LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc :

ALS Vvial : 13  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: BGO59779.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.754 58 62 65 rVB4 7808 12153 1.09% 0.094%
2 5.364 332 336 340 rVB4 9947 14026 1.26% 0.108%
3 5.822 408 414 421 rBV 280174 459877 41.18% 3.553%
4 7.456 684 692 700 rVB 338224 572644 51.28% 4.424%
5 8.331 835 841 847 rBV2 147525 249137 22.31%  1.925%
6 9.306 1005 1007 1012 rBv2 6444 12527 1.12% 0.097%
7 9.530 1038 1045 1052 rVB2 223464 412291 36.92%  3.185%
8 11.181 1318 1326 1332 rBV 189053 382549 34.26%  2.955%
9 11.234 1332 1335 1342 rVB3 23186 37679 3.37% 0.291%
10 11.527 1380 1385 1388 rBV 8520 13714 1.23% 0.106%
11 12.086 1477 1480 1484 rVB3 8403 12168 1.09% 0.094%
12 12.814 1597 1604 1610 rBV3 24318 49993 4.48% 0.386%
13 12.943 1621 1626 1629 rVB5 6749 12170 1.09% 0.094%
14 13.032 1636 1641 1644 rBV 23317 37093 3.32% 0.287%
15 13.584 1728 1735 1742 rVB2 583160 878425 78.67% 6.786%
16 13.789 1765 1770 1776 rVB2 141508 236419 21.17% 1.826%
17 13.989 1800 1804 1806 rBV4 9665 13259 1.19% 0.102%
18 14.124 1823 1827 1835 rVB7 18425 39868 3.57% 0.308%
19 14.283 1848 1854 1858 rBV5 19650 39684 3.55% 0.307%
20 14.336 1858 1863 1867 rBv8 13716 24072 2.16% 0.186%
21 14.518 1887 1894 1895 rBV5 18565 25568 2.29% 0.198%
22 14.694 1921 1924 1929 rVB5 15184 23796 2.13% 0.184%
23 14.777 1934 1938 1941 rVB5 12101 14858 1.33% 0.115%
24 14.965 1964 1970 1975 rVV 309663 480233 43.01% 3.710%
25 15.029 1976 1981 1986 rVB2 67609 101999 9.13% 0.788%
26 15.158 2000 2003 2006 rVB5 12345 13882 1.24% 0.107%
27 15.358 2028 2037 2041 rBv4 49871 100823 9.03% 0.779%
28 15.411 2044 2046 2050 rVV3 20120 16953 1.52% 0.131%
29 15.487 2053 2059 2062 rBV7 10223 17896 1.60% 0.138%
30 15.552 2064 2070 2073 rVB6 20112 27089  2.43%  0.209%
31 15.599 2073 2078 2083 rBV6 11631 25295 2.27% 0.195%
32 16.010 2140 2148 2153 rVB4 79612 147921 13.25% 1.143%
33 16.052 2153 2155 2159 rBV4 12462 15572 1.39% 0.120%
34 16.093 2159 2162 2164 rBV4 12437 14384 1.29% 0.111%
35 16.122 2164 2167 2169 rvW4 12613 13998 1.25% ©0.108%
36 16.198 2178 2180 2184 rBV5 12249 16854 1.51% 0.130%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc :

ALS Vvial : 13  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 16.281 2193 2194 2201 rVB5 26838 36745 3.29% 0.284%
38 16.445 2214 2222 2228 rBV2 565373 889771 79.68% 6.873%
39 16.698 2262 2265 2266 rBvV3 13988 17115 1.53% 0.132%
490 16.862 2291 2293 2295 rBvV3 16164 11360 1.02% 0.088%
41 16.980 2309 2313 2315 rBVS 21496 27252 2.44% 0.211%
42 17.150 2340 2342 2344 rBV3 12579 11861 1.06% 0.092%
43 17.221 2347 2354 2357 rBV9 26512 52202 4.67% 0.403%
44 17.362 2375 2378 2379 rBV3 25035 26782 2.40% 0.207%
45 17.420 2386 2388 2393 rVB6 20846 19189 1.72% 0.148%
46 17.532 2404 2407 2412 rVB2 48913 57717 5.17% 0.446%
47 17.714 2433 2438 2441 rBV 387691 572780 51.29% 4.425%
48 17.755 2441 2445 2452 rVB 695086 1077408 96.49% 8.323%
49 17.849 2456 2461 2465 rVB 180814 264853 23.72% 2.046%
50 18.014 2487 2489 2492 rVB4 22432 23525 2.11% 0.182%
51 18.049 2492 2495 2498 rBV5 20535 27404 2.45% 0.212%
52 18.120 2504 2507 2512 rVB3 66915 102776 9.20% 0.794%
53 18.225 2522 2525 2532 rVB9 28675 44753 4.01% 0.346%
54 18.578 2581 2585 2589 rVvVv2 63471 82810 7.42% 0.640%
55 18.625 2589 2593 2597 rVB 98573 141450 12.67% 1.093%
56 18.701 2603 2606 2612 rBV5 47466 85575 7.66% 0.661%
57 18.778 2612 2619 2622 rBV4 101032 237106 21.23% 1.832%
58 19.071 2664 2669 2672 rBV3 67175 97936 8.77% 0.757%
59 19.130 2674 2679 2683 rVB8 59687 108824 9.75% 0.841%
60 19.383 2720 2722 2723 rBV2 27501 26287 2.35% 0.203%
61 19.471 2734 2737 2741 rVB5 48760 64184 5.75% 0.496%
62 19.618 2760 2762 2763 rBV2 33360 21334 1.91% 0.165%
63 19.753 2780 2785 2789 rVB 669562 908778 81.38% 7.020%
64 20.076 2835 2840 2842 rBV3 101252 172428 15.44% 1.332%
65 20.117 2842 2847 2851 rVB 538627 743377 66.57% 5.743%
66 20.288 2871 2876 2881 rBV 887319 1116645 100.00% 8.626%
67 21.533 3086 3088 3090 rBV3 54744 52858 4.73% 0.408%
68 22.033 3167 3173 3180 rBv2 292516 765387 68.54% 5.913%
69 22.097 3180 3184 3189 rVB2 198508 330978 29.64% 2.557%
70 25.446 3751 3754 3755 rBV3 69935 83516 7.48% 0.645%
71 25.617 3781 3783 3784 rBV2 67437 55505 4.97% 0.429%
72 26.762 3977 3978 3979 rBV 41930 19702 1.76% 0.152%
Sum of corrected areas: 12945042
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc

ALS vial : 13  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: BG059779.D\data.ms

1000000

800000

600000

400000 7.456

5.822
9.530

200000 8.331 11.181

3.754 5.364 9.30 111234 507 12.086 148%h3

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ LA L A I L B

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG059779.D\data.ms

20.288
1000000

19.753
20.11f

800000 17.755

600000

400000

200000

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: BG059779.D\data.ms

1000000

800000

600000

400000 25954817

6.762
200000

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

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
BGO59779.D

: 20 Nov 2023 21:50
: MA/JU
. 05376-01

: 13 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Naphthalene, 2-methyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.814 2.61 ng 49993  Naphthalene-d8 11.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 83
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 83
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 72

4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1H1e

5 5-Methylisophthalonitrile

142 CSH6N2

002443-46-1 53
039718-07-5 49

Abundance Scan 1604 (12.814 min): BG059779.D\data.ms (-1597) (-
142.1
5000
74.2
388.1 ‘
2271 01.8 530.:
0,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000
63.0 ‘
0\\‘1"‘\“‘!'\“[‘\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #22147: Naphthalene, 1-methyl-
142.0
5000
63.0
0 wu\,'W'-ul\_m"w_m_Hww_ww_ww
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #22141: Benzocycloheptatriene
141.0
5000
63.0
0 \H,wWAVﬂu‘M\\\M\\w\\H‘\\H‘\H\‘H\\‘H\\M\\
m/z--> 50 100 150 200 250 300 350 400 450 500

m/z 142.05 100.00%

/‘\MA A‘/‘M\ M

12.50 13.00

m/z 115.00  77.58%

12.50 13.00

m/z 141.00  73.19%

=

12.50 13.00

m/z 74.20  23.41%

E

12.50 13.00

m/z 116.10  15.69%

=

12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc

ALS vial : 13  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 Metacetamol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.789 9.85 ng 236419  Acenaphthene-di10 14.964
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Metacetamol 151 C8H9NO2 000621-42-1 64
2 4-Pyridinemethanol, acetate (ester) 151 C8H9NO2 001007-48-3 59
3 Acetaminophen 151 C8HINO2 000103-90-2 59
4 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 47
5 Pyridine-2,4-diamine 109 C5H7N3 000461-88-1 43
Abundance Scan 1770 (13.789 min): BG059779.D\data.ms (-1765) (- | m/z 109.05 100.00%
109.1
5000 43.1
eegad) o
13.50 14.00
.3 233.0 . 535.1
04 ‘Wm““‘h“‘n\hwﬂ‘“5“3“mw‘m‘3_29;?',wﬁz‘?‘z_wum m/z 43.10  51.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28721: Metacetamol
109.0
5000
13.50 14.00
43.0 m/z 151.05 39.42%
0‘\\‘1;‘“\“‘\!\\‘ \\\‘l\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28861: 4-Pyridinemethanol, acetate (ester)
43.0 109.0
A“A‘ ‘A‘A‘A‘A‘A/\f/
13.50 14.00
5000 m/z 41.05 32.16%
0“‘ :
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28730: Acetaminophen
109.0 13.50 14.00
m/z 85.10 19.50%
5000
4&0‘
O‘H‘\\“AHM RN Ee e s ey e e
miz--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc

ALS vial : 13  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 Dibenzothiophene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.532 2.02 ng 57717  Phenanthrene-d10 17.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 59
2 Isobutyramide, N-(2-pentyl)-N-de... 297 C19H39NO 1000464-58-2 53
3 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 53
4 6-Methoxy-5-quinolinecarbonitrile 184 C11H8N20 087299-97-6 49
5 1-Leucine, N-allyloxycarbonyl-N-... 299 C16H29NO4 1000321-89-7 49
Abundance Scan 2407 (17.532 min): BG059779.D\data.ms (-2404) (-~ | m/z 183.95 100.00%
183.9
5000 AA&
e ‘
93.2 366.4 17.50
241.2 . 483.0 ;
0735 2290 48, m/z 139.05 23.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58964: Dibenzothiophene
184.0
5000
17.50
m/z 185.10  13.87%
92.0
02\6\.\‘\H\‘\\“\h\\\l“\l\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #195655: Isobutyramide, N-(2-pentyl)-N-decyl-
184.0
17.50
5000 m/z 134.05 11.80%
43.0 100.0 254.0
A L [ I -
0"w‘L‘!"‘w"wLw"H,‘m_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58972: Naphtho[2,1-b]thiophene
184.0 17.50
m/z 93.15 10.58%
5000
92.0 ‘
0 H“H\J_u‘wh‘u"H"H“W“w“u“u“u“_“w‘ m e
mlz--> 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc

ALS vial : 13  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 4 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.578 2.89 ng 82810  Phenanthrene-dle 17.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 87
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87

Abundance Scan 2585 (18.578 min): BG059779.D\data.ms (-2581) (+ | m/z 192.05 100.00%

192.1
5000
ctohs. el
18.50
0lrrrtf “wl“Uwlwh‘vmm i ‘25“14‘??"7‘%‘44‘765‘11 m/z 191.85 71.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 Al it ‘
18.50
m/z 165.00 40.03%
94.0
0‘\\:3\9\‘()\\\‘\h‘\\\‘\‘l\“\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67026: Anthracene, 9-methyl-
192.0
T \
18.50
5000 m/z 189.00  24.78%
96.0
39.0
0 e ottt e b e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67021: Anthracene, 1-methyl- S
192.0 18.50

m/z 190.00  21.16%

5000
83.0
0270 ] 1370 ) e
! I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc

ALS vial : 13  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 Anthracene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.625 4.94 ng 141450  Phenanthrene-di10 17.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 74
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 72
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 72
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 64
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 64

Abundance Scan 2593 (18.625 min): BG059779.D\data.ms (-2589) (- | m/z 192.10 100.00%
192.1

5000
W T ‘ T T ‘ T
113. ’ 18.50 19.00
297.4 388.3 476.2
ob Sl Lplid oy, 2974 9883 4762543 io1 65 s4.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 )\AAWV T T T
18.50 19.00

m/z 189.05 32.05%

94.0
\?ZPM‘LMH‘WJH S SRS LA B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67028: Anthracene, 1-methyl-
192.0
Sl ity P

o

18.50 19.00
5000 m/z 165.10  21.52%
96.0 |,
Ol v mseprdpeebondidl
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67024: Anthracene, 2-methyl- — —
192.0 18.50 19.00
m/z 190.10 16.89%
5000
83.0
O}ﬁgw“ﬁhu‘w‘hw‘H‘w“u‘u‘w“u‘u‘w“u‘u‘w‘ el | panolus
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc

ALS vial : 13  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 6 unknownl8.701 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.701 2.99 ng 85575  Phenanthrene-d1e 17.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 45
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 45
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 43
4 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 43
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 43
Abundance Scan 2606 (18.701 min): BG059779.D\data.ms (-2603) (- | m/z 192.15 100.00%
192.2
74.0 o
yosqdl e/
. 302.3 378.8 439.2 503.4 18.50 19.00
01 m/z 163.00 47.15%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67025: Anthracene, 2-methyl-
192.0
5000 e ——
18.50 19.00
m/z 191.05 35.96%
bgo 960
0\‘\\[\‘\\”\“\‘\\\l\“\l‘\l\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67030: Anthracene, 1-methyl-
192.0
bl Inrljony
18.50 19.00
5000 m/z 189.10  35.42%
027'0.96\'0 ‘.l‘nu
e o B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67038: Phenanthrene, 2-methyl- e el
192.0 18.50 19.00
m/z 165.15 32.82%
5000
)20 %0 i
R R B e — ——
miz--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc

ALS vial : 13  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 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.778 8.28 ng 237106  Phenanthrene-di10 17.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 59
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 59
3 Benzimidazol-2(3H)-one, 5-formyl... 190 C10H1ON202 055241-49-1 40

4 1-Aminocyclopentanecarboxylic ac... 347 C17H30C1NO4 1000329-16-9 38
5 Carbonic acid, 2-formyl-4,6-dich... 276 C11H10Cl204 1000331-39-3 38

Abundance Scan 2619 (18.778 min): BG059779.D\data.ms (-2612) (- m/z 190.05 100.00%
19p.1
5000
87.0
265.0 18.50 19.00
om\w‘%‘h"‘e”‘“‘“m“\ “‘\'H‘\“‘J“‘i"“‘““ \“V"‘“M"Nu“‘;‘\ﬁﬁ?fm‘m??ﬁ'ﬁ ‘5‘1‘(?‘]7“ m/z 189.00 96.51%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 i S
18.50 19.00
95.0 m/z 192.10  44.48%
99 ).
0\\'\‘\”‘\‘\‘\‘\”‘\‘\\\‘\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
el e
18.50 19.00
5000 m/z 191.10 27.12%
94.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64307: Benzimidazol-2(3H)-one, 5-formyl-1,3-dimethyl-| | MWl T
190.0 18.50 19.00
m/z 188.00 19.70%
5000
92.0
o‘?"?’""ﬂ*«"w‘wﬂ‘ukM‘H T T
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc

ALS vial : 13  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 5,16[1',2']:8,13[1'',2"'']-D... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.072 3.42 ng 97936  Phenanthrene-d1e 17.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
15,16[1',2']:8,13[1'",2"'']-Dibenz... 408 C32H24 005672-97-9 50
2 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 264 C16H12 006572-60-7 49
3 Propenone, 3-(5-trifluoromethyl-... 309 C15H10F3NOS 284496-12-4 46
4 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 46

5 Sulfamic acid, [[(5-methyl-3-iso... 297 C11H11N305S 1000327-58-4 46

Abundance Scan 2669 (19.071 min): BG059779.D\data.ms (-2664) (- m/z 204.05 100.00%
2041
5000
69.1
132.9 290.1 357.9 43134912 19.00
0! sl bl i L5 Pl e m/z 202,05 46.26%
m/z--> 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 MM*”W’J‘\ ‘ |
19.00
m/z 203.20 31.39%
0,300 1010 3130 408.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 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,
WU P ‘
19.00
5000 m/z 69.10  14.08%
101.0
3?'9\11\) Lol
0 e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #210117: Propenone, 3-(5-trifluoromethyl-2-pyridylthio)-1 e
204.0 19.00
m/z 55.10 13.47%
5000
77.0
bl O | om0 -
m/z--> 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®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc

ALS vial : 13  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 9 9,10-Anthracenedione Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.130 3.80 ng 108824  Phenanthrene-di10 17.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 81
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 60
3 2(1H)-Pyridone, 3-hexanoyl-4-hyd... 223 C12H17NO3 007164-95-6 60
4 9-Propyl-acridan 223 C16H17N 065753-73-3 46
5 4-Quinolinol,4-ethenyl-1-ethylde... 223 C14H25NO 038463-57-9 45
Abundance Scan 2679 (19.130 min): BG059779.D\data.ms (-2674) (- | m/z 152.05 100.00%
152.1
- VW\MJ\WM\MW
T —
19.00 19.50
0 m/z 180.05 88.88%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85294: 9,10-Anthracenedione
152.0
5000{  76.0 W MWW\M
19.00 19.50
m/z 208.05 68.18%
209.0
0\\%[‘\1\‘1”"{%[}\1\ T \‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #54973: Benzolc]cinnoline
152.0
—— —
19.00 19.50
5000 m/z 74.00 53.19%
76.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #102892: 2(1H)-Pyridone, 3-hexanoyl-4-hydroxy-6-meth
152.0 19.00 19.50
m/z 76.00  49.26%
5000
84.0 } 223.0
0 H‘Nwdﬁ"H‘Lﬂuﬂﬂu"H‘_“W‘H“H‘w“u‘u“_
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®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc

ALS vial : 13  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 10 9,10-Dimethylanthracene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.471 2.24 ng 64184  Phenanthrene-die 17.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 58
2 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 55
3 [14]Annulene, 1,6:8,13-bis(metha... 206 C1l6H14 085385-68-8 52
4 3-Methyl-1-phenyl-1H-indene 206 C16H14 022360-63-0 49
5 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 49

Abundance Scan 2737 (19.471 min): BG059779.D\data.ms (-2734) (- | m/z 206.05 100.00%

206.1
5000 _
il

[ -
2921 43700 430.8 19.50
0! m/z 191.05 70.25%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82932: 9,10-Dimethylanthracene
206.0

5000 L
19.50
89.0 m/z 207.20 54.07%
0‘\2\8‘\.‘\Oil\‘\\"\h{\w“\‘\}\?‘?\]‘ﬂk\I’\’I’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82935: 3,4-Dimethylphenanthrene
206.0
e
19.50
5000 m/z 205.30 41.36%
89.0
ozzo gy soll
m/z--> 0 50 100 150 200 250 300 350 400 450 500 !A
Abundance  #82981: [14]Annulene, 1,6:8,13-bis(methano)-, syn - ‘

e
206.0 19.50
m/z 81.10  39.90%

5000

27 ﬁm mH\ ’ |

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc

ALS vial : 13  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 unknown26.762 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.762 7.10 ng 19702  Perylene-d12 25.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,7-Bis(ethylamino)[1,2,4]triazo... 281 C11H19N7S 1000510-86-9 43
2 Furazano[3,4-b][1,2,4]-triazolo[... 281 C13H11N70 311783-53-6 43
3 4-(1-Benzofuran-2-yl)aniline, TM... 281 C17H19NOSi 1000477-09-8 38
4 2-(Benzthiazol-2-yl)-6-methoxybe... 281 C16H11NO2S 1000284-45-0 38
5 6-Chloro-3-ethyl-2-methyl-4-phen... 281 C18H16CIN 022609-09-2 32

Abundance Scan 3978 (26.762 min): BG059779.D\data.ms (-3977) (- | m/z 69.05 100.00%

69.0
233.1
5000 1421
3382 4453
4 . T ‘ T T ‘ T
548 26.50 27.00
04 m/z 123.05 64.71%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173922: 5,7-Bis(ethylamino)[1,2,4]triazolo[4,3-a][1,3,5]tr
281.0

3

5000 —— —
420 26.50 27.00

10.0
’ 206.0 m/z 233.10 59.96%
L I‘ HJN h iJ [ MJ‘ m‘h U \ |

\H\‘\\H L B L L L L B I L R L R B LR B O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #174087: Furazano[3,4-b][1,2,4]-triazolo[4,3-d]pirazine, 5
281.0

O

=

T T
26.50 27.00
5000 m/z 281.15 55.12%

212.0

1300 1 ‘
Ll u‘..ﬂ

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #174689: 4-(1-Benzofuran-2-yl)aniline, TMS derivative — —
281.0 26.50 27.00

m/z 85.10 51.69%

o

=

5000

£

133.0
730 | 2080
0‘mWm_mwem'm\w_u RN AR —— ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59779.D

Acqg On : 20 Nov 2023 21:50
Operator : MA/JU

Sample : 05376-01

Misc

ALS Vvial : 13  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|
Naphthalene, 2-... 12.814 2.6 ng 49993 2 11.175 382549 20.0
Metacetamol 13.789 9.8 ng 236419 3 14.964 480233 20.0
Dibenzothiophene 17.532 2.0 ng 57717 4 17.714 572780 20.0
Phenanthrene, 2... 18.578 2.9 ng 82810 4 17.714 572780 20.0
Anthracene, 1-m... 18.625 4.9 ng 141450 4 17.714 572780 20.0
unknown18.701 18.701 3.0 ng 85575 4 17.714 572780 20.0
4H-Cyclopenta[d... 18.778 8.3 ng 237106 4 17.714 572780 20.0
5,16[1',2']:8,1... 19.072 3.4 ng 97936 4 17.714 572780 20.0
9,10-Anthracene... 19.130 3.8 ng 108824 4 17.714 572780 20.0
9,10-Dimethylan... 19.471 2.2 ng 64184 4 17.714 572780 20.0
unknown26.762 26.762 7.1 ng 19702 6 25.628 55505 20.0
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