LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140305.D

Acqg On : 08 Nov 2024 18:03
Operator : RC/JU

Sample : P4722-03 2X

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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140305.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.222 18 22 38 rvB4 8507 20697 1.86% 0.138%
2 3.946 306 315 321 rBV 10285 16769 1.50% 0.112%
3 4.604 423 427 431 rBV 8779 11419 1.02% 0.076%
4 5.081 498 508 515 rBV 26348 39315 3.53% 0.263%
5 5.487 569 577 597 rBV 793932 1047199 93.92% 7.004%
6 6.410 730 734 741 rBV2 10972 23015 2.06% 0.154%
7 6.498 743 749 765 rVB 801568 1060048 95.07% 7.090%
8 6.710 780 785 788 rBv2 26085 36401 3.26% 0.243%
9 6.875 808 813 819 rVB 563898 699723 62.76% 4.680%
106 6.934 819 823 827 rBvV2 12035 13555 1.22% 0.091%
11 7.146 854 859 863 rBV3 14164 18575 1.67% 0.124%
12 7.193 863 867 874 rVB3 8634 15677 1.41% 0.105%
13 7.269 874 880 883 rBV5 11777 19867 1.78% 0.133%
14 7.434 898 908 912 rBV 536998 681627 61.13% 4.559%
15 7.469 912 914 918 rW 36475 38427 3.45% 0.257%
16 7.516 918 922 926 rVB4 13355 19839 1.78% 0.133%
17 7.575 926 932 936 rBV5 6182 11761 1.05% 0.079%
18 7.687 948 951 957 rVB 28331 38824 3.48% 0.260%
19 7.757 958 963 964 rBV3 8006 11590 1.04% 0.078%
20 7.904 984 988 993 rVB5 7506 11382 1.02% 0.076%
21 8.157 1024 1031 1038 rBV 683642 872986 78.30% 5.839%
22 8.210 1038 1040 1044 rVB 21357 23575 2.11% 0.158%
23 8.363 1063 1066 1070 rBV3 10671 17167 1.54% 0.115%
24  8.445 1076 1080 1085 rVB4 14294 23224 2.08% 0.155%
25 8.575 1098 1102 1108 rBV 23802 34066 3.06% 0.228%
26 8.745 1128 1131 1135 rBV3 9928 11854 1.06% 0.079%
27 8.810 1135 1142 1145 rVv8 9348 21310 1.91% 0.143%
28 8.869 1149 1152 1155 rVB 16394 17492 1.57% 0.117%
29 8.969 1166 1169 1176 rVB2 13634 19872 1.78% 0.133%
30 9.175 1201 1204 1209 rVB 25912 32114 2.88% 0.215%
31 9.234 1209 1214 1223 rBV 872415 1114963 100.00% 7.457%
32 9.310 1223 1227 1233 rBV4 25408 42909 3.85% 0.287%
33 9.498 1255 1259 1264 rBv2 15701 22295 2.00% 0.149%
34 9.569 1267 1271 1274 rW 31277 43048 3.86% ©0.288%
35 9.628 1277 1281 1286 rVvB3 35741 54253 4.87% 0.363%
36 9.775 1302 1306 1310 rBV 27805 38278 3.43% 0.256%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140305.D

Acqg On : 08 Nov 2024 18:03
Operator : RC/JU

Sample : P4722-03 2X

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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.828 1311 1315 1323 rVB4 15195 24798  2.22% 0.166%
38 9.916 1323 1330 1334 rBV 665331 851898 76.41% 5.698%
39 10.022 1344 1348 1352 rBv2 10087 15473 1.39% 0.103%
40 10.116 1360 1364 1368 rVB2 24499 34031 3.05% 0.228%
41 10.157 1368 1371 1380 rVB6 15621 29876 2.68% 0.200%
42 10.234 1380 1384 1386 rBv2 13676 18171 1.63% 0.122%
43 10.322 1395 1399 1405 rBV5 14631 28786 2.58% 0.193%
44 10.463 1419 1423 1429 rBvV2 29291 40298 3.61% ©0.270%
45 10.563 1436 1440 1445 rVB 19364 31829 2.85% 0.213%
46 10.628 1446 1451 1455 rVW 69601 90406 8.11% 0.605%
47 10.704 1459 1464 1476 rVW 460595 622388 55.82% 4.163%
48 10.828 1480 1485 1492 rVB 45212 74383  6.67% 0.497%
49 11.139 1535 1538 1540 rBvV3 14414 18946 1.70% 0.127%
50 11.210 1547 1550 1554 rVB2 15609 19182 1.72% 0.128%
51 11.298 1562 1565 1571 rVB2 41356 61377 5.50% 0.410%
52 11.404 1578 1583 1586 rBV 617985 911515 81.75% 6.096%
53 11.481 1592 1596 1600 rVB 82695 94544  8.48% 0.632%
54 11.639 1619 1623 1629 rBV 31272 47660 4.27% ©0.319%
55 11.933 1665 1673 1678 rBV2 159163 315302 28.28% 2.109%
56 12.022 1684 1688 1696 rVB 102482 197825 17.74% 1.323%
57 12.204 1716 1719 1722 rBV 36681 49481 4.44% 0.331%
58 12.463 1759 1763 1766 rBV 52984 80771 7.24% 0.540%
59 12.545 1775 1777 1782 rVB3 30294 35768 3.21% 0.239%
60 12.622 1786 1790 1795 rBV 651061 823465 73.86% 5.507%
61 12.851 1823 1829 1835 rBV 609617 885581 79.43% 5.923%
62 12.992 1848 1853 1861 rVB 814380 1111236 99.67% 7.432%
63 14.057 2029 2034 2037 rBV2 617976 991808 88.95% 6.633%
64 15.127 2212 2216 2224 rVB 207648 436389 39.14%  2.919%
65 15.498 2276 2279 2285 rVB 158636 242924 21.79%  1.625%

66 15.568 2286 2291 2302 rVB2 272196 540593 48.49%  3.616%

Sum of corrected areas: 14951820
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 08 Nov 2024 18:03
: RC/JU
: P4722-03 2X

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
BF140305.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140305.D

Acqg On : 08 Nov 2024 18:03
Operator : RC/JU

Sample : P4722-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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.
10.628 2.12 ng 90406  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 53
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 46
5 Benzoylformic acid 150 C8H603 000611-73-4 45
Abundance Scan 1451 (10.628 min): BF140305.D\data.ms (-1446) (| m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0
—r= =
10.50 11.00
152.1
0 ‘H“"Jm‘u‘MW‘H“‘J‘H%%QQ“HWM“““m“ m/z 182.10 68.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 Ao g N
10.50 11.00
510 m/z 77.00  67.50%
B 20 ||| 10 1520
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
= =
77.0 183.0 10.50 11.00
5000 51.0 m/z 51.85  26.88%
0 I A | 1270 1540 |
I B L B R e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester e e
105.0 10.50 11.00
m/z 181.10 17.87%
77.0
5000
51.0
152.0
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\BF110824\
Data File : BF140305.D

Acqg On : 08 Nov 2024 18:03
Operator : RC/JU

Sample : P4722-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.933 6.92 ng 315302  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 98
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
Abundance Scan 1673 (11.933 min): BF140305.D\data.ms (-1665) (- m/z 192.10 100.00%
1
12.00
256.3 :
0! 2212 m/z 191.10  59.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
5000 L
12.00
165.0 m/z 72.95 33.18%
2o 30 %0 130 |
‘HH’HH‘\H\‘H\\‘H\\‘\\H‘H\\‘\\H‘H \‘\\H‘H\\‘H\\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl-
192.0
—
12.00
5000 m/z 43.10 29.25%
94.0 165.0
0 27.0 630 | M 13‘9Q\ h“ I HH
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67035: Phenanthrene, 1-methyl- —
192.0 12.00
m/z 189.05  28.85%
5000
165.0
27\.0\ 63’\.0 9?-0 13\9.0\ h‘\ L HH
e e e e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140305.D

Acqg On : 08 Nov 2024 18:03
Operator : RC/JU

Sample : P4722-03 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.022 4.34 ng 197825  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 92
2 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 25

Abundance Scan 1688 (12.022 min): BF140305.D\data.ms (-1684) (- m/z 189.10 100.00%
89.1
94.6 SIS ‘
12.00
63.0 1162.1 218.1 .
O b 13811621 | 2181 2501, 196,10 95.57%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 s :
94.0 12.00
4. m/z 192.10  64.43%
ol 310 630, | 190 1630 |
\H‘\H\‘H\\‘HH‘\\H‘\H\‘H\\‘HH‘\\H‘\H\‘\H\‘HH‘\\H‘\\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #65127: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
T I
12.00
5000 m/z 191.10 50.70%
63.0 133.0
28.0 97.0 162.
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene T ‘
192.0 12.00
m/z 94.60 24.58%
165.0
96.0
o280 830 """ 1260 | |
AR i Eaaamnan et o e —r
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110824\
Data File : BF140305.D

Acqg On : 08 Nov 2024 18:03
Operator : RC/JU

Sample 1 P4722-03 2X

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 10.628 2.1 ng 90406 3 9.916 851898 20.0
1H-Cyclopropa[l... 11.933 6.9 ng 315302 4 11.404 911515 20.0
4H-Cyclopenta[d... 12.022 4.3 ng 197825 4 11.404 911515 20.0
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