LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50703.D

Acqg On : 23 Oct 2021 00:26
Operator : CG/JU

Sample : M4311-01 2X

Misc :

ALS Vvial : 15 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: BGO50703.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.798 386 393 408 rBV 240820 453788 40.85% 3.853%
2 7.396 657 665 675 rBv 265958 489248 44.04% 4.154%
3 8.254 804 811 823 rVB 202772 365246 32.88% 3.101%
4 9.423 1003 1010 1024 rVB 167462 326593 29.40% 2.773%
5 10.821 1242 1248 1258 rBV 21272 45876 4.13% ©0.389%
6 11.080 1285 1292 1297 rVWV 280366 518921 46.71% 4.406%
7 11.127 1297 1300 1307 rVB 39977 68960 6.21% ©.585%
8 12.449 1520 1525 1534 rVB3 10289 16246 1.46% 0.138%
9 12.719 1564 1571 1576 rVB 37000 61936 5.57% 0.526%
10 12.930 1597 1607 1614 rBV 32317 57790 5.20% 0.491%
11 13.389 1679 1685 1692 rVB7 8500 17414 1.57% 0.148%
12 13.495 1694 1703 1709 rBV 406922 640790 57.68% 5.440%
13 13.671 1726 1733 1737 rBV6 13285 25731 2.32% 0.218%
14 14.053 1787 1798 1804 rBV5 18347 51228 4.61% 0.435%
15 14.194 1815 1822 1827 rBvV2 30171 59234 5.33% 0.503%
16 14.247 1827 1831 1835 rVB2 17255 26974 2.43% 0.229%
17 14.323 1841 1844 1848 rVB3 13022 15467 1.39% 0.131%
18 14.429 1857 1862 1866 rBv2 15985 27236  2.45% 0.231%
19 14.599 1885 1891 1900 rBV2 39997 87479 7.87% 0.743%
20 14.734 1911 1914 1918 rVB4 11370 13607 1.22% 0.116%
21 14.869 1928 1937 1943 rBV 387853 643193 57.89% 5.461%
22 14.934 1943 1948 1954 rVB 47001 75939 6.84% 0.645%
23 15.075 1966 1972 1979 rBV9 11742 26906 2.42% 0.228%
24 15.263 1997 2004 2012 rVB3 38650 76114 6.85% 0.646%
25 15.339 2012 2017 2021 rBvV4 16357 31211 2.81% 0.265%
26 15.480 2033 2041 2045 rBV6 17582 39501 3.56% 0.335%
27 15.527 2045 2049 2053 rVB5 10284 16310 1.47% 0.138%
28 15.651 2063 2070 2073 rBV6 12902 31888 2.87% 0.271%
29 15.680 2073 2075 2080 rVB4 17947 24094 2.17% 0.205%
30 15.739 2080 2085 2088 rBV5 11208 19189 1.73% 0.163%
31 15.821 2096 2099 2104 rVB7 8861 12116 1.09% 0.103%
32 15.915 2109 2115 2124 rVB 74097 133926 12.05% 1.137%
33 16.074 2139 2142 2146 rVB6 13145 19454 1.75% 0.165%
34 16.203 2157 2164 2170 rVB6 11841 29929 2.69% 0.254%
35 16.356 2184 2190 2199 rBV 240545 407973 36.72%  3.464%

36 16.573 2218 2227 2237 rVB 18869 63138 5.68%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50703.D

Acqg On : 23 Oct 2021 00:26
Operator : CG/JU

Sample : M4311-01 2X

Misc :

ALS Vvial : 15 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 16.714 2247 2251 2255 rBV6 8090 12311  1.11% 0.105%
38 16.920 2278 2286 2289 rBv4 20145 44791 4.03% 0.380%
39 17.067 2307 2311 2315 rVB6 15004 22895 2.06% 0.194%
40 17.337 2353 2357 2361 rBV4 19207 26468 2.38% 0.225%
41 17.437 2369 2374 2379 rVB2 35465 61398 5.53% 0.521%
42 17.619 2398 2405 2408 rBV 417386 678839 61.10% 5.763%
43 17.660 2408 2412 2418 rVB 394663 595561 53.61% 5.056%
44 17.748 2422 2427 2432 rW 85001 127196 11.45% 1.080%
45 18.013 2468 2472 2479 rBV2 37552 73137 6.58% 0.621%
46 18.071 2480 2482 2487 rVB4 18195 24106 2.17% 0.205%
47 18.195 2500 2503 2509 rVB 29523 44372  3.99% 0.377%
48 18.489 2549 2553 2557 rBV 71944 112507 10.13% 0.955%
49 18.536 2557 2561 2567 rVB 101701 158868 14.30% 1.349%
50 18.618 2571 2575 2579 rBV 34741 51949 4.68% 0.441%
51 18.683 2580 2586 2590 rBV2 125127 257775 23.20%  2.188%
52 18.976 2632 2636 2640 rBv2 59746 80915 7.28% 0.687%
53 19.270 2683 2686 2690 rBV 28089 34443 3.10% 0.292%
54 19.388 2702 2706 2711 rBV2 91928 149640 13.47%  1.270%
55 19.658 2746 2752 2757 rBV 657651 938642 84.49% 7.969%
56 19.987 2805 2808 2809 rBV 54280 63363 5.70% ©.538%
57 20.022 2809 2814 2820 rVB 590111 905861 81.54% 7.691%
58 20.204 2840 2845 2849 rVB 509527 681779 61.37% 5.788%
59 20.604 2910 2913 2917 rVB2 82443 100689 9.06% 0.855%
60 21.914 3129 3136 3142 rBV2 411061 1110984 100.00% 9.432%

61 21.967 3143 3145 3157 rVB 247716 399585 35.97%  3.392%

Sum of corrected areas: 11778719
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50703.D

Acqg On : 23 Oct 2021 00:26
Operator : CG/JU

Sample : M4311-01 2X

Misc :

ALS vial : 15 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: BG050703.D\data.ms

700000
600000
500000
400000

300000 7396 11.080

5.798
200000 8.254 9.423

100000 e
10.8311 12.4 ?}2_%30

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

Time--> 350 400 450 500 550 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: BG050703.D\data.ms

19.6580.022
20.204

21.914

700000

600000

500000

400000
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Q== 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: BG050703.D\data.ms

700000
600000
500000
400000
300000
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100000

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50703.D

Acqg On : 23 Oct 2021 00:26
Operator : CG/JU

Sample : M4311-01 2X

Misc :

ALS vial : 15 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 Benzocycloheptatriene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.931 2.23 ng 57790 Naphthalene-d8 11.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 97
2 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 94
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 94
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 94
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 1607 (12.930 min): BG050703.D\data.ms (-1597) (- m/z 142.00 100.00%
142.0
5000 115.0
——
63.0 go90 13.00
3%0\ Ul 1 \l 199.6 9
Ottt e m/z 141.00 86.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22147: Naphthalene, 1-methyl-
142.0
5000 T
115.0 13.00
63.0 m/z 114.95 39.37%
39.0 89
0 ‘\‘H\“‘HH\\"‘\‘\“\HH\”\“H‘HH‘HHHHH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
13.00
5000 m/z 139.00 11.28%
115.0
39.0 039 890 |
L 1l V1T It mil |
e RRA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene T
141.0 13.00
115.0 m/z 63.00 11.20%
5000
63.0 89.0
0 _“‘_“uﬂkhw,wh‘p‘wﬂ"m‘qk‘w“‘u““w“ ﬁn‘ Ho— )
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50703.D

Acqg On : 23 Oct 2021 00:26
Operator : CG/JU

Sample : M4311-01 2X

Misc :

ALS vial : 15 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 Benzene, 1,3,5-trimethoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.263 2.37 ng 76114  Acenaphthene-d10 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran 168 C12H80 000132-64-9 60
2 Benzene, 1,3,5-trimethoxy- 168 C9H1203 000621-23-8 52
3 Benzofuran, 5-chloro-2,3-dihydro... 168 C9H9C10 054410-96-7 38
4 5-Chloro-1,3-dihydro-2H-benzimid... 168 C7H5CIN20 002034-23-3 37
5 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 35

Abundance Scan 2004 (15.263 min): BG050703.D\data.ms (-1997) (- m/z 168.00 100.00%
168.0

5000 139.0
50 630 839 1130 ‘ 1500 1550
O bttt bl m/z 139.00  46.35%
miz--> 20 40 60 80 100 120 140 160
Abundance #43617: Dibenzofuran
168.0
5000 15.00 15.50
139.0 ' '

m/z 155.00  24.23%

390 630 840 439
O‘H“H‘M“"HH‘\“‘M‘H"‘H‘\‘“H‘\“HH\}HH“ -
m/z--> 20 40 60 80 100 120 140 160
Abundance #44154: Benzene, 1,3,5-trimethoxy-
168.0 Aﬂ /\
N P L

139.0 15.00 15.50
5000 m/z 170.00 22.90%
109.0
69.0
o280 SO0 (w0t
miz--> 20 40 60 80 100 120 140 160 A
Abundance  #44333: Benzofuran, 5-chloro-2,3-dihydro-2-methyl- ) /\ co b
168.0 15.00 15.50
m/z 169.00 18.82%
133.0
5000
510 77.0 105.0 /\ M r(\/\
ol 232 I (TR A
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50703.D

Acqg On : 23 Oct 2021 00:26
Operator : CG/JU

Sample : M4311-01 2X

Misc :

ALS vial : 15 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 5 Anthracene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.489 3.31 ng 112507 Phenanthrene-die 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 93
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 81
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 81

Abundance Scan 2553 (18.489 min): BG050703.D\data.ms (-2549) (-  m/z 192.00 100.00%

192.0
5000
=1
82.7 150 ‘ 18.50
ol A0 Ll AR0G Ll 2260 2751 326, ) 191,00  68.40%
m/z--> 50 100 150 200 250 300
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 T
18.50
m/z 189.00 33.01%
oL3s0 %39 1m0 |
\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #67043: Phenanthrene, 1-methyl-
192.0
=
18.50
5000 ITI/Z 190.00 19.00%
95.0
m/z--> 50 100 150 200 250 300
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene =
192.0 18.50
m/z 165.00 14.12%
o 28.0 62,0 96‘"0 152.0 |
\\\\“\‘H\‘\H‘\‘\‘\\‘\“\M\‘\“‘\\\\‘\\\\‘\\\ \‘\
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@50703.D

Acqg On : 23 Oct 2021 00:26
Operator : CG/JU

Sample : M4311-01 2X

Misc :

ALS vial : 15 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 Phenanthrene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.536 4.68 ng 158868  Phenanthrene-die 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91

Abundance Scan 2561 (18.536 min): BG050703.D\data.ms (-2557) (-  m/z 192.05 100.00%

192.1
5000
1850 |
82.5 .
139.0
ol 390 L 1D Nl 24212760 326 . 10106  61.79%
m/z--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 =
18.50
m/z 189.00 33.25%
94.0
oL 510 || 1520
\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #67024: Anthracene, 2-methyl-
192.0
I \
18.50
5000 ITI/Z 190.00 17.04%
0 39.0 “83‘.0\\ 139'0 h‘ L
A B e e B R B e
m/z--> 50 100 150 200 250 300
Abundance #67020: Anthracene, 9-methyl- = ‘
192.0 18.50
m/z 193.00 16.11%
5000
96.0
0 39.0 L I \“ 15\29‘ I
R B e T LA e B ——
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@50703.D

Acqg On : 23 Oct 2021 00:26
Operator : CG/JU

Sample : M4311-01 2X

Misc :

ALS vial : 15 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.683 7.59 ng 257775  Phenanthrene-die 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 64
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 Methyl diselenide 190 C2H6Se2 007101-31-7 45
4 4,6-Dichloro-2-ethylpyrimidin-5-... 191 C6H7C12N3 006237-96-3 43
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 37

Abundance Scan 2586 (18.683 min): BG050703.D\data.ms (-2580) (-  m/z 189.00 100.00%
189.0
5000
94.6 T ‘ T T ‘ T
18.50 19.00
50.0 ‘ 1390 Jm
byt b oy 2230 2760 3271y 199,00 98.10%
miz--> 50 100 150 200 250 300
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 P —
18.50 19.00
95.0 m/z 192.00 50.02%
O \“\4‘\3“’ \“ \‘\‘H\“ \ \1\37\? \‘\ \‘M‘ L ’ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
= =
18.50 19.00
5000 m/z 191.05 44 ,55%
94.0
o"‘,"H"‘H_‘H“_H‘,HH_‘H
miz--> 50 100 150 200 250 300
Abundance #64929: Methyl diselenide P T
93.0 190.0 18.50 19.00
m/z 94.60 25.95%
- MMMMM”ﬁLMmkvwwwwwWW
154
o,ﬂL—W‘HJAL T — —
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50703.D

Acqg On : 23 Oct 2021 00:26
Operator : CG/JU

Sample : M4311-01 2X

Misc :

ALS vial : 15 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 6-Phenylbenzocyclohepten-7-one Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.976 2.38 ng 80915 Phenanthrene-d10 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Phenylbenzocyclohepten-7-one 232 C17H120 093327-56-1 72
2 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 64
3 Naphthalene, 2-phenyl- 204 Cl6H12 000612-94-2 64
4 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 64
5 9,10-di(Chloromethyl)anthracene 274 Cl6H12C12 010387-13-0 52

Abundance Scan 2636 (18.976 min): BG050703.D\data.ms (-2632) (-  m/z 204.05 100.00%

204.1
5000
19.00
7.0 ’ 165.1 :
ol 0 s AP 24712891 3572 505 09 42.13%
mlz--> 50 100 150 200 250 300 350
Abundance #114081: 6-Phenylbenzocyclohepten-7-one
204.0
5000 U
19.00
m/z 203.10 36.35%
101.0
630 || 1500 | |
O+ i‘ \‘\““\‘H\ V\‘\h\ T i” by (. . LA B
miz--> 50 100 150 200 250 300 350
Abundance #271143: 9,10-Bis(bromomethyl)anthracene
204.0
e
19.00
5000 m/z 205.05 14.07%
101.0
oL 630 | 1490 2830 364
it
miz--> 50 100 150 200 250 300 350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50703.D

Acqg On : 23 Oct 2021 00:26
Operator : CG/JU

Sample : M4311-01 2X

Misc :

ALS vial : 15 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 9,10-Dimethylanthracene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.388 4.41 ng 149640  Phenanthrene-die 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 98
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 95
3 Anthracene, 1,4-dimethyl- 206 C1l6H14 000781-92-0 93
4 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 93
5 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 92

Abundance Scan 2706 (19.388 min): BG050703.D\data.ms (-2702) (-  m/z 206.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50703.D

Acqg On : 23 Oct 2021 00:26
Operator : CG/JU

Sample : M4311-01 2X

Misc :

ALS Vvial : 15 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|
Benzocyclohepta... 12.931 2.2 ng 57790 2 11.080 518921 20.0
Benzene, 1,3,5-... 15.263 2.4 ng 76114 3 14.875 643193 20.0
Anthracene, 2-m... 18.489 3.3 ng 112507 4 17.619 678839 20.0
Phenanthrene, 2... 18.536 4.7 ng 158868 4 17.619 678839 20.0
4H-Cyclopenta[d... 18.683 7.6 ng 257775 4 17.619 678839 20.0
6-Phenylbenzocy... 18.976 2.4 ng 80915 4 17.619 678839 20.0
9,10-Dimethylan... 19.388 4.4 ng 149640 4 17.619 678839 20.0
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