LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BGO49868.D

Acqg On : 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS Vvial : 17 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-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49868.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.14e 12 17 33 rVB2 46476 105039 2.02% 0.330%
2 5.590 426 434 448 rVB 228321 390673 7.51% 1.227%
3 7.200 701 708 722 rBV 249932 455292 8.75% 1.430%
4 8.028 841 849 856 rBV 148131 261540 5.03% 0.822%
5 9.203 1041 1049 1060 rBV 166143 301848 5.80% 0.948%
6 10.854 1321 1330 1335 rBV 196827 364426 7.00%  1.145%
7 10.901 1335 1338 1347 rVB 51252 88786 1.71% 0.279%
8 12.510 1606 1612 1619 rBV 67128 107879 2.07% 0.339%
9 12.727 1642 1649 1657 rVB 58853 105535 2.03% 0.332%
10 13.303 1739 1747 1753 rVB 389389 612681 11.78% 1.925%
11 13.515 1777 1783 1789 rBV2 29692 55656 1.07% 0.175%
12 13.850 1833 1840 1848 rVB5 38593 102482 1.97% 0.322%
13 14.002 1858 1866 1871 rBV2 72784 138526 2.66%  0.435%
14 14.061 1871 1876 1880 rVB2 42162 66462 1.28% 0.209%
15 14.408 1926 1935 1949 rBV 91859 205336 3.95% 0.645%
16 14.684 1977 1982 1988 rVB 266556 432293 8.31% 1.358%
17 14.748 1988 1993 1999 rVB 158634 263576 5.07% 0.828%
18 15.083 2042 2050 2058 rVV 225331 353828 6.80% 1.111%
19 15.154 2058 2062 2069 rvv2 35773 57283 1.10% 0.180%
20 15.300 2080 2087 2092 rBV3 34564 71551  1.38% 0.225%
21 15.471 2109 2116 2120 rBV7 32837 68995  1.33% 217%

22 15.735 2155 2161 2172 rVB 330723 537423 10.33%
23 16.029 2206 2211 2216 rVB 89838 145626 2.80%
24 16.182 2231 2237 2244 rVB 387496 668043 12.84%
25 16.740 2325 2332 2337 rBv4 72525 134791 2.59%
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26 17.092 2388 2392 2399 rVB 93658 153790 2
27 17.169 2400 2405 2410 rBV2 59688 132373 2
28 17.257 2416 2420 2426 rVB 168539 252811 4.86%
29 17.445 2447 2452 2454 rBV 255734 399623 7
30 17.492 2454 2460 2466 rVB 2646881 4165676 80.07% 13.
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31 17.580 2470 2475 2480 rVB 556919 811445 15.60%
32 17.844 2517 2520 2524 rVB 107000 131780 2.53%
33 17.956 2536 2539 2542 rBV2 49008 56332 1.08%
34 18.320 2596 2601 2605 rBV 253002 412902 7.94%
35 18.373 2605 2610 2617 rVB 366231 561556 10.79%
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36 18.449 2619 2623 2628 rBV 150444 215788 4.15% 0.678%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BGO49868.D

Acqg On : 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS Vvial : 17 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-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 18.520 2629 2635 2639 rBV2 423961 799257 15.36%  2.511%
38 18.813 2681 2685 2689 rBV 207592 283154 5.44% 0.889%
39 18.860 2690 2693 2698 rVvB3 151617 196500 3.78% 0.617%

40 19.512 2797 2804 2809 rVB 3430979 5202624 100.00% 16.343%

41 19.871 2855 2865 2871 rVB2 2628000 4761684 91.52% 14.958%

42 20.047 2891 2895 29600 rVB2 529460 804713 15.47%  2.528%
43 20.452 2962 2964 2968 rVB 242327 251169 4.83% 0.789%
44 21.727 3175 3181 3187 rBV3 1267359 2678553 51.48%  8.414%
45 21.792 3188 3192 3202 rVB 1039886 1753162 33.70% 5.507%

46 24.905 3716 3722 3734 rVB 620995 1713687 32.94% 5.383%

Sum of corrected areas: 31834149
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG049868.D\data.ms

3500000
3000000
2500000
2000000
1500000
1000000

500000 ‘ co0 200
. : 10.854
RECD 8.028 9.203 105901 12520727
T 1T ‘ L ‘ T T 17T ‘ T T T 7T ‘ T 1T ‘ T T T ‘ L ‘ L ‘ T T T 7T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T T 7T ‘ T T 17T ‘ T 17T ‘ L ‘ T T 17T ‘ T T T ‘ 1 TT

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG049868.D\data.ms

19.512

3500000
19.871

3000000 17.492
2500000
2000000

1500000

1000000

5000007 13.303 4 6.?
ﬂs.snsmw@-glf?%‘ﬂf :

Time--> 13.00 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: BG049868.D\data.ms

3500000

3000000

2500000

2000000

1500000

24.905

1000000

500000

O\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.140 8.03 ng 105039 1,4-Dichlorobenzene-d4 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 64
3 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 23

4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 9

Abundance  Scan 17 (3.140 min): BG049868.D\data.ms (-12) (-) m/z 73.15 100.00%

73.2
5000
43.1
T
‘ ‘ ) 320  3.40
Oberrprrrelbb b b O R a2t m/z 43.15 33.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 e BB e e |
3.20 3.40

43.0
‘ ‘ ‘ m/z 87.25 27.01%
O\\\‘\u‘\\“‘1‘\11‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
e A
3.20 3.40
5000 41.0 ITI z 55.15 22.31%
0 1120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38412: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy — fAadahny
73.0 320 3.40

m/z 45.25 10.23%

5000
45.0
od80, | | 1030 1470 bayh o

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 2 Naphthalene, 2,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.850 4.74 ng 102482  Acenaphthene-die 14.684
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 93
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93

Abundance Scan 1840 (13.850 min): BG049868.D\data.ms (-1833) (- m/z 156.25 100.00%

156.3
5000 j\\
e L
39.1 584 77.2 95.3 ‘ 12‘8'2 H 13.50 14.00
ol 3L bl nz 141015 e2.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
13.50 14.00
m/z 155.25 25.48%
115.0
O\\\‘2\7\.0\\‘\5\]‘.\'0\“{\\73‘.‘0\\\\‘\\\‘\‘\‘1‘]\-3\ O ‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0 )\ /\ﬂ\
A
13.50 14.00
5000 ITI/Z 128.20 15.56%
77.0 128.0
41.0
S TR B N Y N |
miz--> 20 40 60 80 100 120 140 160
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0 13.50 14.00
m/z 115.10 14.63%
5000
6.0 115.0
P AU A RO . () W
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 Naphthalene, 2,7-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.002 6.41 ng 138526  Acenaphthene-die 14.684
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94

Abundance Scan 1866 (14.002 min): BG049868.D\data.ms (-1858) (- m/z 156.25 100.00%

156.3
5000
115.2
ANV NSALL

511 172 ‘ 139.3 14.00
) S i ”“‘ e JMLW m/z 141.25 98.25%
miz--> 20 40 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl- /M
156.0

5000
14.00

m/z 115.15 34.56%

77.0 115.0
51.0 139.0
27.0 98.0
O \\\‘\\\\‘\\\\’h ‘HH“\\\\‘\\\‘\‘\‘!‘\\“‘\\‘M‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0

14.00
5000 m/z 155.25 34.41%
77.0
0 “‘\““\‘5‘1‘\.9;“\‘\ 97011501340 U‘“\\\
miz-> 20 40 60 80 100 120 140 160 N fﬁ
Abundance #33129: Naphthalene, 2,3-dimethyl- ot Ll
141.0 14.00

m/z 128.15 21.48%

5000
115.0
76.0 ‘
51.0
ol 220 SP0 980 | gl :ﬂg 0

m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 4 Naphthalene, 1,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.061 3.07 ng 66462  Acenaphthene-die 14.684
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 90
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 87
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 87

Abundance Scan 1876 (14.061 min): BG049868.D\data.ms (-1871) (- m/z 156.15 100.00%

156.2
5000 f\\
128.1 /\H_HJ‘\‘
503  77.3 102.2 14.00
o M m/z 141.15  83.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
5000 A /\ T t \A T
14.00
115.0 m/z 155.20 30.31%
27.0 510 76.0
O+ T \‘i T \“ T \“\ T “H‘\ \HMJ‘ \‘\‘\9\7.|O\ T \‘1 T \“!‘]\-3\ 0 T
miz--> 20 40 60 80 100 120 140 160
Abundance #33144: Naphthalene, 2,7-dimethyl- /\\
156.0
A P A LI
14.00
5000 m/z 128.10 21.74%
77.0 128.0
27.0 510 102.0 ’
Yl O T . Y A,
m/z--> 20 40 60 80 100 120 140 160
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0 14.00
m/z 115.15 18.69%
5000
6.0 115.0
51.0 .
A4 B o 7Y = N

m/z--> 200 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.154 2.65 ng 57283  Acenaphthene-d10 14.684
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 91
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 90

Abundance Scan 2062 (15.154 min): BG049868.D\data.ms (-2058) (-  m/z 170.20 100.00%
170.2
caag M ‘ - b
15.00 15.50
219.3 .
(o} m/z 155.25 81.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0 j\A
5000 f\A i U
15.00 15.50
m/z 153.25 31.14%
115.0
0 \\\‘\\\\‘\5\]7\.9‘\\7\6}‘-“0‘1‘\‘\\‘H\‘i‘\!u““u ‘\M\HH‘\H\‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
IR, VEVNIE N
15.00 15.50
5000 m/z 169.15 24.34%
128.0
270 510 780 1020, | | | |
B A a At o L e S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45526: 4,6,8-Trimethylazulene gl NW\« £
170.0 15.00 15.50
m/z 171.25 21.52%
5000
115.0
b 20,550,700 LR il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.301 3.31 ng 71551  Acenaphthene-d10 14.684
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 91
3 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 91
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 90
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 74

Abundance Scan 2087 (15.300 min): BG049868.D\data.ms (-2080) (-  m/z 170.10 100.00%
170.1
5000
128.2 \ N
e v
391 840 ‘ 15.00 15.50
ol MWmJHWMmHMJhMWN ST ““§?%J]“§?$f m/z 155.15 95.24%
mlz--> 50 100 150 200 250 300 350
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
5000 “N ‘ .
15.00 15.50
m/z 171.25 32.04%
128.0
O\\?rg\(‘)\‘7\6“\“0f‘\‘\‘h\ ‘\‘ ‘m\“ \\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #45541: Naphthalene, 1,4,6-trimethyl- M m){\h
170.0 MW
1 M ﬂﬂ I
1500 1550
5000 m/z 128.15 26.84%
ol 39.0 84.0 1280 |
\\\\‘\\‘\h\‘\‘\\\‘\‘\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 M\M
Abundance #45543: 3-(2-Methyl-propenyl)-1H-indene —— ‘A‘ -
155.0 15.00 15.50
m/z 169.15 20.85%
5000
115.0
o 320 .
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 7 Naphthalene, 1,4,6-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.471 3.19 ng 68995  Acenaphthene-die 14.684
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 90
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 90
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 87
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 83

Abundance Scan 2116 (15.471 min): BG049868.D\data.ms (-2109) (-  m/z 170.25 100.00%

170.3
5000
1262 LA
63.3 95.2
207.4 283. 15.50
(o] m/z 155.25 91.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000 \ T
15.50
m/z 153.15 31.89%
115.0
[
O ’\\\\‘\\\\‘H\\“f”\\\‘\\\\‘\\\\‘\\ ‘f\\\’\\\\’HH’HH’HH’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0 MAAMﬂ&
oy Lty
15.50
5000 ITI/Z 128.15 25.31%
o 410 850 1239
P e e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 \
Abundance #45532: Naphthalene, 1,4,6-trimethyl- ‘ A : -
155.0 15.50

m/z 152.15  24.45%

5000
115.0
63.0 |
0! iR EI RS IR ER R L
miz--> 20 40 60 80 100120 140160180200220240260280 15.50

8270-BGO8O321.M Tue Aug 17 14:58:52 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 9H-Fluoren-3-o0l Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.029 6.74 ng 145626  Acenaphthene-die 14.684
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluoren-3-ol 182 C13H1e0 006344-67-8 90
2 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 90
3 Dibenzofuran, 4-methyl- 182 C13H1e0 007320-53-8 87
4 2,4,6-Cycloheptatrien-1-one, 2-p... 182 C13H100 014562-09-5 86
5 9H-Fluoren-9-ol 182 C13H1e0 001689-64-1 86

Abundance Scan 2211 (16.029 min): BG049868.D\data.ms (-2206) (-  m/z 182.25 100.00%

18p.3
5000
AN A~ S ‘
76.2 16.00
oL 392 i VL L2888 3004 ) 1g 15 es.20%
miz--> 50 100 150 200 250 300
Abundance #56929: 9H-Fluoren-3-ol
182.0
5000 — ‘
16.00
76.0 m/z 152.20 27.44%
O T 3\9\0“ \“ \“‘\‘ \‘ L H\ T ‘H \ T \‘ T ‘ T T T T ‘ T T T T ‘ T T T
miz-> 50 100 150 200 250 300
Abundance #56941: [1,1'-Biphenyl]-4-carboxaldehyde
181.0
b T ‘ T ‘
16.00
5000 m/Z 183.10 13.26%
76.0
126.0
miz-> 50 100 150 200 250 300
Abundance #56936: Dibenzofuran, 4-methyl-
182.0 16.00
m/z 76.15 9.21%
5000
390 6 ‘
ob “w‘w“m s el
m/z--> 50 100 150 200 250 300 16.00

8270-BGO8O321.M Tue Aug 17 14:58:53 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 O9H-Fluorene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.740 6.75 ng 134791  Phenanthrene-die 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 89
2 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 89
3 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 76
4 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 76
5 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 62

Abundance Scan 2332 (16.740 min): BG049868.D\data.ms (-2325) (-  m/z 165.15 100.00%

165.2
5000
1650  17.00
39.1 762 126 ‘ : :
(- ‘\\n‘m\‘\ I wmu‘m‘ H‘ J‘n h‘\ ‘u Ly ‘24‘24‘2‘76‘ ?{3‘()?] m/z 180.20  75.24%
miz--> 50 100 150 OO 250 300
Abundance #55052: 9H-Fluorene, 1-methyl-
165.0
5000 P ==
16.50 17.00
89.0 m/z 178.25 22.42%
O T T \E—)l‘ O\‘ \“‘\H‘\ \1\26\(?\ “‘ ‘ T hH T ’ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #55051: 9H-Fluorene, 3-methyl-
165.0
A/\A T ‘ T T ‘ T
16.50 17.00
5000 m/z 179.25 18.24%
39.0 0 h
. 126.
0““VH‘MJJ“‘§9 D S
m/z--> 50 100 150 200 250 300
Abundance #55057: 9H-Fluorene, 9-methyl- WAWM\‘ ‘ ——h
165.0 16.50 17.00
m/z 166.15 17.61%
5000
89.0
om0 ] ama LL gy TV
m/z--> 50 100 150 200 250 300 16.50 17.00

8270-BGO8O321.M Tue Aug 17 14:58:54 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 10 9H-Fluoren-9-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.092 7.70 ng 153790  Phenanthrene-die 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 95
2 9,10-Phenanthrenedione 208 C14H802 000084-11-7 78
3 Diphenic anhydride 224 C14H803 006050-13-1 78
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 72
5 9-Fluorenone-1-carboxylic acid 224 C14H803 001573-92-8 56
Abundance Scan 2392 (17.092 min): BG049868.D\data.ms (-2388) (-  m/z 180.15 100.00%
180.2
w M Jﬁ
76.2 1700 s
126.1 17.00
RS SN !M bl 2333 27181 3163 45 152,15 47.47%
miz-> 50 100 150 200 250 300
Abundance #55035: 9H-Fluoren-9-one
180.0
5000 o :
17.00
m/z 151.15 29.81%
miz--> 50 100 150 200 250 300
Abundance #85300: 9,10-Phenanthrenedione
180.0
T \
17.00
5000 m/z 150.15 18.70%
76.0 ‘
L ;e N L
miz--> 50 100 150 200 250 300
Abundance #104425: Diphenic anhydride — ‘
180.0 17.00
m/z 181.15 16.88%
5000
76.0
‘ 126.0 224.0
ol @y L L v
m/z--> 50 100 150 200 250 300 17.00

8270-BGO8O321.M Tue Aug 17 14:58:55 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 11 4-(4-Methylphenyl)benzaldehyde Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.169 6.62 ng 132373  Phenanthrene-die 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(4-Methylphenyl)benzaldehyde 196 C14H120 036393-42-7 80
2 3'-Methyl-[1,1'-biphenyl]-4-carb... 196 C14H120 400744-83-4 74
3 2-[2-Phenylethenyl]phenol 196 C14H120 042224-48-6 64
4 Methanone, (2-methylphenyl)phenyl- 196 C14H120 000131-58-8 59
5 Phenol, 4-(2-phenylethenyl)- 196 C14H120 003839-46-1 58

Abundance Scan 2405 (17.169 min): BG049868.D\data.ms (-2400) (-  m/z 195.25 100.00%

195.3
5000 J\
e ol
152.
97.2 F 17.00 17.50
B PPN N |23 3004 304 196.20  99.60%
mlz--> 50 100 150 200 250 300 350
Abundance #71687: 4-(4-Methylphenyl)benzaldehyde
196.0
152.0 Jk
5000 O N/W
17.00 17.50
m/z 165.20 23.02%
390 %30 Ll
O\\\‘\“\‘\m‘\m\”‘\\“‘\T‘i\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #71721: 3'-Methyl-[1,1' —blphenyl] -4-carbaldehyde
196.
— “
152.0 17.00 17.50
5000 ITI/Z 181.15 16.34%
00,920 |||
N IV PO N
miz--> 50 100 150 200 250 300 350
Abundance #71683: 2-[2-Phenylethenyl]phenol —— —
196.0 17.00 17.50
m/z 197.25 14.03%
5000
89.0
et td
ol bl LML il T
m/z--> 50 100 150 200 250 300 350 17.00 17.50

8270-BGO8O321.M Tue Aug 17 14:58:56 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 12 Dibenzothiophene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.257 12.65 ng 252811  Phenanthrene-die 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 94
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 93
3 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 93
4 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 91
5 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 87

Abundance Scan 2420 (17.257 min): BG049868.D\data.ms (-2416) (- m/z 184.15 100.00%
1

84.2
5000
—r— o
38.3 69 105213\9'2 | 2203 2813 170 17:99
o283 mif.d®2 Ll 2293 28138134 ./ 185.15  15.79%
miz--> 50 100 150 200 250 300
Abundance #58965: Dibenzothiophene
184.0
5000 b -
17.00 17.50
m/z 139.15 15.56%
920 139.0
51.0\ Il ‘ \“ " \‘\ \‘ H
O T T ‘ T T T T ‘ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #58972: Naphtho[2,1-b]thiophene
184.0
P -
17.00 17.50
5000 m/z 152.20  9.81%
139.0
BT T A I N R
miz--> 50 100 150 200 250 300
Abundance #58974: Naphtho[1,2-b]thiophene
184.0 17.00 17.50
m/z 183.15 6.44%
5000
139.0
ohs00 0 Ll e
m/z--> 50 100 150 200 250 300 17.00 17.50

8270-BGO8O321.M Tue Aug 17 14:58:56 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 13 Naphthalene, 1,8-di-1-propy... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.956 2.82 ng 56332  Phenanthrene-d10 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,8-di-1-propynyl- 204 C16H12 022360-77-6 62
2 2,3,4,6,8,9,10,11-0ctahydro-6-ox... 204 C12H16N20 026226-34-6 58
3 Pyrene, 4,5-dihydro- 204 C16H12 006628-98-4 53
4 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 53
5 1H-Indene, 1-(phenylmethylene)- 204 C16H12 005394-86-5 53

Abundance Scan 2539 (17.956 min): BG049868.D\data.ms (-2536) (-  m/z 203.25 100.00%

208.3
5000
101.1 1800
503 | 16‘3'3 | 255.3 299.4 378. 18.00
ok ‘uWNWWMWW%MWPMWN”Wwawwwcwuww‘u“ e m/z 204.25 95.50%
mlz--> 50 100 150 200 250 300 350
Abundance #80590: Naphthalene, 1,8-di-1-propynyl-
20p.0
5000 T
18.00
101.0 m/z 202.25 67.84%
62. 163.0
O' \\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #79809: 2,3,4,6,8,9,10,11-Octahydro-6-oxo-1H-pyrido(3,:
208.0
—
18.00
5000 m/Z 200.20 18.68%
28'0 19\2'0 1—6\\‘3\ il n‘ M
R B e o
miz--> 50 100 150 200 250 300 350
Abundance #80572: Pyrene, 4,5-dihydro- MM’V‘/‘W‘W‘ T
202.0 18.00
m/z 205.25 16.91%
5000 101.0 WWM&NMM&WAMVWMWMWMW
o w00 J s
m/z--> 50 100 150 200 250 300 350 18.00

8270-BGO8O321.M Tue Aug 17 14:58:57 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 14 Anthracene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.320 20.66 ng 412902  Phenanthrene-d10 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 2601 (18.320 min): BG049868.D\data.ms (-2596) (-  m/z 192.25 100.00%

192.3
5000
18‘00‘ ‘18‘50‘
39.1 96.2 139.3 : :
Ob e P 20843101 396/ 191,25 59.82%
mlz--> 50 100 150 200 250 300 350
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 = TR
18.00 18.50
m/z 189.25 29.49%
ol.390 %0 1300
\\\T‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #67030: Anthracene, 1-methyl-
192.0
= e
18.00 18.50
5000 m/z 193.25  16.36%
0 27.0 . 96\'0 139'9\“ I \L
e e O S B A
miz--> 50 100 150 200 250 300 350
Abundance #67035: Phenanthrene, 1-methyl- e T
192.0 18.00 18.50
m/z 190.25 15.37%
5000
ol 390 9601390] .
A B B s — S
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BGO8O321.M Tue Aug 17 14:58:58 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 15 1H-Cyclopropa[l]phenanthren... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.373  28.10 ng 561556 Phenanthrene-d10 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90

Abundance Scan 2610 (18.373 min): BG049868.D\data.ms (-2605) (-  m/z 192.25 100.00%

190.3
5000
1856 iSEd
94.7 139.3 ' :
ol 2bd L 2532 8051 363 /7 191.25  60.35%
m/z--> 50 100 150 200 250 300 350
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
5000 = T
18.00 18.50
m/z 189.15 30.54%
390 %0 1300 |
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\’\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #67035: Phenanthrene, 1-methyl-
192.0
= e
18.00 18.50
5000 m/z 193.25 18.87%
5300 960 1300 |
e e T I
miz--> 50 100 150 200 250 300 350
Abundance #67042: Phenanthrene, 4-methyl- i —
192.0 18.00 18.50
m/z 165.15 15.50%
5000
82.0
o | 1w0) |
I A e L S N H — —
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BGO8O321.M Tue Aug 17 14:58:59 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20

Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
: 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 16 1H-Indene, 2-phenyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.449 10.80 ng 215788  Phenanthrene-die 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 92
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91

Abundance Scan 2623 (18.449 min): BG049868.D\data.ms (-2619) (- m/z 192.20 100.00%
1

9p.2
5000
1850
95.2 .
41.1 139.2 ,
B N N i ““m “‘, 2004 8041 352 /) 191,25  48.26%
mlz--> 50 100 150 200 250 300 350
Abundance #67016: 1H-Indene, 2-phenyl-
192.0
5000 T
18.50
m/z 189.25 26.25%
630 1150455
O\\‘;‘\“‘\\\‘\“\\\‘\‘\‘”\\‘ L e
miz--> 50 100 150 200 250 300 350
Abundance #67021: Anthracene, 1-methyl-
192.0
e
18.50
5000 ITI/Z 165.25 17.37%
83.0
o390l s |
miz--> 50 100 150 200 250 300 350
Abundance #67032: Phenanthrene, 2-methyl- —
192.0 18.50
m/z 193.25 15.34%
5000
L 390 %0 1390 |
el e e R
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 17 4H-Cyclopenta[def]phenanthrene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.520 40.00 ng 799257  Phenanthrene-die 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 95
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 72
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 58
4 2,2"'-Bis(4,5-dimethylimidazole) 190 C1OH14N4 069286-06-2 42
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 2635 (18.520 min): BG049868.D\data.ms (-2629) (-  m/z 190.25 100.00%

19p.3
5000
T
50 94\'7 150 m 1850
ob bk 2992 Il 2413 3083 3620 ., 189 25  94.87%
mlz--> 50 100 150 200 250 300 350
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 SN :
18.50
95.0 m/z 192.25 31.05%
O \\4\\?7\ w\\w\“ 1370\ Al
LI ‘ T \ T T ‘ T T T ‘ L ’ L ‘ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
T
18.50
5000 m/z 191.25 30.39%
94.0
0 I —
miz--> 50 100 150 200 250 300 350
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- — ‘
190.0 18.50
m/z 187.15 19.44%
5000
95.0 134.0
oy
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 18 Naphthalene, 2-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.813 14.17 ng 283154  Phenanthrene-die 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 70
2 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 62
3 Naphthalene, 1-phenyl- 204 Cl6H12 000605-02-7 49
4 6-Cyanophenanthridine 204 C14H8N2 002176-28-5 49
5 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 47

Abundance Scan 2685 (18.813 min): BG049868.D\data.ms (-2681) (-  m/z 204.25 100.00%

204.3
5000
1850 1900
51.1 89.2 151.2 ' ‘
Ol g s b el 2651 3263 g 092,25 38.22%
miz--> 50 100 150 200 250 300 350
Abundance #80579: Naphthalene, 2-phenyl-
204.0
5000 T T
18.50 19.00
m/z 203.25  33.48%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,
204.0
— —
18.50 19.00
5000 m/z 205.25 18.76%
101.0
63.0
02‘7(0u P \1751“2:0\‘“\ ‘1 }M P
m/z--> 50 100 150 200 250 300 350
Abundance #80575: Naphthalene, 1-phenyl- — —
204.0 18.50 19.00
m/z 201.25 7.65%
5000
101.0
0210 63.0 | 150.0
S e B B B A L — ——
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49868.D

Acqg On ¢ 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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 19 9,10-Anthracenedione Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.860 9.83 ng 196500  Phenanthrene-die 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 98
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 90
3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 90
4 9,10-Phenanthrenedione 208 C14H802 000084-11-7 60
5 1,3-Benzenedicarboxaldehyde, 2,4... 180 C9H804 010209-57-1 55

Abundance Scan 2693 (18.860 min): BG049868.D\data.ms (-2690) (-  m/z 180.15 100.00%

180.2 ' '
5000 76.2
P ~
126.2 2453 . 18.50 19.00
0 i il by A 390135033966 0 955 15 95.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #85294: 9,10-Anthracenedione
152.0 | 208.0
5000 76.0 LN R
18.50 19.00
m/z 208.15 94.00%
02\7\.0\!‘\“\“‘”““\\“\\ T \‘H\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #55036: 9H-Fluoren-9-one
180.0
=4 —
18.50 19.00
5000 ITI/Z 151.25 48.95%
D7 7?0 1260
o?(? P
miz--> 50 100 150 200 250 300 350 400
Abundance #54969: Benzo[c]cinnoline I —
152.0 18.50 19.00
m/z 76.15 38.41%
5000
76.0
270 | | |
owmwu‘mm”‘WH_HWHWHW — e
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081621\
Data File : BGO49868.D

Acqg On : 17 Aug 2021 3:20
Operator : CG/JU

Sample : M3407-14 2X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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|
Butane, 2-metho... 3.140 8.0 ng 105039 1 8.034 261540 20.0
Naphthalene, 2,... 13.850 4.7 ng 102482 3 14.684 432293 20.0
Naphthalene, 2, 14.002 6.4 ng 138526 3 14.684 432293 20.0
Naphthalene, 1,... 14.061 3.1 ng 66462 3 14.684 432293 20.0
Naphthalene, 1,... 15.154 2.6 ng 57283 3 14.684 432293 20.0
Naphthalene, 2,... 15.301 3.3 ng 71551 3 14.684 432293 20.0
Naphthalene, 1,... 15.471 3.2 ng 68995 3 14.684 432293 20.0
9H-Fluoren-3-ol 16.029 6.7 ng 145626 3 14.684 432293 20.0
9H-Fluorene, 1-... 16.740 6.8 ng 134791 4 17.445 399623 20.0
9H-Fluoren-9-one 17.092 7.7 ng 153790 4 17.445 399623 20.0
4-(4-Methylphen... 17.169 6.6 ng 132373 4 17.445 399623 20.0
Dibenzothiophene 17.257 12.7 ng 252811 4 17.445 399623 20.0
Naphthalene, 1,... 17.956 2.8 ng 56332 4 17.445 399623 20.0
Anthracene, 2-m... 18.320 20.7 ng 412902 4 17.445 399623 20.0
1H-Cyclopropa[l... 18.373 28.1 ng 561556 4 17.445 399623 20.0
1H-Indene, 2-ph... 18.449 10.8 ng 215788 4 17.445 399623 20.0
4H-Cyclopenta[d... 18.520 40.0 ng 799257 4 17.445 399623 20.0
Naphthalene, 2-... 18.813 14.2 ng 283154 4 17.445 399623 20.0
9,10-Anthracene... 18.860 9.8 ng 196500 4 17.445 399623 20.0
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