoromethyl-pheno... 279 C9H8F3N304 1000294-73-1 22
3 Pyrrolidine, 1-tricyclo[4.3.1.1<... 219 C15H25N 085538-51-8 18
4 1-Naphthalenamine, N-phenyl- 219 C16H13N 000090-30-2 14
5 Acetamide, N-(4-methoxyphenyl)-2... 219 C9H8F3NO2 000332-34-3 14
Abundance Scan 3475 (23.377 min): BP025011.D\data.ms (-3471) (- | m/z 219.20 100.00%
219.2
530.5
50001 571
1471
278.1 T T
‘ \ 1 ‘ ‘ ‘ 3603 4594 23.00 23.50
0l me‘m»uu‘whew‘wt R TR\ A« D e UM B M m/z 530.50  68.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #341933: Benzenepropanoic acid, 3,5-bis(1,1-dimethylet
530.0
5000{ 57.0 219.0 "0 9350
23.00 23.50
m/z 515.5@0  57.55%
1 147.0 278.0
\\\\“\h\h\“‘\‘\\‘\h‘\hj\”\”‘\“l\ \h\‘\l\L\‘\?ﬁ?\q\\‘%z\\g\?\\\\‘\\ \‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #172388: (2-Nitro-4-trifluoromethyl-phenoxy)-acetic acid
219.0
— —r—
23.00 23.50
5000 m/z 57.10 41.96%
1610 278.0
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #97873: Pyrrolidine, 1-tricyclo[4.3.1.1<2,5>]undec-10-yl-, — —
110.0 219.0 23.00 23.50
m/z 203.10 35.53%
5000{ 41-0 J/\
Y YA
mlz--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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 20 .gamma.-Sitosterol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
30.159 41.95 ng 8933980  Perylene-d12 24.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 91
3 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 90
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 414 C29H500 029365-29-5 74
5 Campesterol 400 C28H480 000474-62-4 20

Abundance Scan 4628 (30.159 min): BP025011.D\data.ms (-4619) (- m/z 43.10 100.00%

43.1
145.0 2131
5000 .
—
30.00 30.50

ob- 47735374 /7 55.00  67.48%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0

5000 107.0 T R
414.0 30.00 30.50

213.0 303.0 m/z 145.00  65.32%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0

—
30.00 30.50

5000 ITI/Z 107.10 65.05%
107.0 414.0
‘ 2130 303.0
_ “\“MI‘H‘H‘\‘ J\MMW “”w\”‘ \\\I Iy \u b 1“ o ‘\L‘ ; ‘\‘ ‘L e L ‘“‘ NEERRRARRRRRRRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta. — —
41.0 107.0 394.0 30.00 30.50
’ 283.0 o
m/z 105.00  63.12%
5000
213.0
H\“ \ \ 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 30.00 30.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061925\
Data File : BP025011.D

Acqg On : 19 Jun 2025 21:53
Operator : RC/JU

Sample : Q2354-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060625.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|
1,3,5-Cyclohept... 3.849 22.0 ng 23643000 1 7.619 21513200 20.0
Hexanal 4.213 33.3 ng 35838900 1 7.619 21513200 20.0
Nonane 5.655 90.8 ng 97682100 1 7.619 21513200 20.0
Cyclohexane, 1-... 5.902 33.6 ng 36119100 1 7.619 21513200 20.0
Benzene, (1-met... 6.119 24.5 ng 26379500 1 7.619 21513200 20.0
Cyclohexane, pr... 6.266 37.1 ng 39947400 1 7.619 21513200 20.0
Nonane, 4-methyl- 6.613 52.7 ng 56693700 1 7.619 21513200 20.0
Benzene, 1-ethy... 7.013 31.4 ng 33769400 1 7.619 21513200 20.0
Benzene, 1,2,3-... 7.290 125.2 ng 134657000 1 7.619 21513200 20.0
Benzene, 1,2,4-... 7.743 21.7 ng 23329160 1 7.619 21513200 20.0
Heneicosane, 11... 20.160 43.1 ng 17894100 5 21.530 8309140 20.0
Eicosanoic acid... 20.307 47.0 ng 19545700 5 21.530 8309140 20.0
Tetracosane 20.677 47.8 ng 19873800 5 21.530 8309140 20.0
Docosane 21.177 47.9 ng 19890700 5 21.530 8309140 20.0
Docosanoic acid... 21.342 84.7 ng 35206600 5 21.530 8309140 20.0
Heneicosane 21.730 40.9 ng 16987200 5 21.530 8309140 20.0
Tetracosanoic a... 22.566 42.7 ng 17735100 5 21.530 8309140 20.0
Benzenepropanoi... 23.336 62.9 ng 13404900 6 24.789 4259640 20.0
unknown23.377 23.377 41.3 ng 8798350 6 24.789 4259640 20.0
.gamma.-Sitosterol 30.159 41.9 ng 8933980 6 24.789 4259640 20.0
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