LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc :

ALS Vvial : 12 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-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19848.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.022 324 329 339 rBV 215491 324477 7.22% 0.788%
2 5.481 400 407 419 rBV 1171718 1770130 39.37% 4.297%
3 7.081 670 679 695 rBV 1102151 1851877 41.19% 4.495%
4 7.905 812 819 829 rBV 282088 455925 10.14% 1.107%
5 9.075 1009 1018 1031 rBV 688414 1192755 26.53% 2.895%
6 10.705 1286 1295 1310 rBV 346958 624125 13.88% 1.515%
7 13.169 1705 1714 1729 rBV 1792366 2780743 61.84% 6.750%
8 14.269 1895 1901 1912 rBV 76980 131096 2.92% 0.318%
9 14.545 1940 1948 1954 rBV 540843 827813 18.41% 2.009%
10 14.604 1954 1958 1966 rVB 41619 73869 1.64% 0.179%
11 15.598 2121 2127 2138 rVB3 47278 91995 2.05% ©0.223%
12 16.045 2194 2203 2224 rBV 1712067 2677204 59.54% 6.498%
13 16.281 2236 2243 2249 rVB5 28520 65282 1.45% 0.158%
14 16.610 2291 2299 2303 rBV4 26770 59643 1.33% 0.145%
15 17.128 2383 2387 2394 rVB4 28240 54302 1.21% 0.132%

16 17.310 2411 2418 2421 rBV 689731 1035963 23.04%
17 17.351 2421 2425 2435 rVV 502413 757624 16.85%
18 17.439 2435 2440 2445 rVV 233944 346215 7.70%
19 17.504 2445 2451 2456 rVV3 23426 50513 1.12%
20 18.181 2561 2566 2567 rBV 128454 173956 3.87%

OCOORN
o
N
®
R

21 18.210 2567 2571 2580 rVVv2 356197 736937 16.39%
22 18.304 2583 2587 2592 rVW 125611 179351 3.99%
23 18.363 2592 2597 2601 rVV2 263299 471627 10.49%
24 18.398 2601 2603 2611 rVB 107334 147344  3.28%

OO0 FrRrOR
=
'S
19
3R

25 18.663 2645 2648 2652 rVB 94228 117602 2.62% 285%
26 18.710 2654 2656 2665 rVBS5 38170 54431 1.21% 0.132%
27 18.904 2686 2689 2693 rVB2 37516 45812 1.02% 0.111%
28 18.951 2693 2697 2700 rVV 53677 67474 1.50% 0.164%
29 18.986 2700 2703 2707 rVB2 50569 67957 1.51% ©0.165%
30 19.063 2712 2716 2720 rBV2 146294 237120 5.27% ©.576%
31 19.128 2724 2727 2730 rVB3 67375 92174  2.05% 224%

32 19.210 2736 2741 2747 rBV3 87875 169346 3.77%
33 19.322 2755 2760 2768 rBV 1839430 2528417 56.23%
34 19.445 2774 2781 2789 rBV5 214837 420401 9.35%
35 19.651 2811 2816 2817 rBV2 370415 516659 11.49%
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36 19.681 2817 2821 2829 rVV 1553133 2325124 51.71% 5.644%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc :

ALS Vvial : 12 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-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.751 2829 2833 2838 rVB2 119552 187769 4.18%  ©0.456%
38 19.881 2847 2855 2860 rBV 3504136 4496374 100.00% 10.914%
39 19.998 2869 2875 2882 rBV2 179642 418207 9.30% 1.015%
40 20.128 2892 2897 2899 rBV3 138950 238150 5.30% ©.578%

41 20.163 2900 2903 2910 rVB 394030 533237 11.86% 1.294%
42 20.263 2916 2920 2923 rBV 314376 394901 8.78% 0.959%
43 20.316 2924 2929 2933 rVWW2 221405 380461 8.46% 0.923%
44 20.457 2950 2953 2956 rVB 113489 119123 2.65% ©.289%
45 20.498 2957 2960 2964 rVV 125048 164285 3.65% ©.399%
46 20.898 3026 3028 3035 rVB 138006 197347 4.39% 0.479%
47 21.098 3059 3062 3065 rBV 150786 150204 3.34% 0.365%
48 21.133 3065 3068 3074 rVB3 296957 410332 9.13% 0.996%
49 21.404 3109 3114 3120 rBV2 1401028 2971053 66.08% 7.212%
50 21.457 3120 3123 3132 rVB 887729 1198161 26.65%  2.908%
51 21.575 3140 3143 3150 rBV 214727 298935 6.65% 0.726%
52 21.998 3213 3215 3220 rVB 228571 267314 5.95% 0.649%
53 23.116 3399 3405 3410 rBV 709449 1783764 39.67% 4.330%
54 23.639 3489 3494 3504 rVB 446183 952270 21.18% 2.311%
55 23.745 3506 3512 3521 rVB 753716 1505408 33.48%  3.654%

56 23.851 3525 3530 3536 rVV 514817 1008206 22.42% @ 2.447%

Sum of corrected areas: 41198784

8270E-BP013124 .M Mon Feb 26 10:59:32 2024 Pa 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP019848.D\data.ms
3500000

3000000
2500000
2000000

1500000

1000000
9.075

500000 5002 7.905 10.705

0 \\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP019848.D\data.ms
3500000

19.881

3000000
2500000
2000000 19.322

13.169 16.045
1500000

1000000

17.310
171351

439 180
14.2694|604 15.598 16.2816.610 17.12817504

O N L e e s L B e e B B B . e e A LA B e e

Time--> 12.00 1250 13.00 13.50 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 TIC: BP019848.D\data.ms

3500000

14.545
500000

3000000
2500000
2000000 21.404

1500000 214457 23.116 23.74
28851

1000000

500000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
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\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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.
5.022 14.23 ng 324477 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 40
4 4-Methoxy-1-pentene 100 C6H120 098386-09-5 35
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
Abundance Scan 329 (5.022 min): BP019848.D\data.ms (-324) (-) m/z 43.00 100.00%
43.0
5000
101.1
EENRAREEEEEEEEsanee e
4.60 4.80 5.00 5.20 5.40
ol d - 207.0267.0 3419 408.2 477.2 549 /7 59.05  69.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [TT T [T T I T T
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10  27.99%
O‘\\”\H\" \\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #296: Guanidine
59.0
R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 14.56%
L M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542; (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R TR

43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.53%

5000 101.0 J‘V‘A
.lh. ” || l

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\

Data File :
Acqg On

BP019848.D
: 23 Feb 2024 17:48

Operator : MA/JU

Sample
Misc
ALS vial

Quant Method
Quant Title

TIC Library

¢ P1537-12

: 12 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 3 Phenanthrene, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.181 3.36 ng 173956  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 93
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91

Abundance Scan 2566 (18.181 min): BP019848.D\data.ms (-2561) (- m/z 192.10 100.00%
192.1
5000
94.7 18.00 18.50
0b88L b dod 2671 341.24012 4748 548 /7 191.05  60.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 e e
18.00 18.50
m/z 189.10 31.12%
94.0
02\7\.(\)‘\”\\‘\h‘\\\'\"'\}“\‘\ UL L L B B L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl-
192.0
— .
18.00 18.50
5000 ITI/Z 190.05 15.39%
390 960
rrrrd e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene —— T
192.0 18.00 18.50
m/z 165.05 15.09%
- /WJJ\W\W
,280 %0 |
P e e —— ——
m/z--> 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\BP022324\
Data File : BP©19848.D

Acqg On : 23 Feb 2024 17:48

Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.210 14.23 ng 736937  Phenanthrene-di10 17.310
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 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 2571 (18.210 min): BP019848.D\data.ms (-2567) (- m/z 73.00 100.00%

73.0
5000
213.2

= T
IE
0l A ““J‘M“" ool 2830 355.1416.0476.1535.0 /7 6e.e0  74.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0

5000 — o
18.00 18.50

H 157.0 m/z 43.10 68.11%
l ‘“\ JI

\ll\“‘IW\\‘\‘\\“\‘\‘\\J\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0

o

18.00 18.50
5000 ITI/Z 55.05 63.32%
171.0
DML
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid 5 —
73.0 18.00 18.50
m/z 41.05 56.61%
5000
185.0
om“‘u’ MJM.J\ e e
m/z--> 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\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 7
R.T. EstConc Area Relative to ISTD R.T.
18.304 3.46 ng 179351  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
Abundance Scan 2587 (18.304 min): BP019848.D\data.ms (-2583) (- m/z 192.10 100.00%
1921
5000
825 18.00 18.50
Obrrrpertebprrpd o 28L0_355.0412.1 47515344 /7 191,10  48.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 e P
18.00 18.50
m/z 189.10  25.95%
,1390960 |
\\\\‘\\\\‘\\\\‘\\1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl-
192.0
— =
18.00 18.50
5000 m/z 193.10 19.66%
39.0 96.0
e A A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67016: 1H-Indene, 2-phenyl- — —
192.0 18.00 18.50
m/z 165.05 13.91%
5000
510 1150
O e ek e e e e e e — ——
m/z--> 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\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.363 9.11 ng 471627  Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 53
3 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 50
4 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 43
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25

Abundance Scan 2597 (18.363 min): BP019848.D\data.ms (-2592) (- m/z 189.05 100.00%
189.1
o N\J\
94.5 — e
18.00 18.50
Obror ity i bl 284.1341.0 42904883549, ./, 199 10 98.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — A
18.00 18.50
95.0 m/z 192.10 55.19%
27|9 IHAJ’ -
OHH‘"HH“\'\H‘\‘H AR R RN RN R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydr
190.0
45.0
18.00 18.50
5000 m/z 191.10 44 .62%
117.
AN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny = e
190.0 18.00 18.50
m/z 186.95 22.21%
5000
290 1330
o"\‘_um‘mwu‘h_m"""‘HH_m‘wwww —r Py
m/z--> 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\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Phenanthrene, 9-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.398 2.84 ng 147344  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 87
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 86
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 83
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 83
Abundance Scan 2603 (18.398 min): BP019848.D\data.ms (-2601) (- m/z 192.10 100.00%
1921
5000
94.5
{ 28113411 18.00 18.50
b 369 Lol 20LSH 14011 47515335 /7 191.10  44.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67033: Phenanthrene, 9-methyl-
192.0
5000 = e
18.00 18.50
m/z 94.50 18.78%
96.0
o290 | |
‘\\\\‘\\\\‘f\\\‘f\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl-
192.0
— e
18.00 18.50
5000 ITI/Z 193.10 11.61%
83.0
0}§9wvm“_\m‘LW‘\H\_\H‘H\w\u\_\u‘u\w\u\_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67020: Anthracene, 9-methyl- — —
192.0 18.00 18.50
m/z 82.90 10.22%
5000
96.0
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\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Naphthalene, 2-phenyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.663 2.27 ng 117602  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 76
2 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 68
3 1,4-Ethenoanthracene, 1,4-dihydro- 204 C16H12 027765-96-4 50
4 [1,1'-Biphenyl]-4,4'-dicarbonitrile 204 C14H8N2 001591-30-6 50
5 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 50
Abundance Scan 2648 (18.663 min): BP019848.D\data.ms (-2645) (- m/z 204.10 100.00%
204.1
5000 J
—r— ——
101.0 18.50 19.00

orwm‘“235‘31‘”ﬁ??:%f"}?nlwf‘?‘?-ﬁ?f‘ﬁ-? m/z 202.10  37.93%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80580: Naphthalene, 2-phenyl-
204.0

5000 ‘ ‘

18.50 19.00
m/z 203.10  29.21%

\\\"\‘\A\‘l\x‘\\h\\il\\‘\1{\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,
204.0

P T
18.50 19.00

o

5000 m/z 205.10 18.22%
101.0
PV UOUY I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80594: 1,4-Ethenoanthracene, 1,4-dihydro- == ——
204.0 18.50 19.00

m/z 100.95 7.81%

5000
101.0
390\JJ N

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 di-p-Tolylacetylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.063 4.58 ng 237120  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 94
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 93
3 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 93
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 93
5 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 90

Abundance Scan 2716 (19.063 min): BP019848.D\data.ms (-2712) (-] ' m/z 206.10 100.00%

206.1
5000
P ‘
89.0 ] 19.00
Ot BATOL 2821 35214149 5083y 7 191.05  38.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82923: di-p-Tolylacetylene
206.0
5000 L \
19.00
m/z 189.10 25.10%
ol 3801020 |
‘\\\\[\\f\ \\\\[\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82934: 9,10-Dimethylanthracene
206.0
e |
19.00
5000 ITI/Z 205.10 24 .43%
0‘\2\7\'\U%ﬁ;ﬁ\‘m"‘w\\”"luu‘uu‘\\H‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82949: Phenanthrene, 2,7-dimethyl- —— ‘
206.0 19.00
m/z 207.10 19.30%
5000 M\/\JW
102.0 \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 1@ Cyclopenta(def)phenanthrenone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.210 3.27 ng 169346  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 86
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 52
31,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 50
4 [1,1'-Biphenyl]-2,2'-dicarbonitrile 204 C14H8N2 004341-02-0 43
5 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 38

Abundance Scan 2741 (19.210 min): BP019848.D\data.ms (-2736) (- m/z 204.10 100.00%

204.1
5000

T
870 l 2611 3 19.00 19.50
Ob ks $438LUL 2811 355.1 43234800548, . 176 05  33.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80568: Cydopenuﬂdeﬂphenanﬂwenone
204.
5000 S S
19.00 19.50
88.0 m/z 206.10  35.18%
O \\\‘\\I\J‘\l“\\\\‘}\\J‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine
204.0
— =
19.00 19.50
5000 m/z 205.10 23.44%

O

H
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550

Abundance #80265: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-die —— ——
204.0 19.00 19.50

m/z 191.10  19.74%

108.0
5000
410
\LWU \Alh“

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP©19848.D

Acqg On : 23 Feb 2024 17:48

Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Octadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.445 2.83 ng 420401  Chrysene-di12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99

2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Docosanoic acid 340 C22H4402 000112-85-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 44
Abundance Scan 2781 (19.445 min): BP019848.D\data.ms (-2774) (- | m/z 73.00 100.00%
3.0
5000
185.1
——
‘ | 28‘4'3 4551 19.50
0o LA L) | 3591 426348035480y 43 05 82.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 e
19.50
’ 284.0 m/z 41.05 69.75%
0‘\\"\ “ HIJ‘“M\J\H\W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
——
19.50
5000 m/z 60.00 69.74%
143.0 242.0
Al i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248974: Docosanoic acid T
73.0 19.50
m/z 55.05 68.67%
5000
340.0
\ 1850
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.998 2.82 ng 418207  Chrysene-di12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 70

Abundance Scan 2875 (19.998 min): BP019848.D\data.ms (-2869) (- m/z 216.10 100.00%
216.1

=

5000
——
94.8 20.00
0,.360..11.1550| 1, 2760 3692 4581 849 ./ 215,65 g9.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 T
20.00
95.0 m/z 213.10 21.90%
0‘\2\7\.\0‘\f\\“‘T\\1[\\\lLle\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94576: 11H-Benzol[b]fluorene
216.0
==
20.00
5000 ITI/Z 217.10 17.01%
108.0
O L e e T A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94575: 11H-Benzo[a]fluorene —
216.0 20.00
m/z 189.10 12.75%
5000
108.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 13 11H-Benzo[b]fluorene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.163 3.59 ng 533237 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 83
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74

Abundance Scan 2903 (20.163 min): BP019848.D\data.ms (-2900) (- m/z 216.10 100.00%

216.1
5000

— =
94.5 20.00 20.50

Ol b 2900 4 3278 41114781 5461 /7 215.10  78.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 — =
20.00 20.50

m/z 213.10  20.64%

107.0
o390 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94565: Pyrene, 1-methyl-
216.0

T —
20.00 20.50

5000 m/z 217.10  16.14%

95.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94575

11H-Benzo[a]fluorene T —
216.0 20.00 20.50

m/z 94.50 9.70%

5000
108.0

50.0
0‘“H"mﬁdu“‘H‘WHM‘W“‘W“H“H“H“‘H“_“w‘ —

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 14 11H-Benzo[a]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

20.263 2.66 ng 394901 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
5 Benzoic acid, 3-(3,5-dimethyl-1-... 216 C12H12N202 312531-88-7 64

Abundance Scan 2920 (20.263 min): BP019848.D\data.ms (-2916) (- m/z 216.10 100.00%

216.1
5000

107.6 ) 20.00 20.50
0380l 8021 8953 463.2 5461 ;m/z 215.10  89.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 U

=
20.00 20.50
m/z 213.05 22.66%

107.0
O‘\\3\9\.9\\\‘l‘ll\\\\’\\\”\‘\Il\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94575: 11H-Benzol[a]fluorene
216.0

.
20.00 20.50

5000 m/z 217.05 17.62%
108.0
05&0'!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94565: Pyrene, 1-methyl- 7 —
216.0 20.00 20.50

m/z 107.60 7.59%

5000
95.0
0 27.0 ‘ \l JL .‘ ‘J‘

==
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 15 Pyrene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.316 2.56 ng 380461 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 89
4 Pyrene, 4-methyl- 216 C17H12 003353-12-6 86
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
Abundance Scan 2929 (20.316 min): BP019848.D\data.ms (-2924) (- m/z 216.10 100.00%
216.1
r— —
94.6 | 2811 ] 20.00 20.50
ol 371 | 18520 4| 2811 3051 475354251 ., 51519  58.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 P ARAN
20.00 20.50
95.0 m/z 217.10  16.75%
O‘\2\7\.9‘\f\\‘]‘l\\\1[\\\&1%‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94567: Pyrene, 2-methyl-
216.0
- —
20.00 20.50
m/z 232.10 16.61%
5000 95.0
0‘H‘w‘mnp‘H‘HHMJH‘_‘H,H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94579: Fluoranthene, 2-methyl- o T
216.0 20.00 20.50
m/z 213.05 16.40%
5000
108.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 16 unknown21.133 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.133 2.76 ng 410332  Chrysene-di12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta[cd]pyrene 226 C18H1e 027208-37-3 49
2 1,3-Diamino-5,6-dihydro-9-methyl... 226 C13H14N4 037436-39-8 43
3 Cyclopentanecarboxamide, N-(2-ph... 413 C28H47NO 1000451-59-7 40
4 Cyclohexanecarboxamide, N-(2-phe... 427 C29H49NO 1000451-50-1 38
5 Hexanamide, N-(2-phenylethyl)-N-... 415 C28H49NO 1000451-18-5 37

Abundance Scan 3068 (21.133 min): BP019848.D\data.ms (-3065) (- m/z 226.10 100.00%

226.1
5000
57.1 —

MHW\ 21.00 21.50

195.1
ot b B d 3819 4034 4981 nm/z s57.10  25.17%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107261: Cyclopenta[cd]pyrene
226.0
5000 — —

21.00 21.50
m/z 55.10  24.29%

113.0 ‘
O\\\\‘\\\\I’\‘l\\\‘\\\\‘\\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #106611: 1,3-Diamino-5,6-dihydro-9-methylnaphthro[2,1-
226.0

T
21.00 21.50
5000 m/z 83.10 23.83%

430 1150
‘HN&L'JMMW®w$m““ A e
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #309866: Cyclopentanecarboxamide, N-(2-phenylethyl)- —— —
226.0 21.00 21.50

m/z 224.10  22.31%

69.0
5000
hn‘ |[134.0 3220 4130

O b e e e e e :
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 17 1(2H)-Phenanthrenone, 3,4,9... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.575 2.01 ng 298935  Chrysene-di2 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Phenanthrenone, 3,4,9,10-t... 228 C15H1602 014427-61-3 91
2 Benzo[c]phenanthrene 228 C18H12 000195-19-7 76
3 5-Phenylthieno[2,3-d]pyrimidin-4-0l1 228 C12H8N20S 035978-39-3 53
4 Dimethyl-[4-[2-(3-methylisoxazol... 228 C14H16N20 1000306-39-6 50
5 Pyrazole-4-carboxaldehyde-, 3,5-... 228 C14H16N20 1000272-54-8 50
Abundance Scan 3143 (21.575 min): BP019848.D\data.ms (-3140) (- m/z 228.10 100.00%
228.1
- JU\\/L
113.0 A L 1
43, } ‘ 21.50
0brm \“‘ bt dy 299:1356.14163 5045 myz 227.10  81.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109437: 1(2H)-Phenanthrenone, 3,4,9,10-tetrahydro-7-r
228.0
128.0
5000 —— :
21.50
63.0 ‘ m/z 226.10  62.45%
0 \‘l\ ‘\“}“Jh\lﬂ}\"hlh\'f i Il“m\m\ J\”\“l\“\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109552: Benzo[c]phenanthrene
228.0
1 7
21.50
5000 m/z 113.00 19.49%
113.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #108895: 5-Phenylthieno[2,3-d]pyrimidin-4-ol — ‘
228.0 21.50
m/z 229.10 19.22%
5000
128.0
50
0 ‘um‘uuMJHU\_""""""""H_Wwwww s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 18 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.639 18.89 ng 952270  Perylene-di2 23.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
2 Benzo[e]pyrene 252 C20H12 000192-97-2 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93

Abundance Scan 3494 (23.639 min): BP019848.D\data.ms (-3489) (- m/z 252.10 100.00%

252.1
5000

— ——
125.1 23.50 24.00

01820 17 2910, | 309.1370.0430.1489.05491 '/, 750,10  28.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138563: BenzolK]fluoranthene
252.0
5000 = =

23.50 24.00
m/z 253.10  22.11%

126.0
\\’\\\\I’\‘l\“\\’\\\\’\\h\\J‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo[e]pyrene
252.0

T —
23.50 24.00

o

5000 ITI/Z 251.10 9.88%
125.0
ol 630 | 187.0. |
LR R e L R R R RARE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138562: Benzo[b]fluoranthene T —
252.0 23.50 24.00

m/z 125.05 6.60%

5000
126.0
63.0 187.0

L

\\’\\\\’\\\\’\\\\’\\h\\I"\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019848.D

Acqg On : 23 Feb 2024 17:48
Operator : MA/JU

Sample : P1537-12

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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-... 5.022 14.2 ng 324477 1 7.905 455925 20.0
Phenanthrene, 2... 18.181 3.4 ng 173956 4 17.310 1035960 20.0
n-Hexadecanoic ... 18.210 14.2 ng 736937 4 17.310 1035960 20.0
Phenanthrene, 1... 18.304 3.5 ng 179351 4 17.310 1035960 20.0
4H-Cyclopenta[d... 18.363 9.1 ng 471627 4 17.310 1035960 20.0
Phenanthrene, 9... 18.398 2.8 ng 147344 4 17.310 1035960 20.0
Naphthalene, 2-... 18.663 2.3 ng 117602 4 17.310 1035960 20.0
di-p-Tolylacety... 19.063 4.6 ng 237120 4 17.310 1035960 20.0
Cyclopenta(def)... 19.210 3.3 ng 169346 4 17.310 1035960 20.0
Octadecanoic acid  19.445 2.8 ng 420401 5 21.416 2971050 20.0
Pyrene, 1-methyl- 19.998 2.8 ng 418207 5 21.416 2971050 20.0
11H-Benzo[b]flu... 20.163 3.6 ng 533237 5 21.416 2971050 20.0
11H-Benzo[a]flu... 20.263 2.7 ng 394901 5 21.416 2971050 20.0
Pyrene, 2-methyl- 20.316 2.6 ng 380461 5 21.416 2971050 20.0
unknown21.133 21.133 2.8 ng 410332 5 21.416 2971050 20.0
1(2H)-Phenanthr... 21.575 2.0 ng 298935 5 21.416 2971050 20.0
Benzo[e]pyrene 23.639 18.9 ng 952270 6 23.857 1008210 20.0
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