LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142647.D

Acqg On : 06 Jun 2025 15:29
Operator : RC/JU

Sample : Q2214-01

Misc :

ALS vial : 9 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: BF142647.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.104 485 495 503 rBV 125657 185043 10.87% 1.152%
2 5.510 558 564 569 rBV 1311439 1693264 99.47% 10.546%
3 6.516 729 735 751 rVB 1282695 1702204 100.00% 10.602%
4 6.892 794 799 804 rBV 583724 709632 41.69% 4.420%
5 7.451 885 894 904 rBV 818080 1117081 65.63% 6.957%
6 7.704 934 937 945 rvVB2 15668 23472 1.38% 0.146%
7 8.181 1011 1018 1023 rBV 701627 948145 55.70%  5.905%
8 8.228 1023 1026 1030 rVB2 20825 26749 1.57% 0.167%
9 8.469 1064 1067 1071 rVB5 16812 21319 1.25% 0.133%
10 8.680 1100 1103 1106 rBvV2 23570 29242 1.72% 0.182%
11  8.998 1154 1157 1160 rBV 50270 65631 3.86% 0.409%
12 9.139 1175 1181 1184 rBV5 42934 91589 5.38% 0.570%
13 9.251 1195 1200 1205 rBV 1233814 1535277 90.19% 9.562%
14  9.327 1209 1213 1217 rBV4 107523 162931 9.57% 1.015%
15 9.569 1250 1254 1255 rBV3 76193 92759 5.45% ©.578%
16 9.598 1255 1259 1263 rVB 201862 280741 16.49% 1.749%
17 9.645 1263 1267 1271 rBV3 173920 274525 16.13% 1.710%
18 9.804 1290 1294 1296 rBV3 127504 185657 10.91% 1.156%
19 9.845 1298 1301 1305 rVB2 196860 266618 15.66% 1.661%
20 9.933 1310 1316 1320 rVV 808204 1161389 68.23% 7.233%

21 10.345 1383 1386 1391 rBv2 198889 252260 14.82%
22 10.727 1447 1451 1455 rBV 762401 1019550 59.90%
23 10.851 1469 1472 1479 rVB 454972 634955 37.30%
24 11.427 1567 1570 1575 rBV 634891 835047 49.06%

A UvTwOo R
\\o]
vl
%]
R

25 13.010 1835 1839 1848 rVB 758046 1042553 61.25% 493%
26 14.068 2014 2019 2032 rVB 469160 699172 41.07%  4.355%
27 14.551 2098 2101 2115 rVB2 66856 114131 6.70% ©.711%
28 14.992 2173 2176 2184 rVB6 17980 27774 1.63% 0.173%
29 15.121 2194 2198 2205 rVB 17850 37053 2.18% 0.231%
30 15.192 2206 2210 2214 rBV 20165 30811 1.81% 0.192%
31 15.562 2267 2273 2291 rVB 452285 749330 44.02% 4.667%
32 16.033 2348 2353 2359 rBV 22590 40129 2.36% 0.250%

Sum of corrected areas: 16056033
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142647.D

Acqg On : 06 Jun 2025 15:29
Operator : RC/JU

Sample : Q2214-01

Misc

ALS vial : 9 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: BF142647.D\data.ms
2000000

1500000
5.510 6.516

1000000
7.451

6.892
500000

5.104
7.70¢

0 UL LN L L L I L L L L L L L L L B L L L L L L L L L L BB L LN I BRI IR

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: BF142647.D\data.ms

2000000

11.427

1500000 13.010

1000000

S~

500000

0 = : e e e e — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF142647.D\data.ms
2000000

1500000

1000000

14.068

14.551 14 aspsr92 16.033

0 T ‘ T T ‘ T T T T ‘ T ‘lﬁ,\_\’k/‘\ 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\BF060625\
Data File : BF142647.D

Acqg On : 06 Jun 2025 15:29
Operator : RC/JU

Sample : Q2214-01

Misc

ALS vial : 9 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 2
R.T. EstConc Area Relative to ISTD R.T.
5.104 5.22 ng 185043 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 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 495 (5.104 min): BF142647.D\data.ms (-485) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 TI T rrrrrrrrprirrg
4.80 5.00 5.20 5.40
1 | 83.0 ‘ 9
\\\\‘\\\\‘1\\‘\“\\\\“\\\\“\\\\‘\\\\‘\\ m/Z 59.10 56.77%
m/z--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.50%
15.0 ‘ 101.0
\\\\‘\W‘\\“M\\}‘\\\\8‘3‘\.9\\“‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R R R
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.87%
59.0
27.0 101.0
‘ 1 i N -
e
mlz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R A RRRRY
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.16%
5000 41.0
SN U L3 T Y (N N
mlz--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142647.D

Acqg On : 06 Jun 2025 15:29
Operator : RC/JU

Sample : Q2214-01

Misc

ALS vial : 9 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 2 unknown9.327 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.327 2.81 ng 162931  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
2 Valeric acid, 2,7-dimethyloct-7-... 236 C15H2402 1000292-48-9 35
3 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 30
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 27
5 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 22

Abundance Scan 1213 (9.327 min): BF142647.D\data.ms (-1209) (-) m/z 193.20 100.00%
57.1 193.2

95.1 123.1

5000 159.1

=

9.00 9.20 9.40 9.60
m/z 57.10  87.95%

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

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

T

123.0
5000 69.0 95.0 e
9.00 9.20 9.40 9.60
m/z 55.10 80.86%
‘ ‘ 151.0
| il \‘ \‘ ‘ ‘ L ! “ |
‘\\\\‘\\\\‘\\\“\\\‘\\\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #118671: Valeric acid, 2,7-dimethyloct-7-en-5-yn-4-yl est
57.0

%

193.0
85.0 SR ——

9.00 9.20 9.40 9.60
5000 119.0 m/z 41.10 76.76%

29.0

“ ‘H“ M‘M\M H Mh Al \“ L 235'0
T T T A e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68153: 4-Amino-N-hydroxypyrazolo[3,2-c][1,2,4]triazine- R RamE e A
193.0 9.00 9.20 9.40 9.60

m/z 43.10 72.25%

‘ 152.0
Ll

%

95.0
5000
67.0
40.0 146.0
M N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142647.D

Acqg On : 06 Jun 2025 15:29
Operator : RC/JU

Sample : Q2214-01

Misc

ALS vial : 9 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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.598 4.83 ng 280741  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 93
2 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 87
3 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 83
4 4'-Diethylaminoacetanilide 206 C12H18N20 005326-57-8 72
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 72
Abundance Scan 1259 (9.598 min): BF142647.D\data.ms (-1255) (-) m/z 191.20 100.00%
191.2
5000 vaxwﬂby\ﬁAm%
57.1 e =
911 1311 16‘3'1 ‘ 9.50 10.00
‘H"H‘ﬂuw\w‘MM‘N"m‘hwkhquhu‘u‘u_‘Lw‘hu m/z 206.20  21.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82756: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 — o
9.50 10.00
57.0 o
1310 550 m/z 57.10 19.46%
20 Lo
NN | TR R il I l 1
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82739: 2,4-Di-tert-butylphenol
191.0
—— —
9.50 10.00
5000 m/z 163.10 14.04%
57.0
o S10 1150 uygtia0 | |
R R B i e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82765: Phenol, 3,5-bis(1,1-dimethylethyl)- T —
191.0 9.50 10.00
m/z 131.05 13.49%
5000
57.0
290 91.0 = 1350 1630 | |
\\\‘\\\\“\\\‘\‘\\\\"\\\\‘\‘\\‘\‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\ T ‘ T T ‘
miz--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF052025.M Mon Jun @09 05:11:22 2025 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142647.D

Acqg On : 06 Jun 2025 15:29
Operator : RC/JU

Sample : Q2214-01

Misc

ALS vial : 9 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 unknown9.645 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.645 4.73 ng 274525  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 43
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 43
3 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C1OH11NO3 1000387-33-4 30
4 Iminostilbene 193 C14H11N 000256-96-2 22
5 2-Amino-4-benzylthiomethyl-6-pip... 315 C16H21N5S 022362-19-2 22

Abundance Scan 1267 (9.645 min): BF142647.D\data.ms (-1263) (-) m/z 193.20 100.00%

57.1 193.2
5000 83.1 123.1

- e
‘ 159.1 9.50 10.00
A e m/z 57.10 84.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0

5000 55.0 e e
109.0 9.50 10.00

81 0 m/z 43.10 62.70%

29.0 ‘ ‘
137.0
\‘\‘H\\“\\\‘\“\‘\\\““\\U\’\\\\“\\\\‘\\“\\??\0\\‘\\\\‘\\\2\2’2\-\0
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
193.0

69.0 123.0

—
41.0 9.50 10.00
5000 95.0 m/z 41.10 58.55%

Mh \“\ H“ ‘1520 MW
‘uu‘ u‘uu \H’HH\H\‘HH’HH‘HH‘HH’H

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67622: 2H-Spiro[1-benzofuran-3,2'-[1,3]dioxolane]-5-am — —

105.0 198.0 9.50 10.00
m/z 55.10  54.94%

52.0 133.0 164.0
5000 790
|

—
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\BF060625\
Data File : BF142647.D

Acqg On : 06 Jun 2025 15:29
Operator : RC/JU

Sample : Q2214-01

Misc

ALS vial : 9 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 unknown9.804 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.804 3.20 ng 185657  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 41
2 Cetene 224 C16H32 000629-73-2 38
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 30
4 1-Tricosene 322 C23H46 018835-32-0 30
5 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 30
Abundance Scan 1294 (9.804 min): BF142647.D\data.ms (-1290) (-) m/z 55.10 100.00%
55.1
83.1
193.2
5000 123.1
159.1

— ——

“ h I 224.3 9.50 10.00
rrrrrrreri Al m/z 69.10  94.34%

m/z--> 20 40 60 80 100120140 160180200220240260

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

193.0
123.0
5000 69.0 — ——
9.50 10.00
m/z 41.10 92.18%
‘ ‘ ‘ 151.0
HH‘\H\‘HH‘\H‘\\‘}\\‘!‘\‘\‘\\‘!\\\“H‘H‘HH“\H‘\‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100120140 160180200220240260
Abundance #104591: Cetene
41.0
— ——
83.0 9.50 10.00
5000 m/z 83.10 75.11%
125.0
120 | | ‘H‘ M\ I “\ 1540 19602240
L R AAMAARRaRRs AT EaS L e
m/z--> 20 40 60 80100120140160180200220240260
Abundance #271371: Bromoacetic acid, hexadecyl ester “ T
43.0 9.50 10.00
83.0 m/z 57.10 74.99%
5000
123.0
1960
m/z--> 20 40 60 80100120140160180200220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142647.D

Acqg On : 06 Jun 2025 15:29
Operator : RC/JU

Sample : Q2214-01

Misc

ALS vial : 9 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 unknown9.845 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.845 4.59 ng 266618  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
2 2-Amino-4-ethylthiomethyl-6-pipe... 253 C11H19N5S 022362-22-7 22
3 2-Amino-4-(trifluoromethyl)benze... 193 C7H6F3NS 004274-38-8 22
4 Benzaldehyde, p-nitro-, dimethyl... 193 C9H11N302 010424-92-7 18
5 m-Nitrobenzaldehyde dimethylhydr... 193 C9H11N302 032787-76-1 18

Abundance Scan 1301 (9.845 min): BF142647.D\data.ms (-1298) (-) m/z 193.20 100.00%

193.2
411 69.1 971
5000

— —
9.50 10.00
m/z 97.10 60.72%

224.2

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

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

%

123.0

5000 69.0 950 — C
9.50 10.00
m/z 69.18  56.14%

151.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138936: 2-Amino-4-ethylthiomethyl-6-piperidino-1,3,5-tri
198.0

3

— —
9.50 10.00
5000 m/z 41.10  54.44%

84.0
43.0 7 111043701640 | 2240 254

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

Abundance #68179: 2-Amino-4-(trifluoromethyl)benzenethiol — —
193.0 9.50 10.00

m/z 55.10 50.26%

¢

5000
148.0

410 277 960 150 Lol |

i T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00

é
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142647.D

Acqg On : 06 Jun 2025 15:29
Operator : RC/JU

Sample : Q2214-01

Misc

ALS vial : 9 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 (Phenylthio)acetic acid, cy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.345 4.34 ng 252260  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Phenylthio)acetic acid, cyclobu... 222 C12H1402S 1010299-95-5 55
2 Diallyldivinylsilane 164 C1loOH16Si 119901-88-1 50
3 3-Fluorobenzoic acid, 2-tridecyl... 322 C20H31F02 1000280-60-2 49
4 4-Fluorobenzoic acid, 6-ethyl-3-... 280 C17H25F02 1000279-07-4 47
5 4-Fluorobenzoic acid, 3-pentadec... 350 C22H35F02 1000280-68-4 47

Abundance Scan 1386 (10.345 min): BF142647.D\data.ms (-1383) (- m/z 123.10 100.00%
128.1

5000 55.1

©
=
-

207.2

— —
10.00 10.50
m/z 55.10 41.11%

1491 4792 33.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #101083: (Phenylthio)acetic acid, cyclobutyl ester

\

123.0
5000 222.0 “ —
10.00 10.50
55.0 m/z 81.10 35.09%
99.0
290 | |, "7y ) 1510 1940 |
‘\\\\‘1\\\‘\\\\‘1\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39581: Diallyldivinylsilane
123.0
— —
98.0 10.00 10.50
5000 55.0 m/z 69.10 34.91%

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

Abundance #227124: 3-Fluorobenzoic acid, 2-tridecyl ester — T
128.0 10.00 10.50

m/z 41.10 33.21%

X

5000 43.0

690 950
182.0

4

L1540

— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142647.D

Acqg On : 06 Jun 2025 15:29
Operator : RC/JU

Sample : Q2214-01

Misc

ALS vial : 9 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 8 Tridecane, 5-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.851 15.21 ng 634955  Phenanthrene-di10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 86
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 83
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 81
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 80
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
Abundance Scan 1472 (10.851 min): BF142647.D\data.ms (-1469) (- m/z 57.10 100.00%
57.1
5000 M
85.1 — —
1131
10.50 11.00
‘ 1411 1832
‘,WWHW‘M‘,MH_‘l‘wuhwH_‘uw‘hmﬁ??ﬁ?“ﬁ?“m m/z 71.10  69.30%
miz--> 20 40 60 80 100 120 140 160 180200220 240 260
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 — ——
10.50 11.00
Ll m/z 43.10  50.36%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
— ——
10.50 11.00
5000 m/z 85.10 25.72%
85.0
29.0 113.0 0
L ‘ L \\ 1550 225.0253.0
‘VH‘_“_‘H,HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH‘H‘
m/z--> 20 40 60 80 100 120140 160 180200220 240 260
Abundance #74008: Tridecane, 4-methyl- — —
43.0 10.50 11.00
71.0 m/z 41.10 23.32%
5000 M
| ‘ | 990 1550
S - N N 112 S
miz--> 20 40 60 80 100 120140 160 180200220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142647.D

Acqg On : 06 Jun 2025 15:29
Operator : RC/JU

Sample : Q2214-01

Misc

ALS vial : 9 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 Strychnidin-10-one, 2,3-dim... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.551 3.26 ng 114131  Chrysene-di12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 72
2 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 53
3 9-(3,4-Dimethoxyphenyl)-3,3,6,6-... 410 C25H3005 071827-94-6 45
4 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 45
5 Stigmasta-4,6,22-trien-3.beta.-ol 410 C29H460 096737-58-5 38
Abundance Scan 2101 (14.551 min): BF142647.D\data.ms (-2098) (- m/z 410.35 100.00%
410.4
57.1
5000
190.1 —
| 1460 | 2474 3072 14.50 .
e m/z 57.10 57.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307835: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.C
5000 363.0 —— |
14.50
m/z 411.40  33.69%
77.0 4350 203.0 2800 ‘ H
n \\m U\u ‘\u\“m‘ ‘\‘m I M\ l .m\n \ il h\ H " u\ m ‘H ‘mm‘wh‘ i \}h “h‘ A \ .
m/z--> 50 100 150 200 250 300 350 400
Abundance #308159: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)-
410.C
T
14.50
5000 m/z 395.30  30.45%
560 1340 1980 2660 3380
I iR s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #307970: 9-(3,4-Dimethoxyphenyl)-3,3,6,6-tetramethyl-3, — ‘
410.C 14.50
m/z 190.10 18.01%
5000 83.0 273.0
% ‘ 1610 5170
3
323.0
- % bl el "‘ I O B e W |
miz--> 50 100 150 200 250 300 350 400 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142647.D

Acqg On : 06 Jun 2025 15:29
Operator : RC/JU

Sample : Q2214-01

Misc

ALS vial : 9 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-... 5.104 5.2 ng 185043 1 6.892 709632 20.0
unknown9.327 9.327 2.8 ng 162931 3 9.933 1161390 20.0
Phenol, 2,6-bis... 9.598 4.8 ng 280741 3 9.933 1161390 20.0
unknown9.645 9.645 4.7 ng 274525 3 9.933 1161390 20.0
unknown9. 804 9.804 3.2 ng 185657 3 9.933 1161390 20.0
unknown9.845 9.845 4.6 ng 266618 3 9.933 1161390 20.0
(Phenylthio)ace... 10.345 4.3 ng 252260 3 9.933 1161390 20.0
Tridecane, 5-pr... 10.851 15.2 ng 634955 4 11.427 835047 20.0
Strychnidin-10-... 14.551 3.3 ng 114131 5 14.068 699172 20.0
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