LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52649.D

Acqg On : 11 Mar 2022 16:19

Operator : CG/JU

Sample : N1864-11 :
Misc : MB-B1-030922-0-2

ALS vial : 5 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_ G\Methods\8270-BG030922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO52649.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.205 304 309 316 rVB2 10151 15962 1.06% 0.142%
2 5.699 386 393 405 rBvV 344734 568495 37.77% 5.045%
3 7.320 661 669 681 rBV 387193 668114 44.39%  5.928%
4 8.166 804 813 820 rBV 105954 178632 11.87% 1.585%
5 9.341 1005 1013 1021 rBV 249390 438090 29.10%  3.887%
6 11.003 1289 1296 1304 rBV 140459 257659 17.12% 2.286%
7 13.441 1704 1711 1719 rBV 711154 1090134 72.42% 9.673%
8 14.821 1937 1946 1952 rBV 260541 387259 25.73% 3.436%
9 14.886 1952 1957 1964 rVB 16822 25133 1.67% 0.223%
10 15.867 2119 2124 2130 rBv4 15765 25917 1.72% 0.230%
11 16.308 2193 2199 2209 rBV 541526 840148 55.82%  7.455%
12 17.224 2349 2355 2360 rBV3 13915 23015 1.53% 0.204%
13 17.300 2362 2368 2375 rVVe6 6926 15768 1.05% 0.140%
14 17.389 2379 2383 2389 rVB2 12451 19173 1.27% 0.170%
15 17.571 2408 2414 2418 rBV 322039 489626 32.53%  4.345%
16 17.612 2418 2421 2427 rW 254531 363387 24.14% 3.224%
17 17.706 2429 2437 2442 rVB 34174 56325 3.74% 0.500%
18 17.970 2476 2482 2487 rBV3 22098 37084 2.46% 0.329%
19 18.164 2509 2515 2519 rVB4 8227 16017 1.06% 0.142%
20 18.446 2557 2563 2568 rBV 54795 96502 6.41% 0.856%
21 18.499 2568 2572 2579 rWVW 62475 96620 6.42% 0.857%
22 18.575 2579 2585 2591 rvv2 14069 23918 1.59% 0.212%
23 18.646 2591 2597 2600 rBV2 49691 101570 6.75% 0.901%
24 18.675 2600 2602 2607 rVB 30392 40586 2.70% ©0.360%
25 18.939 2642 2647 2651 rBV 28719 43259 2.87% 0.384%
26 18.986 2651 2655 2664 rVB 38245 57387 3.81% 0.509%
27 19.180 2684 2688 2694 rBV5 15208 24506 1.63% 0.217%
28 19.357 2713 2718 2723 rBV 30945 51128 3.40% 0.454%
29 19.421 2723 2729 2732 rVV4 8753 18935 1.26% 0.168%
30 19.503 2737 2743 2749 rBV3 24424 50410 3.35% 0.447%
31 19.621 2755 2763 2769 rBV 416837 579670 38.51% 5.144%
32 19.715 2775 2779 2783 rVB5 14721 23074 1.53% 0.205%
33 19.815 2792 2796 2798 rBV3 12822 17587 1.17% 0.156%
34 19.868 2801 2805 2812 rVvB4 14141 32315 2.15% 0.287%
35 19.950 2814 2819 2820 rvVv 64276 86062 5.72% 0.764%

36 19.985 2820 2825 2831 rVWW 324737 488239 32.44%  4.332%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52649.D

Acqg On : 11 Mar 2022 16:19

Operator : CG/JU

Sample : N1864-11 :
Misc : MB-B1-030922-0-2

ALS vial : 5 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_ G\Methods\8270-BG030922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.050 2832 2836 2841 rVB3 28480 40174 2.67% ©0.356%
38 20.167 2850 2856 2862 rBV 1198665 1505215 100.00% 13.356%
39 20.302 2873 2879 2886 rBV6 33421 81336 5.40% ©.722%
40 20.473 2897 2908 2912 rVB 47686 114392 7.60% 1.015%
41 20.567 2921 2924 2927 rBV 21820 28395 1.89% 0.252%
42 20.631 2929 2935 2938 rVV2 33237 53940 3.58% 0.479%
43 20.813 2963 2966 2971 rBV2 23376 29483 1.96% 0.262%
44 21.248 3036 3040 3046 rVB2 42632 68384 4.54% 0.607%
45 21.483 3076 3080 3086 rVB2 63879 96388 6.40% 0.855%
46 21.595 3096 3099 3106 rVB 38643 65433  4.35% 0.581%
47 21.877 3139 3147 3152 rBV2 293507 726015 48.23% 6.442%
48 21.924 3152 3155 3167 rVB 137426 251694 16.72%  2.233%
49 24.215 3538 3545 3553 rBV2 87564 290623 19.31% 2.579%
50 25.143 3699 3703 3713 rVB2 73634 177286 11.78% 1.573%

51 25.307 3723 3731 3741 rBV2 134576 393108 26.12%  3.488%

Sum of corrected areas: 11269572
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52649.D

Acqg On : 11 Mar 2022 16:19

Operator : CG/JU

Sample : N1864-11 :
Misc : MB-B1-030922-0-2

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG052649.D\data.ms
1200000

1000000
800000
600000

400000 5699 7.320

9.341
200000
8.166 11.003

5.205

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG052649.D\data.ms
1200000 20.167

1000000

800000
13.441

600000 16.308

19.621

400000 17571

14.821 171612
200000

o 14|886 15.867 1728 -]Pﬁggg% it :
et v st MY S s B T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG052649.D\data.ms
1200000

1000000
800000
600000

400000

25.307

200000 24.215 25.1

O‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52649.D

Acqg On : 11 Mar 2022 16:19

Operator : CG/JU

Sample : N1864-11 :
Misc : MB-B1-030922-0-2

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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 Phenanthrene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.446 3.94 ng 96502  Phenanthrene-d1e 17.571
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 95
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93

Abundance Scan 2563 (18.446 min): BG052649.D\data.ms (-2557) (- m/z 192.15 100.00%

19p.2
5000
R
18.50

571 948 4595 16‘5'1 m
Ol rrr et bi et ottt Ml e m/z 191,15 60.22%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
i
18.50

5000

m/z 189.15 31.82%

94.0 165.0
TTT \\\3\9'\0\\\6?‘,\-\‘0\\ ‘\\\H TTTT \\l\?\,‘g.\o\w\ u‘\\} \W T TTTT
m/z--> 2‘0 4‘0 6‘0 Sb 160 12‘0 1)10 1é0 léO 260 |
Abundance #67035: Phenanthrene, 1-methyl-
192.0
T ‘ T \,\
18.50

o

5000 m/z 190.15 17.45%
165.0
0 39.0 63.0 9?-0 139.0 |
e L N R e B
m/z--> 20 40 60 80 100 120 140 160 180 200 N\
Abundance #67024: Anthracene, 2-methyl- =
192.0 18.50

m/z 193.10 15.07%

5000

165.0
15.0 39.0 83"'0 | 115.0139.0 |

OFP TE e e e b SRR e e AAVUFEL S
miz--> 20 40 60 80 100 120 140 160 180 200 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52649.D

Acqg On : 11 Mar 2022 16:19

Operator : CG/JU

Sample : N1864-11 :
Misc : MB-B1-030922-0-2

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.499 3.95 ng 96620  Phenanthrene-d1e 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 87

Abundance Scan 2572 (18.499 min): BG052649.D\data.ms (-2568) (-  m/z 192.15 100.00%

192.2
5000
1850
63.0 945 16 1 ‘ .
0 ,‘Hwwpwww“m_lﬁ_mm“uwHu_wwwﬁﬁl‘:' m/z 191.15  56.92%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67030: Anthracene, 1-methyl-
192.0
5000 T
18.50
m/z 189.15 25.47%
0270 630 960 1269 1630, M
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67023: Anthracene, 2-methyl-
192.0
‘M
18.50
5000 ITI/Z 190.10 16.64%
96.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl- =y
192.0 18.50
m/z 193.10 16.44%
5000
0F0. 630 %80 uze0 1630 ||l |
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52649.D

Acqg On : 11 Mar 2022 16:19

Operator : CG/JU

Sample : N1864-11 :
Misc : MB-B1-030922-0-2

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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

m/z--> 50 100 150

]
00 250 18.50 19.00

R.T. EstConc Area Relative to ISTD R.T.
18.646 4.15 ng 101570  Phenanthrene-di10 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 47
3 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 40
4 Pyrimidine, 6-oxo0-4-(3-fluorophe... 190 C10H7FN20 085979-55-1 37
5 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C10H7FN20 306936-57-2 28

Abundance Scan 2597 (18.646 min): BG052649. D\data ms (-2591) (- m/z 190.15 100.00%
190.
5000 M
% 1850  19.00
63.0 1392 : ’ :
0l ek 2 L L 2282 281 189,15 91.65%
miz--> 50 100 150 200 250
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T U
18.50 19.00
95.0 m/z 192.15 43.41%
O 27u OH ‘630\ wll “ 137.0 wh\
T T T T ‘ T T T T \ T T T ‘ \ T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole)
189.0
d P
18.50 19.00
5000 m/z 191.15 39.61%
42.0 122.0
g 800, .y, ]
o o
miz--> 50 100 150 200 250
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny = MAW
190.0 18.50 19.00
m/z 94.65 17.16%
) MWM
29.0
133.0
0 ‘ 630 97\‘0 \‘\\ \‘ UMJ 2299 Wmm P P
2
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52649.D

Acqg On : 11 Mar 2022 16:19

Operator : CG/JU

Sample : N1864-11 :
Misc : MB-B1-030922-0-2

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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 9,10-Anthracenedione Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.986 2.34 ng 57387  Phenanthrene-d10 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 97
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 78
3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 64
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
5 1,4-Anthracenedione 208 C14H802 000635-12-1 47

Abundance Scan 2655 (18.986 min): BG052649.D\data.ms (-2651) (-  m/z 208.10 100.00%

180.2 208.1
152.2
5000
76.0
T
5? 0 | 126.2 M ‘ 19.00
0 _"‘,H‘w“‘m”“:“"”“Nw“‘m‘u “um‘mw“l”wm m/z 180.15 89.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85294: 9,10-Anthracenedione
152.0 180.0 208.0
5000 76.0
19.00
m/z 152.15 75.05%
50.0 126.0 /
O ‘2\7\.\0\’\\“1\“‘\\\H\“\M\‘\g%“\o\\\‘\‘\\\‘\\ ‘\‘\\\\“\\\\‘\H\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55036: 9H-Fluoren-9-one
180.0
19.00
5000 ITI/Z 151.15 38.73%
152.0
76.0
ol220.530, | s 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54972: Benzolc]cinnoline
152.0 19.00
180.0 m/z 76.00 33.66%
5000
0 126 0
00 | o ||
0 _m,uu“m‘wm”imu‘uwu AR RARRARERA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 19.00

8270-BGO30922.M Mon Mar 14 15:08:43 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52649.D

Acqg On : 11 Mar 2022 16:19

Operator : CG/JU

Sample : N1864-11 :
Misc MB-B1-030922-0-2

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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 3,4-Dimethylphenanthrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.357 2.09 ng 51128 Phenanthrene-d10 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 91
2 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 83
3 Anthracene, 1,4-dimethyl- 206 C1l6H14 000781-92-0 81
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 81
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 74
Abundance Scan 2718 (19.357 min): BG052649.D\data.ms (-2713) (- m/z 206.15 100.00%
206.2
5000
meevimAAL R R Wity e
57.1 g5.2 115.2 150. 1178 ‘ . 19.00 19.50
Ot it Eo0 R el 8L 10115 41.6a%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82935: 3,4-Dimethylphenanthrene
206.0
5000 R I

19.00 19.50
m/z 189.15 24.00%

89.0
ooyl gaee MR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0
nd) |

o

19.00 19.50
5000 m/z 205.10 19.25%
89.0
o510, [ Jweo 150 ||
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82936: Anthracene, 1,4-dimethyl- ‘ ‘ﬂM 1
206.0 19.00 19.50
m/z 202.00 12.29%
5000
oL si0 0 12201500178% |
e e e e e e e e — ——
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52649.D

Acqg On : 11 Mar 2022 16:19

Operator : CG/JU

Sample : N1864-11 :
Misc : MB-B1-030922-0-2

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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 6 Cyclopenta(def)phenanthrenone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.503 2.06 ng 50410  Phenanthrene-d10 17.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 89
2 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 53
3 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-o0l 204 C11H12N202 1000278-26-8 49
4 Benzene, 1l-chloro-4-phenoxy- 204 C12H9C10 007005-72-3 47
5L

-Rhamnose, (R,R,S,S)-, 4TMS der... 452 C18H4405Si4 108392-01-4 47

Abundance Scan 2743 (19.503 min): BG052649.D\data.ms (-2737) (- m/z 204.15 100.00%

204.2
5000
P e
75.0 150.2 19.50
ob— | M“““ \i‘ M‘\H‘\HM‘M‘M ‘ml\ ‘\‘\“u\ \‘M\‘d iy | ‘2‘8‘\2‘9‘ NI ‘3‘7‘7’3" m/z 176.05 37.55%
mlz--> 50 100 150 200 250 300 350
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000
19.50
88.0 m/z 206.10 27.61%
150.0
O\\\‘\\“\‘\“‘\\\\‘}\\“‘\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #80068: 3,4-Biphenyldicarbonitrile
204.0
A ELAWIEVLDRESVSY
19.50
5000 ITI/Z 205.15 18.98%
75.0
o3P im0t |
miz--> 50 100 150 200 250 300 350
Abundance #79512: 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-ol L ——
204.0 19.50
m/z 174.15 14.22%
5000 119.0 A
65.0
oo DO D - HN N i A st
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52649.D

Acqg On : 11 Mar 2022 16:19

Operator : CG/JU

Sample : N1864-11 :
Misc : MB-B1-030922-0-2

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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 11H-Benzo[b]fluorene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.302 2.24 ng 81336  Chrysene-d12 21.883
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 93
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 74
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64
Abundance Scan 2879 (20.302 min): BG052649.D\data.ms (-2873) (- m/z 216.10 100.00%
21p.1
5000 J\
N SOV i WL
94.7
55.1 10911631 283.1 20.00 20.50
0 ; m/z 215.15 93.72%
miz-> 50 100 150 200 250 300
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 gl L
20.00 20.50
m/z 213.10  24.55%
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216.0
e AT A
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5000 m/z 218.05 22.46%
95.0
o270 620 |y asso |
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52649.D

Acqg On : 11 Mar 2022 16:19

Operator : CG/JU

Sample : N1864-11 :
Misc : MB-B1-030922-0-2

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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 Pyrene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.473 3.15 ng 114392  Chrysene-di12 21.883
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87

Abundance Scan 2908 (20.473 min): BG052649.D\data.ms (-2897) (- m/z 216.10 100.00%
216.1

5000 ﬂ
L.
107.5 20.50
55.1 163.1 M _
Ol it i 29902960 341, 595 19 82.20%
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
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OL\4-\0\\59-(\)\\\““H\\\\]‘-6\3\.0\“‘11\“‘\\\‘\\\\‘\\\\
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Abundance #94567: Pyrene, 2-methyl-
216.0
20.50
m/z 217.10  18.99%
5000 05.0
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miz--> 50 100 150 200 250 300
Abundance #94577: 11H-Benzo[a]fluorene NM‘ —
216.0 20.50
m/z 107.45 8.14%
5000
108.0
ol 22, ‘u“mwl“??;‘?mu“\‘m_m_m MM\)\W LA "W
m/z--> 50 100 150 200 250 300 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\

Data File : BG@52649.D

Acqg On : 11 Mar 2022 16:19

Operator : CG/JU

Sample : N1864-11 :
Misc MB-B1-030922-0-2

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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 9 unknown21.483 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.483 2.66 ng 96388  Chrysene-d12 21.883
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-1-chloro-2,4-difluoroben... 226 C6H2BrClF2 914636-89-8 35
2 4-(2-Thienyl)-1(2H)-phthalazinone 228 C12H8N20S 137382-45-7 30
3 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 30
4 Triphenylene 228 C18H12 000217-59-4 27
5 1(2H)-Phenanthrenone, 3,4,9,10-t... 228 C15H1602 014427-61-3 27

Abundance Scan 3080 (21.483 min): BG052649.D\data.ms (-3076) (-
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m/z 228.15 100.00%
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5000
\J‘\A\
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Abundance #107313: 5-Bromo-1-chloro-2,4-difluorobenzene
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52649.D

Acqg On : 11 Mar 2022 16:19

Operator : CG/JU

Sample : N1864-11 :
Misc : MB-B1-030922-0-2

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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|
Phenanthrene, 2... 18.446 3.9 ng 96502 4 17.571 489626 20.0
Anthracene, 1-m... 18.499 4.0 ng 96620 4 17.571 489626 20.0
4H-Cyclopenta[d... 18.646 4.2 ng 101570 4 17.571 489626 20.0
9,10-Anthracene... 18.986 2.3 ng 57387 4 17.571 489626 20.0
3,4-Dimethylphe... 19.357 2.1 ng 51128 4 17.571 489626 20.0
Cyclopenta(def)... 19.503 2.1 ng 50410 4 17.571 489626 20.0
11H-Benzo[b]flu... 20.302 2.2 ng 81336 5 21.883 726015 20.0
Pyrene, 1-methyl- 20.473 3.1 ng 114392 5 21.883 726015 20.0
unknown21.483 21.483 2.7 ng 96388 5 21.883 726015 20.0
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