LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092525\
Data File : BP@25864.D

Acqg On : 25 Sep 2025 19:32

Operator : CG/JU

Sample : Q3168-05

Misc . TOTES COMP#1

ALS Vvial : 11  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-BP091225.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO25864.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.014 8 13 21 rVV 4036692 6440018 77.06% 10.085%
2 3.079 21 24 37 rVB 346043 645314 7.72% 1.011%
3 3.614 110 115 125 rVvB2 121328 223850 2.68% ©0.351%
4 4.202 209 215 225 rVB2 347002 646803 7.74% 1.013%
5 4.361 234 242 251 rVB6 80586 234412  2.81% 0.367%
6 4.731 294 305 312 rBV 97212 230481 2.76% 0.361%
7 5.002 342 351 361 rVB6 94196 220513 2.64% 0.345%
8 5.102 361 368 372 rBV 261734 410593 4.91% 0.643%
9 5.390 411 417 431 rVB 1427429 2412446 28.87% 3.778%
10 5.637 454 459 463 rBV 383671 564490 6.75% ©.884%
11 5.837 483 493 505 rVB2 402377 840858 10.06% 1.317%
12 6.337 569 578 580 rBv4 88144 219142 2.62% 0.343%
13 6.384 581 586 591 rVB2 206563 415057 4.97%  0.650%
14 6.643 618 630 635 rBV 652118 1177801 14.09% 1.844%
15 6.755 642 649 654 rBV 435947 750540 8.98% 1.175%
16 6.867 658 668 670 rBV5 226905 552601 6.61% ©.865%
17 6.961 678 684 695 rVB 747568 1411727 16.89% 2.211%
18 7.131 706 713 722 rVB2 271520 570453 6.83% 0.893%
19 7.214 722 727 742 rVB 236303 545090 6.52% 0.854%
20 7.578 784 789 798 rVB4 95327 216511 2.59% 0.339%
21 7.755 806 819 825 rBV3 908600 1999848 23.93% 3.132%
22 7.819 825 830 834 rVvVv 136372 285348 3.41% 0.447%
23 7.884 834 841 845 rVB 311703 600513 7.19% 0.940%
24 8.037 857 867 878 rBV3 290093 698228 8.36% 1.093%
25 8.137 879 884 888 rBV2 174966 300598 3.60% 0.471%
26 8.343 911 919 923 rVB2 139098 292600 3.50% 0.458%
27 8.443 923 936 940 rBV 534158 1506696 18.03% 2.359%
28 8.566 947 957 963 rVB6 263911 729843 8.73% 1.143%
29 8.819 995 1000 1006 rBV 178793 318486 3.81% 0.499%
30 8.902 1006 1014 1020 rBV 1858299 3467057 41.49% 5.429%
31 9.090 1037 1046 1051 rBV 177103 405570 4.85% 0.635%
32 9.319 1080 1085 1090 rBv4 128718 229346 2.74% 0.359%
33  9.396 1091 1098 1102 rBV2 293862 548830 6.57% ©.859%
34 9.508 1111 1117 1121 rBV 245805 410773  4.92% 0.643%
35 9.943 1180 1191 1197 rBV2 661205 1811137 21.67% 2.836%
36 10.108 1210 1219 1229 rBV7 253664 790610 9.46% 1.238%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092525\
Data File : BP@25864.D

Acqg On : 25 Sep 2025 19:32

Operator : CG/JU

Sample : Q3168-05

Misc . TOTES COMP#1

ALS Vvial : 11  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-BP091225.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.208 1230 1236 1237 rBV 186078 307895 3.68% 0.482%
38 10.308 1247 1253 1258 rVB3 176460 320496 3.84% 0.502%
39 10.372 1260 1264 1272 rVVv4 123574 259754 3.11% 0.407%
40 10.519 1279 1289 1297 rBV2 963737 2238826 26.79% 3.506%
41 10.643 1306 1310 1313 rBV3 140385 208269 2.49% 0.326%
42 10.802 1333 1337 1342 rBV2 182864 296544 3.55% 0.464%
43 11.378 1425 1435 1438 rBve 473325 1331986 15.94% 2.086%
44 11.490 1451 1454 1458 rBV 174457 285235  3.41% 0.447%
45 11.537 1458 1462 1471 rVB7 266803 726509 8.69%  1.138%
46 12.131 1559 1563 1568 rBV8 144763 321428 3.85% ©.503%
47 12.255 1579 1584 1591 rBV3 643799 1487296 17.80% 2.329%
48 12.425 1610 1613 1618 rVB 429025 521128 6.24% 0.816%
49 12.978 1699 1707 1713 rBV 4852348 8356887 100.00% 13.087%
50 13.143 1732 1735 1737 rBV2 544741 740615 8.86% 1.160%
51 13.637 1816 1819 1823 rBv4 629116 888915 10.64% 1.392%
52 13.790 1842 1845 1850 rVB2 1268453 1489960 17.83% 2.333%
53 13.854 1854 1856 1861 rVB3 1182160 1400826 16.76% 2.194%
54 14.207 1912 1916 1922 rVB2 2538516 4877719 58.37% 7.638%
55 14.349 1936 1940 1942 rBV2 1510663 2512384 30.06% 3.934%

56 24.995 3747 3750 3763 rVB 763167 2160910 25.86%  3.384%

Sum of corrected areas: 63857765
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©092525\
Data File : BP@25864.D

Acq On : 25 Sep 2025 19:32

Operator : CG/JU

Sample : Q3168-05

Misc TOTES COMP#1

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91225.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP025864.D\data.ms

2e+07
1.5e+07
le+07

50000001014

8.902
5.390 0.5
4079 3614 42pder 70092 ) 568537 iB8BRhAa1s, JriSimenasneimosagees ° Minkamiisor 1Y

b awdd AT

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 900 950 10.00 1050 11.00 11.50 12.00 12.50

12,
1558225

Abundance TIC: BP025864.D\data.ms
2e+07
1.5e+07
le+07
2.978 1420549
5000000 1837884

0SS SN E

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP025864.D\data.ms

2e+07
1.5e+07
le+07
5000000

24.995

O\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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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Data Path :
Data File :
: 25 Sep 2025 19:32
: CG/JU

: Q3168-05

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92525\

BP025864.D

: 11 Sample Multiplier: 1

Quant Title

TIC Library

[TOTES COMP#1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091225.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Cyclohexanone Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
5.837 8.41 ng 840858 1,4-Dichlorobenzene-d4 7.755
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 91
2 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 81
3 6-Oxa-bicyclo[3.1.0]hexan-3-one 98 C5H602 074017-10-0 47
4 2-Pentene, (Z)- 70 C5H1e 000627-20-3 43
5 1,3-Cyclopentanedione 98 C5H602 003859-41-4 43

Abundance Scan 493 (5.837 min): BP025864.D\data.ms (-483) (-) m/z 55.00 100.00%

55.0

5.60 5.80 6.00 6.20

0 J}M “,‘\11‘5.0 211.0 282.6340.9 428.7 490.2548.
R b S L IRRR R A T A S s

m/z 42.05 60.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3560: Cyclohexanone
55.0
5000 LINLL L  L LLL BL B B

5.60 5.80 6.00 6.20
m/z 98.05 39.80%

I ‘I A h i
‘\

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

Abundance #3637: Cyclopentanone, 2-methyl-
42.0
N R S R SRR
5.60 5.80 6.00 6.20
5000 m/z 41.10 33.16%
ke
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance

#3506: 6-Oxa-bicyclo[3.1.0]hexan-3-one T T
42.0 5.60 5.80 6.00 6.20

m/z 70.00  25.34%

5000

N

Y

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

5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©092525\
Data File : BP@25864.D

Acq On : 25 Sep 2025 19:32
Operator : CG/JU

Sample : Q3168-05

Misc

ALS vial : 11

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

[TOTES COMP#1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091225.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Cyclohexanone, 3-methyl- Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
6.755 7.51 ng 750540  1,4-Dichlorobenzene-d4 7.755
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 3-methyl- 112 C7H120 000591-24-2 94
2 Cyclohexanone, 3-methyl-, (R)- 112 C7H120 013368-65-5 91
3 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 40
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 37

5 2-Methyl-2-heptene 112 C8H16 000627-97-4 36

Abundance Scan 649 (6.755 min): BP025864.D\data.ms (-642) (-) m/z 69.00 100.00%

69.0

=

5000
T
‘ { 6.40 6.60 6.80 7.00
oA dyl 1432 20862689 3552414.947815375 /7 56.00  48.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7382: Cyclohexanone, 3-methyl-
69.0
5000 L L R B LA BN B

6.40 6.60 6.80 7.00
m/z 41.05 44.42%

"

RN N N R A N A R R R R

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

Abundance #7457: Cyclohexanone, 3-methyl-, (R)-
69.0

=

6.40 6.60 6.80 7.00
5000 m/z 55.00 40.87%

Al gl \l
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7611: 3-Heptene, 2-methyl-, (E)- T
69.0 6.40 6.60 6.80 7.00

m/z 42.10  39.89%

=

5000

=

| M )| ‘

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

6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©092525\
Data File : BP@25864.D

Acq On : 25 Sep 2025 19:32

Operator : CG/JU

Sample : Q3168-05

Misc TOTES COMP#1

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91225.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 3-Pentenoic acid, 4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.131 5.70 ng 570453 1,4-Dichlorobenzene-d4 7.755

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Pentenoic acid, 4-methyl- 114 Cé6H1e02 000504-85-8 90
2 2(3H)-Furanone, dihydro-5,5-dime... 114 C6H1002 003123-97-5 72
3 2(3H)-Furanone, dihydro-4,4-dime... 114 C6H1002 013861-97-7 64
4 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3HS5N30 000503-86-6 50
5 Benzo[1,2,5]thiadiazole, 4-bromo... 376 C11H13BrN402S2 1000296-37-8 43
Abundance Scan 713 (7.131 min): BP025864.D\data.ms (-706) (-) m/z 43.05 100.00%
43.
e ARSBEARNwEEES et
| ‘ llOD.O 6.80 7.00 7.20 7.40

by 4o 20782686 3518 4202 5227 m/z 99.e0  99.34%

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

Abundance #8179: 3-Pentenoic acid, 4-methyl-

43.0
5000 TT T T T T[T [T T T TTTT]
6.80 7.00 7.20 7.40
m/z 55.10 63.147%
L] 3120
\\H‘l \‘\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8263: 2(3H)-Furanone, dihydro-5,5-dimethyl-
55.0
s AARARESaEa
6.80 7.00 7.20 7.40
5000 m/z 70.05  39.54%
WJ M \ 114.0
R A R aa E e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8262: 2(3H)-Furanone, dihydro-4,4-dimethyl- R EAREREEENEESES Lt
43.0 6.80 7.00 7.20 7.40
m/z 56.00 36.57%
5000
| \H ”\ \‘11\4'0
-t CrpeoogE T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©092525\
Data File : BP@25864.D

Acq On : 25 Sep 2025 19:32

Operator : CG/JU

Sample : Q3168-05

Misc TOTES COMP#1

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91225.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 5-Methylhexanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.884 6.01 ng 600513 1,4-Dichlorobenzene-d4 7.755

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Methylhexanoic acid 130 C7H1402 000628-46-6 86
2 Butanoic acid 88 C4H802 000107-92-6 47
3 Silver butanoate 194 C4H7Ag02 005076-24-4 42

4 Pentanoic acid 102 C5H1002 000109-52-4 37
5 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 36

Abundance Scan 841 (7.884 min): BP025864.D\data.ms (-834) (-) m/z 60.00 100.00%

60.0

—

5000
S B W/ 4 N
| ‘ ‘ oo 7.60 7.80 8.00 8.20
Ol 1H19.0  207.1267.8326.7 399.9459.95199  m/z 71.10  49.04%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15406: 5-Methylhexanoic acid
60.0
5000 LI L L L B L B BRI

7.60 7.80 8.00 8.20
m/z 43.10 44.87%

L

R H\“\H\‘\H\‘H\\‘HH‘\\H‘\\H‘\H\‘\H\‘\H\‘\

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

Abundance #2274: Butanoic acid
60.0

=

7.60 7.80 8.00 8.20
5000 m/z 41.05 42.77%

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

=

Abundance #69485: Silver butanoate R ARRamEESS S
60.0 7.60 7.80 8.00 8.20
m/z 87.00 36.21%
5000
303.0
216.0
UL 1990 ag0 s
et e e e e e G e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©092525\
Data File : BP@25864.D

Acq On : 25 Sep 2025 19:32

Operator : CG/JU

Sample : Q3168-05

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

[TOTES COMP#1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091225.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 Heptanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.443 15.07 ng 1506700 1,4-Dichlorobenzene-d4 7.755
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 91
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
3 Pentanoic acid 102 C5H1002 000109-52-4 64
4 Hexanoic acid 116 C6H1202 000142-62-1 56
5 Butanoic acid 88 C4H802 000107-92-6 53

Abundance Scan 936 (8.443 min): BP025864.D\data.ms (-923) (-) m/z 60.00 100.00%
60.0
5000 /L\
 RRRRRREEE
“ ‘ 8.20 8.40 8.60 8.80
o dilli 1402 2069 28063408 4299 5061 ./, 73.60 53.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15392: Heptanoic acid
60.0
5000 L B L I LR B
8.20 8.40 8.60 8.80
m/z 41.10 30.39%
“"‘ ‘\l‘\I’\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4825: Butanoic acid, 3-methyl-
60.0
R R A
8.20 8.40 8.60 8.80
5000 m/z 55.00 29.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4774: Pentanoic acid R EE AR REE S T
60.0 8.20 8.40 8.60 8.80
m/z 43.10 28.19%
B M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP092525\

BP025864.D

: 25 Sep 2025 19:32
: CG/JU
: Q3168-05

: 11 Sample Multiplier: 1

hod :

le

ry

[TOTES COMP#1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091225.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Octanoic acid Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
9.943 16.18 ng 1811140  Naphthalene-d8 10.519
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 96
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 47
4 Heptanoic acid 130 C7H1402 000111-14-8 47
5 Pentanoic acid 102 C5H1002 000109-52-4 47
Abundance Scan 1191 (9.943 min): BP025864.D\data.ms (-1180) ()| m/z 60.00 100.00%
60.0
5000
e
of UL ABT L 222.0282.43411 415.0 48145428 ./, 73,00  71.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24056: Octanoic acid
60.0
5000 T
10.00
m/z 43.10 43.74%
”\IlLflhllgg.o‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9147: Hexanoic acid
60.0
——
10.00
5000 m/z 41.10 40.03%
‘mhd\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4827: Butanoic acid, 3-methyl- ——
60.0 10.00
m/z 55.05 35.97%
5000
I -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©092525\
Data File : BP@25864.D

Acq On : 25 Sep 2025 19:32

Operator : CG/JU

Sample : Q3168-05

Misc . TOTES COMP#1

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91225.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.143 5.90 ng 740615  Acenaphthene-di0 14.372
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 94
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 38
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 35
5 2-Anthracenamine 193 C14H11N 000613-13-8 27

Abundance Scan 1735 (13.143 min): BP025864.D\data.ms (-1732) (- m/z 193.20 100.00%

198.2
5000/ 551 1231

—r —
m‘ l 13.00 13.50
o AL L L) 28113411 4149 4952 7 15319 49.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 T ‘ T T ‘ T
55, 13.00 13.50

m/z 55.10  48.39%

‘\\\\"\‘\i“\\“‘\’\“\\J‘\\‘1\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
3.

193.0
—r —
123.0 13.00 13.50
5000 m/z 95.10 41.46%
42.0 ‘ W
A N S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68153: 4-Amino-N-hydroxypyrazolo[3,2-c][1,2,4]triazine- e ——
193.0 13.00 13.50

m/z 69.10  38.92%

95.0
5000

33}‘\? “ o ‘ ’\

‘\\\\’\\\\‘\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©092525\
Data File : BP@25864.D

Acq On : 25 Sep 2025 19:32

Operator : CG/JU

Sample : Q3168-05

Misc TOTES COMP#1

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91225.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 3-Ethyl-2,6,10-trimethylund... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.854 11.15 ng 1400830  Acenaphthene-d10 14.372
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 CléH34 1000432-25-9 90
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 80
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
4 Tridecane, 5-propyl- 226 C16H34 055045-11-9 76
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 72
Abundance Scan 1856 (13.854 min): BP025864.D\data.ms (-1854) (- m/z 57.10 100.00%
57.1
5000 W
— —
150.1 13.50 14.00
ol bbbkl 265.9327.0 415047505369 /7 71 16 85.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 — ——
13.50 14.00
‘ 1410 m/z 43.10 67.51%
\“\‘\‘\ \J\“‘\‘\‘\\“\\\‘\2‘]-\6\.\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228592: Tetradecane, 1-iodo-
57.0
— —
13.50 14.00
5000 m/z 85.10 45, 20%
155.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester — ——
57.0 13.50 14.00
m/z 41.10  29.88%
5000 VMWWAA/NAJV\NWJMJ\ﬂf
| .} “‘Fﬁf)wz.o 2520 325.0
A e e e e P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP@91225.M Fri Sep 26 03:01:35 2025

Page: 11



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092525\
Data File : BP@25864.D

Acqg On : 25 Sep 2025 19:32

Operator : CG/JU

Sample : Q3168-05

Misc . TOTES COMP#1

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91225.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|
Cyclohexanone 5.837 8.4 ng 840858 1  7.755 1999850 20.0
Cyclohexanone, 6.755 7.5 ng 750540 1  7.755 1999850 20.0
3-Pentenoic aci... 7.131 5.7 ng 570453 1  7.755 1999850 20.0
5-Methylhexanoi... 7.884 6.0 ng 600513 1  7.755 1999850 20.0
Heptanoic acid 8.443 15.1 ng 1506700 1  7.755 1999850 20.0
Octanoic acid 9.943 16.2 ng 1811140 2 10.519 2238830 20.0
Decahydro-1,1,4... 13.143 5.9 ng 740615 3 14.372 2512380 20.0
3-Ethyl-2,6,10-... 13.854 11.2 ng 1400830 3 14.372 2512380 20.0
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