LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15325.D

Acqg On : 27 May 2023 00:09
Operator : CG/JU

Sample : 02923-01

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_ P\Methods\8270E-BP©52423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@15325.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.640 410 417 426 rBV 2089293 3101531 9.53%  3.460%
2 7.263 683 693 704 rBV 1989040 3147763 9.67% 3.512%
3 8.105 828 836 846 rBV 625213 998319 3.07% 1.114%
4 9.281 1029 1036 1049 rBV 1176554 1989044 6.11%  2.219%
5 10.934 1303 1317 1323 rBV 787533 1351359 4.15% 1.508%
6 13.375 1725 1732 1741 rBV 2912083 4179808 12.85% 4.663%
7 14.475 1913 1919 1927 rBV 387002 654039 2.01% 0.730%
8 14.751 1956 1966 1972 rBV 1100323 1702074 5.23% 1.899%
9 15.792 2138 2143 2152 rBV2 259861 465241 1.43% 0.519%
10 16.239 2210 2219 2226 rBV 2569621 3722322 11.44% 4.153%
11 17.504 2428 2434 2437 rBV 1501348 2111823 6.49% 2.356%
12 17.545 2437 2441 2448 rVB 2129738 2951395 9.07% 3.293%
13 17.639 2452 2457 2462 rW 811098 1170345 3.60% 1.306%
14 18.357 2575 2579 2584 rBV 950024 1392479 4.28% 1.554%
15 18.404 2584 2587 2592 rVB 529018 729704  2.24% 0.814%
16 18.486 2597 2601 2606 rVV 268241 370286 1.14% 0.413%
17 18.551 2606 2612 2615 rVV3 666711 1246794 3.83% 1.391%
18 18.580 2615 2617 2623 rVB 338373 424444  1.30% 0.474%
19 19.239 2725 2729 2734 rBV 377240 563282 1.73% 0.628%
20 19.380 2749 2753 2759 rBv4 195951 438095 1.35% 0.489%

21 19.498 2768 2773 2778 rVB 3015062 3823975 11.75%
22 19.816 2824 2827 2829 rBV2 288637 396039 1.22%
23 19.851 2829 2833 2840 rVB 2843414 3763115 11.56%
24 20.039 2860 2865 2869 rBV 4922851 5892518 18.11%

o0 h~O P
=
Xe}
[o]
B

25 20.427 2927 2931 2935 rBV 405362 542978 1.67% 606%
26 20.486 2938 2941 2945 rVB 303942 362043 1.11% 0.404%
27 20.622 2961 2964 2968 rBV 334917 415903 1.28% ©0.464%
28 20.663 2969 2971 2981 rVB 330292 522733 1.61% ©.583%
29 21.257 3069 3072 3076 rVB2 859332 1008226 3.10% 1.125%
30 21.580 3120 3127 3131 rBV2 2061759 4416375 13.57% 4.927%
31 21.621 3131 3134 3143 rVB 1159181 1476009  4.54% 1.647%

32 22.186 3221 3230 3255 rVB3 5924719 32539195 100.00% 36.303%
33 24.139 3558 3562 3568 rVB 984730 1763966 5.42% 1.968%

Sum of corrected areas: 89633222
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 May 2023 00:09
: CG/IU
¢ 02923-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
BP915325.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP015325.D\data.ms

5.640 7.263

9.281
8.105 10.934

Time-->

A
Tt Tttt rryrrr 11t rtr [T T[T T[T T T T T T[T T[T T T T T

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP015325.D\data.ms

20.039

19.4989.851
13.375

14.751
14.475

0

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP015325.D\data.ms
22.186

21.580
24.139

21621
o MM

DEEE3

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15325.D

Acqg On : 27 May 2023 00:09
Operator : CG/JU

Sample : 02923-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 1H-Cyclopropa[l]phenanthren... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.357 13.19 ng 1392480  Phenanthrene-d10 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91

Abundance Scan 2579 (18.357 min): BP015325.D\data.ms (-2575) (- m/z 192.10 100.00%
192.1

=

5000 73.0
18.00 18.50
lH ligaB.0l, ] | 2561 3539 420.2489.2549. m/z 191.05 58.67%

lH ,
L B e L R B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0

o

=

5000 T ‘
18.00 18.50
m/z 73.00 42.41%
270 960
O‘H\-\‘\‘\\I\“\Hl\’l\l\‘\"\H\‘HH‘\H\‘\H\‘H\\‘HH‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl-
192.0
T .
18.00 18.50
5000 ITI/Z 43.05 35.72%
0}§9wU1LHH\HJﬁJM\\w\u\w\u‘\u\w\u‘H\\M\H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl- — —
192.0 18.00 18.50
m/z 60.00 35.41%
5000
027‘.0\96|0 \\J\J\
T T T e T T T T T T T T T T T T = —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15325.D

Acqg On : 27 May 2023 00:09
Operator : CG/JU

Sample : 02923-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 Anthracene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.404 6.91 ng 729704  Phenanthrene-di10 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
Abundance Scan 2587 (18.404 min): BP015325.D\data.ms (-2584) (- m/z 192.10 100.00%
192.1
o
94.5 18.50
0368 Ll 4 28013411 42034919548 ., 191 10 56.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67030: Anthracene, 1-methyl-
192.0
5000 1
18.50
m/z 189.10 30.00%
027.0 L 96"0 1 Jw o
\\1‘\1\\‘\\\\‘\\\ ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl-
192.0
e
18.50
5000 m/z 193.10 16.12%
39.0 960 | |
T R B R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl- ——
192.0 18.50
m/z 190.10  15.47%
5000
0 3‘9.0‘ 96|O | wJJ\J
R B B e A Eamaa :
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15325.D

Acqg On : 27 May 2023 00:09
Operator : CG/JU

Sample : 02923-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.486 3.51 ng 370286 Phenanthrene-d10 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
Abundance Scan 2601 (18.486 min): BP015325.D\data.ms (-2597) (- m/z 192.10 100.00%
192.1
- pq\/\/U\ApKAN
T
82.6 18.50
Obrrr ooyl 292.3350.2409.4 47635358 /7 191 16 49.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 U
18.50
m/z 189.10  25.89%
30.0 980 | |
\\\‘\\\\‘\\\\‘\\1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl-
192.0
o
18.50
5000 m/z 193.10 19.46%
39.0 %0 |,
A B R R e aaan
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67027: Anthracene, 9-methyl- —
192.0 18.50
m/z 190.10  13.44%
) MJ
94.0
(3 AEE N I N ' AL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15325.D

Acqg On : 27 May 2023 00:09
Operator : CG/JU

Sample : 02923-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 4 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.551 11.81 ng 1246790  Phenanthrene-d10 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 4,6-Dichloro-2-ethylpyrimidin-5-... 191 C6H7C12N3 006237-96-3 43
3 2-Amino-4,6-dichloropyrimidine-5... 191 C5H3C12N30 005604-46-6 38
4 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 18
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 14

Abundance Scan 2612 (18.551 min): BP015325.D\data.ms (-2606) (- m/z 190.10 100.00%

19p.1
5000
94.6 \IA |
‘ 18.50
0 300y d M. 2489 3552 4284 4970 'y 7 189.10  98.11%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 AP ‘
010 18.50
4. m/z 192.10  54.43%
31.0
O\\\\[\‘\\J\“\\\\‘\l\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #65918: 4,6-Dichloro-2-ethylpyrimidin-5-amine
190.0

=

T
18.50
5000 m/z 191.10  42.59%
66.0

MWisll

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

Abundance #65863: 2-Amino-4,6-dichloropyrimidine-5-carbaldehyde T
190.0 18.50

m/z 94.60  24.28%

o

-

5000

86.0

Zmu I, ‘I‘\ L }\

7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15325.D

Acqg On : 27 May 2023 00:09
Operator : CG/JU

Sample : 02923-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.581 4.02 ng 424444  Phenanthrene-d10 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 87
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 86
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 86
4 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 80
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 80
Abundance Scan 2617 (18.580 min): BP015325.D\data.ms (-2615) (- m/z 192.10 100.00%
192.1
- \NWVL
RN \
39.0 96.0 . 18.50
O et ey okt 2552 3409 413.3475.2 5425 /7 191.10  54.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 S :
18.50
m/z 165.05 17.37%
0 3.9.0\ 96n0 Ly l\ L
\\\‘\\\\[!\\1‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
RN T
18.50
5000 m/z 193.10 10.71%
96.0
39.0
0 sl A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67019: 1H-Indene, 2-phenyl- —
192.0 18.50
m/z 96.00 4.83%
- JWNMW
o510 1150 |
R B B Ema R B ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15325.D

Acqg On : 27 May 2023 00:09
Operator : CG/JU

Sample : 02923-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 9,10-Dimethylanthracene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.239 5.33 ng 563282  Phenanthrene-d10 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 95
2 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 91
3 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 87
4 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 87
5 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 87

Abundance Scan 2729 (19.239 min): BP015325.D\data.ms (-2725) (- m/z 206.10 100.00%

206.1
5000

T
101.0 I 19.00 19.50
il iy 281.0 355.1415.1 486.1549. m/z 191.10 47 .26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82932: 9,10-Dimethylanthracene
206.0

5000 RN
19.00 19.50
m/z 189.10 27.74%

89.0
‘\2\8‘\.‘\0“\1\"\1‘“#\‘\1{\4\?\.‘9\\”‘I’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82923: di-p-Tolylacetylene
206.0

7
19.00 19.50

o

o

5000 m/z 205.10 24 .88%
JLas01020
T LT N B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82949: Phenanthrene, 2,7-dimethyl- —— —
206.0 19.00 19.50

m/z 207.10  18.21%

7 MJ\/W
102.0

0\‘%%PH“HL‘”\”*HW“w‘”‘\”“w‘ww‘w‘\w‘w“”\‘ \

7 \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15325.D

Acqg On : 27 May 2023 00:09
Operator : CG/JU

Sample : 02923-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 Cyclopenta(def)phenanthrenone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.380 4.15 ng 438095  Phenanthrene-d10 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 95
2 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 53
3 Acetamide, 2-(3,4-dihydro-1-isoq... 332 C17H14F2N20S 1000270-76-1 50
4 N-(4-Chloro-phenyl)-2-(3,4-dihyd... 330 C17H15CIN20S 1010296-34-3 50
5 2-t-Butyl-thiazolidine-3,4-dicar... 261 C11H19NO4S 1000192-60-1 46

Abundance Scan 2753 (19.380 min): BP015325.D\data.ms (-2749) (- m/z 204.10 100.00%
204.1
5000
= —
88"0 \ 280.3 ) 19.00 19.50
Olotdka, 248U LY, . 280.3  370.14201489.1546. ;176 65 39.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 _— ~
19.00 19.50
88.0 m/z 206.10 32.14%
0 \\\‘\\I\J‘\l“\\\\“\\\|\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80068: 3,4-Biphenyldicarbonitrile
204.0
= T
19.00 19.50
5000 m/z 205.10 21.75%
75.0
SITATE T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238913: Acetamide, 2-(3,4-dihydro-1-isoquinolinylthio)-N P e
204.0 19.00 19.50
m/z 191.10 16.15%
- 1 MV\J\M
51.0
ol O] 2o U W
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15325.D

Acqg On : 27 May 2023 00:09
Operator : CG/JU

Sample : 02923-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.427 2.46 ng 542978 Chrysene-d12 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 83

Abundance Scan 2931 (20.427 min): BP015325.D\data.ms (-2927) (- m/z 216.10 100.00%
1

216.
5000

107.4
4341 ‘ 20.50
bbbl S201 4153 49245490 215,10 89.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 L

m/z 213.10  21.72%
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m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94575: 11H-Benzol[a]fluorene
216.0
——
20.50
5000 ITI/Z 217.10 17.69%
108.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94579: Fluoranthene, 2-methyl- ——
216.0 20.50
m/z 107.40 13.69%
5000
108.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15325.D

Acqg On : 27 May 2023 00:09
Operator : CG/JU

Sample : 02923-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.663 2.37 ng 522733  Chrysene-d12 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72

Abundance Scan 2971 (20.663 min): BP015325.D\data.ms (-2969) (- m/z 216.10 100.00%

216.1
5000

T =
108.0 20.50 21.00

431
S e 2891 3583 4201 5042 .. 515,10 75.74%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94565: Pyrene, 1-methyl-
216.0

5000 — St
20.50 21.00

m/z 213.10  18.96%

95.0
O‘\2\7\.\0‘\f\\“IY\\1[\\\lLf\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94573: 11H-Benzol[a]fluorene
216.0

T T
20.50 21.00

o

5000 m/z 217.10 17.16%
107.0
0 44.0 | ﬂ N
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94578: Fluoranthene, 2-methyl- — —
216.0 20.50 21.00

m/z 189.10 15.07%

5000
108.0

490 | a\ .\
0‘\H\‘u\w\\u‘\H\p\\w\\H‘u\\w\\w\u\‘u\\w\u‘\ ‘

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15325.D

Acqg On : 27 May 2023 00:09
Operator : CG/JU

Sample : 02923-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 unknown21.257 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.257  as7ng 1008230 Chrysene-di2 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Isothiazol-5-amine, 4-bromo-3-ch... 226 C4H4BrC1lN2S 1000272-59-9 27

2 5-Bromo-6-methoxy-7-azaindole 226 C8H7BrN20 1190321-63-1 25
3 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 25
4 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 18
5 Benzo[c]phenanthrene 228 C18H12 000195-19-7 18
Abundance Scan 3072 (21.257 min): BP015325.D\data.ms (-3069) (- m/z 228.10 100.00%
57.1 228.1
5000
S|V
1 21.00 21.50
o_ww”w: ioropill i 20513551 4354 5284 .. 57 19 op.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107272: Isothiazol-5-amine, 4-bromo-3-chloro-N-methyl
228.0
5000 e —
21.00 21.50
880 -0 m/z 83.10  82.49%
O' ‘“hL'“h“m”Jl’ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107431: 5-Bromo-6-methoxy-7-azaindole
117.0 226.0
P e
21.00 21.50
5000 ITI/Z 43.10 80.28%
01 \“NFJ"”J“”\ e e J&Awmw/f\J\«ﬁwamw/&
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109554: Cyclopenta(cd)pyrene, 3,4-dihydro- —— ——
228.0 21.00 21.50
m/z 55.10 77.33%
114.0
O‘H\WH\JMH\MH\p#\‘HH‘H\W\H\MH\M\H‘HH‘\ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15325.D

Acqg On : 27 May 2023 00:09
Operator : CG/JU

Sample : 02923-01

Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Friedelan-3-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.186 147.36 ng 32539200 Chrysene-d12 21.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 96
2 Silane, monochloride, methylviny... 218 C10H19C1l0Si 1000421-09-7 62
3 5-Bromo-4-o0xo0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 59
4 7-Tetradecyne 194 C14H26 035216-11-6 50
5 3(4H)-Phenanthrenone, 4a,4b,5,6,... 246 C17H260 057684-12-5 45

Abundance Scan 3230 (22.186 min): BP015325.D\data.ms (-3221) (- m/z 69.10 100.00%

o

69.1
242.1
5000
163.1
—— —
02.3 22.00 22.50
411.4
0 ,“ \‘ “M”MH}MMM\\*503-0 m/z 95.10  98.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316502: Friedelan-3-one
69.0
5000 i ——
5.0 22.00 22.50
‘ 205.0 273.0 m/z 55.10 81.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95859: Silane, monochloride, methylvinyl(trans-2-methy
95.0 161.0
—— —
22.00 22.50
5000 ITI/Z 81.10 75.19%
2&& ‘ F
HM,MMH‘\ML"\HHpw‘w‘w‘WWWH_HW
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan P ——
109.0 22.00 22.50

m/z 109.10  75.17%

45.0
218.0
5000

‘ ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15325.D

Acqg On : 27 May 2023 00:09
Operator : CG/JU

Sample ¢ 02923-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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|
1H-Cyclopropa[l... 18.357 13.2 ng 1392480 4 17.504 2111820 20.0
Anthracene, 1-m... 18.404 6.9 ng 729704 4 17.504 2111820 20.0
Phenanthrene, 2... 18.486 3.5 ng 370286 4 17.504 2111820 20.0
4H-Cyclopenta[d... 18.551 11.8 ng 1246790 4 17.504 2111820 20.0
Phenanthrene, 1... 18.581 4.0 ng 424444 4 17.504 2111820 20.0
9,10-Dimethylan... 19.239 5.3 ng 563282 4 17.504 2111820 20.0
Cyclopenta(def)... 19.380 4.2 ng 438095 4 17.504 2111820 20.0
11H-Benzo[b]flu... 20.427 2.5 ng 542978 5 21.580 4416380 20.0
Pyrene, 1-methyl- 20.663 2.4 ng 522733 5 21.580 4416380 20.0
unknown21.257 21.257 4.6 ng 1008230 5 21.580 4416380 20.0
Friedelan-3-one 22.186 147.4 ng 32539200 5 21.580 4416380 20.0
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