LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138704.D

Acqg On : 31 Jul 2024 16:00

Operator : RC/JU

Sample : P3372-01 2X

Misc : OR-03-07252024

ALS Vvial : 15 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138704.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.046 494 502 508 rBV 21173 29639 4.28% 0.412%
2 5.463 568 573 582 rBvV 319473 419975 60.71% 5.842%
3 6.475 740 745 760 rBV 310950 417788 60.39% 5.812%
4 6.675 775 779 791 rBV 7214 12860 1.86% 0.179%
5 6.845 803 808 813 rVB 232636 290903 42.05% 4.047%
6 7.404 898 903 912 rVB 207651 256696 37.11% 3.571%
7 7.657 941 946 951 rVB4 7270 10134 1.46% 0.141%
8 8.122 1018 1025 1033 rBV 278519 356254 51.50%  4.956%
9 8.439 1074 1079 1086 rBV 18727 28341 4.10% 0.394%
10 8.834 1143 1146 1153 rBV 6323 8021 1.16% 0.112%
11  9.198 1203 1208 1213 rBV 370820 459885 66.48% 6.397%
12 9.533 1261 1265 1268 rBV3 5633 7022 1.02% 0.098%
13 9.586 1268 1274 1279 rVB6 7279 13956 2.02% 0.194%
14  9.739 1296 1300 1304 rBV 10644 12142 1.76% 0.169%
15 9.786 1304 1308 1316 rVB6 4114 7548 1.09% 0.105%
16 9.875 1318 1323 1328 rVV 310210 389477 56.30% 5.418%
17 9.910 1328 1329 1332 rVWV 10800 7670 1.11% 0.107%
18 9.969 1335 1339 1345 rVB4 15794 26384 3.81% 0.367%
19 10.081 1352 1358 1362 rBV3 7306 12103 1.75% 0.168%
20 10.192 1374 1377 1384 rBV6 3685 7704 1.11% 0.107%
21 10.422 1412 1416 1421 rVB2 11472 14121 2.04% 0.196%
22 10.522 1429 1433 1437 rVB3 4427 7374 1.07% 0.103%
23 10.580 1440 1443 1446 rVB3 5726 6922 1.00% 0.096%
24 10.663 1452 1457 1469 rBV 220167 287518 41.56% 4.000%
25 10.786 1473 1478 1484 rVB2 17794 28417 4.11% 0.395%
26 10.863 1485 1491 1496 rBV9 4916 11713 1.69% 0.163%
27 10.969 1505 1509 1512 rBV4 7559 11232 1.62% 0.156%
28 11.116 1528 1534 1539 rBV7 5037 11637 1.68% 0.162%
29 11.169 1539 1543 1547 rVV 11456 15215 2.20% 0.212%
30 11.222 1547 1552 1554 rVV6 7621 12588 1.82% 0.175%
31 11.257 1554 1558 1564 rVB2 17651 26242 3.79% 0.365%
32 11.363 1571 1576 1579 rBV 338630 481508 69.60% 6.698%
33 11.439 1585 1589 1593 rBV 39767 46564 6.73% 0.648%
34 11.598 1612 1616 1622 rBV 12861 19962 2.89% 0.278%
35 11.692 1629 1632 1637 rVB3 12006 18645 2.70%  0.259%
36 11.751 1637 1642 1644 rBV4 9668 14538 2.10% 0.202%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138704.D

Acqg On : 31 Jul 2024 16:00

Operator : RC/JU

Sample : P3372-01 2X

Misc : OR-03-07252024

ALS Vvial : 15 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.869 1657 1662 1663 rBV2 26866 35088 5.07% 0.488%
38 11.892 1663 1666 1670 rvV 54266 73913 10.68% 1.028%
39 11.939 1671 1674 1677 rVV 14849 22113 3.20% 0.308%
40 11.975 1677 1680 1690 rVB 57644 102382 14.80% 1.424%
41 12.163 1708 1712 1714 rBV 18999 26364 3.81% 0.367%
42 12.186 1714 1716 1722 rVB2 18116 22682 3.28% 0.316%
43 12.339 1739 1742 1745 rBv2 10459 12905 1.87% 0.180%
44 12.416 1750 1755 1757 rBV 30601 44372  6.41% 0.617%
45 12.445 1758 1760 1766 rVB4 22425 31765 4.59% 0.442%
46 12.504 1766 1770 1774 rBV2 23369 33827 4.89% 0.471%
47 12.574 1778 1782 1787 rBV 311852 408830 59.10% 5.687%
48 12.804 1815 1821 1827 rBV 302868 458872 66.33% 6.383%
49 12.945 1839 1845 1852 rVB 471350 629454 90.99% 8.756%
50 13.022 1854 1858 1865 rBV4 27343 60258 8.71% ©.838%
51 13.127 1870 1876 1881 rVvVv2 44088 88196 12.75% 1.227%
52 13.198 1886 1888 1891 rVB 21793 21189 3.06% 0.295%
53 13.239 1891 1895 1899 rBV2 32884 46087 6.66% 0.641%
54 14.004 2019 2025 2036 rBV2 350850 691780 100.00% 9.623%
55 15.045 2198 2202 2209 rVB 92135 175483 25.37% 2.441%
56 15.410 2260 2264 2269 rBV 78604 119935 17.34% 1.668%

57 15.468 2270 2274 2283 rVB2 166813 294427 42.56%  4.096%

Sum of corrected areas: 7188620
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 31 Jul 2024 16:00
: RC/JU
: P3372-01 2X

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
BF138704.D

OR-03-07252024

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance
500000

400000

300000

200000

100000

0
Time-->

TIC: BF138704.D\data.ms

5.463 6.475

6.845
7.404

5.046 6.675 7.65

.
L LA L L L L L L L I L L L L L L L L L L L L BRI B

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance
500000

400000

300000

200000

100000

TIC: BF138704.D\data.ms

12.945

9.198
11.363 12.5742.804

1439 1119'9@75
8.139 8834 9&558@34@%619;101@3 3 85/ || 11508

9.875
8.122

10.663

0
Time-->

8.00 9 OO 9 50 10. 00 10. 50 11.00 11 50 12 00 12 50 13 00

Abundance
500000

400000

300000

200000

100000

TIC: BF138704.D\data.ms
14.004

MM(Ms

15.468

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138704.D

Acqg On : 31 Jul 2024 16:00

Operator : RC/JU

Sample : P3372-01 2X

Misc OR-03-07252024

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.046 2.04 ng 29639 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 23
5 2-Propyn-1-o0l, acetate 98 C5H602 000627-09-8 9
Abundance Scan 502 (5.046 min): BF138704.D\data.ms (-494) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0 R AR NSRS SR
| ‘ | ‘ 83.0 4.80 5.00 5.20 5.40 ;
o't e e e e m/z 59.10 57.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L B I LA L
4.80 5.00 5.20 5.40
101.0 m/z 101.00  19.22%
290 n 8?7'0 |
0\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R A RamEEEE
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.01%
29.0 101.0
o o b 730 810 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol e A
59.0 4.80 5.00 5.20 5.40
m/z 41.00 12.37%
5000 830
410 101.0
27.ﬁ
0H"‘H""“1""“‘1‘1““"1”i"‘uiHH‘mu‘m“‘m‘mw Hwﬂuﬂ_mﬂ‘ﬂ‘ﬂ‘,uﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@73124\

Data File : BF138704.D

Acqg On : 31 Jul 2024 16:00

Operator : RC/JU

Sample : P3372-01 2X

Misc . OR-03-07252024

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Phenanthrene, 2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.892 3.07 ng 73913  Phenanthrene-d1e 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 92
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 86
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 86
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 76
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 76

Abundance Scan 1666 (11.892 min): BF138704.D\data.ms (-1663) (- m/z 192.10 100.00%
192.1

5000 M
43.1 73.0 — LIRSS
| m ‘ 99.0 129.0 165.1 | 56y 1150 12.00
Ot TRt il sl T g7 101,10 56.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 LSS B e
11.50 12.00
m/z 189.05 29.65%
165.0
5,270 630 960 1390 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67054: 1H-Cyclopropa[ljphenanthrene,1a,9b-dihydro-
192.0
P C
11.50 12.00
5000 ITI/Z 43.10 27.11%
165.0
o270 630 960 390 | |
e e el e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67016: 1H-Indene, 2-phenyl- — —
192.0 11.50 12.00
m/z 57.10 22.79%
- W

165.0
27.0 63.0 ggo 1150 “

m/z-->

20 40 60 80 100 120 140 160 180

S RRRRRRRRERERRRSY
200 220 240

‘\ T
11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138704.D

Acqg On : 31 Jul 2024 16:00

Operator : RC/JU

Sample : P3372-01 2X

Misc : OR-03-07252024

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 1

R.T. EstConc Area Relative to ISTD R.T.
11.975 4.25 ng 102382  Phenanthrene-di10 11.363
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 40
3 Carbonic acid, butyl 2-formyl-4,... 290 C12H12C1204 1000331-42-2 35
4 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 32
51,2,3,4,5,6,7,8,9,10-Decahydro-5... 198 C13H180 1000497-99-5 22

Abundance Scan 1680 (11.975 min): BF138704.D\data.ms (-1677) (- m/z 189.10 100.00%
189.1
5000
94.6
=
39.0 63\'0\ Ly, ‘ 13\90 16\\"\"5.1 I 12,00 9
et e Tl e m/z 190.10 99.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 \/\/\\ — \”A\\/\A
940 12.00
4 m/z 192.10  50.62%
0. 390 630 | 137.0 163.0 w
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
—
12.00
5000 m/z 191.10 41.17%
94.0
163.0
o"H‘_‘H"H‘“"“"‘H‘_‘H_HW‘W_MHWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #185706: Carbonic acid, butyl 2-formyl-4,6-dichloropheny po
190.0 12.00
m/z 94.60 27.34%
5000
57.0
29.0
0 \ ‘ | 830 109.0133.0 1620 217.0
e e e e e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138704.D

Acqg On : 31 Jul 2024 16:00

Operator : RC/JU

Sample : P3372-01 2X

Misc OR-03-07252024

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Pyrene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.127 2.55 ng 88196  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 76
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 68
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64

Abundance Scan 1876 (13.127 min): BF138704.D\data.ms (-1870) (- m/z 216.10 100.00%
216.1

5000
106.8 1200 1250
13.00 13.50
55.1 163.1 m 253.2 :
ol Lo I3 L 95322880 510 10 89.46%
miz-> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 R —
13.00 13.50

m/z 213.05  23.57%

95.0
0 \2\7\0\ ‘6\3-9\ “ ‘H\ B — ‘16\3\0\ “L i \“H\ LA B B
miz--> 50 100 150 200 250
Abundance #94578: Fluoranthene, 2-methyl-
216.0
Tu

13.00 13.50
5000 m/z 217.10 16.35%
108.0
oo Lo |
m/z--> 50 100 150 200 250
Abundance #94574: 11H-Benzolb]fluorene —— —
216.0 13.00 13.50

m/z 106.80  13.86%

108.0
5000
63. 0 163 0 I \‘\‘

o

m/z--> 100 150 200 250 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF073124\
Data File : BF138704.D

Acqg On : 31 Jul 2024 16:00

Operator : RC/JU

Sample : P3372-01 2X

Misc : OR-03-07252024

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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-... 5.046 2.0 ng 29639 1 6.845 290903 20.0
Phenanthrene, 2... 11.892 3.1 ng 73913 4 11.363 481508 20.0
4H-Cyclopenta[d... 11.975 4.3 ng 102382 4 11.363 481508 20.0
Pyrene, 1-methyl- 13.127 2.5 ng 88196 5 14.004 691780 20.0
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