LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

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-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO51114.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.759 379 386 407 rBV 469342 769028 48.05% 5.188%
2 7.375 651 661 674 rBvV 472877 862712 53.91% 5.820%
3 8.215 798 804 817 rVB 112344 199214 12.45% 1.344%
4 9.396 996 1005 1014 rBV 295835 541202 33.82% 3.651%
5 10.788 1236 1242 1255 rBV 132186 248284 15.51% 1.675%
6 11.047 1278 1286 1292 rBV 166209 296377 18.52% 2.000%
7 13.468 1688 1698 1706 rBV 794107 1222176 76.37%  8.246%
8 14.572 1881 1886 1892 rBV 9592 18406 1.15% 0.124%
9 14.848 1926 1933 1939 rVB 276600 430847 26.92% 2.907%
10 15.242 1995 2000 2007 rVB2 10369 18142 1.13% 0.122%
11 15.894 2103 2111 2122 rVB4 10115 22876 1.43% 0.154%
12 16.335 2180 2186 2199 rBV 578474 913416 57.07% 6.162%
13 17.116 2312 2319 2323 rBv4 8336 17434 1.09% 0.118%
14 17.252 2336 2342 2347 rBV 22391 36273 2.27%  0.245%
15 17.304 2347 2351 2362 rVVW7 11152 30182 1.89% 0.204%
16 17.410 2365 2369 2376 rVB 10967 18745 1.17% 126%

17 17.592 2393 2400 2404 rBV 334670 529629 33.09%
18 17.639 2404 2408 2414 rVB 240152 366414 22.90%

OO NWOO
N
~
N
R

19 17.727 2419 2423 2428 rVV 32475 51869 3.24% 350%
20 17.786 2429 2433 2441 rVB5 8439 16606 1.04% 112%
21 17.998 2461 2469 2474 rBV2 25538 50816 3.18% ©.343%
22 18.174 2494 2499 2503 rVV3 12661 22310 1.39% 0.151%
23 18.221 2503 2507 2512 rVB 30840 41356 2.58% 0.279%
24 18.468 2542 2549 2553 rW 50771 86898 5.43% ©.586%
25 18.515 2553 2557 2562 rVB 70169 101606 6.35% ©.685%
26 18.591 2566 2570 2575 rVB 17008 25538 1.60% 0.172%
27 18.656 2575 2581 2585 rBV3 52575 109866 6.86% ©.741%
28 18.697 2585 2588 2592 rVB 31027 40430 2.53% 0.273%
29 18.955 2627 2632 2636 rBV 41364 60691 3.79% 0.409%
30 19.008 2636 2641 2649 rVB 53498 87173 5.45% ©.588%
31 19.196 2665 2673 2677 rBV5 20286 39463 2.47%  ©.266%
32 19.243 2678 2681 2685 rVB 15188 19826 1.24% 0.134%
33 19.290 2685 2689 2693 rVB2 13556 17994 1.12% 0.121%
34 19.373 2696 2703 2708 rBv4 61425 138605 8.66%  ©.935%
35 19.461 2716 2718 2721 rVB 16887 18311 1.14% ©.124%
36 19.519 2721 2728 2735 rVB4 35168 70633  4.41% 0.477%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

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-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.637 2741 2748 2753 rBV 482002 699680 43.72% 4.720%
38 19.684 2753 2756 2760 rVB 13510 17755 1.11% 0.120%
39 19.731 2760 2764 2769 rVB5 19346 31521 1.97% 0.213%
40 19.790 2769 2774 2776 rBV 20990 29760 1.86% 0.201%
41 19.960 2799 2803 2805 rBvV 70331 100421 6.27% 0.678%
42 20.001 2805 2810 2816 rvV 424082 636515 39.77% 4.294%
43 20.060 2816 2820 2825 rVB 37670 60012 3.75% 0.405%
44 20.183 2835 2841 2846 rBV 1198185 1600399 100.00% 10.797%
45 20.319 2857 2864 2870 rBv4 45292 121123 7.57% 0.817%
46 20.389 2872 2876 2880 rVV6 13894 29346 1.83% 0.198%
47 20.454 2880 2887 2889 rVv4 39463 91910 5.74% 0.620%
48 20.483 2889 2892 2897 rVB 57537 85910 5.37% 0.580%
49 20.583 2905 2909 2912 rBv2 27638 41467 2.59% 0.280%
50 20.648 2913 2920 2923 rVB2 43809 85935 5.37% 0.580%
51 20.789 2939 2944 2947 rBV2 33298 49893  3.12% 0.337%
52 20.836 2948 2952 2961 rVB3 33953 72078 4.50% 0.486%
53 20.947 2969 2971 2978 rVB7 12843 16315 1.02% 0.110%
54 21.264 3020 3025 3031 rBV 65191 104505 6.53% 0.705%
55 21.458 3051 3058 3059 rBV3 42742 81567 5.10% ©.550%
56 21.552 3070 3074 3078 rBV3 29832 60660 3.79%  0.409%
57 21.611 3081 3084 3091 rVB 52677 91773 5.73% 0.619%
58 21.887 3123 3131 3137 rBV2 342127 923109 57.68% 6.228%
59 21.940 3137 3140 3153 rVB 202267 381671 23.85% 2.575%
60 22.328 3200 3206 3211 rVB4 27305 60521 3.78% 0.408%
61 24.214 3519 3527 3536 rBV 154758 555261 34.70% 3.746%
62 24.484 3567 3573 3581 rBV3 31075 83574 5.22% 0.564%
63 24.984 3650 3658 3671 rVB 91610 296199 18.51%  1.998%
64 25.142 3676 3685 3697 rVB 128932 364155 22.75%  2.457%
65 25.301 3701 3712 3721 rBV 163647 507810 31.73% 3.426%

Sum of corrected areas: 14822193
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BG@51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG051114.D\data.ms
1200000

1000000
800000

600000
5.759 7.375
400000
9.396

200000 047
8.215 10.788

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG051114.D\data.ms
1200000 20.183

1000000
800000.,13-468

600000 16.335

19.637
20.00

400000
14.848

200000

0 L 14572 15.242 15.894 17t 723085
e e e e e e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG051114.D\data.ms
1200000

1000000
800000
600000
400000

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BG@51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.789 16.75 ng 248284  Naphthalene-d8 11.047
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 59

Abundance Scan 1242 (10.788 min): BG051114.D\data.ms (-1236) (- m/z 45.00 100.00%

5000 /k\
75.0 L — T
101.0 10.50 11.00
0 m_‘wp‘!u M - b _l?%‘l‘ o m/z 57.18  98.94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 ‘0\ d ! ‘Od
29.0 50 10.5 11.
: m/z 41.05 36.88%
T e =:
O\\\‘\\‘\\“‘\‘\\ \\\\“\‘1\\‘\\\\‘\\H\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
e 2
10.50 11.00
5000 ITI/Z 75.00 22.62%
29.0 75.0
100.0
0 Lt T 320 seso
miz--> 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- P ——4
45.0 10.50 11.00
m/z 56.00 16.62%
5000
89.0
27/0
o TPl | 1190 s
e e o _‘ “““_““““_“““‘ —r by
m/z--> 20 40 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BG@51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.468 3.28 ng 86898  Phenanthrene-dle 17.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
Abundance Scan 2549 (18.468 min): BG051114.D\data.ms (-2542) (-  m/z 192.10 100.00%
192.1
5000
e
165.0
94.5 18.50
69.4 139.0
ObrreetO i e ST bl myz 191010 61.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2rnemyh
5000 U
18.50
165.0 m/z 189.00  30.56%
0L 390 630 M 115.0 139.0
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035:Phenanﬂwene,lwneﬂwh
e
18.50
5000 m/z 190.10 19.01%
165.0
0 39.0 63.0 960 139.0 ‘
e RO o e
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂA
Abundance #67042:Phenanﬂwene,44nethﬂ— WY
1850
m/z 193.05 16.43%
5000
82.0 165.0
200 800 L as0r00 | Ml el Y
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BG@51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Phenanthrene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.515 3.84 ng 101606  Phenanthrene-di10 17.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
Abundance Scan 2557 (18.515 min): BG051114.D\data.ms (-2553) (-  m/z 192.10 100.00%
192.1
5000
94.5 1850 |
63.0 | | 163.0 :
o,H‘WHHpwmﬂmﬂ_‘}%ﬁg_mw%uwwHwH?Eﬁﬂ_‘H_?gﬁf m/z 191.05 59.55%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 ol :
18.50

m/z 189.00  31.12%
94.0
270 630 || 1260 1630 |

O’\\\\‘\H\‘HH‘\\\\‘\\\\‘H\\‘HH‘\\H‘\\ \‘\\H‘\\\\‘\\\\‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl-
192.0
T \
18.50
5000 ITI/Z 190.00 15.26%
70 630 960 1260 1630 |
P e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 AA
Abundance #67041: Phenanthrene, 4-methyl- — A
192.0 18.50
m/z 193.10 14.78%
5000
63.0 95.0
. 125.0 163.0
0! e LLYSN ‘
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BG@51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 1H-Indene, 2-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.656 4.15 ng 109866  Phenanthrene-di10 17.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 86
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 55
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 50
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 50
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 50

Abundance Scan 2581 (18.656 min): BG051114.D\data.ms (-2575) (- m/z 192.10 100.00%
1

|

5000
18‘50 iQ‘Od
63.0 : :
218.1
0l r220 m/z 189.10  82.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0 N\
5000 T T T ‘r/\‘\

\
18.50 19.00
m/z 191.10 67.92%

165.0
390 630 960 1390 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl-
192.0

Py e
18.50 19.00

o

5000 m/z 190.10 62.90%
94.0 165.0
0 39.0 630 | M 116013\90”\ Il I
R AR AR mar e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 N\
Abundance #67019: 1H-Indene, 2-phenyl- o ey
192.0 18.50 19.00
m/z 94.50 20.15%
5000
165.0
. 630 89.0 1501300 | w o
R A R A A A T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BG@51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Naphthalene, 2-phenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.955 2.29 ng 60691  Phenanthrene-die 17.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 92
2 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 90
3 5,16[1',2']:8,13[1"'"',2"']-Dibenz... 408 C32H24 005672-97-9 80
4 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 Cl6H12 006572-60-7 58
5 Acephenanthrylene, 4,5-dihydro- 204 C16H12 006232-48-0 49
Abundance Scan 2632 (18.955 min): BG051114.D\data.ms (-2627) (- m/z 204.05 100.00%
204.1
5000
Horgorsd
101.0
51.0 L 150.0 | 19.00
OF b m/z 202.10 42.20%
mlz--> 50 100 150 200 250 300 350 400
Abundance #80574: Naphthalene, 2-phenyl-
204.0
5000 Ay L /\\N\\A/\’\/\
19.00
101.0 m/z 203.10  36.35%
510‘ [ 150.0 |
0 \‘\\i‘\‘\“‘\‘\}\\‘\\i”\‘\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #271143: 9,10-Bis(bromomethyl)anthracene
204.0 ﬂp
o Ao oY
19.00
5000 m/z 205.10 18.52%
101.0
oL 510, | 1490 | 2830 3640
e e
miz--> 50 100 150 200 250 300 350 400
Abundance #307050: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy ; : ‘W” :
204.0 19.00
m/z 101.00 14.47%
5000
101.0 NAA
o320 M0s20 | aso sy oy [l Wy
m/z--> 50 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BG@51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 9,10-Anthracenedione Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.008 3.29 ng 87173  Phenanthrene-d1e 17.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 98
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 96
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 83
4 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 53
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 49

Abundance Scan 2641 (19.008 min): BG051114.D\data.ms (-2636) (- m/z 208.00 100.00%

208.0
152.0
5000 76.0
MM\\ T ‘ T ‘
19.00
NIE-LIN - I N A T X
m/z--> 50 100 150 200 250 300
Abundance #85294: 9,10-Anthracenedione
152.0 | 208.0
5000 76.0 \ ‘/\/\/‘\‘ o ey
19.00
m/z 152.00 79.65%
O T \39‘\'#‘ \“ \H‘\ “1 %;9.9‘\ T ‘ T T ‘ T ‘ H! T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #54969: Benzol[c]cinnoline
152.0
T \
19.00
5000 ITI/Z 151.00 39.24%
76.0
ol B0 L
m/z--> 50 100 150 200 250 300
Abundance #55032: 9H-Fluoren-9-one
180.0 19.00
m/z 75.95 37.59%
5000
0 126.0
b0
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BG@51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Phenanthrene, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.373 5.23 ng 138605 Phenanthrene-di10 17.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 93
2 9,10-Dimethylanthracene 206 C1l6H14 000781-43-1 91
3 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 90
4 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 90
5 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 87
Abundance Scan 2703 (19.373 min): BG051114.D\data.ms (-2696) (- m/z 206.05 100.00%
206.1
5000
55.0 4 LY
‘ f ‘ _ 19.00 19.50
ok _m\‘w_u‘w H“‘Hw‘l“q‘hm S u‘m‘M‘,w:‘!w‘““”_‘H_‘?‘?ﬁ'f m/z 191.05  45.57%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0
5000 = —
19.00 19.50
m/z 205.10  24.48%
89.0
O\H‘HH‘H\\‘\1\1’\1‘\‘\‘“\\\]\-‘2\\\(\)‘\\\].\‘6?\0\’\\“1\“‘\“\\\‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #82934: 9,10-Dimethylanthracene
206.0 /
half Ve
19.00 19.50
5000 m/z 189.00 21.58%
0,
miz--> 20 40 60 80 100120 140160 180 200 220 240 260 A MN
Abundance #82944: Phenanthrene, 2,5-dimethyl- "A‘ ! — "
206.0 19.00 19.50
m/z 55.00 19.24%
5000
101.0
oL 20 630 || 100 100 | | el b
m/z--> 20 40 60 80 100120140160 180200220240260 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\

Data File : BG@51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclopenta(def)phenanthrenone

Concentration Rank 9

005737-13-3 83
001591-30-6 50
1000278-26-8 50
1000063-59-3 50

R.T. EstConc Area Relative to ISTD
19.519 2.67 ng 70633  Phenanthrene-d1e
Hit# of 5 Tentative ID MW MolForm
1 Cyclopenta(def)phenanthrenone 204 C15H80
2 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2
3 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-o0l 204 C11H12N202
4 Tricyclo[5.1.0.0(2,4)]octane, 5-... 247 C17H29N
5 4-Quinolinol, 5,8-dimethoxy-2-me... 219 C12H13NO3

Abundance Scan 2728 (19.519 min): BG051114.D\data.ms (-2721) (-

1000337-90-3 50

m/z 204.00 100.00%

204.0
5000 /\
88.0 17+o 1950 |
090 ‘H‘u‘“‘w“‘,““%zﬁ]ow‘Jw‘u‘”‘w“:““”Hu oo 28L0 sz 176,00 36.43%
miz--> 50 100 150 200 250 300
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0 ANJK
5000 \MAA/N\MA 4 " ‘
19.50
88.0 m/z 205.05 15.68%
' 174.0 ‘
O T T ‘ T \“\ ‘\ "‘ 1\-2\2.\0\ “‘ T \H‘\ T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #80073: [1,1'-Biphenyl]-4,4'-dicarbonitrile
204.0
held WM
19.50
5000 m/z 206.10  14.05%
0 39'()\\ A \‘\. 4’13'0 159.0 \H\ l
e e et e O R A
miz--> 50 100 150 200 250 300
Abundance #79512: 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-ol 7 T
204.0 19.50
88.00 13.22%
5000 119.0
89.0
oLosio T Lm0 | | 0
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BG@51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.319 2.62 ng 121123  Chrysene-di12 21.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 62

Abundance Scan 2864 (20.319 min): BG051114.D\data.ms (-2857) (- m/z 216.10 100.00%

21p.1
5000
94.5 [N o e
20.00 20.50
50.0 149.9 .1 330.
0° bt “?ggl“‘c ‘ m/z 215.05 98.56%
m/z--> 50 100 150 200 250 300
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 = "
20.00 20.50
94.0 m/z 213.1@ 22.53%
Josoo || o] |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl-
216.0 /\
A‘A/\‘ T T ‘ T
20.00 20.50
5000 m/z 217.05 20.34%
108.0
63.0 ‘ 163.0 ‘
m/z--> 50 100 150 200 250 300
Abundance #94575: 11H-Benzola]fluorene MM"MAA‘ T
216.0 20.00 20.50
m/z 218.10 16.81%
5000
108.0
osao il aeso, | JUULL
m/z--> 50 100 150 200 250 300 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BG@51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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@ 11H-Benzo[a]fluoren-11-one Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.265 2.26 ng 104505  Chrysene-di12 21.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 96
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 90
3 6,6-Diphenylfulvene 230 C18H14 002175-90-8 64
4 6H-Benz[de]anthracen-6-one 230 C17H1e0 080252-14-8 64
5 4-Pyrenecarbaldehyde 230 C17H1e0 022245-51-8 64

Abundance Scan 3025 (21.264 min): BG051114.D\data.ms (-3020) (-  m/z 230.10 100.00%

230.1
5000
e Y
50.0 101.0 150.0 21.00 21.50
0b i e 2 930 4 u 281 SALL o h2 2ee.00  22.76%
mlz--> 50 100 150 200 250 300 350
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 M\ T T T T T
21.00 21.50
101.0 m/z 202.00 19.88%
O 6\39 “ ““ 137017
miz--> 50 100 150 200 250 300 350
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
\
2100 2L50
5000 /Z 231.10 19.03%
ol 500 M0 150017,
o e B e
miz--> 50 100 150 200 250 300 350
Abundance #111855: 6,6-Diphenylfulvene ‘
230.0 ZLOO 2L50
m/z 201.05 13.51%
5000
101.0 1520 #
o B0 L LSRN e )
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BG@51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.484 3.29 ng 83574  Perylene-di12 25.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 93
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
4 Benzo[a]pyrene 252 C20H12 000050-32-8 76
5 Perylene 252 C20H12 000198-55-0 64
Abundance Scan 3573 (24.484 min): BG051114.D\data.ms (-3567) (- m/z 252.10 100.00%
252.1
5000
24.50
550 194.0 341.1 :
Ol “ “”‘ ARLE0 k2991 B4 ) Jse.10 33.08%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 1
24.50
m/z 253.10  23.26%
125.0
0890 830 | 2000 |
\\‘\\\\‘\\\\’\\\\‘\\\\\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #138562: Benzol[b]fluoranthene
252.0
e
24.50
5000 m/z 113.00 11.23%
126.0
0390 870 | ‘\\ 161.0 200.0 ‘H
R At
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolK]fluoranthene
252.0 24.50
m/z 251.05 10.62%
5000
126.0
oL &0 | 200, |
- —
m/z--> 50 100 150 200 250 300 350 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111821\
Data File : BGO51114.D

Acqg On : 18 Nov 2021 20:55
Operator : CG/JU

Sample : M4707-18

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 10.789 16.8 ng 248284 2 11.047 296377 20.0
Phenanthrene, 2... 18.468 3.3 ng 86898 4 17.592 529629 20.0
Phenanthrene, 1... 18.515 3.8 ng 101606 4 17.592 529629 20.0
1H-Indene, 2-ph... 18.656 4.2 ng 109866 4 17.592 529629 20.0
Naphthalene, 2-... 18.955 2.3 ng 60691 4 17.592 529629 20.0
9,10-Anthracene... 19.008 3.3 ng 87173 4 17.592 529629 20.0
Phenanthrene, 2... 19.373 5.2 ng 138605 4 17.592 529629 20.0
Cyclopenta(def)... 19.519 2.7 ng 70633 4 17.592 529629 20.9
Pyrene, 1-methyl- 20.319 2.6 ng 121123 5 21.893 0923109 20.0
11H-Benzo[a]flu... 21.265 2.3 ng 104505 5 21.893 0923109 20.0
Benzo[e]pyrene 24.484 3.3 ng 83574 6 25.301 507810 20.0
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