LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55748.D

Acqg On : 22 Nov 2022 20:40
Operator : CG/JU

Sample : N5718-03

Misc :

ALS vial : 9 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55748.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.293 334 341 348 rBV 150002 230183 7.11% 1.134%
2 5.775 415 423 433 rBV 971262 1545114 47.70% 7.612%
3 7.391 690 698 709 rBV 954310 1661901 51.31% 8.188%
4 8.243 835 843 850 rBV 133991 225662 6.97% 1.112%
5 9.418 1034 1043 1054 rVB 552182 1013526 31.29% 4.993%

6 11.069 1315 1324 1333 rBV 197186 351862 10.86% 1
7 13.489 1728 1736 1744 rBV 1486866 2370057 73.17% 11.
8 14.864 1962 1970 1976 rBV 332597 520013 16.05% 2.562%
9 14.929 1976 1981 1988 rVB 68726 107973 3.33% ©
10 15.258 2028 2037 2044 rBV 38006 68911 2.13% ©

11 15.904 2138 2147 2155 rBV2 71514 120133 3.71% ©.592%
12 16.210 2192 2199 2206 rVB2 100180 164368 5.07% ©0.810%
13 16.351 2216 2223 2231 rBV 1330566 2096475 64.72% 10.329%
14 17.326 2385 2389 2393 rBV 29321 40639 1.25% 0.200%
15 17.426 2402 2406 2412 rVB2 26507 38482 1.19% ©.190%

16 17.608 2430 2437 2440 rBV 408876 633187 19.55%
17 17.649 2440 2444 2450 rVB 380966 556414 17.18%
18 17.737 2451 2459 2463 rBV 97465 164587 5.08%
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19 18.002 2501 2504 2512 rVB 25117 37032 1.14% 182%
20 18.466 2578 2583 2589 rBV2 296686 447839 13.83% 206%
21 18.525 2589 2593 2598 rVB 60557 102331 3.16% ©.504%
22 18.678 2613 2619 2623 rBvV3 97093 178271 5.50% ©0.878%
23 18.754 2629 2632 2640 rBV3 21225 40848 1.26% ©.201%
24 18.965 2664 2668 2672 rBV 37283 51656 1.59% 0.254%
25 19.007 2672 2675 2684 rVB2 29450 48134  1.49% 0.237%
26 19.377 2734 2738 2743 rBV3 53059 89644  2.77% 442%
27 19.524 2759 2763 2770 rBV2 31226 65190 2.01% 321%

28 19.647 2779 2784 2790 rVB 702534 986770 30.46%
29 19.723 2793 2797 2803 rBvV2 94061 160140  4.947%
30 19.976 2836 2840 2841 rBV2 87173 112494 3.47%
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31 20.005 2841 2845 2853 rVB 531637 797624 24.62%
32 20.193 2872 2877 2883 rVB 2495635 3239130 100.00% 15.
33 21.504 3097 3100 3105 rBv2 111376 169576 5.24%
34 21.903 3161 3168 3173 rBV2 423930 971451 29.99%
35 21.950 3174 3176 3183 rVB 196820 279301  8.62%
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36 25.311 3741 3748 3758 rVB2 219967 610328 18.84%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55748.D

Acqg On : 22 Nov 2022 20:40
Operator : CG/JU

Sample : N5718-03

Misc

ALS vial : 9 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 20297246
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55748.D

Acq On : 22 Nov 2022 20:40
Operator : CG/JU

Sample : N5718-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055748.D\data.ms
2500000

2000000
1500000

1000000 5.775 7.391

9.418
500000

OL*\HH\HHMH*\HH\HH!HH\HH\HHMH‘\HH\HH\HH\HH\HH\HH\HH\HH\HH!HH

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
Abundance TIC: BG055748.D\data.ms

2500000

5.293 8.243 11.069

20.193

2000000

13.489
1500000 16.351

1000000
21.903

211950
21.504
500000 14.864 W .
AN A

1‘%9&%.258 15-?%}&&32& 13 002 181

O e A 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: BG055748.D\data.ms

2500000

2000000
1500000
1000000
500000 25.311

”“f\“'”\~uJ\~»VfW#VV‘A<AAVAJNN\ﬁ(\ﬁ\A‘\\"A~A_hka\vﬂNh__-\~MNf\\_*fNﬁ4N/\V#w~ﬁ¥~¢\wﬁ~J\¥~_w~rw\_‘MNM‘ﬂkvk*‘wﬁ\M#

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55748.D

Acq On : 22 Nov 2022 20:40
Operator : CG/JU

Sample : N5718-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.293 20.40 ng 230183 1,4-Dichlorobenzene-d4 8.243

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
Abundance Scan 341 (5.293 min): BG055748.D\data.ms (-334) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
5.00 5.20 5.40 5.60
bl w0 ;
- m/z 59.00 53.60%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LB L L L B LA L
5.00 5.20 5.40 5.60
101.0 m/z 101.00  17.40%
270 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
A RAREE L e
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 13.91%
H ‘ 87.0
om‘zﬁ‘iHHH“U‘;‘“uW‘Hu_mw”,”
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.11%
5000 41.0
b L 120010
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55748.D

Acq On : 22 Nov 2022 20:40
Operator : CG/JU

Sample : N5718-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.210 6.32 ng 164368  Acenaphthene-di0 14.864
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12HSNO 014548-46-0 50
3 Benzoylformic acid 150 C8H603 000611-73-4 49
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47
Abundance Scan 2199 (16.210 min): BG055748.D\data.ms (-2192) (- | m/z 105.00 100.00%
105.0
77.0 182.0
5000
51.0
—— —
16.00 16.50
152.0
O b bt 1 1280 TR L2089 p, 76,95 66.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
.0 182.0
5000 s oo
16.00 16.50
510 m/z 182.00  64.18%
270 | 1501520 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57931: Phenyl 4-pyridyl ketone
105.0 j\
e =l
77.0 183.0 16.00 16.50
5000 51.0 m/z 51.00  30.64%
0 ‘\ H\‘ ‘ 127.0 154.0 .
A I Lo e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28215: Benzoylformic acid Py A ‘
105.0 16.00 16.50
77.0 m/z 181.00  18.04%
5000
51.0
0 270 T ‘ Ll | 150.0 /\ A
B L A B L e R e s
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55748.D

Acq On : 22 Nov 2022 20:40
Operator : CG/JU

Sample : N5718-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.466 14.15 ng 447839  Phenanthrene-d10 17.608
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2583 (18.466 min): BG055748.D\data.ms (-2578) (- | m/z 73.00 100.00%
43.0 (73.0
5000 129.0
213.1 NASS
‘ 1711 256.1 18.50
0~ ‘hd‘ m/z 43.05 97.08%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 T
129.0 18.50
213.0 m/z 60.00 94.87%
ik, 1]
[o P ‘\\ ‘H Il M\‘ w“\‘\‘\‘\hh“\ \M el H‘w\ ‘ “‘ “‘ “‘u\‘ . h‘ — “ ——
miz—-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
=
18.50
5000 129.0 m/z 57.10 78.21%
‘ 199.0 2420
0L— ‘\‘ m ‘H‘M H\‘HM\‘\‘ Hhu\ ;‘M‘\ : u} “‘ ‘l‘sﬂ‘q‘ . “ e “\ o
miz--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid T
2
430 730 18.50
m/z 55.00 77.09%
5000 129.0
171.0
Ll L L e
0l— ‘\‘ ‘} \‘ ‘H‘d MH“H“‘”‘H\“ {‘H\‘h} ‘\ ‘m\‘ I “‘ ‘ “ : e —
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55748.D

Acq On : 22 Nov 2022 20:40
Operator : CG/JU

Sample : N5718-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 1H-Cyclopropa[l]phenanthren... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.525 3.23 ng 102331  Phenanthrene-die 17.608
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93

Abundance Scan 2593 (18.525 min): BG055748.D\data.ms (-2589) (- | m/z 192.00 100.00%

199.0
5000
1850 |
82.4 .
163.0
o,‘Hf%?mHw_ﬁz‘?%w‘%HWHW‘%‘2‘1‘1%”“_??9"‘ m/z 191.00  55.86%

m/z--> 20 40 60 80 100120140160180200 220240260280

Abundance #67054: 1H- Cyclopropa[l]phenanthrene 1a,9b-dihydro-
2.0

%

5000
18.50

m/z 189.00  31.28%

270 630 960 1550 163.0 H

O’\\\\‘\\\\‘\\\\‘\\\“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl-
192.0
T
18.50
5000 ITI/Z 190.00 15.77%
o270 630 960 12360 1630 |
P e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67038: Phenanthrene, 2-methyl- P
192.0 18.50
m/z 193.00 15.53%
5000

0270 630 96.0 1960 1630 |
P e A e e

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\BG112222\
Data File : BG@55748.D

Acq On : 22 Nov 2022 20:40
Operator : CG/JU

Sample : N5718-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.677 5.63 ng 178271  Phenanthrene-di10 17.608
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 91
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 72
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 2619 (18.677 min): BG055748.D\data.ms (-2613) (- | m/z 190.00 100.00%

190.0
5000
94.5

=
162.9 18 50 19.00

63.0 137.0 . Y
O prereprrrmpri et e e b o0 | m/z 189.00  99.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 A —
18.50 19.00
95.0 m/z 191.00 22.99%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
18 50 19 00
5000 ITI z 94.50 22.50%

o

94.0
163.0 m
T T T T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

| |
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde
39.0 190.0 18 50 19 00

m/z 187.00  19.52%

91.0
5000 65.0 133.0 161.0
0 /V\ A wAn

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50 19.00

8270-BG111622.M Wed Nov 23 13:00:15 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55748.D

Acq On : 22 Nov 2022 20:40
Operator : CG/JU

Sample : N5718-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 9,10-Dimethylanthracene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.377 2.83 ng 89644  Phenanthrene-d1e0 17.608
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 95
2 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 93
3 di-p-Tolylacetylene 206 CleH14 002789-88-0 90
4 Naphthalene, 1,2-dihydro-1-phenyl- 206 Cl6H14 016606-46-5 89
5 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 86

Abundance Scan 2738 (19.377 min): BG055748.D\data.ms (-2734) (- | m/z 206.10 100.00%
570 20p.1

=

5000
e — Y
19.00 19.50
0! m/z 57.00 85.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000

“ T
19.00 19.50
m/z 43.05 72.60%

150 510 890 1270 1650

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
P P
19.00 19.50
5000 ITI/Z 71.05 51.82%

5

0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82924: di-p-Tolylacetylene “ T
206.0 19.00 19.50
m/z 191.00  38.69%
5000

F

102.0
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55748.D

Acq On : 22 Nov 2022 20:40

Operator : CG/JU

Sample : N5718-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Cyclopenta(def)phenanthrenone Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
19.524 2.06 ng 65190  Phenanthrene-d10 17.608
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 93
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 64
3 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-o0l 204 C11H12N202 1000278-26-8 53
4 Tetracyano-p-quinodimethane 204 C12H4N4 001518-16-7 43
5 4-Methyl-6,7-methylenedioxycoumarin 204 C11H804 015071-04-2 42

Abundance Scan 2763 (19.524 min): BG055748.D\data.ms (-2759) (- | m/z 204.00 100.00%

204.0
5000
175.1 To'en ‘
19.50
57.1 123, |
0 _m_HmML_‘luw,“uuuww,mWHJ_M‘ph‘“““2‘,4‘7:%%‘731‘1\w m/z 175.95  44.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 e :
19.50
88.0 m/z 205.00  18.85%
1220 | 170 ‘
O‘\H\‘HH‘H\‘\‘\‘\\\"‘\\H‘HH’H“H‘HH“HH‘ \H‘HH’HH‘HH’HH‘

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine
204.0

é

19.50
5000 m/z 175.05 15.11%

520 940 1350 17% I

—

0‘HHMAW‘HWHLNWMMNMMH_HW‘HW‘H_HW‘HWHH“HW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #79512: 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-ol g

204.0 19.50
m/z 88.00 13.92%
5000 119.0
175.0
89.0 ‘

o"mw‘w"W‘L‘,"me,u“wm‘_w‘m_m,w_m,w —A

m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55748.D

Acq On : 22 Nov 2022 20:40
Operator : CG/JU

Sample : N5718-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.723 5.06 ng 160140  Phenanthrene-di10 17.608
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 68
3 Undecanoic acid 186 C11H2202 000112-37-8 55
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 50
Abundance Scan 2797 (19.723 min): BG055748.D\data.ms (-2793) (- | m/z 43.05 100.00%
43.0
s JVJLWMJMNAMwUﬁﬁVjAN
83.0 128.9 241.2
—— —
‘ 19.50 20.00
Oyl m/z 73.00 98.00%
miz--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
5000{ 410 284.0 e I
1850  241.0 19.50 20.00
m/z 59.95 86.28%
ok ‘\“‘ ’\\‘H ”! y HM ‘mM u‘\‘ “\‘ “\ e “ - ‘\L‘ ‘\ ‘\‘ . “‘ —
miz—-> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
A T ‘ T T ‘ T
45,0 19.50 20.00
5000 129.0 m/z 57.05  75.06%
185.0
228.0
AT ¥ VP P O
miz--> 50 100 150 200 250 300
Abundance #60690: Undecanoic acid 7 —
60.0 19.50 20.00
m/z 55.00 69.92%
5000
27.0 129.0
o | o
Y 1 it — —
m/z--> 50 100 150 200 250 300 19.50 20.00

8270-BG111622.M Wed Nov 23 13:00:32 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55748.D

Acq On : 22 Nov 2022 20:40
Operator : CG/JU

Sample : N5718-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.504 3.49 ng 169576  Chrysene-d12 21.903
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 84
2 Cetene 224 C16H32 000629-73-2 62
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 60
4 1-Heneicosanol 312 C21H440 015594-90-8 59
5 1-Hexacosene 364 C26H52 018835-33-1 59
Abundance Scan 3100 (21.504 min): BG055748.D\data.ms (-3097) (- | m/z 57.10 100.00%
57.1
228.0
5000
s
40.1 :
0 \H“ “h JH H‘h “ lhy ) w\ " ?? ‘1\“ \‘H - ‘2“8‘9‘1 ‘3‘3‘0‘2 . m/z 43.00 89.29%
m/z--> 50 100 150 200 250 300 350
Abundance #104594: Cyclohexadecane
558.0
5000 ——
21.50
m/z 228.00 77.68%
39.0 224.0
O\L\L“\\\‘\‘\\‘\h H\\\\Q‘\\‘\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #104588: Cetene
43.0
e ‘
83.0 21.50
5000 ITI/Z 55.00 77 .63%
5.0 224.0
oL Ll 800 200
m/z--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)- — |
55.0 21.50
m/z 83.00 74.43%
5000 97.0
L \\H | 1 90 1820 2230 2800
““‘ A ——
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BGO55748.D

Acqg On : 22 Nov 2022 20:40
Operator : CG/JU

Sample : N5718-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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|
2-Pentanone, 4-... 5.293 20.4 ng 230183 1  8.243 225662 20.0
Benzophenone 16.210 6.3 ng 164368 3 14.864 520013 20.0
n-Hexadecanoic ... 18.466 14.2 ng 447839 4 17.608 633187 20.0
1H-Cyclopropa[l... 18.525 3.2 ng 102331 4 17.608 633187 20.0
4H-Cyclopenta[d... 18.677 5.6 ng 178271 4 17.608 633187 20.0
9,10-Dimethylan... 19.377 2.8 ng 89644 4 17.608 633187 20.0
Cyclopenta(def)... 19.524 2.1 ng 65190 4 17.608 633187 20.0
Octadecanoic acid 19.723 5.1 ng 160140 4 17.608 633187 20.0
Cyclohexadecane 21.504 3.5 ng 169576 5 21.903 971451 20.0
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