LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc :

ALS Vvial : 11 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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO59777.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.827 407 415 426 rVB 627703 1000045 8.62% 1.408%
2 7.454 683 692 699 rVvB 735760 1219589 10.51% 1.717%
3 8.330 833 841 851 rVB2 153289 269717 2.32%  0.380%
4 9.534 1036 1046 1052 rBV 461414 850089  7.32% 1.197%
5 11.179 1317 1326 1332 rBV 205299 399000 3.44% 0.562%

6 13.582 1728 1735 1745 rBV 1351719 1995761 17.19%
7 14.963 1965 1970 1975 rVV 328515 507510 4
8 15.028 1975 1981 1985 rVB3 106608 167917 1.45%
9 15.357 2028 2037 2042 rVB3 134639 253417 2
10 16.003 2141 2147 2153 rVB 503300 780117 6

P OOON
N
w
(o))
R

11 16.156 2169 2173 2179 rVB3 101276 167828 1.45%
12 16.285 2186 2195 2203 rVB2 181416 456513 3.93%
13 16.444 2215 2222 2232 rBV2 1196836 2095599 18.06%
14 16.626 2248 2253 2257 rVB2 158691 231085 1.99%
15 16.996 2306 2316 2321 rBV2 214059 514482  4.43%

OONOO®
Xo}
w1
=
R

16 17.049 2321 2325 2329 rV4 87524 145622 1
17 17.213 2347 2353 2356 rBv4 134074 235803 2
18 17.342 2369 2375 2383 rBv4 91014 237642 2.05%
19 17.419 2384 2388 2393 rBV2 104180 189132 1
20 17.530 2401 2407 2414 rVB2 354796 592547 5

OO0
w
w
v
R

21 17.713 2432 2438 2441 rBV 361378 589253 5.08%
22 17.765 2441 2447 2453 rVV 5858479 8713296 75.07% 12.
23 17.848 2456 2461 2468 rVV 805116 1231042 10.61%
24 17.907 2468 2471 2476 rVB5 67906 123964 1.07%
25 18.112 2501 2506 2512 rBV7 99235 235116 2.03%

OO RrRNO®
~
w
I
3R

26 18.218 2521 2524 2529 rBV 110028 151895 1
27 18.288 2532 2536 2540 rVB4 93898 122667 1
28 18.429 2557 2560 2565 rVB5 69833 121473 1.05%
29 18.529 2572 2577 2580 rBV3 166811 238353 2
30 18.576 2580 2585 2589 rVVW 511826 742014 6

P OOOO
[y
~N
[y
R

31 18.629 2589 2594 2600 rVV 695596 989056  8.52%
32 18.706 2602 2607 2612 rVV 269980 406988 3.51%
33 18.782 2612 2620 2630 rVB2 918018 2009542 17.31%
34 19.064 2663 2668 2673 rBV 502440 735884  6.34%
35 19.123 2675 2678 2684 rVB3 123495 181339 1.56%

ORr NO PR
o]
w
(&)
B

36 19.299 2706 2708 2713 rVB3 91058 126813 1.09% 0.179%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc :

ALS Vvial : 11 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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.464 2732 2736 2741 rBV3 178839 317674  2.74%  ©.447%
38 19.763 2778 2787 2795 rBV 8059209 11606655 100.00% 16.344%
39 19.828 2796 2798 2804 rVB6 74560 133969 1.15% 0.189%

40 19.992 2821 2826 2833 rVB 232510 405110 3.49% 0.570%
41 20.080 2835 2841 2844 rVV2 1017551 2088947 18.00% 2.942%
42 20.122 2844 2848 2853 rVV 4438213 6202829 53.44% 8.735%
43 20.169 2853 2856 2860 rVB2 244203 331613 2.86% 0.467%
44 20.286 2870 2876 2882 rBV2 2465864 3446591 29.69% 4.853%
45 20.357 2884 2888 2892 rBV2 123289 172883 1.49% 0.243%
46 20.415 2892 2898 2905 rVB4 263536 626645 5.40% 0.882%
47 20.592 2924 2928 2933 rVB 1055101 1519470 13.09% 2.140%
48 20.691 2939 2945 2949 rBV 1288482 1771563 15.26% 2.495%
49 20.750 2953 2955 2958 rVwW 211772 231251 1.99% 0.326%
50 20.785 2958 2961 2964 rVB 164810 179109 1.54% 0.252%
51 20.897 2976 2980 2984 rBV3 115385 190772 1.64% 0.269%
52 21.132 3016 3020 3026 rBV5 85184 139963 1.21% 0.197%
53 21.326 3049 3053 3057 rBV5 108347 191822 1.65% 0.270%
54 21.385 3061 3063 3069 rVB7 101304 153781 1.32% 0.217%
55 21.585 3092 3097 3102 rBV 477134 790666 6.81% 1.113%
56 21.632 3102 3105 3109 rVB 221175 333162 2.87% 0.469%
57 21.684 3109 3114 3119 rBV5 195241 405901 3.50% 0.572%
58 21.884 3144 3148 3155 rVB2 119668 237660 2.05% 0.335%
59 22.025 3161 3172 3180 rBV3 1331788 3436889 29.61% 4.840%
60 22.102 3180 3185 3191 rVB 1596599 2729672 23.52% 3.844%
61 22.254 3207 3211 3218 rBV 168421 306917 2.64% 0.432%
62 22.824 3301 3308 3313 rBV 95829 224842 1.94% 0.317%
63 23.236 3375 3378 3384 rVB2 165985 277757 2.39% 0.391%
64 23.588 3431 3438 3445 rBV2 81492 228300 1.97% 0.321%
65 24.469 3578 3588 3594 rBV2 395479 1322047 11.39% 1.862%
66 25.280 3720 3726 3738 rVB 180919 556598 4.80% 0.784%
67 25.445 3748 3754 3761 rBV3 193298 527085 4.54% 0.742%
68 25.609 3773 3782 3793 rVB4 174155 707105 6.09% 0.996%
69 26.062 3854 3859 3866 rBVv4 74952 189737 1.63% 0.267%
Sum of corrected areas: 71013095
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG059777.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000
2000000

1000000 5.827 7.454
8.330 9.534 11.179

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

Time--> 350 400 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG059777.D\data.ms
8000000 19.Y63

7000000
6000000 17.765
5000000
4000000
3000000

2000000

13.582 16.444
1 )
ol e ROAB2ST EIOGSAD S B | SO L AT R N R SR 22

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: BG059777.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000
2000000

1000000
24.469
23.2383 538 2522815160926 062

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\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknownl6.156 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.156 6.61 ng 167828  Acenaphthene-di10 14.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(2,1,3-Benzothiadiazol-4-yl)-2... 359 C21H17N30S 1000511-26-7 49
2 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 38
3 3',5'-Dimethoxyacetophenone 180 C10H1203 039151-19-4 30
4 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 30
5 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 30

Abundance Scan 2173 (16.156 min): BG059777.D\data.ms (-2169) (-~ | m/z 167.05 100.00%

167.1
5000 M
a0 P py

63.0
16.00 16.50
m/z 165.10  95.46%

271.0 3614 461.9 538.1

0,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #268799: N-(2,1,3-Benzothiadiazol-4-yl)-2,2-diphenylace
165.0

5000 e ——
16.00 16.50

m/z 180.10  51.75%

39.0 1030 |] |225.0 35?'0
R L L B B R L R B R B R A IR B

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #55058: 9H-Fluorene, 9-methyl-
165.0
16.00 16.50
5000 m/z 168.10 37.59%
89.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54308: 3',5'-Dimethoxyacetophenone g MM‘K ‘ sy WWA‘
165.0 16.00 16.50

m/z 152.00  34.89%

5000
43.0 4070
0 .x’\h ‘I\‘ h Il .L L )V\"\("MW , T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 2,4,6-Cycloheptatrien-1-one... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.285 17.99 ng 456513  Acenaphthene-d10 14.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,6-Cycloheptatrien-1-one, 2-p... 182 C13H100 014562-09-5 87
2 9H-Fluoren-9-o0l 182 C13H100 001689-64-1 87
3 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H1e0 003218-36-8 83
4 Pyrido[2,3-b]indole, 6-methyl- 182 C12H16N2 108349-67-3 64
5 6H-Dibenzo[b,d]-pyran 182 C13H100 000229-95-8 45
Abundance Scan 2195 (16.285 min): BG059777.D\data.ms (-2186) (-~ | m/z 182.05 100.00%
182.1
5000
7501261 16.00 16.50
Ob e pbihiiid Lo 2599 8427 4472 ;18110 95.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #56943: 2,4,6-Cycloheptatrien-1-one, 2-phenyl-
18/1.0
5000
16.00 1650
76.0 m/z 152.05 %
\n‘l12&4
0\\\\i\\‘\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #56928: 9H-Fluoren-9-ol
181.0
)
1600 1650
5000 m/z 151.15 %
0807601284
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #56941: [1,1'-Biphenyl]-4-carboxaldehyde JWWJWM
181.0 1600 1650
m/z 182.95 10.60%
5000
76.0
YN O -
mlz--> 50 100 150 200 250 300 350 400 450 16.00 16.50

8270-BG111623.M Tue Nov 21 03:56:54 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Naphthalene, 1,2,3-trimethy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.626 7.84 ng 231085 Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3-trimethyl-4-p... 210 C16H18 026137-53-1 86
2 (4-Acetylphenyl)phenylmethane 210 C15H140 000782-92-3 76
3 2,4,6-Trimethoxyacetophenone 210 C11H1404 000832-58-6 49
4 Cyanomethylbenzene, 2-fluoro-4,5... 195 C10H10FNO2 091407-49-7 46
5 3H-Pyrrolo[3,2-H]quinoline, 2,3,... 210 C14H14N2 083958-38-7 43
Abundance Scan 2253 (16.626 min): BG059777.D\data.ms (-2248) (~ | m/z 195.15 100.00%
195.2
5000
771 ‘
16.50 17.00
omh"w\“""*,l,32974335535( m/z 165.10  43.35%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #87691: Naphthalene, 1,2,3-trimethyl-4-propenyl-, (E)-
195.0
89.0
5000 eyl e
16.50 17.00
’ m/z 210.10 30.60%
O}II}JLHIAQ“WHW’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #87612: (4-Acetylphenyl)phenylmethane
195.0
16.50 17.00
5000 m/z 178.10  25.57%
43.0
150
m/z--> 50 100 150 200 250 300 350 400 450 500 Vk
Abundance #86888: 2,4,6-Trimethoxyacetophenone NMM,‘\A A
195.0 16.50 17.00
m/z 180.10 22.78%
5000
e, Lo b,
0 bt e e e e e ey L
mlz--> 50 100 150 200 250 300 350 400 450 500 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG@59777.D

Acqg On : 20 Nov 2023 20:29

Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
: 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 4 9H-Fluorene, 3-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.996 17.46 ng 514482  Phenanthrene-d10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 86
2 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 86
3 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 86
4 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 70
5 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 70

Abundance Scan 2316 (16.996 min): BG059777.D\data.ms (-2306) (- | m/z 165.10 100.00%

165.1
5000
W
87.0 H‘ 17.00
bbbl gay fid 12290 3043 3988 4996 ., 186.10  69.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55051: 9H-Fluorene, 3-methyl-
165.0
5000
17.00
m/z 196.05 26.76%
89.0
02\7\.‘9“\\\1\‘\\‘\\\%“‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55055: 9H-Fluorene, 2-methyl-
165.0
17.00
5000 m/z 152.00  22.22%
89.0
o bbby
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55060: 9H-Fluorene, 1-methyl- —
180.0 17.00
m/z 195.10 20.95%
5000
89.0
0'lJi
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Naphtho[2,1-b]furan, 1,2-di... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.213 8.00 ng 235803  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[2,1-b]furan, 1,2-dimethyl- 196 C14H120 129812-23-3 62
2 4,5-Dimethoxy-2-hydroxyacetophenone 196 C10H1204 020628-06-2 52
3 Xanthoxylin 196 C10H1204 000090-24-4 52
4 4-(4-Methylphenyl)benzaldehyde 196 C14H120 036393-42-7 42
5 9H-Xanthen-9-ylamine 197 C13H11NO 1000296-94-8 42

Abundance Scan 2353 (17.213 min): BG059777.D\data.ms (-2347) (- | m/z 196.10 100.00%
196.1

5000
1150H 17.00 17.50
obs -hww“w ‘ﬂ"“ ahd ‘ L, 2724 | 38154436 84T 18105  76.44%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71700: Naphtho[2,1-b]furan, 1,2-dimethyl-
196.0
5000 L —
17.00 17.50
m/z 195.10 39.77%
43.0 115.0
0\\‘\l‘l\l\“\“\‘\‘\L\"\‘\\‘\}\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #70905: 4,5-Dimethoxy-2-hydroxyacetophenone ﬂ
181.0
ISVAWA A &IV
17.00 17.50
5000 m/z 165.00  24.85%
430 1250
O‘J‘H‘W%NV‘H AT
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #70846: Xanthoxylin P T
181.0 17.00 17.50
m/z 152.00 24.12%
5000
43.0
‘ 121.0
Ot psvrd i bt o e e e Fep P
m/z--> 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 4-(4-Methylphenyl)benzaldehyde Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
17.419 6.42 ng 189132  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(4-Methylphenyl)benzaldehyde 196 C14H120 036393-42-7 91
2 3'-Methyl-[1,1'-biphenyl]-4-carb... 196 C14H120 400744-83-4 74
3 Benzo[b]benzofuran-2-carboxaldehyde 196 C13H802 1000351-56-0 62
4 2-[2-Phenylethenyl]phenol 196 C14H120 042224-48-6 53
5 Phenol, 3-(2-phenylethenyl)-, (E)- 196 C14H120 017861-18-6 49

Abundance Scan 2388 (17.419 min): BG059777.D\data.ms (-2384) (1 | m/z 195.10 100.00%
195.1
Lk
1151 ‘ T T T f T T T
39. ‘ 17.50
0f \h Mw“‘ﬂ“\w"h”‘lu“L L‘W‘u A 2?2 ° ‘3245‘ 3ors ‘5‘0‘2‘ m/z 196.10  95.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71687: 4-(4-Methylphenyl)benzaldehyde
196.0
5000 AﬂM’A 1T
17.50
m/z 165.10 26.99%
51 115.0
0\\\%“\?\"\“WHWJ\I‘WLl“‘\W1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #71721: 3'-Methyl-[1,1"-biphenyl]-4-carbaldehyde
196.0

17.50
5000 m/z 152.00  26.84%

115.0
H“W”MW‘kaH*w‘*H\*H*M**w**H\H**M*‘w*
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71662: Benzo[b]benzofuran-2-carboxaldehyde P
195.0 17.50

m/z 181.20  24.45%

o

5000 139.0

700‘
) St )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.50

8270-BG111623.M Tue Nov 21 03:56:58 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Dibenzothiophene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.531 20.11 ng 592547  Phenanthrene-d10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 95
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 93
3 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 90
4 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 87
5 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 81
Abundance Scan 2407 (17.530 min): BG059777.D\data.ms (-2401) (- | m/z 184.00 100.00%
184.0
5000 /X
M
69.0 , Glo 17.50
Ol gl 880, |, 29813218 4344 4975 ;939 99 17.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #58969: Dibenzothiophene
184.0
5000 ey
17.50
m/z 185.00  16.21%
92.0 ‘
0 \3\8\-9\”\‘\\1‘\‘\\‘\LJ‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #58972: Naphtho[2,1-b]thiophene
184.0
17.50
5000 m/z 152.00 11.31%
92.0 ‘ |
B S U
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #58973: Azuleno(2,1-b)thiophene I
184.0 17.50
m/z 183.10 7.61%
5000
79.0
O"‘_‘LM“WHHHM‘H“_“W“H“H“H“_“W“H
mlz--> 50 100 150 200 250 300 350 400 450 500

8270-BG111623.M Tue Nov 21 03:56:58 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Naphthalene, 1,8-di-1-propy... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.218 5.16 ng 151895  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,8-di-1-propynyl- 204 C16H12 022360-77-6 58
2 Benzene, 1,1'-(1-buten-3-yne-1,4... 204 C1l6H12 013141-45-2 53
3 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 52
4 9,10-ethenoanthracene, 9,10-dihy... 204 C16H12 1000400-47-8 52
5 Pyrene, 4,5-dihydro- 204 C16H12 006628-98-4 50
Abundance Scan 2524 (18.218 min): BG059777.D\data.ms (-2521) (- | m/z 203.10 100.00%
208.1
5000 NV%AR
bl ettty
43. 18.00 18.50
oLl H"!W"ﬂ MWI okl 2029 3314 437‘1 2083 w/z 2e4.10  97.89%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80590: Naphthalene, 1,8-di-1-propynyl-
202.0
5000 pocflaa oy oot
18.00 18.50
101.0 m/z 202.10 57.52%
0 \3\9\"\“\“\“‘\"‘\\\\1‘“\“\‘1"\‘\' \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #80597: Benzene, 1,1'-(1-buten-3-yne-1,4-diyl)bis-
204.0
18.00 18.50
5000 m/z 205.20  23.77%
102.0
e S N —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine
204.0 18.00 18.50
m/z 200.05 21.44%
5000
,1320 ?40,1,494”!
rrspebppped b bl
mlz--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50

8270-BG111623.M Tue Nov 21 03:56:59 2023 Page: 11



Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG@59777.D

Acqg On : 20 Nov 2023 20:29

Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.529 8.09 ng 238353  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
2 Undecanoic acid 186 C11H2202 000112-37-8 60
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 n-Decanoic acid 172 C10H2002 000334-48-5 45
5 Dodecanoic acid 200 C12H2402 000143-07-7 45

Abundance Scan 2577 (18.529 min): BG059777.D\data.ms (-2572) (-
58.

m/z 55.10 100.00%

5000

18.50
m/z 73.05 91.68%

0. 333.0 396.1

\
0l
miz--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 el T ‘
129.0 18.50
“ m/z 41.15 72.47%
0 ‘ TT \1 “ T ‘\ J“ {M\l” f‘ ‘ ‘\ \\ \P\““ \l‘\ ‘\ T ‘ l\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

(o]
(e}
> —

Abundance #60689: Undecanoic acid
18.50
5000 m/z 60.10 69.37%
129.0
A%
L F 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109281: Tetradecanoic acid
73.0 18.50
m/z 43.10 68.49%
5000
L 228.0
0\'WMMMJ\“ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50

8270-BG111623.M Tue Nov 21 03:57:00 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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@ 1H-Cyclopropa[l]phenanthren... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.576  25.18 ng 742014  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
Abundance Scan 2585 (18.576 min): BG059777.D\data.ms (-2580) (- | m/z 192.05 100.00%
192.1
SN T
74.0 18.50
Ot 133PLL 2711 3689 48135391 ;191,10 61.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0
5000 —r ‘
18.50
m/z 189.10  35.58%
390 96.0
0 \\\.‘\‘\\I\‘\\\l\“\l\l\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67023: Anthracene, 2-methyl-
192.0
T T
18.50
5000 m/z 165.10  29.50%
96.0
0 \H‘wuhw\uuijm"\u\‘H\\‘H\\_\\\_\\\_\\w\\\w\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67039: Phenanthrene, 2-methyl- T
192.0 18.50
m/z 190.05 19.39%
5000
94.0
Ozipw‘hmu‘wjm‘M‘H‘H“M‘H‘H‘W‘H‘M‘H‘H‘W‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50

8270-BG111623.M Tue Nov 21 03:57:01 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 11 Phenanthrene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.629 33.57 ng 989056  Phenanthrene-d1e 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
Abundance Scan 2594 (18.629 min): BG059777.D\data.ms (-2589) (- | m/z 192.10 100.00%
192.1
— —
740 4 ‘ 18.50 19.00
Obrrrpibg 133 P0ud 2091 349.0 425.94850544. /7 191.05 52.06%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67032: Phenanthrene, 2-methyl-
192.0
5000 T e
18.50 19.00
m/z 189.05 27.71%
(270 HO0 |
\\\‘\\!\‘\\\\‘\\\ ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67035: Phenanthrene, 1-methyl-
192.0
— —
18.50 19.00
5000 m/z 165.10  27.40%
30.0 960 |,
b e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- e P
192.0 18.50 19.00
m/z 190.10  15.03%
5000
39.0 960
OV Pty e e e e —Ly —r—
mlz--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00

8270-BG111623.M Tue Nov 21 03:57:02 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 12 Anthracene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.706  13.81 ng 406988  Phenanthrene-d10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
4 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 87
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 83

Abundance Scan 2607 (18.706 min): BG059777.D\data.ms (-2602) (- | m/z 192.10 100.00%

192.1
5000

— -
74.0 7.3 18.50 19.00
Ol pting 134 BLL . 2783 3674 4334 5160 ;191,10  47.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0
5000 1 ‘ A

‘ =7
18.50 19.00
m/z 165.00  29.43%

)390%80 |
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67030: Anthracene, 1-methyl-

192.0

T s
18.50 19.00

5000 m/z 189.00  25.35%
p7.0 ‘9§0 ‘.Am
P A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67026: Anthracene, 9-methyl- — —
192.0 18.50 19.00

m/z 193.10  18.05%

5000
96.0
39.0 ‘ |
O ! .

ra b
DR LA B O L B L B L LR AL B AL

ety —
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00

8270-BG111623.M Tue Nov 21 03:57:03 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 13 4H-Cyclopenta[def]phenanthrene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.782 68.21 ng 2009540  Phenanthrene-d10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 80
2 Methyl diselenide 190 C2H6Se2 007101-31-7 45
3 6-Bromo-9-phenanthrene diazometh... 324 C16H9BrN20 1000254-49-2 32
4 Ethyl 2-hydroxy-6-pentyl-4-[(1-p... 396 C21H24N404 086791-42-6 27
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27

Abundance Scan 2620 (18.782 min): BG059777.D\data.ms (-2612) (- | m/z 190.10 100.00%
190.1
- NJ\
1850 1900
741 : :
Obopkbta 320 N 2041 3963 4882 .5 189.10  95.11%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64925: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — ]
18.50 19.00
95.0 m/z 191.10  25.54%
0\4\0\.‘()f\f‘\“‘\\\\‘\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64931: Methyl diselenide
190.0
SVALTL W 0
93.0 18.50 19.00
5000 m/z 187.05 22.17%
9.0
0° R R ARRN Ra e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #228821: 6-Bromo-9-phenanthrene diazomethyl ketone ey e
189.0 18.50 19.00
m/z 192.10  20.54%
5000
030 1220 | ‘ 296.0
(o JRERITR RNVt 1 e S SRR — et
mlz--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00

8270-BG111623.M Tue Nov 21 03:57:04 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 14 5,16[1',2']:8,13[1'',2"'']-D... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.064 24.98 ng 735884  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
15,16[1',2']:8,13[1'"',2"'"']-Dibenz... 408 C32H24 005672-97-9 72
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 70
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 58
4 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 55
5 [1,1'-Biphenyl]-2-0l, 5-chloro- 204 C12H9C1O0 000607-12-5 50
Abundance Scan 2668 (19.064 min): BG059777.D\data.ms (-2663) (- m/z 204.05 100.00%
204.1
5000 K
U \A
19.00
74.0 139 1
Ol p it Lok ol 27833335 4578 5827 /7 2e2.10  42.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #307050: 5,16[1',2':8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
5000 el b e
19.00
m/z 203.05 30.95%
0 3001010 313.0 _ 408.0
‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #80581: Naphthalene, 2-phenyl-
204.0
19.00
5000 m/z 205.18  20.38%
101.0
0 390 | o
e B R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13, il | :
204.0 19.00
m/z 200.10 6.37%
5000
101.0
ok 2l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 15 9,10-Anthracenedione Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.123 6.15 ng 181339  Phenanthrene-di10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 64
2 Anthraquinone-1-carboxylic acid 252 C15H804 000602-69-7 59
3 1,3-Benzenedicarboxaldehyde, 2,4... 180 C9H804 010209-57-1 43
4 Pteridine, 4,6,7-trihydroxy- 180 C6HAN4O3 058947-88-9 38
5 1-Phenylbicyclo(3.2.2)nona-3,6,8... 208 C15H120 1010427-19-9 38
Abundance Scan 2678 (19.123 min): BG059777.D\data.ms (-2675) (- | m/z 152.05 100.00%
152.1
208.1
5000
76.0
— —
19.00 19.50
9321.1 71 502.!
0! JW“WWWM%E%WV\Mw“m?gwuuu“u‘p‘ m/z 180.05 74.09%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85294: 9,10-Anthracenedione
152.0208.0
5000 76.0 s e
19.00 19.50
m/z 208.05 72.81%
0\\‘1!\“\“!'1‘%“!”‘\\ T \‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138242: Anthraquinone-1-carboxylic acid
208.0
152.0 LA Al s
19.00 19.50
5000 m/z 151.05  45.54%
76.0
0 "M‘!‘J“"‘W‘*WM‘; e —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #55683: 1,3-Benzenedicarboxaldehyde, 2,4-dihydroxy-6- T —
180.0 19.00 19.50
m/z 150.00 36.36%
5000
39.0
l 106.0 MNWWWMJ
miz--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 16 3,4-Dimethylphenanthrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.464 10.78 ng 317674  Phenanthrene-d10 17.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 90
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 87
3 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 87
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 87
5 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 87

Abundance Scan 2736 (19.464 min): BG059777.D\data.ms (-2732) (+ | m/z 206.10 100.00%

206.1
5000
’ 19.50
74.0 150.1 :
0brs \*"H“u‘:"\‘“"“m'M‘Wﬂ-u“u““ W 3112 400146306266 191 o5 33.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82935: 3,4-Dimethylphenanthrene
206.0
5000 T
19.50
89.0 m/z 189.00 25.86%
0‘\2\7\.9“\‘\1\“‘\“‘\‘\\1\?‘9\19}‘\'}\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82934: 9,10-Dimethylanthracene
206.0
——
19.50
5000 m/z 205.10 21.33%

27.0 890 4500 |

2

ottt e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82953: Phenanthrene, 3,6-dimethyl- —

206.0 19.50
m/z 207.00  18.14%
5000
102.0

O 220l —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 17 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.592 8.84 ng 15194760  Chrysene-d12 22.043
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
Abundance Scan 2928 (20.592 min): BG059777.D\data.ms (-2924) (- | m/z 216.10 100.00%
216.1
o JU\M
éo%d |
63.1  139. :
Ob ot %9, | 280.3 36064181 4897 ./, 515,19 78.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 e ‘
20.50
94.0 m/z 213.10  22.10%
0‘\\7\-(\)’\\\\““\\1\\5%1.\0\"\‘l\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94573: 11H-Benzo[a]fluorene
216.0
20.50
5000 m/z 217.10 17.16%
107.0
0 44.0 lﬂ N
e B LR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94572: 11H-Benzolb]fluorene e
216.0 20.50
m/z 189.10  11.08%
5000
107.0
0 39.0 | )
e e A e e e e e e —T—
mlz--> 0 50 100 150 200 250 300 350 400 450 500 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 18 11H-Benzo[b]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.692 10.31 ng 1771560  Chrysene-d12 22.043
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 86
5 4-0-Methylphenylhydrazono-3-meth... 216 C11H12N40 065078-60-6 74
Abundance Scan 2945 (20.691 min): BG059777.D\data.ms (-2939) (-~ | m/z 216.10 100.00%
216.1
- JMM
2050 2100
87.1 150.0 : :
Ob i 19000 | 3249 4089 5129 ./, 515.19  96.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 . P
20.50 21.00
m/z 213.10  23.23%
107.0
0‘\?\9\.‘0\\\\‘l’\\\\‘\\\”\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94565: Pyrene, 1-methyl-
216.0
20.50 21.00
5000 m/z 217.10  17.84%
95.0
0‘\2\7(9‘\u\‘,I\\u‘uHL"%‘u\‘\u\‘\\u‘\m‘\m,\m‘uu‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94578: Fluoranthene, 2-methyl- = .
216.0 20.50 21.00
m/z 189.10  12.22%
5000
108.0
mlz--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 19 Perylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.280 15.74 ng 556598  Perylene-d12 25.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76
2 Perylene 252 C20H12 000198-55-0 76
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 76
4 Benzo[a]pyrene 252 C20H12 000050-32-8 76
5 Benzo[e]pyrene 252 C20H12 000192-97-2 76
Abundance Scan 3726 (25.280 min): BG059777.D\data.ms (-3720) (- | m/z 252.10 100.00%
2521
5000
2500 2550
56.1 112.0 ) ' : :
ob e E A3 (3626 4425 5451 2se.e5  36.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138565: Benzo[k]fluoranthene
252.0
5000 ey e
126.0 25.00 25.50
m/z 253.15 23.30%
69.0 H
0 \\‘H\‘\\‘\“H‘H‘Hu‘uhu‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138550: Perylene
252.0
P ey
25.00 25.50
5000 m/z 251.05 11.80%
126.0
0 63.0 ”d 187.0
AR i N R e RARREmanE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 MJWN
Abundance #138562: Benzolb]fluoranthene wm@“ﬁ ‘ ‘ ‘N‘ ‘
252.0 25.00 25.50
m/z 224.10 5.92%
5000
126.0
0 ?&O NA \1819‘ forr e e
T R e e A AR RE AR RRRERRRRARRRE ; : — =
mlz--> 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 20 4-(Dimethylamino)thiophenol... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
26.062 5.37 ng 189737  Perylene-di2 25.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(Dimethylamino)thiophenol, S-t... 237 C13H19NOS 1000463-32-1 72
2 4-(Dimethylamino)thiophenol, S-(... 223 C12H17NOS 014297-67-7 56
3 1H-Pyrazole-1-acetamide, 4-iodo-... 347 C1OH10IN30S 1000350-04-4 56
4 2-Naphthalenecarbonitrile 153 C11H7N 000613-46-7 47
5 Benzene, 1-fluoro-4-isothiocyanato- 153 C7H4FNS 001544-68-9 46

Abundance Scan 3859 (26.062 min): BG059777.D\data.ms (-3854) (+ | m/z 153.00 100.00%

153.0
5000

e
266.1 26.00

81.2 3451 44 Z
Ot e bt ey 3406 B38L ) a5 46.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119648: 4-(Dimethylamino)thiophenol, S-trimethylacetyl
153.0
5000 N
57.0 26.00
237.0

m/z 154.10  12.97%

J!\“‘ﬂl\l‘ll\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #102927: 4-(Dimethylamino)thiophenol, S-(2-methylpropi
153.0

o

26.00
5000 m/z 150.00  11.45%
470 || 2
) O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 WN M%WMN
Abundance #256035: 1H-Pyrazole-1-acetamide, 4-iodo-N-(2-thienylr| i — ‘M‘ e
158.0 26.00
m/z 151.10 9.07%
5000
53.0
347.0
R = it
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59777.D

Acqg On : 20 Nov 2023 20:29
Operator : MA/JU

Sample : 05351-01

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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|
unknown16.156 16.156 6.6 ng 167828 3 14.963 507510 20.0
2,4,6-Cyclohept... 16.285 18.0 ng 456513 3 14.963 507510 20.0
Naphthalene, 1,... 16.626 7.8 ng 231085 4 17.713 589253 20.0
9H-Fluorene, 3-... 16.996 17.5 ng 514482 4 17.713 589253 20.0
Naphtho[2,1-b]f... 17.213 8.0 ng 235803 4 17.713 589253 20.0
4-(4-Methylphen... 17.419 6.4 ng 189132 4 17.713 589253 20.0
Dibenzothiophene 17.531 20.1 ng 592547 4 17.713 589253 20.0
Naphthalene, 1,... 18.218 5.2 ng 151895 4 17.713 589253 20.0
n-Hexadecanoic ... 18.529 8.1 ng 238353 4 17.713 589253 20.0
1H-Cyclopropa[l... 18.576 25.2 ng 742014 4 17.713 589253 20.0
Phenanthrene, 2... 18.629 33.6 ng 989056 4 17.713 589253 20.0
Anthracene, 1-m... 18.706 13.8 ng 406988 4 17.713 589253 20.0
4H-Cyclopenta[d... 18.782 68.2 ng 2009540 4 17.713 589253 20.0
5,16[1',2']:8,1... 19.064 25.0 ng 735884 4 17.713 589253 20.0
9,10-Anthracene... 19.123 6.2 ng 181339 4 17.713 589253 20.0
3,4-Dimethylphe.. 19.464 10.8 ng 317674 4 17.713 589253 20.0
Pyrene, 1- methyl— 20.592 8.8 ng 1519470 5 22.043 3436890 20.0
11H-Benzo[b]flu.. 20.692 10.3 ng 1771560 5 22.043 3436890 20.0
Perylene 25.280 15.7 ng 556598 6 25.627 707105 20.0
4-(Dimethylamin... 26.062 5.4 ng 189737 6 25.627 707105 20.0

8270-BG111623.M Tue Nov 21 ©3:57:10 2023 Pag 24



