LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48556.D

Acqg On : 1 Apr 2021 23:11
Operator : CG/JU

Sample : M1886-03

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-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48556.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.641 384 392 403 rBvV 457927 703753 51.65% 7.666%
2 7.245 657 665 677 rVB 449012 774610 56.85% 8.438%
3 8.097 802 810 817 rBV 83771 141070 10.35% 1.537%
4 9.267 1001 1009 1016 rBV 278150 491635 36.08% 5.356%
5 10.923 1282 1291 1297 rBV 108628 194010 14.24% 2.113%

6 13.368 1700 1707 1715 rBV 603987 921220 67.61% 10.035%
7 14.190 1841 1847 1853 rBv2 33858 51471 3.78% ©.561%
8 14.742 1934 1941 1949 rVB 165251 267310 19.62%  2.912%
9 16.235 2186 2195 2202 rBV 656165 967446 71.00% 10.539%

10 17.146 2346 2350 2359 rVB3 10506 16819 1.23% ©.183%
11 17.498 2403 2410 2414 rBV 228366 352294 25.85%  3.838%
12 17.539 2414 2417 2424 rVV 112296 167183 12.27%  1.821%
13 17.633 2424 2433 2439 rVB4 13796 33445 2.45%  0.364%
14 17.903 2469 2479 2485 rBV2 12494 27825 2.04% ©.303%
15 18.379 2554 2560 2564 rBV2 39227 55852 4.10% ©0.608%
16 18.426 2564 2568 2576 rVVv2 30547 52242 3.83% 0.569%
17 18.573 2588 2593 2596 rVv4 20437 38968 2.86% ©0.424%
18 18.609 2596 2599 2605 rVB 15139 20023 1.47% 0.218%
19 18.873 2639 2644 2647 rBv4 16354 22271 1.63% 0.243%
20 18.914 2647 2651 2656 rVB4 24036 34064 2.50% 0.371%
21 19.284 2708 2714 2718 rBV3 12779 23987 1.76% ©.261%
22 19.425 2734 2738 2744 rVB2 16642 23346 1.71% 0.254%
23 19.554 2753 2760 2765 rBV 186263 262003 19.23%  2.854%
24 19.795 2796 2801 2807 rVB6 8827 14158 1.04% ©.154%
25 19.878 2811 2815 2817 rBV2 35978 48137 3.53% ©.524%
26 19.913 2817 2821 2828 rVB2 156429 216523 15.89%  2.359%
27 19.983 2828 2833 2835 rBV2 13561 15148 1.11% ©.165%
28 20.113 2845 2855 2860 rBV 1031624 1362639 100.00% 14.844%
29 20.148 2860 2861 2868 rVB 13035 15946 1.17% 0.174%
30 20.224 2870 2874 2876 rBV3 12897 20613 1.51% 0.225%
31 20.377 2895 2900 2901 rBV5 8788 15259 1.12% ©.166%
32 20.401 2901 2904 2909 rVB2 18238 28673 2.10% 0.312%
33 20.559 2924 2931 2936 rBv4 19607 40001 2.94% 0.436%
34 20.706 2952 2956 2958 rBV3 12483 15799 1.16% ©0.172%
35 20.753 2960 2964 2968 rVB5 12139 16807 1.23% ©.183%
36 21.176 3030 3036 3039 rBV3 27166 40651 2.98% 0.443%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48556.D

Acqg On : 1 Apr 2021 23:11
Operator : CG/JU

Sample : M1886-03

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-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.358 3065 3067 3072 rVB5 10990 13993 1.03% 0.152%
38 21.417 3072 3077 3080 rBv4 31213 54146 3.97% 0.590%
39 21.511 3090 3093 3098 rVB2 18929 29320 2.15% 0.319%
40 21.793 3127 3141 3146 rBvV2 275020 594035 43.59% 6.471%
41 21.840 3146 3149 3156 rVB2 69774 117770 8.64% 1.283%
42 22.216 3205 3213 3214 rBV8 11606 21025 1.54% 0.229%
43 22.551 3264 3270 3275 rVB4 15051 31424 2.31% 0.342%
44 22.621 3275 3282 3289 rBV5S 14767 30654 2.25% 0.334%
45 24.073 3522 3529 3537 rBvV2 38932 127873 9.38% 1.393%
46 24.131 3537 3539 3547 rVB 21764 38290 2.81% 0.417%
47 24.825 3649 3657 3668 rVB2 26856 83655 6.14% 0.911%
48 24.972 3674 3682 3692 rVB2 35875 99290 7.29% 1.082%
49 25.142 3700 3711 3720 rBV3 143103 421395 30.92% 4.590%
50 30.142 4551 4562 4563 rBV8 9563 23901 1.75% 0.260%
Sum of corrected areas: 9179972
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48556.D

Acqg On : 1 Apr 2021 23:11
Operator : CG/JU

Sample : M1886-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048556.D\data.ms
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Abundance TIC: BG048556.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48556.D

Acqg On : 1 Apr 2021 23:11
Operator : CG/JU

Sample : M1886-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.379 3.17 ng 55852  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 64
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 60
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 58
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 53
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 53
Abundance Scan 2560 (18.379 min): BG048556.D\data.ms (-2554) (-  m/z 192.10 100.00%
192.1
5000
431 73.0 ‘ A L,
165.1
98.9 128.9 226.9 256.( 1o 00 18.50
(o} m/z 191.10 50.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54763: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0
5000 /\ A : /\/\)\AAM N
1800 1850
165.0 m/z 189.00 26.41%
o270 630 980 1300 | I
‘\\H‘\H\‘HH‘H\\‘\\H‘\H\‘\\H‘HH‘\\ \‘HH‘\H\‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54751: Phenanthrene, 4-methyl-
192.0
18. 00 18 50
5000 m/z 73.00 24.83%
95.0 165.0
o 63.0 125.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54737: Anthracene, 9-methyl-
192.0 1800 1850
m/z 43.10 24.71%
5000
165.0
28.0 63\ 0 \\‘ 139 0 \‘ H‘H
Ol e et e b el e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48556.D

Acqg On : 1 Apr 2021 23:11
Operator : CG/JU

Sample : M1886-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 Anthracene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.426 2.97 ng 52242  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 81
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 81
4 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 74
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 74

Abundance Scan 2568 (18.426 min): BG048556.D\data.ms (-2564) (-  m/z 192.05 100.00%

192.1
5000 A
165.0 I
63.0 94.7 1850
132.8 266.¢
0 m/z 191. 54.75%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
192.0
5000 AL M‘ /\/\/\AAM al
1850
m/z 189.0 34.32%
96.0 1665.0 ‘
O‘\H\‘\\\6\%)\\()\\‘H\\\‘H‘\\H‘\\H‘\\\\‘\‘\\\‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #54730: 1H-Indene, 2-phenyl-
192.0
\A\ T T
165.0
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #54763: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0 1850
m/z 193.0 15.44%
5000
165.0
96.0 ‘ W
or70 630 90160 | N e WMELLTEY
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40121\
Data File : BGO48556.D

Acqg On : 1 Apr 2021 23:11
Operator : CG/JU

Sample : M1886-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.573 2.21 ng 38968 Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 53
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 50
3 1H-Pyrazole-4-carboxaldehyde, 1-... 190 C1OH7FN20 1000338-05-6 43
4 Cyclopenta[c]pyran-4-carboxylic ... 190 C11H1003 063785-74-0 37

5 Propanoic acid, 2-(2,4-dichlorop... 378 C15H10C1403 284488-02-4 32

Abundance Scan 2593 (18.573 min): BG048556.D\data.ms (-2588) (-  m/z 188.95 100.00%
1

88.9
5000
0 9ﬁ0 256 163.2 | 245.0 18.50
O bbb b et S m/z 190.00  98.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 MM’A M N "
94.0 18.50
' m/z 191.00 46.60%
oL3L0 630 I 137.0163.0 W
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\ \\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
[ e Lok, A‘MAr‘\M
18.50
5000 m/z 192.05 29.45%
94.0
163.0 W
) NSNS N A AN |
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 /\
Abundance #52828: 1H-Pyrazole-4-carboxaldehyde, 1-(4-fluoropheny e
190.0 18.50
m/z 187.00 20.78%
95.0
5000
134.0
57.0 | ‘ 161.0 ﬁ
P T 1 | li
o_H‘,H‘!ww‘w"1H,HH,HH‘HHW‘WM,W‘W ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40121\
Data File : BG@48556.D

Acqg On 1 Apr 2021 23:11

Operator : CG/JU

Sample : M1886-03

Misc

ALS vial : 13

Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST11.L
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 Concentration Rank 1

4 Benzo[e]pyrene

R.T. EstConc Area Relative to ISTD R.T.
24.825 3.97 ng 83655 Perylene-di2 25.142
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 74
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 72
3 Perylene 252 C20H12 000198-55-0 64
4 Benzo[a]pyrene 252 C20H12 000050-32-8 64
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 64

Abundance Scan 3657 (24.825 min): BG048556.D\data.ms (-3649) (- m/z 252.05 100.00%

252.1
5000
4\\;450 éde IK‘
206.9 . .
398 830 1252 :
b Rl L L 30395 049,95 28.90%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000 W h‘ I : AAMﬂK
24.50 25.00
m/z 253.10 22.47%
125.0
0890 830 , | 2000 . |
\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]lacephenanthrylene
252.0 W%w va
24.50 25.00
5000 ITI/Z 251.10 10.68%
126.0
om0l weo |
miz--> 50 100 150 200 250 300 350 Mﬂ m
Abundance #104213: Perylene JﬂMnﬂ“‘ ‘ ‘Aﬂ
252.0 24.50 25.00
m/z 206.90 8.96%
5000
126.0
0890 840 ‘H 16102000 |
R e B e e e e B — —r
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040121\
Data File : BGO48556.D

Acqg On : 1 Apr 2021 23:11
Operator : CG/JU

Sample : M1886-03

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@33021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1H-Cyclopropa[l... 18.379 3.2 ng 55852 4 17.498 352294 20.0
Anthracene, 2-m... 18.426 3.0 ng 52242 4 17.498 352294 20.0
4H-Cyclopenta[d... 18.573 2.2 ng 38968 4 17.498 352294 20.0
Benzo[e]pyrene 24.825 4.0 ng 83655 6 25.142 421395 20.0
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