LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc :

ALS Vvial : 13  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_ F\Methods\8270-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142538.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.110 487 496 505 rBV 78110 122103 3.81% 0.601%
2 5.510 558 564 569 rBvV 942110 1256859 39.26% 6.182%
3 6.510 729 734 742 rVB 637100 801654 25.04%  3.943%
4 6.892 795 799 806 rVB 498189 628704 19.64%  3.092%
5 7.075 826 830 835 rVB 38903 45867 1.43% 0.226%
6 7.457 885 895 900 rBV 1275259 1801445 56.27% 8.861%
7 7.704 932 937 941 rVB3 25075 41704 1.30% ©0.205%
8 7.851 959 962 967 rVB2 33736 47851 1.49% 0.235%
9 7.916 967 973 981 rBV 82703 129245 4.04% 0.636%
10 8.181 1004 1018 1023 rBV 656262 998433 31.19% 4.911%
11  8.222 1023 1025 1030 rVB2 64204 84189 2.63% 0.414%
12 8.375 1047 1051 1056 rBV3 29248 44511 1.39% 0.219%
13 8.457 1062 1065 1070 rVB2 27868 38361 1.20% ©.189%
14 8.575 1079 1085 1094 rBV3 224823 405780 12.68% 1.996%
15 8.810 1121 1125 1128 rBV 21881 32934 1.03% 0.162%
16 8.886 1133 1138 1142 rVB3 39423 69115 2.16% 0.340%
17 8.992 1148 1156 1160 rBV2 56115 118916 3.71% ©.585%
18 9.198 1188 1191 1195 rBV3 27105 42114 1.32% 0.207%
19 9.257 1195 1201 1206 rVV 2434326 3201384 100.00% 15.747%
20 9.451 1229 1234 1240 rVB2 29835 69403 2.17% 0.341%
21 9.516 1240 1245 1250 rBV2 65006 107847 3.37% 0.530%
22 9.592 1254 1258 1260 rBV 67794 86162 2.69% 0.424%
23 9.651 1265 1268 1272 rVVv4 45691 56929 1.78% 0.280%
24 9.710 1275 1278 1283 rVB 28159 42736 1.33% 0.210%
25 9.792 1288 1292 1296 rBV 31839 48283 1.51% ©0.237%
26 9.933 1310 1316 1321 rBV 776543 1005101 31.40% 4.944%
27 10.039 1331 1334 1338 rVB 30733 41401 1.29% ©0.204%
28 10.133 1346 1350 1354 rBV3 51794 73994  2.31% 0.364%
29 10.174 1354 1357 1362 rVB2 33869 51209 1.60% 0.252%
30 10.251 1366 1370 1373 rBV2 46407 64860 2.03% 0.319%
31 10.551 1417 1421 1424 rBV 83042 123203 3.85% 0.606%

32 10.645 1433 1437 1442 rVB2 118700 172265 5.38% 0.847%
33 10.727 1445 1451 1456 rVV 1518346 2052519 64.11% 10.096%

34 10.851 1464 1472 1478 rVB2 118660 209482 6.54% 1.030%
35 10.922 1480 1484 1488 rBV2 45802 76894  2.40% 0.378%

36 11.063 1504 1568 1515 rBV3 69495 124805 3.90% 0.614%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc

ALS Vvial : 13  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_ F\Methods\8270-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.174 1524 1527 1533 rVB3 45738 87695 2.74% 0.431%
38 11.316 1547 1551 1556 rVB3 56017 82598 2.58% 0.406%
39 11.421 1564 1569 1576 rBV 712376 928731 29.01% 4.568%
40 11.945 1653 1658 1669 rVB 366805 545031 17.02% 2.681%
41 12.651 1775 1778 1787 rVB3 30773 58079 1.81% 0.286%
42 12.733 1787 1792 1804 rVV 86189 143479 4.48% 0.706%
43 12.827 1804 1808 1812 rVB 48908 61669 1.93% 0.303%
44 13.010 1833 1839 1844 rBV 2128855 2750526 85.92% 13.529%
45 13.533 1923 1928 1932 rBV 44910 56983 1.78% 0.280%
46 13.904 1986 1991 2004 rBV 64878 120007 3.75% 0.590%
47 14.062 2013 2018 2030 rVB 452967 576682 18.01% 2.837%

48 15.556 2266 2272 2294 rVB 375677 600779 18.77%  2.955%

Sum of corrected areas: 20330521
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142538.D\data.ms

2000000

1500000
7.457

1000000 5.510

6.510

500000 J\ 6.892
5.110 J .
. 1 7.075 7.70
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Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF142538.D\data.ms
9.257

13.010
2000000

10.727
1500000

1000000
11.421
8.181

11.945

0 98183110210 Y59631m131 121_35@@
0rr=——— EVW \ \‘W\\\‘g

T — — — — :
Time--> 8.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF142538.D\data.ms

500000

2000000

1500000

1000000

500000 14.062 15.556

13.533 13.904
0 T_“ T T T T ‘ T T ‘ T T ‘ T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.110 3.88 ng 122103 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 496 (5.110 min): BF142538.D\data.ms (-487) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 T I T T T[T T[T r[rrirg
‘ 83.0 4.80 5.00 5.20 5.40
H\‘\H\‘\H\‘\H\“MH\‘H‘\‘\‘\H\’H\\‘\‘\-H‘HH“HH‘HH‘ m/Z 59.10 56.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T
59.0 4.80 5.00 5.20 5.40
m/z 101.10 18.13%
15.0 101.0
| 280 830 |
\\\‘\\\\‘\\\\‘\\\\‘\}\\‘\\}\‘\\\\’\\\\‘\‘\\\‘\\\}‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R A manaE R
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 16.56%
27-? ‘ 87.0
SN | 5 YT A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone EEEmmERE T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.53%
5000 43.0
87.0 A
miz--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.4
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Data\B
BF142538.D

: 23 May 2025 16:34
: RC/JU
¢ Q2114-01

: 13 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Met
: ASP BNA STANDARDS FOR 5 POIN

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

F052325\

hods\8270-BF052025.M
T 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

2 Benzene, 2-ethenyl-1,4-dime...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.916 2.59 ng 129245 Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 87
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 87
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
Abundance Scan 973 (7.916 min): BF142538.D\data.ms (-967) (-) m/z 117.10 100.00%
1171
5000
911 e e e ey
51.0 44 o | 1?3 1 7.60 7.80 8.00 8.20
SR VP N AV ‘M‘uUN““‘ m/z 132.85 38.38%
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4- dlmethyl-
17.0
5000 (\j\u‘u\\‘\u\‘uu‘uu‘
7.60 7.80 8.00 8.20
51.0 m/z 115.10 30.70%
270 | ‘ 1%3.0
\\\‘\‘\\\““\\H"H‘\\H\‘\\‘}\‘m “\‘VHI‘\‘\\\
miz—-> 20 40 60 100 120 140
Abundance #16172: Benzene, (1rneﬂwl1 mnpenyD (E)- /\
117
\\‘\\\n\‘\\\\‘\\\\‘\\\\‘
7.60 7.80 8.00 8.20
5000 m/z 131.05  18.14%
91.0
51.0 ‘ 1#3.0
e e TSR L
m/z--> 20 40 60 80 100 120 140 f\A Jd
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)- A A AL
117.0 7.60 7.80 8.00 8.20
m/z 91.10 15.77%
5000 91.0
51.0
133.0
— ‘ : w‘ el m ““\ S T ﬁh i MAM/\
m/z--> 20 40 0 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Naphthalene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.992 2.38 ng 118916  Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 93
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 86
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 70
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 47

Abundance Scan 1156 (8.992 min): BF142538.D\data.ms (-1148) (-) m/z 142.05 100.00%
1421

5000 1151

390 63.0 91.0

160.1 AN LA SyRTAN
‘ 8.60 8.80 9.00 9.20 9.40

T “ T \H{ T ““\‘ \”\H{h‘ \”\H\ \“H\‘ Pt ft i ‘M\ T “‘ L ™ m/Z 141.00 89.41%
m/z--> 20 40 60 80 100 120 140 160

Abundance #22150: Naphthalene, 2-methyl-
142.0

5000 P P TR
115.0 8.60 8.80 9.00 9.20 9.40

m/z 115.05 44.73%

510,710 890 I

m/z--> 20 40 60 80 100 120 140 160

Abundance #22142: Naphthalene, 1-methyl-
142.0
L
8.60 8.80 9.00 9.20 9.40
m/z 118.10 36.54%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #22141: Benzocycloheptatriene I RV A Yk
141.0 8.60 8.80 9.00 9.20 9.40
115.0 m/z 145.05 29.18%
5000
63.0 89.0
"‘“_‘“‘Wﬁﬂwwwh““d‘_“‘q““_“‘ ‘ i
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Naphthalene, 1,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.516 2.15 ng 107847  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
Abundance Scan 1245 (9.516 min): BF142538.D\data.ms (-1240) (-) m/z 156.10 100.00%
156.1
5000 j\
115.1 Py j\ :
51.0 77.0 :

S e N w‘;““ 13500l 1900 s a1.00  68.87%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #33163: Naphthalene, 1,6-dimethyl-

156.0
5000 T ‘
9.50
115.0 m/z 155.10  38.19%
510 7.0
\\\’2\7‘\.\0\“\\“\\“M\‘\HU“\H\‘\\“\\\‘i‘\“!‘\\"‘\\Jm‘\\\\‘\\\\
miz—-> 20 40 60 80 100 120 140 160 180
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
A AUV ¢~
9.50
5000 m/z 115.10 17.77%
510 77.0 115.0
S T VRSN W ) | S
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #33149: Naphthalene, 2,3-dimethyl- —
156.0 9.50
m/z 153.05 14.33%
5000
76.0 115.0
51.0 .
BT b R <. VYOV
mlz--> 20 40 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Naphthalene, 1-(2-propenyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.551 2.45 ng 123203  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 81
2 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 64
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 64
4 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 58
5 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 52

Abundance Scan 1421 (10.551 min): BF142538.D\data.ms (-1417) (- m/z 168.05 100.00%

168.1
5000
82.0 /\/\‘ ‘10‘50‘ |
51.0 115.0 139.0 :
ottty Tl 20800 167,10 63.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43643: Naphthalene, 1-(2-propenyl)-
158.0
5000 Al :
1150 10.50
m/z 153.05 59.42%

3 680 .0
14% \\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43641: 1,1'-Biphenyl, 2-methyl-
168.0
: ‘

\
10.50
5000 m/z 165.10  42.65%

H“H"_‘uw“uqim“u“_“w“u‘w“‘H“_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance Bi / . ‘

#43636: 1,1'-Biphenyl, 3-methyl-
168.0 10.50

m/z 152.05 36.20%

5000
270 810 820 11501590 |

—
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.645 3.43 ng 172265  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 91
2 2-(2-0xo0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 50
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 49
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 38
5 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 38

Abundance Scan 1437 (10.645 min): BF142538.D\data.ms (-1433) (- m/z 105.10 100.00%

10%.1
77.0
182.1
5000
51.0

T
131.0 10.50 11.00

158.0
Ol el SRR 2180 77,05 63.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0

5000 e
10.50 11.00
51.0 m/z 182.10  54.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58785: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile
105.0

Anny
77.0 10.50 11.00
5000 m/z 51.00 27.85%
51.0
L 1280 1580 840
PNBIMEFYNSL BT MEMBPMSIN MBI L/ ML LS L N
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57931: Phenyl 4-pyridyl ketone 7 —
105.0 10.50 11.00

m/z 181.05 14.15%

770 183.0
5000 51.0
\ | 1270 1540 | o A

—T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

8270-BF052025.M Sat May 24 06:42:03 2025 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Tridecane, 5-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.851 4.51 ng 209482  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 64
2 Decane, 2-methyl- 156 C11H24 006975-98-0 58
3 5-Ethyldecane 170 C12H26 017302-36-2 58
4 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 58
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 50
Abundance Scan 1472 (10.851 min): BF142538.D\data.ms (-1464) (- m/z 57.10 100.00%
57.1
85.1 184.1 = =
H ‘ 1131 4401 ‘ ‘ 10.50 11.00
‘H‘H‘qhu‘w;m‘muJ_‘w‘ﬁ‘whmmwdu‘k“w‘u‘u“ m/z 71.10 64.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 — —
10.50 11.00
85.0 m/z 43.10  53.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33083: Decane, 2-methyl-
57.0
— ——
10.50 11.00
5000 m/z 85.10 26.62%
85.0
29.0
‘ 112.0
AL e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45482: 5-Ethyldecane “ T
57.0 10.50 11.00
m/z 41.10 26.07%
5000
85.0 00
112.0 1
L a0 100
R L o RARARES L — —
miz--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :
Quant Title

TIC Library

BF142538.D

: 23 May 2025 16:34
: RC/JU

¢ Q2114-01

: 13 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 1H,2H,3H-Cyclopenta[a]lnapht... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.063 2.69 ng 124805 Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H,2H,3H-Cyclopenta[a]naphthalen... 182 C14H14 001624-22-2 93
2 4,4'-Dimethylbiphenyl 182 C14H14 000613-33-2 91
3 1,1'-Biphenyl, 2-ethyl- 182 C14H14 001812-51-7 90
4 Benzene, 1-methyl-3-(phenylmethyl)- 182 C14H14 000620-47-3 81
5 1,1'-Biphenyl, 2,4'-dimethyl- 182 C14H14 000611-61-0 81

Abundance Scan 1508 (11.063 min): BF142538.D\data.ms (-1504) (- m/z 182.10 100.00%
182.1
5000
152.1
T \
89.0 11.
8.0 115.1 210.0 00 S
m/z 167.10 97.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57036: 1H,2H,3H-Cyclopenta[a]naphthalen-5-ylmethane
167.0
5000 I :
11.00
m/z 165.10 61.28%
890 1150
140 390 630 1 11501390, |
\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57007: 4,4'-Dimethylbiphenyl
182.0
T \
11.00
5000 m/z 181.10  29.52%
. 152.0
27.0 . 51‘0 Iy 76‘\ (H) m 11\50\ , ‘\ \‘ h“
P e e e e e b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57010: 1,1-Biphenyl, 2-ethyl- e :
167.0 11.00
m/z 152.05 27.22%
- kﬂbﬂ\ﬁ\ﬁxﬂﬁXHAﬂKJJkA
51.0 83.0 115.0139.0 H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.945 11.74 ng 545031 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1658 (11.945 min): BF142538.D\data.ms (-1653) (- m/z 43.10 100.00%

43.1 173.0
5000 129.0

213.2
H‘ 157.1185.1 ‘ 256.3 12.00
HW‘H“JH \M‘MHJMWEJW\WMJMJ Mwﬂwuhwu‘wuj_ m/z 60.00  95.33%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T

-
N
o
o

157018502130 256.0 m/z 73.05 95.13%

m/z--> 20 40 60 80 100120140160180200220240260

Abundance #92063: Tridecanoic acid
1
43.0 30
=
12.00
5000 129.0 m/z 57.05 80.42%

171.0
214.0
wsol I AL LSL .
m/z--> 20 40 60 80 100120140160180200220240260

\
Abundance 126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.10 76.91%

**

5000 129.0

242.0

H‘ 157.0
‘ H 1 \H ‘\H mi

15-0“ m H‘n

m/z--> 20 40 60 80 100120140160180200220240260 12.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.733 3.09 ng 143479  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 1792 (12.733 min): BF142538.D\data.ms (-1787) (- m/z 43.10 100.00%

43.1 730
5000 129.1

185.1 241.2 ) — ——
WHJ 284.: 12.50 13.00

w”hwh \M\ bl u‘“\\im\‘ L ‘u“‘ “i | -+ ‘L‘ m/z 57.05 90.11%

m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0

5000 129.0 — —
12.50 13.00

1850 5410 200 m/z 73.00  86.65%

[l
T T T T ‘
m/z--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0

43.0 — ==

12.50 13.00
5000 129.0 m/z 60.00  80.12%

185.0
| il
““ H‘“H‘w‘ il “u““‘ uh““ ;M‘\‘h; “ A \“ A “‘ e
m/z--> 50 100 150 200 250
Abundance #46965: n-Decanoic acid AT PAFPf
60.0 12.50 13.00

m/z 55.05 78.54%

5000 129.0
29.0
\‘ Ll H‘u “‘\\?7@01\\‘ L 1720

‘ —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Hexadecanoic acid, butyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.827 2.14 ng 61669  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 83
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 64
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 46
4 trans-4-Aminocyclohexanecarboxyl... 215 C10H21NO2Si 1000384-24-5 35
5 Cyclopentanone, 2,2-dimethyl- 112 C7H120 004541-32-6 30

Abundance Scan 1808 (12.827 min): BF142538.D\data.ms (-1804) (- m/z 56.05 100.00%
56.0
5000
2571
1291 T UL
97.0 1714 213.2 ‘ 12.50 13.00
S VRO \‘HH‘\H‘ | ‘H‘ —— m/z 57.10 54.83%
m/z--> 50 100 150 200 250 300
Abundance #214941: Hexadecanoic acid, butyl ester
56.0
5000 — ——
12.50 13.00
‘ ‘ ‘ . 2570 m/z 43.05 39.91%
A ‘ . 18802190 | 312
miz—-> 50 100 150 200 250 300
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
— ——
12.50 13.00
5000 m/z 41.05 38.04%
97.0 1290 257.0
. ‘\ h um\ HM wh \‘ " . ‘18‘\5‘0‘ — \‘ ‘\“ —— 3‘1“2‘(
m/z--> 50 100 150 200 250 300
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester — —
56.0 12.50 13.00
m/z 55.10 34.41%
5000
257.0
(LA ‘ﬁ“"ﬂf?‘) 710 2130 | | st
e st A — ——
mlz--> 50 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.904 4.16 ng 120007  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
3 1-Hexacosene 364 C26H52 018835-33-1 95
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
Abundance Scan 1991 (13.904 min): BF142538.D\data.ms (-1986) (- m/z 43.05 100.00%
43.
7.1
5000
——
l ‘ ‘ 14.00
‘ H“,u‘m % heh “2‘07“0‘ B~ m/z 55.85 99.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
53.0
5000 111.0 T
14.00
I m/z 57.10  99.86%
\\"\M\"‘\‘ \\‘\‘“ “ ‘h “‘\7\\0\‘f\\\2‘6\6\9\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0
——
14.00
5000 m/z 83.05 82.82%
111.0
169
! h Wl [ 2002840 a3
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene N”AT“7”7\‘ —
57.0 14.00
m/z 97.10 75.68%
5000 1110
\‘ I | \H\ d‘\ \‘ ‘\ 167 0 238.0 2920 364.0
—h ,“ e e e e e
miz--> 50 100 150 200 250 300 350 400 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
Data File : BF142538.D

Acqg On : 23 May 2025 16:34
Operator : RC/JU

Sample : Q2114-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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|
2-Pentanone, 4-... 5.110 3.9 ng 122103 1 6.892 628704 20.0
Benzene, 2-ethe... 7.916 2.6 ng 129245 2 8.181 998433 20.0
Naphthalene, 2-... 8.992 2.4 ng 118916 2 8.181 998433 20.0
Naphthalene, 1,... 9.516 2.1 ng 107847 3  9.933 1005100 20.0
Naphthalene, 1-... 10.551 2.5 ng 123203 3 9.933 1005100 20.0
Benzophenone 10.645 3.4 ng 172265 3 9.933 1005100 20.0
Tridecane, 5-pr... 10.851 4.5 ng 209482 4 11.422 928731 20.0
1H,2H,3H-Cyclop... 11.063 2.7 ng 124805 4 11.422 928731 20.0
n-Hexadecanoic ... 11.945 11.7 ng 545031 4 11.422 928731 20.0
Octadecanoic acid 12.733 3.1 ng 143479 4 11.422 928731 20.0
Hexadecanoic ac... 12.827 2.1 ng 61669 5 14.063 576682 20.0
1-Heneicosanol 13.904 4.2 ng 120007 5 14.063 576682 20.0
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