LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : N4464-01

Misc :

ALS Vvial : 10 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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54842.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.209 321 327 336 rBV 91786 143907 8.29% 0.828%
2 5.685 401 408 423 rBV 457549 749373 43.15% 4.314%
3 7.295 672 682 697 rBV 467872 839456 48.34% 4.832%
4 8.147 818 827 834 rBV 128003 216613 12.47%  1.247%
5 8.911 952 957 966 rBV 9598 17810 1.03% 0.103%
6 9.316 1019 1026 1039 rBvV 271785 513683 29.58% 2.957%
7 10.973 1301 1308 1315 rBV 182814 331408 19.08%  1.908%
8 13.399 1713 1721 1733 rBV 777684 1264374 72.81% 7.278%
9 14.510 1903 1910 1918 rBV 9764 22940 1.32% 0.132%
10 14.780 1947 1956 1963 rBV 301956 494391 28.47% 2.846%
11 16.267 2202 2209 2222 rBV 582217 956361 55.07% 5.505%
12 16.478 2242 2245 2254 rVB7 14344 26441 1.52% 0.152%
13 17.177 2358 2364 2371 rBV3 10069 19194 1.11% 0.110%
14 17.248 2371 2376 2381 rBV3 12131 19484 1.12% 0.112%
15 17.342 2388 2392 2399 rVB2 10220 17502 1.01% 0.101%
16 17.524 2416 2423 2427 rBV 381380 592506 34.12% 3.411%
17 17.565 2427 2430 2437 rVB 167959 253032 14.57% 1.457%
18 17.659 2438 2446 2450 rBV 27317 45930 2.64% 0.264%
19 17.882 2479 2484 2488 rBV 27926 43957 2.53% 0.253%
20 17.929 2488 2492 2499 rVB 19693 36659 2.11% 0.211%
21 18.399 2567 2572 2575 rBV 35088 52287 3.01% 0.301%
22 18.446 2576 2580 2586 rVB4 46485 79058 4.55% 0.455%
23 18.593 2598 2605 2609 rBV3 64050 129618 7.46% 0.746%
24 18.629 2609 2611 2616 rVB 29997 38215 2.20% 0.220%
25 18.893 2651 2656 2659 rBvV2 31865 48596 2.80% 0.280%
26 18.934 2659 2663 2669 rVB3 40392 64448 3.71% 0.371%
27 19.134 2689 2697 2702 rBv4 21658 41919 2.41% 0.241%
28 19.222 2709 2712 2721 rVB4 11685 22658 1.30% 0.130%
29 19.304 2721 2726 2731 rBV 53695 90525 5.21% 0.521%
30 19.369 2732 2737 2740 rBV3 13743 25675 1.48% 0.148%
31 19.451 2746 2751 2763 rBV3 34556 78891 4.54% 0.454%
32 19.575 2766 2772 2778 rVV 558670 804771 46.34% 4.632%
33 19.669 2785 2788 2791 rVB2 13939 17885 1.03% 0.103%
34 19.815 2809 2813 2820 rVB2 24413 50028 2.88% 0.288%
35 19.898 2822 2827 2829 rVV2 76886 124520 7.17% 0.717%

36 19.933 2829 2833 2840 rVV 535218 817786 47.09% 4.707%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : N4464-01

Misc :

ALS Vvial : 10 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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.998 2841 2844 2849 rVB2 34021 50969 2.94% 0.293%
38 20.121 2859 2865 2871 rBV 1298094 1736563 100.00%  9.996%
39 20.262 2882 2889 2894 rBvV3 47757 107620 6.20% 0.619%
40 20.391 2906 2911 2912 rBVS5 36072 56204 3.24% 0.324%
41 20.421 2912 2916 2921 rVB2 85724 142555 8.21% 0.821%
42 20.520 2929 2933 2937 rBV 54451 63382 3.65% 0.365%
43 20.579 2937 2943 2947 rBv2 57292 105924 6.10% 0.610%
44 20.720 2963 2967 2971 rBV 57011 84210 4.85% 0.485%
45 20.767 2971 2975 2978 rVWV 42343 56307 3.24% 0.324%
46 21.190 3044 3047 3054 rVB 55795 91160 5.25% ©.525%
47 21.384 3077 3080 3083 rVV 36199 43134  2.48% 0.248%
48 21.425 3083 3087 3092 rVV2 114425 159607 9.19% 0.919%
49 21.478 3092 3096 3101 rVv2 48513 75786 4.36% 0.436%
50 21.537 3103 3106 3114 rVB 51092 84036 4.84% 0.484%
51 21.678 3126 3130 3136 rVB2 40526 64648 3.72% ©.372%
52 21.813 3145 3153 3158 rBV2 445122 1154259 66.47% 6.644%
53 21.866 3158 3162 3174 rVB 262427 489953 28.21% 2.820%
54 22.025 3185 3189 3196 rVB 41996 67740 3.90% 0.390%
55 23.329 3406 3411 3426 rVB3 116245 281068 16.19% 1.618%
56 24.110 3536 3544 3552 rBV 223537 770315 44.36% 4.434%
57 24.874 3666 3674 3686 rVB 162708 485961 27.98% 2.797%
58 25.027 3691 3700 3714 rVB 190830 581682 33.50%  3.348%
59 25.186 3718 3727 3736 rBv3 221650 669747 38.57% 3.855%
60 29.069 4377 4388 4408 rVB4 93558 499400 28.76% 2.875%

61 30.280 4583 4594 4611 rVB3 75634 358165 20.62% 2.062%

Sum of corrected areas: 17372296
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : Ndde64-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054842.D\data.ms
1200000
1000000

800000

600000

5.685 7.295
400000
9.316
200000 10.973
5.209 8.147

8.911

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L B L L O B Y B L

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: BG054842.D\data.ms

20.121
1200000

1000000

800000, 13.399

14.780
200000 17}565
o 14510 6.478  171mad] SFERRLE
w—r‘r—w‘mm‘mm‘mm‘HH‘HH‘HH‘HH‘HH"‘HH LB et e I I L B
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: BG054842.D\data.ms
1200000
1000000
800000
600000
400000

200000

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

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : Ndde64-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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.
5.209 13.29 ng 143907 1,4-Dichlorobenzene-d4 8.147

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 327 (5.209 min): BG054842.D\data.ms (-321) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1 e e SSIL SRR
4.80 5.00 5.20 5.40 5.60
1 | 83.1 9
0l m/z 59.18  62.65%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L B R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.10 21.81%
0 27\\\ Ll | 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R EAREAERRE
4.80 5.00 5.20 5.40 5.60
5000 2410 m/z 58.10 16.57%
ol L 128020
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R EARESRREE
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.87%
5000
58.0
15.0 100.0 /\
L T Y M
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : Ndde64-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.446 2.67 ng 79058  Phenanthrene-d1e 17.524
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
Abundance Scan 2580 (18.446 min): BG054842.D\data.ms (-2576) (- | m/z 192.10 100.00%
192.1
5000
——
165.1 18.50
82.9 :
51.1 139.0
Obrrrr by 11520890 L Ll hjz 191,10 s4.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67023: Anthracene, 2-methyl-
192.0
5000 ® UL
18.50
m/z 189.05 29.51%
96.0 165.0
O 63.0 wH " ‘H 13‘9.0‘ U‘w Il 1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67021: Anthracene, 1-methyl-
192.0
—
18.50
5000 m/z 193.10 17 .49%
83.0 165.0
0 15.0 . 39'0 “61r0\ i ‘ " H 115.0 13‘9'0‘ h‘ I
e R A R R o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67042: Phenanthrene, 4-methyl- M”ﬁfﬁ —
192.0 18.50
m/z 190.10  14.55%
5000
82.0 165.0
0 230 5170\ - \‘ M 115.0 13\90\\ bl g M
R e T e B R R ek
m/z--> 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@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : Ndde64-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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 4

R.T. EstConc Area Relative to ISTD R.T.
18.593 4.38 ng 129618 Phenanthrene-di10 17.524
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 50
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 49
4 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 40

5 Carbonic acid, butyl 2-formyl-4,... 290 C12H12C1204 1000331-42-2 35

Abundance Scan 2605 (18.593 min): BG054842.D\data.ms (-2598) (- | m/z 190.10 100.00%
1

19
5000
24.7 M
Al

165.1 18.50
63.1 139.1 218.1
ob 28t e e R LG EET myz 189,10 99.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 L :
18.50
95.0 m/z 192.10 48.34%
0 m 39\”\0 . 6%0 Lol \“\ " 137.0 16”:\?’0 Il
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64922: 6H-Cyclobuta[jk]phenanthren
189.0
T \
18.50
5000 m/z 191.10 44, 25%
94.0
163.0
o"H“_‘H“H‘JH‘L_‘H“H“H“ﬂ‘u“m“u“_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- - o~
190.0 18.50
m/z 94.70 26.39%

5000
950 1340 162.0
400 67.0 ‘ ‘
o‘“H‘q‘mﬁpﬂﬁﬁﬂwuw‘ﬂm‘p“““Hpuuu“ﬂu“‘u“‘ —
miz--> 20 40 60 80 100 120 140 160 180 200 220 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : Ndde64-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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 10
R.T. EstConc Area Relative to ISTD R.T.

18.934 2.18 ng 64448  Phenanthrene-di0 17.524
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9,10-Anthracenedione 208 (C14H802 000084-65-1 95

2 9H-Fluoren-9-one 180 C13H80 000486-25-9 70

3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 64
4 9,10-Phenanthrenedione 208 C14H802 000084-11-7 49

5 1,4-Anthracenedione 208 C14H802 000635-12-1 49
Abundance Scan 2663 (18.934 min): BG054842.D\data.ms (-2659) (- 208.10 100.00%

180.0208.1
152.0
5000
76.0
19 00
38.0 ‘ ‘ 281.(
0 ,Hw‘hu“H“‘Wﬂumpmu‘u‘uH_H“_w‘um_wwwm_m_‘ m/z 180.00  89.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85293: 9,10-Anthracenedione
180.0208.0
152.0
5000 76.0 \'\M\ M'\/\\ R

o

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #55032: 9H-Fluoren-9-one
180.0

19.00
5000 m/z 151.05 39.34%
152.0
76.0
0,380 | om0 | |
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54969: Benzolc]cinnoline T
152.0180.0 19.00
m/z 76.00 27.10%
5000
76.0 ‘ /\/VL/
000 A0 L (g b ™

m/z--> 20 40 60 80 100120140160180200220240260280 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : Ndde64-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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, 2,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.304 3.06 ng 90525  Phenanthrene-d1e 17.524
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 96
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 96
3 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 93
4 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 93
5 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 93

Abundance Scan 2726 (19.304 min): BG054842.D\data.ms (-2721) (+ | m/z 206.10 100.00%
206.1

5000

-

= T
19.00 19.50

0! m/z 191.05 48.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000

— —
19.00 19.50
m/z 189.05 26.26%

ol 27.0 63.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82934: 9,10-Dimethylanthracene
206.0
-t ——
19.00 19.50
5000 m/z 205.05  25.06%
G50 510 890 1270 165.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82924: di-p-Tolylacetylene ”W‘,’W T
206.0 19.00 19.50
m/z 207.05 17.60%
o «JWWAW
102.0 165.0 H WJ
0\u‘uu‘HHMHAMJmNHH%HHpNWJHW\MW1\wu\wuu‘uu,u P 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@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : Ndde64-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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 Cyclopenta(def)phenanthrenone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.451 2.66 ng 78891  Phenanthrene-d1e 17.524
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 95
2 3'-Carboxybenzo[1',2"',-b]-1,4-di... 204 C11H12N202 138023-41-3 50
3 [1,1'-Biphenyl]-2,2"'-dicarbonitrile 204 C14H8N2 004341-02-0 49
4 6-Chloro-4-hydroxyquinoline-3-ca... 204 C10H5CIN20 1000435-79-8 45
5 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 43

Abundance Scan 2751 (19.451 min): BG054842.D\data.ms (-2746) (- | m/z 204.10 100.00%
204.1

5000

176.1

i

T
19.50

m/z 176.05 38.49%

0,
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0

5000 T
19.50

176.0
88.0 m/z 206.10  22.88%

150.0
\\‘\\\?’2\.(\)\“\‘\‘\\\“‘\\}\2‘2\.9\‘\\“\\‘\\\H\“\\\\"\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #79547: 3'-Carboxybenzo[1',2',-b]-1,4-diazabicyclo[2.2.2]
204.0

7
19.50

o

m/z 205.10  20.96%
5000 1570 /
132.0
20 70 1040 | ‘
0\W“WHWHWMWWMWWJM‘MHMHH”HH“LH‘HH‘

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #80072: [1,1'-Biphenyl]-2,2'-dicarbonitrile iy —

204.0 19.50

m/z 88.00 14.20%

5000
177.0
75.0
50.0 ‘ 102.0 127.0 150.0 ‘ A
0 Iy Uy ‘N 1y il |

m/z--> 40 60 80 100 120 140 160 180 200 220 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : Ndde64-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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 9
R.T. EstConc Area Relative to ISTD R.T.
20.421 2.47 ng 142555  Chrysene-di12 21.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 86
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 83
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64

Abundance Scan 2916 (20.421 min): BG054842.D\data.ms (-2912) (- | m/z 216.10 100.00%
216.

1
5000

106.6 -
630 | | 1431 1871 H 249.1 283 2050
Ot perr e e e e e m/z 215.10  82.13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 U

m/z 213.10  21.46%

107.0
28.0 630 . | 1390 187.0 H‘
’HH‘HH‘\\H‘\H\‘H\\‘HH‘HH‘HH‘HH‘\H‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94570: Pyrene, 1-methy!
216.0
Ny

o

20.50
5000 ITI/Z 217.10 17.14%
108.0
027'0 63.0 I \\‘ 150.0 1810‘ MH
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94575: 11H-Benzo[a]fluorene —
216.0 20.50
m/z 106.60  15.90%
5000
108.0
oL 630 | 1370 1870 | 1
e e e e e e e : b
m/z--> 20 40 60 80 100120140160180200220240260280 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : Ndde64-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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 Pentadecafluorooctanoic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.425  2.77ng 159607 Chrysene-di2 21.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 62

2 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 53
3 Isothiazol-5-amine, 4-bromo-3-ch... 226 C4H4BrC1N2S 1000272-59-9 43
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 25
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 25
Abundance Scan 3087 (21.425 min): BG054842.D\data.ms (-3083) (- | m/z 228.10 100.00%
228.1
57.1
5000
‘ y L T J\\’T T
5.1 21.50
O,IWL.\. I oL m/z 57.18 67.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 1
21.50
50 m/z 226.10 55.13%
ob L h o 2220 3600 648,
\H\‘HH‘\\H[\1\\‘T\H‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #109554: Cyclopenta(cd)pyrene, 3,4-dihydro-
228.0
e
21.50
5000 m/z 227.10 50.91%
114.0
0\m‘\m{‘ﬂm‘um‘u‘ T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #107272: Isothiazol-5-amine, 4-bromo-3-chloro-N-methyl Pt
228.0 21.50
m/z 43.10 46.92%
5000
86.0
o-““v'wﬁm\ e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : Ndde64-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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 13-Docosenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.329 4.87 ng 281068 Chrysene-di2 21.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
3 Palmitoleamide 253 C16H31NO 106010-22-4 64
4 d-Glucosamine 179 C6H13NO5 000090-77-7 53
5 Nonanamide 157 CSH19NO 001120-07-6 50

Abundance Scan 3411 (23.329 min): BG054842.D\data.ms (-3406) (- m/z 59.10 100.00%
59.1

5000

%

oy =
23.00 23.50

256.1
294.1 :
(o 337 m/z 72.10 65.30%
mi/z--> 50 100 150 200 250 300
Abundance #245084: 13-Docosenamide, (Z)-
59.0
5000 I Pt
1370 i&OOss 1923'523 652
97.0 . m/z . . 0
O LI ‘\“ ‘ \‘H‘\ ““} ‘U“ \h“\ ‘} “\ T ]\-9\3‘.0\ \2\4’\0.‘0\ T \29\4’.0\ } T ‘\.
m/z--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
— —
23.00 23.50
5000 m/Z 43.10 37.01%
018 710 1400 1800 2380 2810 WJM
- \‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide — —
59.0 23.00 23.50
m/z 41.10 32.10%
5000

-

126.0 253.0
L“ \‘W‘M‘} ol \L\ | ‘168'0 219'0 T

ol | h

— T
m/z--> 50 100 150 200 250 300 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : Ndde64-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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@ Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.874 14.51 ng 485961  Perylene-di12 25.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
2 Benzo[e]pyrene 252 C20H12 000192-97-2 94
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 3674 (24.874 min): BG054842.D\data.ms (-3666) (1 m/z 252.10 100.00%
252.1
— =
125.1 24.50 25.00
0881 740 | 17412001 | 2861 340 ., 356.1p  29.17%
miz--> 50 100 150 200 250 300
Abundance #138565: BenzolK]fluoranthene
252.0
5000 \ﬁ ‘ s
126.0 24.50 25.00
m/z 253.10 23.00%
00 ]
0\\‘H\‘\\‘\‘i\‘\‘\\‘\\\\‘\\‘”\\“‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
= —
24.50 25.00
5000 m/z 125.10 12.11%
125.0
0l 50.0 830 , | 158.0 2000 |
——r e
m/iz--> 50 100 150 200 250 300
Abundance #138555: Benzo[a]pyrene T —
252.0 24.50 25.00
m/z 251.10 9.99%
5000
126.0
0l 50.0 87.0 | 163.0 200.0 | \
—— T o —
m/z--> 50 100 150 200 250 300 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90222\
Data File : BGO54842.D

Acqg On : 2 Sep 2022 16:10
Operator : CG/JU

Sample : Ndde64-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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-... 5.209 13.3 ng 143967 1 8.147 216613 20.0
Anthracene, 2-m... 18.446 2.7 ng 79058 4 17.524 592506 20.0
4H-Cyclopenta[d... 18.593 4.4 ng 129618 4 17.524 592506 20.0
9,10-Anthracene... 18.934 2.2 ng 64448 4 17.524 592506 20.0
Phenanthrene, 2... 19.304 3.1 ng 90525 4 17.524 592506 20.0
Cyclopenta(def)... 19.451 2.7 ng 78891 4 17.524 592506 20.0
11H-Benzo[b]flu... 20.421 2.5 ng 142555 5 21.819 1154260 20.0
Pentadecafluoro... 21.425 2.8 ng 159607 5 21.819 1154260 20.0
13-Docosenamide... 23.329 4.9 ng 281068 5 21.819 1154260 20.0
Benzo[e]pyrene 24.874 14.5 ng 485961 6 25.186 669747 20.0
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