LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140937.D

Acqg On : 19 Dec 2024 20:00
Operator : RC/JU

Sample : P5339-01

Misc :

ALS Vvial : 21  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-BF121624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140937.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.493 573 578 606 rBY 735881 1167585 100.00% 12.663%
2 6.504 744 750 775 rBV 704985 1110008 95.07% 12.039%
3 6.851 804 809 817 rBV 210747 265299 22.72% 2.877%
4 7.416 899 905 915 rBV 430462 576999 49.42% 6.258%
5 7.669 944 948 958 rBV4 6005 12265 1.05% 0.133%
6 8.128 1021 1026 1047 rVB 208334 282193 24.17% 3.061%
7 9.198 1203 1208 1218 rBV 771668 1015716 86.99% 11.016%
8 9.751 1297 1302 1306 rBV 26940 36769 3.15% ©.399%
9 9.886 1319 1325 1329 rBV 235636 308799 26.45% 3.349%
10 10.292 1389 1394 1399 rBV6 5938 12529 1.07% 0.136%
11 10.433 1412 1418 1424 rBV2 11474 21017 1.80% 0.228%
12 10.516 1424 1432 1435 rBV4 5636 13614 1.17% 0.148%
13 10.598 1440 1446 1455 rW 74428 102977 8.82% 1.117%
14 10.680 1455 1460 1473 rVV 493335 669080 57.30% 7.256%
15 10.780 1473 1477 1486 rVB7 12556 28458 2.44%  0.309%
16 10.980 1506 1511 1515 rBV5 10429 20513 1.76% 0.222%
17 11.374 1573 1578 1581 rBV 234961 341854 29.28%  3.708%
18 11.457 1588 1592 1601 rVB 29657 45664 3.91% ©0.495%
19 11.616 1613 1619 1622 rBVS5S 9345 20025 1.72% 0.217%
20 11.710 1631 1635 1640 rBvV2 8184 13764 1.18% 0.149%
21 11.904 1660 1668 1674 rBvV2 74172 191506 16.40% 2.077%
22 11.992 1679 1683 1691 rVB 65367 124582 10.67% 1.351%
23 12.174 1710 1714 1718 rBV 19288 25655 2.20% 0.278%
24 12.216 1718 1721 1725 rVB2 14798 18951 1.62% 0.206%
25 12.427 1753 1757 1761 rBV 38417 60542 5.19% 0.657%
26 12.527 1770 1774 1780 rVB3 24556 39440 3.38% 0.428%
27 12.592 1781 1785 1790 rBV 352107 472400 40.46% 5.123%
28 12.827 1818 1825 1830 rBV 325335 509092 43.60% 5.521%
29 12.874 1831 1833 1837 rVB2 18856 23291 1.99% 0.253%
30 12.957 1842 1847 1857 rVV 763592 1029681 88.19% 11.167%
31 13.045 1858 1862 1867 rVB2 30238 55944 4.79% 0.607%
32 13.221 1889 1892 1895 rBv2 32914 40896 3.50% 0.444%

33 14.033 2024 2030 2033 rBV2 306049 563321 48.25% 6.109%

Sum of corrected areas: 9220429
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 19 Dec 2024 20:00
: RC/JU
: P5339-01

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
BF140937.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140937.D

Acqg On : 19 Dec 2024 20:00
Operator : RC/JU

Sample : P5339-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.598 6.67 ng 102977  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 47
Abundance Scan 1446 (10.598 min): BF140937.D\data.ms (-1440) (-} | m/z 105.10 100.00%
105.1
i 182.1
5000
51.1 — —
10.50 11.00
152.0
‘\H\“H‘i\“\Hh“‘\\\\‘\‘\\\1;2\6\.9\‘\\‘1”\‘\\\\‘\\\ m/Z 77.10 64.2200
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 o —
10.50 11.00
51.0 m/z 182.10  59.79%
210 | ! 1260 1520
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
e —
77.0 10.50 11.00
5000 m/z 51.10 23.21%
51.0
152.0
210 e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38966: Benzoyl isothiocyanate LA, —
105.0 10.50 11.00
m/z 181.10 12.86%
5000 77.0
51.0
270 | | 131.0 MY
e B : AU AL
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140937.D

Acqg On : 19 Dec 2024 20:00
Operator : RC/JU

Sample : P5339-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Phenanthrene, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.904 11.20 ng 191506  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 92
5 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 91
Abundance Scan 1668 (11.904 min): BF140937.D\data.ms (-1660) (- m/z 192.10 100.00%
192.1
5000 ﬁmMWRApJVN
431 730 L
129.1 165.1
0.9 597 1 256, 12.00
m/z 191.10 58.74%
m/z--> 20 40 60 80 100120140 160180 200 220 240
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 T
12.00
010 165.0 m/z 73.00 29.67%
27.0 630 | | 1260\ W MH
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160180 200 220 240
Abundance #67024: Anthracene, 2-methyl-
192.0
—
12.00
5000 m/z 189.10 29.00%
165.0
39.0 “8%0u1150 ) “M
e R AAAa s R e
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #67028: Anthracene, 1-methyl- ‘
192.0 12.00
m/z 43.10 25.10%
amasRaEMEAEES ——
m/z--> 20 40 60 80 100120140 160180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140937.D

Acqg On : 19 Dec 2024 20:00
Operator : RC/JU

Sample : P5339-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.992 7.29 ng 124582  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 50
3 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 40
4 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 40
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 37

Abundance Scan 1683 (11.992 min): BF140937.D\data.ms (-1679) (- m/z 190.10 100.00%
19p.1
5000 /\J\
94.6 LRSSV
63.0 ‘ 163.0 . 12.00
H\‘\\H‘H‘H“‘\‘HH\“‘\H\ \‘\“\\‘\‘\i\;l\-?\?‘.\c\)u“ﬁuu\‘ \“”12\:\'-\”7‘.\]\-\2\4"?\.f m/Z 189.10 99.6400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
94.0 12.00
4. m/z 192.10  50.67%
310 630 | 137.0163.0 UM
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
e
12.00
m/z 191.10 48.03%
5000
94.0
‘ 163.0 |
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65127: Benzaldehyde, 3,5-dichloro-2-hydroxy- ——
190.0 12.00
m/z 94.60 25.79%
5000
63.0 133.0
28.0 97.0 162.
R R Ran e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140937.D

Acqg On : 19 Dec 2024 20:00
Operator : RC/JU

Sample : P5339-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Phenanthrene, 3,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.427 3.54 ng 60542  Phenanthrene-di0 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 94
2 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 93
3 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 93
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
5 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 91

Abundance Scan 1757 (12.427 min): BF140937.D\data.ms (-1753) (- m/z 206.10 100.00%

206.1
5000

2371 281 m/z 191.10  44.21%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82954: Phenanthrene, 3,6-dimethyl-
206.0

5000 1

m/z 189.10  26.15%

70 630 20 wago1req |
‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82923: di-p-Tolylacetylene
206.0

12.50
5000 m/z 205.10 23.81%
770 630 1020 13701650 | |
m/z--> 2‘0 4‘0 6‘0 8‘0 160 1%0 14‘10 léO 1é0 2(50 22‘0 24‘10 ZéO ZéO
Abundance #82944: Phenanthrene, 2,5-dimethyl- 1 —
206.0 12.50

m/z 207.10  17.47%

5000
101.0 ‘
1650 | )

270 630, || 1200 '© ‘

m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140937.D

Acqg On : 19 Dec 2024 20:00
Operator : RC/JU

Sample : P5339-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 5 Cyclopenta(def)phenanthrenone Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.527 2.31 ng 39440  Phenanthrene-die 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 89
2 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 53
3 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 52
4 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 52
5 [1,1'-Biphenyl]-2,2"'-dicarbonitrile 204 C14H8N2 004341-02-0 52

Abundance Scan 1774 (12.527 min): BF140937.D\data.ms (-1770) (- m/z 204.10 100.00%
204.1

5000
176.1
IS
s1.0 %710 12201500 | | | 5357 965 12:30 .
_‘wawp‘w;umewwum‘wuqumeuw‘:WNuuumuuu m/z 176.10  28.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 M \
176.0 12.50
88.0 m/z 203.10 18.48%
| az201490 | |
‘\\\\‘\H\‘\\\\’\H\‘\\\\‘\\\\‘\\H‘\\\\‘\\H‘ \\\‘\H\‘\\\\‘H\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #80068: 3,4-Biphenyldicarbonitrile
204.0
o
12.50
5000 ITI/Z 205.10 16.72%
75.0 176.0
390, TR0 wso ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine —— ‘
204.0 12.50
m/z 189.10 13.45%
5000
176.0
520 940 1350 ”H ‘
L1l TR TN L L
_H‘_H‘_‘HM‘HM‘H‘HH‘HH‘H‘WH‘W“W‘HW‘HW‘H —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140937.D

Acqg On : 19 Dec 2024 20:00
Operator : RC/JU

Sample : P5339-01

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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|
Benzophenone 10.598 6.7 ng 102977 3 9.886 308799 20.0
Phenanthrene, 2... 11.904 11.2 ng 191506 4 11.374 341854 20.0
4H-Cyclopenta[d... 11.992 7.3 ng 124582 4 11.374 341854 20.0
Phenanthrene, 3... 12.427 3.5 ng 60542 4 11.374 341854 20.0
Cyclopenta(def)... 12.527 2.3 ng 39440 4 11.374 341854 20.0

8270-BF121624.M Fri Dec 20 ©6:02:49 2024 Pag 8



