LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141971.D

Acqg On : 14 Mar 2025 18:06
Operator : RC/JU

Sample : Q1553-01 5X

Misc :

ALS Vvial : 18 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-BF031025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141971.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.487 576 577 585 rBV 319457 443196 19.40% 4.005%
2 6.493 743 748 758 rVB 303758 390498 17.09% 3.529%
3 6.881 809 814 820 rBV 438526 562001 24.60% 5.079%
4 7.434 898 908 914 rBV 191860 259247 11.35%  2.343%
5 8.157 1026 1031 1037 rBV 528510 670917 29.36% 6.063%

6 9.228 1209 1213 1218 rBV 428663 601195 26.31% 5
7 9.310 1224 1227 1231 rBv4 153828 223409 9.78% 2
8 9.622 1277 1280 1285 rBV2 444316 712815 31.20% 6.441%
9 9.728 1294 1298 1302 rBV 704667 950664 41.61% 8
9.781 1304 1307 1310 rBV2 497065 713889 31.24% 6

11 9.828 1311 1315 1318 rVB 833160 1100748 48.17% 9.947%
12 9.910 1324 1329 1333 rBV3 872937 1568231 68.63% 14.171%

13 10.328 1397 1400 1405 rBV3 1614859 2284965 100.00% 20.648%
14 15.51@ 2277 2281 2293 rVB 340262 584412 25.58% 5.281%

Sum of corrected areas: 11066187
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 14 Mar 2025 18:06
: RC/JU
¢ Q1553-01 5X

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031425\
BF141971.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundanc

v

1le+07
8000000
6000000
4000000

2000000

0

TIC: BF141971.D\data.ms

5.487 6.493  6.881 7.434

Time-->

N
L L L L B L I L B L L B L L L B I L L L L I R I B

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
1.2e+07

le+07
8000000
6000000
4000000

2000000

TIC: BF141971.D\data.ms

0
Time-->

— — — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BF141971.D\data.ms

15.510
-

Time-->

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 T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141971.D

Acqg On : 14 Mar 2025 18:06
Operator : RC/JU

Sample ¢ Q1553-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 unknown9.310 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.310 2.85 ng 223409  Acenaphthene-di10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 45
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 35
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 30
4 Octacosanol 410 C28H580 000557-61-9 30
5 Toxoflavin 193 C7H7N502 000084-82-2 25

Abundance Scan 1227 (9.310 min): BF141971.D\data.ms (-1224) (-) m/z 193.20 100.00%

198.2
55.1
95.1 123.1
5000
TR
151.1 9.00 9.20 9.40 9.60
0! m/z 55.10 79.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7655: Cyclopentane, 1,1,3-trimethyl-
558.0
83.0
5000 L B LR B B
27.0 9.00 9.20 9.40 9.60
m/z 69.10 62.05%
o
O\\\‘\‘\\\\ \\‘\““\‘\\\“1\\\“\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0
69‘0 123.0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
41.0 9.00 9.20 9.40 9.60
5000 95.0 m/z 41.10 61.57%
SN 010 O - N W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone R AR EE
193.0 9.00 9.20 9.40 9.60
m/z 123.10 60.58%
123.0
5000
150.0
95.0
oldro 0 e00 | e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141971.D

Acqg On : 14 Mar 2025 18:06
Operator : RC/JU

Sample ¢ Q1553-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown9.622 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.622 9.09 ng 712815  Acenaphthene-die 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 47
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 42
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
4 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
5 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 37

Abundance Scan 1280 (9.622 min): BF141971.D\data.ms (-1277) ()| m/z 193.20 100.00%

193.2
5000 69.1
411 951 1231
T —
‘ ‘ ‘ 1511 9.50 10.00
Ol i “ e 125 12202 sz 69.10 52.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0
5000 — ——
150.0 9.50 10.00
950 m/z 123.10 43.45%
0 \177\‘0\\\4\"2\(\)\\‘6\9\.\0\‘\\\‘\‘\\‘\\‘1\\\‘\\\\‘\\\\‘\\ ‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 198.0
' 123.0 T ‘ T T ‘ T
41.0 9.50 10.00
5000 95.0 m/z 83.10 42 .00%
bl bbb b ) dszo 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine, — ——
193.0 9.50 10.00
42.0 m/z 41.10 41.15%
5000 83.0 W
108.0
158.0
oﬁ?mWNwmeﬁﬁﬁﬂmwﬁmewm — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141971.D

Acqg On : 14 Mar 2025 18:06
Operator : RC/JU

Sample ¢ Q1553-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.728 12.12 ng 950664  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 97
2 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 45
3 Thiocoumarine, 4,4,6,7-tetramethyl- 220 C13H160S 1000128-90-2 45
4 N-[4-(Ethyl-methyl-amino)-phenyl... 192 C11H16N20 099981-45-0 43
5 2H-1-benzopyran-6-ol, 3,4-dihydr... 220 C14H2002 1000396-25-4 41

Abundance Scan 1298 (9.728 min): BF141971.D\data.ms (-1294) (-)| | m/z 177.10 100.00%
177.

77.1
5000 411 129.1
67.1 220.2
91.1

——
wen ‘ 9.50 10.00
0 a3 L Lk m/z 120.65  49.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99035: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0
220.0
41.0

5000 1
9.50 10.00
m/z 41.10 45.03%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98947: 2-Butanone, 3-(4-tert-butylphenoxy)-
177.0

T
9.50 10.00

5000 57.0 m/z 135.05 41.71%
91.0 135.0 220.0
0 i “N“ e 1““ ‘ “““w“;”“‘m‘w Ramanme “‘ e “‘ R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98812: Thiocoumarine, 4,4,6,7-tetramethyl- e ——
177.0 9.50 10.00

m/z 220.20 36.61%

220.0
5000
410 65.0 9]\"0 11\5'0\\ 14\7.0 ‘H ‘ ! ‘ |
0 LI L 1 | n

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141971.D

Acqg On : 14 Mar 2025 18:06
Operator : RC/JU

Sample ¢ Q1553-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.781 9.10 ng 713889  Acenaphthene-di10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 91
2 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-12-7 45
3 1,7-Nonadiene, 4,8-dimethyl- 152 C11H20 062108-28-5 43
4 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-79-1 43
5 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 38

Abundance Scan 1307 (9.781 min): BF141971.D\data.ms (-1304) ()| m/z 69.10 100.00%

69.1
5000 M
—— —
2942 9.50 10.00
0! m/z 55.10 80.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0
5000 69.0 950 — —
9.50 10.00
m/z 41.10 69.59%
‘ ‘ 151.0
0\‘\\\\‘\\\‘\‘\ \\“‘1\\‘!‘\‘\‘{\“!\\\"\\“1\‘\\\\“\\}‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #100848: Silane, chlorodiethyl(2-methylpentyloxy)-
109.0
193.0
—— —
9.50 10.00
5000 83.0 m/z 83.10 63.97%
43.0
151.0
0 Ay 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29498: 1,7-Nonadiene, 4,8-dimethyl- —— ——
41.0 . .
69.0 9.50 10.00 ;
m/z 109.10 58.69%
5000
109.0
I A e
T i e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141971.D

Acqg On : 14 Mar 2025 18:06

Operator : RC/JU

Sample ¢ Q1553-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 unknown9.828 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
o.828 14.04ng 1100750  Acenaphthene-d1e 5.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl. .. 208 CisH28 080655-44-3 43

2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 27
3 Cyclohexanecarboxylic acid, 4-pe... 292 C18H25F02 079912-83-7 22
4 (Cyclopropyl)trivinylsilane 150 C9H14Si 1000109-93-8 22
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 18

Abundance Scan 1315 (9.828 min): BF141971.D\data.ms (-1311) (-)

m/z--> 20 40 60 80 100120140160180200220240260280

198.2
69.1
1
5000 ov
- 7
391 152.2 . 9.50 10.00
ol ' m/z 69.10 61.98%

123.0
5000 69.0

15p.0
O,

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe

55.0

5000
181.0

Abundance #189285: Cyclohexanecarboxylic acid, 4-pentyl-, 4-fluoro
97.0

123.0 193.0
41.0 /9.50169 1910-0501 719
5000 83.0 m/z . . ]
0 ‘HMHL‘E"%,QM,H S
m/z--> 20 40 60 80 100120140160180200220240260280
— —

292.(

m/z 193.20 100.00%

v

9.50 10.00

m/z 97.10  59.35%

S

9.50 10.00

m/z 55.10 50.05%

o

m/z--> 20 40 60 80 100120140160180200220240260280

.

9.50 10.00

8270-BF031025.M Mon Mar 17 08:45:45 2025

Page:

7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141971.D

Acqg On : 14 Mar 2025 18:06
Operator : RC/JU

Sample ¢ Q1553-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

10.328 29.14 ng 2284970  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 50
2 photocitral A 152 C10H160 055253-28-6 50
3 1-(4-Fluorophenyl)-2-(methoxymet... 222 C12H11FO3 1000388-14-4 50
4 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 49
5 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 47

Abundance Scan 1400 (10.328 min): BF141971.D\data.ms (-1397) (- m/z 123.10 100.00%
1238.1

5000
55.1 81.1

-

207.2

169.1 10.‘00 10.‘50
0 2383 m/z 109.10  36.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #101544: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-on

X

128.0
43.0
5000 179.0 T LN
2220 10.00 10.50
’ m/z 55.10 35.42%
8070 | 1539
0 ‘H‘H“‘HW\’\“\‘\\H’H\\‘H“\‘\‘H“H\‘\H“\‘\ \‘\‘M\H\‘\\\\‘\‘\H“HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29084: photocitral A
123.0
81.0 — —
10.00 10.50
m/z 69.10 35.39%
5000 41.0
| s
Ot e e T T T e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #101081: 1-(4-Fluorophenyl)-2-(methoxymethylidene)but — P
123.0 10.00 10.50
m/z 81.10 34.05%

95.0

5000
43.0

X

222.0
Ggﬁb \‘ I 1490 179.0 | |

(RN N i1 BV o.Mt RS RN

“ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31425\
Data File : BF141971.D

Acqg On : 14 Mar 2025 18:06
Operator : RC/JU

Sample : Q1553-01 5X

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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|
unknown9.310 9 9 ng 223409 3 9.916 1568230 20.
unknown9.622 9 1 ng 712815 3 9.916 1568230 20.
2,5-Cyclohexadi. .. 9 1 ng 950664 3  9.916 1568230 20.
Decahydro-1,1,4... 9.781 9.1 ng 713889 3 9.916 1568230 20.
unknown9.828 9 0 ng 1100750 3 9.916 1568230 20.
0 1 3 9

2,11-Dioxabicyc... 1@. ng 2284970 .916 1568230 20.
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