LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50705.D

Acqg On : 23 Oct 2021 1:48 Instrument :
Operator : CG/JU BNA_G

Sample 1 M4297-01 2X ClientSampleld :
Misc : [TR-04-10202021

ALS Vvial : 17 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-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO50705.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.796 385 393 403 rBV 367867 670365 35.24%  3.868%
2 7.400 658 666 675 rBvV 391567 734142 38.59% 4.236%
3 8.258 805 812 824 rVB 198597 363721 19.12% 2.099%
4 9.427 1003 1011 1021 rBV 254771 477943 25.12% 2.758%
5 10.826 1241 1249 1260 rBV 36913 81042 4.26% 0.468%
6 11.078 1285 1292 1299 rBV 277566 525312 27.61% 3.031%
7 11.131 1299 1301 1308 rVB 13681 19797 1.04% 0.114%
8 13.493 1694 1703 1711 rBV 600133 958056 50.36% 5.529%
9 14.604 1885 1892 1899 rBV4 12126 25971 1.37% 0.150%
10 14.874 1927 1938 1944 rBV 415839 665116 34.96% 3.838%
11 14.938 1944 1949 1955 rVB 39311 64415 3.39% 0.372%
12 15.267 2001 2005 2012 rVB2 24375 44312 2.33% 0.256%
13 15.914 2108 2115 2121 rBV2 60804 105789 5.56% 0.610%
14 16.208 2160 2165 2172 rVB2 16547 31265 1.64% ©0.180%
15 16.354 2184 2190 2199 rBV 370391 636004 33.43% 3.670%
16 16.548 2218 2223 2227 rBv4 17468 34269 1.80% 0.198%
17 16.913 2280 2285 2291 rVB4 11474 22046 1.16% 0.127%
18 17.118 2315 2320 2327 rBv4 39277 67613 3.55% ©.390%
19 17.183 2328 2331 2340 rVB4 12200 26273 1.38% 0.152%
20 17.271 2340 2346 2351 rBV 49124 86377 4.54% 0.498%
21 17.336 2353 2357 2362 rBV6 14771 22640 1.19% 131%
22 17.436 2370 2374 2382 rVB2 42257 66396 3.49% 383%

23 17.618 2399 2405 2409 rBV 430242 722086 37.95%
24 17.659 2409 2412 2419 rVV 732330 1112555 58.48%

OO PO
=
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25 17.753 2419 2428 2432 rW 80333 138897  7.30% 802%
26 17.812 2434 2438 2442 rVB2 15551 25663 1.35% ©.148%
27 18.017 2466 2473 2480 rVB2 101827 176836 9.29% 1.020%
28 18.129 2488 2492 2498 rBV3 23812 36132 1.90% 0.209%
29 18.252 2510 2513 2518 rBV3 17860 23449 1.23% 0.135%
30 18.487 2549 2553 2557 rBV 73593 107431 5.65% ©.620%

31 18.540 2557 2562 2566 rVB 101630 153341  8.06%
32 18.622 2572 2576 2579 rVB2 19156 27034  1.42%
33 18.687 2581 2587 2592 rBV2 145254 306857 16.13%
34 18.975 2632 2636 26490 rBV 69823 100661 5.29%
35 19.022 2640 2644 2653 rVB 204120 309263 16.26%
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36 19.380 2701 2705 2707 rBV2 91518 123466 6.49%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50705.D

Acqg On : 23 Oct 2021 1:48
Operator : CG/JU

Sample : M4297-01 2X

Misc :

ALS Vvial : 17 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-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.539 2728 2732 2737 rBV2 63985 95585 5.02% ©.552%

38 19.662 2747 2753 2759 rBV 1285549 1902535 100.00% 10.979%
39 19.985 2803 2808 2810 rBV2 160576 254843 13.39% 1.471%
40 20.021 2810 2814 2821 rVV 1043383 1567694 82.40%  9.047%

41 20.079 2822 2824 2829 rVB2 46335 63637 3.34% ©.367%
42 20.203 2840 2845 2850 rBV = 772508 1033717 54.33% 5.965%
43 20.503 2893 2896 2901 rVB 139225 218724 11.50%  1.262%
44 20.608 2910 2914 2917 rBV2 97720 131265 6.90% 0.757%
45 21.907 3129 3135 3142 rBV3 508764 1425549 74.93%  8.226%

46 21.971 3142 3146 3158 rVB 425337 824808 43.35% 4.760%
47 24.263 3528 3536 3543 rBV 196841 718102 37.74% 4.144%

Sum of corrected areas: 17328994
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50705.D

Acqg On : 23 Oct 2021 1:48
Operator : CG/JU

Sample : M4297-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG050705.D\data.ms
1400000

1200000
1000000
800000
600000

400000 5.796 7.400

200000 8'/2\58

10.839131
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG050705.D\data.ms
1400000 19.662

1200000 20.021

1000000 20.203
800000 17.659 21.907

600000 13.493

14.874
400000

200000

14.6

R s 2 e e

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: BG050705.D\data.ms
1400000

1200000

1000000

800000

600000

24.263

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\BG102221\
Data File : BG@50705.D

Acqg On : 23 Oct 2021 1:48

Operator : CG/JU

Sample : M4297-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.826  3.09ng 81042 Naphthalene-ds 11.078
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 caHisos 000112-34-5 90

004439-24-1 64
018912-80-6 64
000464-07-3 50
000112-60-7 50

2 Ethylene glycol monoisobutyl ether 118 C6H1402
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
4 3,3-Dimethylbutane-2-o0l 102 C6H140

5 Tetraethylene glycol 194 C8H1805

Abundance Scan 1249 (10.826 min): BG050705.D\data.ms (-1241) (- m/z 45.00 100.00%

45.0
5000
75.0
101.1 10. 50 ll 00
Ol “u‘!m“!”}m NU‘M ML B0 hy s7.18 89.28%
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
41.0 10. 50 ll 00
75.0 m/z 41.00 41.02%
100.0
O \]-\5\? T “ ‘\ \“ ‘1‘\ \‘!‘HH\ \‘1“\ ‘ \“f“\ T }‘\ \1\1\6 ‘0\153\2 \O‘ L
miz--> 40 60 80 100 120 140
Abundance #10089. Ethylene glycol monoisobutyl ether
57.0
A/\M/\/‘W\Aﬁw ‘
10. 50 11. 00
5000 m/z 75.60  21.62%
41.0
75.0
“1‘8“0““& Al 12000
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- P o ﬂﬁ‘
45.0 10.50 11.00
m/z 56.00 16.10%
5000
89.0
29.0
73
by Ml i 0 Ly w90 aase [y gl
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50705.D

Acqg On : 23 Oct 2021 1:48
Operator : CG/JU

Sample : M4297-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 9H-Fluoren-9-one Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.271 2.39 ng 86377  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 97
2 Diphenic anhydride 224 C14H803 006050-13-1 91
3 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 87
4 9,10-Phenanthrenedione 208 C14H802 000084-11-7 83
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 64
Abundance Scan 2346 (17.271 min): BG050705.D\data.ms (-2340) (-  m/z 180.00 100.00%
180.0
5000 151.9 AAA\
ranamm
495 n\ ara L 2et0 | 43.93
0 _‘H‘HMqwu‘whuﬂuww‘u‘_‘u‘u“‘HHM‘H‘H‘W‘H m/z 151.95 43.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55034: 9H-Fluoren-9-one
180.0
5000 152.0 =T e
17.00 17.50
76.0 m/z 151.00 27.97%
126.0
O‘\\\\‘5\\0“\\0"\\\”!‘\H\‘\\‘\9\‘\\\\‘\\“\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104425: Diphenic anhydride
180.0
S | W———
152.0 17.00 17.50
5000 m/z 150.00 15.95%
. 224.0
09" 10
Ot mw‘,m“Muh‘m‘uwuwm‘ww s RIS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54970: Benzo[h]cinnoline et Wi ‘
180.0 17.00 17.50
152.0 m/z 181.00  15.21%
5000
76.0
00 ‘ 126.0 ‘
oww‘h‘,m“M%uwmWW‘HWH‘mwwwwm i -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50705.D

Acqg On : 23 Oct 2021 1:48
Operator : CG/JU

Sample : M4297-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Anthracene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.487 2.98 ng 107431  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
4 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 90
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89

Abundance Scan 2553 (18.487 min): BG050705 D\data.ms (-2549) (-  m/z 192.05 100.00%

192.
5000
T
18.50

63.0 139.0 Jm
b W L2800 [l 2301 2891 101 00 61.99%
m/z--> 50 100 150 200 250 300
Abundance #67025: Anthracene, 2-methyl-
192.0
5000 T
18.50

m/z 189.00  29.89%

O 28 0 63 O Hg?.o 152 Q L Hh‘
T \ T ‘ \ T T T T T T \ T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #67026: Anthracene, 9-methyl-
192.0
-
18.50

5000 m/z 190.05 16.08%
96.0
(280 630 | 1529 |
N B e B L A A
m/z--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl- .
192.0 18. 50

m/z 165.00  13.47%

h MAJ\'\AN\/\/LM
94.0
0270 630 | 1520 |

—
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50705.D

Acqg On : 23 Oct 2021 1:48
Operator : CG/JU

Sample : M4297-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Phenanthrene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.540 4.25 ng 153341  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95

Abundance Scan 2562 (18.540 min): BG050705.D\data.ms (-2557) (-  m/z 192.05 100.00%

192.1
5000
T

M 18.50
I

1390
o390, ‘J‘h‘ 1990 |l 2290 2981 10105 s5.00%

m/z--> 50 100 150 200 250 300
Abundance #67024: Anthracene, 2-methyl-
192.0
L
18.50

5000

m/z 189.00  27.16%
83.0

0 39.0 | H 139 0 L
T T T ‘ \ \ T T T \ ‘ T T ‘ T LI ‘ T LI ‘ T T
miz-> 50 100 150 200 250 300
Abundance #67038: Phenanthrene, 2-methyl-
192.0
=T
18.50
ol 390 980 1390 |
e e L O aa
miz-> 50 100 150 200 250 300
Abundance #67029: Anthracene, 1-methyl-
192.0 1850

m/z 190.05 13.90%

5000
82.0
390 LI 1890
O N I

m/z--> 50 100 150 200 250 300 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50705.D

Acqg On : 23 Oct 2021 1:48

Operator : CG/JU

Sample : M4297-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.687 8.50 ng 306857 Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 90
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
4 2-Naphthaldehyde, 1,2,3,4-tetrah... 190 C12H1402 002472-02-8 18
5 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 16

Abundance Scan 2587 (18.687 min): BG050705.D\data.ms (-2581) (-  m/z 189.00 100.00%

189.0
5000
94.5 L s
63.0 139.0 o132 291 18.50 19.00
ol 2390 L 2482 2910 5 190,00 97.63%
miz--> 50 100 150 200 250
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 L ——
940 18.50 19.00
' m/z 191.05 28.61%
oL, 30 630, \‘\ 1370, |
T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
= —
18.50 19.00
5000 m/z 94.50 21.58%
94.0
oww_w“‘_‘”_‘wu_H‘_H‘
m/z--> 50 100 150 200 250
Abundance #64351: 2,2'-Bis(4,5-dimethylimidazole) —— —
190.0 18.50 19.00
42.0
m/z 187.00 20.20%
5000 122.0
%, Lt
m/z--> 50 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50705.D

Acqg On : 23 Oct 2021 1:48
Operator : CG/JU

Sample : M4297-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, 2-phenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.975 2.79 ng 100661  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 91
2 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 86
3 5,16[1',2"']:8,13[1""',2"'"]-Dibenz... 408 C32H24 005672-97-9 83
4 Tr1cyclo[8 2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 64
5 Benzene, 1,1'-(1-buten-3-yne-1,4... 204 C1l6H12 013141-45-2 55

Abundance Scan 2636 (18.975 min): BG050705.D\data.ms (-2632) (-  m/z 204.05 100.00%

204.1
5000
1.0 19.00 fV?MTA
51.0 " 1520 :
ol Ty 220 W 24012051 g je2.00  42.14%
miz--> 50 100 150 200 250 300 350 400
Abundance #80574: Naphthalene, 2-phenyl-
204.0
5000 T T
19.00

m/z 203.00  32.93%

101.0
O \‘\5\];9\‘“\‘“\“\\\1\5?\0\‘\\}\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80265: 1,2,4,8- Tetramethylblcyclo[6 3.0]undeca-2,4-diet
204.
—

108.0 19.00
Z 205.00 15.97%
5000 1610 m/
410
oL \JAHH .
miz--> 50 100 150 200 250 300 350 400
Abundance #307050: 5,16[1',2':8,13[1",2"]-Dibenzenodibenzo[a,gjcy X

204.0 1900

m/z 101.00  12.25%

5000 Nﬂfb\
101.0 MWMJ%A
o380 ST 1520, 313.0 408 ruadre’ S

m/z--> 50 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50705.D

Acqg On : 23 Oct 2021 1:48
Operator : CG/JU

Sample : M4297-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 9,10-Anthracenedione Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.022 8.57 ng 309263  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 99
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 91
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 83
4 9,10-Phenanthrenedione 208 C14H802 000084-11-7 60
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 55

Abundance Scan 2644 (19.022 min): BG050705.D\data.ms (-2640) (-  m/z 208.00 100.00%

152.0 208.0
5000 76.0
19.00 |
ol 394“ ! “‘ 280 . ‘Hw L252. 2821 n/7 180.00  97.56%
miz--> 50 100 150 200 250 300
Abundance #85294: 9,10-Anthracenedione
152.0 | 208.0
5000 76.0 e w
19.00
m/z 152.00  88.76%
O T \39‘\.(4“ \“ \“‘\ M!‘ JW‘J-\O.(\)“\ T “ T T ‘ T ‘ H\ T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #54969: Benzol[c]cinnoline
152.0
U
19.00
5000 ITI/Z 151.00 47 .55%
76.0
ol 2% L, %1‘3'9‘ S
miz--> 50 100 150 200 250 300
Abundance #55037: 1H-Phenalen-1-one T ‘
180.0 19.00
m/z 76.00 46.12%
5000
76.0
150.0
o390 || w0 | |
A s B e e e L AL AN A A =
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50705.D

Acqg On : 23 Oct 2021 1:48
Operator : CG/JU

Sample : M4297-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 8,11-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.380 3.42 ng 123466  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 96
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 95
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 86
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 86
5 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 86

Abundance Scan 2705 (19.380 min): BG050705.D\data.ms (-2701) (-  m/z 67.00 100.00%

67.0 206.1
5000
09.0 — ——
152.0
2621 3132 379,  19.00 19.50
0 m/z 206.10 97.72%
mlz--> 50 100 150 200 250 300 350
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester
67.0
5000 = s
09.0 19.00 19.50
o 1500 294.0 m/z 81.00 71.56%
' Ll L, 220
O' “\\‘\“h\“\“\\‘\‘\\\‘\“\\\"\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
— —r
19.00 19.50
5000 m/z 55.00 67.33%
-0 294.0
150.0 :
b LU [BP0, 2200 (TIT
miz--> 50 100 150 200 250 300 350
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester — ——
67.0 19.00 19.50
m/z 41.00 51.60%
5000
09.0
27‘. “ 294.0
ol Ll MLMH ‘H‘ ‘HH‘HH‘ \}h ‘\L‘ o S - S
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50705.D

Acqg On : 23 Oct 2021 1:48
Operator : CG/JU

Sample : M4297-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Cyclopenta(def)phenanthrenone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.539 2.65 ng 95585  Phenanthrene-d10 17.618
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 97
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 59
3 [1,1'-Biphenyl]-2,2"-dicarbonitrile 204 C14H8N2 004341-02-0 53
4 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 50
5 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 47

Abundance Scan 2732 (19.539 min): BG050705.D\data.ms (-2728) (- m/z 204.00 100.00%

204.0
5000
87.0 — :
410 | | 150 273.0311.2351.2 1950
ol Lol d 278081128512 o0 as 35 07y
mlz--> 50 100 150 200 250 300 350
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 e :
19.50
88.0 m/z 87.00 18.13%
150.0
O\\\‘\\“\‘\“‘\\\\‘}\\H‘\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine
204.0
T T
19.50
5000 ITI/Z 205.00 17.82%
520 940 1500 H
o“‘uWu‘W‘“W“NW;Wc‘M“:N“““ e
miz--> 50 100 150 200 250 300 350
Abundance #80071: [1,1'-Biphenyl]-2,2'-dicarbonitrile —— ‘
204.0 19.50
m/z 74.00 17.63%
) /LAM
om0 w00y | L
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\BG102221\
Data File : BG@50705.D

Acqg On : 23 Oct 2021 1:48
Operator : CG/JU

Sample : M4297-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 11H-Benzo[a]fluorene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.503 3.07 ng 218724 Chrysene-d12 21.924
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 86
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 86
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 78
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72

Abundance Scan 2896 (20.503 min): BG050705.D\data.ms (-2893) (-  m/z 216.10 100.00%

216.1
5000
107.4 édsd
163.1 :
o230 ‘M by e 21O 3189 3672 7 215,05 78.46%
miz--> 50 100 150 200 250 300 350
Abundance #94573: 11H-Benzo[a]fluorene
216.0
5000 =
20.50
m/z 213.10 20.00%
107.0
ol40 630 || 1630, I
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #94572: 11H-Benzol[b]fluorene
216.0
U \
20.50
5000 ITI/Z 107 .40 17.36%
107.0
0 63.0 | 163.0
i
m/z--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl- WWMN‘ T ;
216.0 20.50
m/z 217.10 16.94%
5000
95.0
oLs00 LI ol I o
m/z--> 50 100 150 200 250 300 350 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50705.D

Acqg On : 23 Oct 2021 1:48
Operator : CG/JU

Sample : M4297-01 2X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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|
Ethanol, 2-(2-b... 10.826 3.1 ng 81042 2 11.078 525312 20.0
9H-Fluoren-9-one 17.271 2.4 ng 86377 4 17.618 722086 20.0
Anthracene, 2-m... 18.487 3.0 ng 107431 4 17.618 722086 20.0
Phenanthrene, 2... 18.540 4.3 ng 153341 4 17.618 722086 20.0
4H-Cyclopenta[d... 18.687 8.5 ng 306857 4 17.618 722086 20.0
Naphthalene, 2-... 18.975 2.8 ng 100661 4 17.618 722086 20.0
9,10-Anthracene... 19.022 8.6 ng 309263 4 17.618 722086 20.0
8,11-Octadecadi... 19.380 3.4 ng 123466 4 17.618 722086 20.0
Cyclopenta(def)... 19.539 2.6 ng 95585 4 17.618 722086 20.0
11H-Benzo[a]flu... 20.503 3.1 ng 218724 5 21.924 1425550 20.0
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