LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

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_ F\Methods\8270-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139438.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 6 14 22 rVB 767215 1180430 78.13%  8.540%
2 5.093 501 510 519 rBV 69516 105902 7.01% 0.766%
3 5.498 572 579 584 rBV 1092359 1479832 97.94% 10.706%
4 6.504 744 750 755 rBV 1131569 1510925 100.00% 10.931%
5 6.875 808 813 818 rVB 337987 415003 27.47%  3.002%
6 7.440 898 909 914 rBV 758715 977169 64.67% 7.069%
7 7.692 948 952 959 rVB 29355 37373  2.47% 0.270%
8 8.157 1023 1031 1038 rBV 397615 509373 33.71% 3.685%
9 8.375 1062 1068 1072 rVB2 11881 15784 1.04% 0.114%
10 9.234 1208 1214 1219 rBV 1215207 1505861 99.66% 10.894%
11  9.310 1222 1227 1235 rVV2 18278 28618 1.89% 0.207%
12 9.569 1266 1271 1273 rBV 12566 16741 1.11% 0.121%
13 9.628 1277 1281 1288 rVB5 8426 15320 1.01% 0.111%
14  9.839 1310 1317 1321 rBV 17451 24462 1.62% 0.177%
15 9.910 1321 1329 1333 rVV 375838 473170 31.32%  3.423%
16 9.939 1333 1334 1339 rVB 55259 52791 3.49% 0.382%
17 10.110 1359 1363 1367 rVV 22885 31905 2.11% 0.231%
18 10.333 1394 1401 1405 rBV3 19809 35336 2.34% 0.256%
19 10.457 1417 1422 1427 rBV 40895 53246 3.52% 0.385%
20 10.551 1435 1438 1443 rVWV4 8741 16302 1.08% 0.118%
21 10.622 1445 1450 1457 rVB2 72145 95256 6.30% 0.689%
22 10.698 1457 1463 1468 rBV 594421 765973 50.70% 5.541%
23 10.816 1477 1483 1491 rVB3 23137 43857 2.90% 0.317%
24 10.998 1508 1514 1517 rBV4 14605 26391 1.75% 0.191%
25 11.151 1532 1540 1545 rBV4 9597 23105 1.53% 0.167%
26 11.257 1552 1558 1561 rBV2 25625 42962 2.84% 311%
27 11.292 1561 1564 1569 rVB2 17064 23471  1.55% 170%

28 11.398 1576 1582 1584 rBV 311742 442442 29.28%

OrwWoo
N
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R

29 11.469 1590 1594 1598 rBV 138423 167676 11.10% 213%
30 11.628 1615 1621 1627 rBV 27123 45504  3.01% 329%
31 11.686 1627 1631 1635 rVB2 12377 15980 1.06% ©.116%
32 11.922 1662 1671 1676 rBV2 136321 236425 15.65% 1.710%
33 11.969 1676 1679 1682 rVV 29748 41660 2.76% 0.301%
34 12.010 1682 1686 1693 rVB2 59496 106886 7.07% ©.773%
35 12.092 1693 1700 1704 rBV2 18099 29457 1.95% ©.213%
36 12.192 1713 1717 1719 rBV 15823 21362 1.41% ©.155%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

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_ F\Methods\8270-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.445 1756 1760 1763 rBV 20868 29252 1.94% 0.212%
38 12.480 1763 1766 1771 rVB2 23554 33438 2.21% 0.242%
39 12.604 1782 1787 1792 rBV 239394 302195 20.00% 2.186%
40 12.704 1800 1804 1808 rBV3 21901 32736 2.17% 0.237%
41 12.833 1819 1826 1832 rBV 182596 299997 19.86% 2.170%
42 12.980 1843 1851 1858 rBV 842612 1130480 74.82% 8.178%
43 13.051 1859 1863 1867 rBV3 20220 35383 2.34% 0.256%
44 13.163 1878 1882 1885 rVB 43150 54879 3.63% 0.397%
45 13.227 1886 1893 1896 rVv2 39993 70645 4.68% 0.511%
46 13.263 1896 1899 1907 rVB4 21071 34385 2.28% 0.249%
47 13.551 1944 1948 1952 rBV2 22632 42712 2.83% 0.309%
48 13.874 1999 2003 2013 rVB 88898 160197 10.60%  1.159%
49 14.027 2024 2029 2041 rVB2 276800 507918 33.62% 3.675%
50 14.510 2107 2111 2123 rVB4 56709 136482 9.03% 0.987%
51 15.074 2203 2207 2214 rVB 38299 82579 5.47% 0.597%

52 15.504 2275 22860 2290 rVB 137101 255506 16.91% 1.848%

Sum of corrected areas: 13822734
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139438.D\data.ms

1200000 6.504

5.498
1000000

800000¢.175 7.440
600000
400000 6.875

200000

5.093 7.6t

0 L L L L L L L L L L L L Y R B B

Time--> 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 TIC: BF139438.D\data.ms
1200000 9.934

1000000
12.980

800000

600000 10.698

400000 8.157 9.910

11.398

604
12.833

200000 111.469 11.922
.6 .
8375 3310 osiaeo S350 1100 30589570 or0 comatce 14 206 abbaomizsaesp 7 W
0 — . — B A e S e e e e e e e e — T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF139438.D\data.ms
1200000

1000000

800000

600000

400000 14.027

200000 13.874 15.074

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.175 56.89 ng 1180430 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance  Scan 14 (2.175 min): BF139438.D\data.ms (-6) (-) m/z 73.10 100.00%

73.1
5000 43.0
87.1
T
‘ ‘ Lg 1 2.202.302.402.502.60
O el b e m/z 43.05 50.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T [T T[T T T[T T[T TT
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10  33.40%
29.0 L
O \‘H\”“HH“‘!‘\‘!\‘\!\‘?‘-\O\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P e
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 27.49%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2247: Silane, tetramethyl- T
73.0 2.202.302.402.502.60
m/z 41.10 16.81%
5000
45.0
ol 290 || 590 | _
T T e e e e e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.093 5.10 ng 105902 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 510 (5.093 min): BF139438.D\data.ms (-501) (-) m/z 43.05 100.00%
3.0
59.1
5000
| - 1011 4.80 5.00 5.20 5.40
Ol prrrererrrpreebii et et e | M/Z 59.10 52.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I L LA BN
4.80 5.00 5.20 5.40
59.0 m/z 101.10  14.83%
101.0
O\\‘\\\\‘\2\3\.‘3\\\\“”}\\‘\\‘i\‘\\\7\%\.\0\\8‘%\-\0\‘\\\}“\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
e R
4.80 5.00 5.20 5.40
5000 m/z 58.10 13.69%
410 101.0
27.0 )
ol 180 Tl Iyl 70880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester A RamE R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.06%
5000 57.0
29.0
‘ 101.0 /\
Y A YN R N £ -7 N AN b e B
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\BF091824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.622 4.03 ng 95256  Acenaphthene-d1e 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 62
3 Benzoylformic acid 150 C8H603 000611-73-4 58
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 50
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 50
Abundance Scan 1450 (10.622 min): BF139438.D\data.ms (-1445) (| m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1
—r— —
10.50 11.00
152.0
Ol 1262 R0 7710 77.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —t —
10.50 11.00
510 m/z 182.10  61.02%
o270 L 1260 1520 |
\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #30107: Benzenecarbothioic acid, S-methyl ester

105.0 N

77.0 10.50 11.00
5000 ITI/Z 51.10 36.87%
51.0
0L270 | | 10
et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28215: Benzoylformic acid ey I ‘
105.0 10.50 11.00
77.0 m/z 181.10  16.48%
5000
51.0
0 2?'0 dy Il 150.0 A A /\M
R e it sl
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\BF091824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 ethanone, 1-(9H-carbazol-9-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.628 2.06 ng 45504  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbazole 167 C12HSN 000086-74-8 94
2 ethanone, 1-(9H-carbazol-9-yl)- 209 C14H11NO 1000400-59-5 93
3 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 91
4 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 90
5 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 90
Abundance Scan 1621 (11.628 min): BF139438.D\data.ms (-1615) (- m/z 167.10 100.00%
167.1
5000
139.1 I, Lo
43.0 83‘.3 1150 | 18902101 11.50 12.00o
Ottt ey m/z 166.10  22.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42483: Carbazole
167.0
5000 /\AA\ T ‘A T \{\A\A(\V\/\/‘\\\
11.50 12.00
650 139.0 m/z 139.05 14.02%
o390 620 7 1130 | |
‘\\\\‘\\1\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86392: ethanone, 1-(9H-carbazol-9-yl)-
167.0 A(J\
AN AN IR
11.50 12.00
5000 m/z 168.10 13.96%
209.0
43.0 139.0
0 | 640 89.0 1130 ) ‘
R L i
m/z--> 20 40 60 80 100 120 140 160 180 200 m
Abundance #42490: 5H-Indeno[1,2-b]pyridine 1 Y IR
167.0 11.50 12.00
m/z 140.05 11.21%
5000
140.0
N 2 B O N |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.922 10.69 ng 236425  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 92
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 92
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 92

Abundance Scan 1671 (11.922 min): BF139438[ndMarns(1662)0 m/z 192.10 100.00%

43.0 192.1
5000

227.2 256.5 12 00
0+ m/z 43.05 85.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67039: Phenanthrene, 2-methyl-
192.0

5000
1200
0 165.0 m/z 41.10 70.28%
0270 630 M 1390 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67023: Anthracene, 2-methyl-
192.0
1200
5000 ITI Z 60.00 70.14%
96.0 165.0
0 63.0 \H 139.0 h‘ [
i A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67030: Anthracene, 1-methyl-
192.0 12 OO

m/z 73.00 69.03%

5000
165.0
0270 63.0 96.0 1390 |

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\BF091824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 6

R.T. EstConc Area Relative to ISTD R.T.
12.010 4.83 ng 106886  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 83
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 33
4 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 25
5 benzoic acid, 4-hexyl-, 4-(1-oxo... 408 C27H3603 1000399-04-5 22

Abundance Scan 1686 (12.010 min): BF139438.D\data.ms (-1682) (- m/z 189.10 100.00%
189.1
5000
94.6 T I
12.00
63.0 119.1 163.1
b 00, o b 221810 L Ml m/z 190.10  94.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 : ﬁ/\‘ : :
94.0 12.00
4. m/z 192.10  36.13%
o 390 630 | 137.0 163.0 M
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\ \\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
T \
12.00
5000 ITI/Z 191.10 34.49%
94.0
‘ 163.0 M
) I N N AN | B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole) e Bk s
189.0 12.00
m/z 187.10 22.16%
5000
42.0 122.0 50
20.0 66.0 95.0 :
0 H‘Mhuﬂhﬂhwwui‘HWMWHVuH‘MWH,uukwwu,‘H‘ m‘ —0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Pyrene, 1l-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.163 2.16 ng 54879  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 80

Abundance Scan 1882 (13.163 min): BF139438.D\data.ms (-1878) (- m/z 216.10 100.00%

216.1
5000 A

107.6 13.00 13.50
55.1 187.0 ‘ 254.1
Otk e 9L S 2L sz 215,10 79.41%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 e —
13.00 13.50

m/z 213.10  23.54%

95.0
\\\2\7\‘9 \\\6\3\\0\\ H\“\ \‘UH \\\\lﬁq\o\\\]\-s\\z\\()\\\H TTTTTTTTI[TTITT
m/z--> Zb 4b 65 85 1601&01401%01é02602é02£02é0 |
Abundance #94572: 11H-Benzol[b]fluorene
216.0
/\/\/\‘N\/\/}

o

13.00 13.50
5000 ITI/Z 217.10 19.58%
107.0
0280 630 " 139.0 1870 ]
T e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #94579: Fluoranthene, 2-methyl- \/\/‘\W} — —
216.0 13.00 13.50
m/z 107.60  11.03%
5000
108.0
R meats L o e el s
m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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[a]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.227 2.78 ng 70645  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 64
3 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 59
5 3-Trifluoromethylcinnamic acid 216 C10H7F302 000779-89-5 53

Abundance Scan 1893 (13.227 min): BF139438.D\data.ms (-1886) (- m/z 216.05 100.00%
1

216
5000 /\

A
107.3 m 13.00 13.50
189.1 : :
63.0 163.0
0391930, Ll 13 1080 L 2492 7 215,10 91.08%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #94575: 11H-Benzo[a]fluorene
216.0
5000 . o
13.00 13.50

m/z 213.10  21.91%
L \H ‘ I ‘ ‘

500 810 137.0163.0 1890
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #94576: 11H-Benzol[b]fluorene
216.0
/\/\N\/}

o

13.00 13.50
5000 m/z 217.10 13.87%
108.0
0 57'0 I \“ 139'016u3'0 18\\\90 hu\
e e

m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #94571: 7TH-Benzo|[c]fluorene Rl P P
216.0 13.00 13.50

m/z 107.30  12.17%

5000
108.0

T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 1-Octadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.874 6.31 ng 160197  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
4 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 2003 (13.874 min): BF139438.D\data.ms (-1999) (- m/z 57.10 100.00%
57.1
— ——
| fS-l 230.1 13.50 14.00
0t ML i e e m/z 43.10 0 97.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138521: 1-Octadecene
57.0
5000 — e
13.50 14.00
50 m/z 55.10 76.05%
‘ J JJH\]IA 25l2'0
OHf [\H‘WHH[\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 41.10 59.22%
5.0
ok L h o 2229 3690 648, JLL
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester “ —
57.0 13.50 14.00
m/z 83.05 54.23%
5000
5.0
O et bt e e e — —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Pentacos-1-ene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.510 5.37 ng 136482  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 96
2 1-Docosene 308 C22H44 001599-67-3 93
3 Cyclotetracosane 336 C24H48 000297-03-0 93
4 1-Octadecene 252 C18H36 000112-88-9 92
5 3-Octadecene, (E)- 252 C18H36 007206-19-1 91
Abundance Scan 2111 (14.510 min): BF139438.D\data.ms (-2107) (- m/z 55.10 100.00%
55.1
prt \%/wfh
5000
‘ 240.1 i4‘56 \
9.1 . .
ob— H‘\‘ L ‘ H HH‘ Hm \h h by :‘L?S:‘I" e \” u\\ ‘288?‘ : ‘3‘5?"' m/z 57.10 93.81%
miz--> 50 100 150 200 250 300 350
Abundance #259982: Pentacos-1-ene
55.0
97.0
5000 ——
14.50
m/z 43.10 92.12%
9.0 350.(
O T \“\ ‘ “‘\ ‘ “ ““\ \‘h ‘\ \]\_9\5(\)\ T \26\4\0\ T ’ L }‘ T
miz--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
55.0
T \
14.50
5000 m/z 83.10 66.85%
o140, H‘ \H‘ i ‘ 1901810 a080 wa
m/z--> 50 lOO 150 200 250 300 350
Abundance #244232: Cyclotetracosane T ‘
43.0 83.0 14.50
' m/z 69.10 66.63%
= M/M
25.0
ol | h ||, 167.0 21002500 293.0 3360
S “‘ AR A e : : —
m/z--> 50 100 150 200 250 300 350 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91824\
Data File : BF139438.D

Acqg On : 18 Sep 2024 21:12
Operator : RC/JU

Sample : P4002-07

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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|
Butane, 2-metho... 2.175 56.9 ng 1180430 1 6.875 415003 20.0
2-Pentanone, 4-... 5.093 5.1 ng 105902 1 6.875 415003 20.0
Benzophenone 10.622 4.0 ng 95256 3 9.910 473170 20.0
ethanone, 1-(9H... 11.628 2.1 ng 45504 4 11.392 442442 20.0
Phenanthrene, 2... 11.922 10.7 ng 236425 4 11.392 442442 20.0
4H-Cyclopenta[d... 12.010 4.8 ng 106886 4 11.392 442442 20.0
Pyrene, 1-methyl- 13.163 2.2 ng 54879 5 14.033 507918 20.0
11H-Benzo[a]flu... 13.227 2.8 ng 70645 5 14.033 507918 20.0
1-Octadecene 13.874 6.3 ng 160197 5 14.033 507918 20.0
Pentacos-1-ene 14.510 5.4 ng 136482 5 14.033 507918 20.0
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