LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41621\
Data File : BM@29520.D

Acqg On : 16 Apr 2021 14:04
Operator : CG/JU

Sample : M1947-02

Misc :

ALS vial : 7 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 M\Methods\8270-BM040121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29520.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.922 3 6 22 rVB 700951 880726 22.19%  1.991%
2 5.269 399 405 422 rBV 1492279 2117103 53.34% 4.787%
3 6.845 666 673 689 rBV 1438435 2301942 58.00% 5.205%
4 7.669 807 813 820 rBV 364137 583771 14.71% 1.320%
5 8.822 998 1009 1019 rBV 882040 1478004 37.24%  3.342%

6 10.451 1279 1286 1292 rBV 453794 756206 19.05% 1
7 12.933 1700 1708 1714 rBV 1888609 2785854 70.19% 6
8 13.768 1842 1850 1860 rVB 123086 183695 4.63% 0.415%
9 14.027 1889 1894 1901 rBV 88639 151924 3.83% ©
10 14.310 1935 1942 1948 rBV2 613504 903855 22.77% 2

11 15.798 2188 2195 2203 rBV 1501227 2126574 53.58%
12 16.786 2358 2363 2368 rBV2 22279 41574 1.05%
13 17.051 2403 2408 2412 rBV 691741 1007701 25.39%
14 17.098 2412 2416 2421 rVV 330995 477168 12.02%

ORr NGO D
N
N
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B

15 17.186 2423 2431 2437 rVV 218934 323043  8.14% 730%
16 17.574 2492 2497 2504 rVB3 31552 44661 1.13% 101%
17 17.927 2552 2557 2558 rBV 64318 72132 1.82% 163%

18 17.956 2558 2562 2572 rVV2 254315 508073 12.80%

OCO0ORrOoO0
=
i
e
R

19 18.056 2574 2579 2583 rVWVW 61298 103553 2.61% 234%
20 18.121 2584 2590 2594 rVV2 144086 263825 6.65% 597%
21 18.156 2594 2596 2603 rVB 53354 67729 1.71% ©.153%
22 18.433 2638 2643 2647 rBV 75271 102662 2.59% 0.232%
23 18.845 2709 2713 2718 rBV3 53002 97074  2.45% 0.219%
24 18.986 2733 2737 2746 rVB 81887 131757 3.32% ©.298%
25 19.115 2752 2759 2766 rBV 1882715 2564241 64.61% 5.798%
26 19.262 2777 2784 2788 rBV2 179806 326327 8.22% 0.738%
27 19.356 2794 2800 2803 rBV 59462 91589 2.31% ©0.207%
28 19.445 2810 2815 2816 rBV 227469 280694 7.07% ©0.635%
29 19.474 2816 2820 2828 rVV 1965965 2623286 66.10% 5.931%
30 19.550 2828 2833 2839 rVB3 68075 120841 3.04% 0.273%
31 19.686 2846 2856 2860 rBV 3165609 3968826 100.00%  8.974%
32 19.797 2870 2875 2882 rBV4 98544 239475 6.03% 0.541%
33 19.933 2893 2898 2900 rBV3 85684 134886 3.40% ©.305%
34 19.968 2901 2904 2909 rVB 186169 265845 6.70% 0.601%
35 20.068 2917 2921 2925 rBV2 116538 146170 3.68% ©.330%

36 20.127 2925 2931 2936 rVV3 151522 252026 6.35% ©.570%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41621\
Data File : BM@29520.D

Acqg On : 16 Apr 2021 14:04
Operator : CG/JU

Sample : M1947-02

Misc :

ALS vial : 7 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 M\Methods\8270-BM040121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.209 2942 2945 2951 rBV3 27175 58628 1.48% 0.133%
38 20.268 2951 2955 2959 rBV 87922 109707 2.76%  0.248%
39 20.315 2959 2963 2967 rVv2 85058 117015 2.95% 0.265%
40 20.380 2970 2974 2979 rVB 247474 269889 6.80% 0.610%
41 20.715 3027 3031 3038 rVB2 91963 140520 3.54% 0.318%
42 20.880 3054 3059 3062 rBV3 106584 164013 4.13% 0.371%
43 20.921 3062 3066 3068 rVV 121456 139435 3.51% 0.315%
44 20.956 3068 3072 3077 rVV2 493601 634882 16.00% 1.436%
45 21.221 3112 3117 3122 rBV2 1488544 2862455 72.12% 6.472%
46 21.268 3122 3125 3133 rVB 878335 1148502 28.94% 2.597%
47 21.386 3142 3145 3150 rBV2 147170 229633 5.79% 0.519%
48 21.433 3150 3153 3157 rVV 108283 136077 3.43% 0.308%
49 21.544 3167 3172 3177 rBV2 105336 199880 5.04% 0.452%
50 21.774 3209 3211 3216 rVB 146153 171765 4.33% 0.388%
51 21.827 3217 3220 3227 rVB 112431 161265 4.06% 0.365%
52 22.780 3376 3382 3387 rBV 930517 2104573 53.03% 4.759%
53 22.950 3406 3411 3417 rVB 204392 335274 8.45% 0.758%
54 23.250 3457 3462 3471 rVB 573130 1083611 27.30% 2.450%
55 23.344 3472 3478 3485 rVV 1003215 1737802 43.79%  3.929%
56 23.438 3488 3494 3499 rVV2 601889 1229380 30.98% 2.780%
57 23.485 3499 3502 3511 rVB 291085 538899 13.58% 1.218%
58 25.656 3863 3871 3882 rVB2 450632 1210075 30.49% 2.736%
59 26.332 3980 3986 3997 rVB 336286 919087 23.16% 2.078%

Sum of corrected areas: 44227179
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Apr 2021 14:04
: CG/JU
: M1947-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041621\
BM029520.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Time-->
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TIC: BM029520.D\data.ms

5.269 6.845

8.822
D22
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7.669
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TIC: BM029520.D\data.ms
19.686

12.933 19.11&9474

15.798
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13.768 027

0

Time-->

Abundance
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12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BM029520.D\data.ms

21.221

23.344

22.780
23294138 25.656
485 ' 26.332
.950
84 7§§7 /LV\LVW

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41621\
Data File : BM@29520.D

Acqg On : 16 Apr 2021 14:04
Operator : CG/JU

Sample : M1947-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.922 30.17 ng 880726 1,4-Dichlorobenzene-d4 7.675

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 6 (2.922 min): BM029520.D\data.ms (-3) (-) m/z 73.10 100.00%

3.1
5000 43.1 /\
L EARREREEESEE LS
‘ ‘ ‘ 3.003.103.203.30
Ol ek by 881 13490 2072 h., 430 43.21%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L R R R R
43.0 3.003.103.203.30
' m/z 55.10  25.47%
O
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
SR
41.0 3.003.103.203.30
5000 m/z 87.10 24.53%
15.0 97.0
0! R U
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1995: Silane, tetramethyl- R ARARmREEREEEES
73.0 3.003.103.203.30
m/z 41.10 14.37%
5000
43.0
15.0 ‘ H ‘
ot e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.003.103.203.30
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41621\
Data File : BM@29520.D

Acqg On : 16 Apr 2021 14:04
Operator : CG/JU

Sample : M1947-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.956 10.08 ng 508073  Phenanthrene-d10 17.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 78

Abundance Scan 2562 (17.956 min): BM029520.D\data.ms (-2558) (-  m/z 43.10 100.00%

5000 L
129.0 2195 e
1711 ‘ " 2561 18.00
0 JHM cdl b LT 8020 7365 92.99%
m/z--> 150 200 250 300
Abundance #107549.n-Hexadecanok:add
5000 129.0 U
18.00
97.0 1710 213.0 256.0 m/z 60.05 84.38%
[o) S ‘M h\ Hu \\‘H\ u‘\ il ‘ ‘ ‘ - \‘ “‘ S | I -
m/z--> 50 100 150 200 250 300
Abundance #72643: Tridecanoic acid
73.0
4 T ‘ T
18.00
5000 129.0 ITI/Z 41.05 83.05%
171.0
\ i)
0 ‘\ UH H‘ ‘H‘\ ‘\H \} “ ‘\“ L “‘ ‘ “‘ — T
m/z--> 100 150 200 250 300
Abundance #95851: Pentadecanoic acid 7
73.0 18.00
m/z 55.10 72.74%
5000 129.0
‘ 199.0 2420
ok ‘L‘ H um“ uh\‘\‘ M‘u; “‘ ‘]{61‘-0{“ ‘i L ““ —— -
mlz--> 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41621\
Data File : BM@29520.D

Acqg On : 16 Apr 2021 14:04
Operator : CG/JU

Sample : M1947-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.056 2.06 ng 103553  Phenanthrene-die 17.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 95
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94

Abundance Scan 2579 (18.056 min): BM029520.D\data.ms (-2574) (-  m/z 192.05 100.00%

192.1
5000
165.1
82.5
510 |, 11501391 | 16,00
O pbet el o bbbl m/z 191,05 55.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
5000
1800
165.0 m/z 189.10  26.81%
o390 630 960 1390 | w
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
s T
18.00
5000 165.05  17.51%
165.0
0 39.0 630 | M 11501390 h‘ Tl
I e e o e B IR
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54730: 1H-Indene, 2-phenyl-
192.0 1800
m/z 193.05 15.60%
5000
165.0
. 630 890 11501300 | w .
R R o R COT
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00

8270-BM@40121.M Mon Apr 19 06:52:44 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41621\
Data File : BM@29520.D

Acqg On : 16 Apr 2021 14:04

Operator : CG/JU

Sample : M1947-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 4H-Cyclopenta[def]phenanthrene Conce

R.T. EstConc Area Relative to IS
18.121 5.24 ng 263825  Phenanthrene-die
Hit# of 5 Tentative ID MW MolForm

H-Cyclopenta[def]phenanthrene 190 C15H10
H-Cyclobuta[jk]phenanthrene 190 C15H10
,2'-Bis(4,5-dimethylimidazole) 190 C1OH14N4
-Isothiazolecarbonitrile, 5-chl... 190 C5H3CIN2S2
arbonic acid, butyl 2-formyl-4,... 290 C12H12C1l20

uih wNnR
oM D

Abundance Scan 2590 (18.121 min): BM029520.D\data.ms (-2584) (-
190.1

BM040121.M
ION

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

ntration Rank 5

D R.T.

000203-64-5 87
083469-43-6 50
069286-06-2 28
054798-93-5 12
4 1000331-42-2 10

m/z 190.10 100.00%

|

1800 1850
m/z 189.05 96.35%

J

18.00 18.50
m/z 192.10 37.99%

I

1800 1850
m/z 191.05 33.02%

I

1800 1850
m/z 94.60 27.45%

5000
94.6
e e e el FR TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000
94.0
o 39.0 630 | 137.0 163.0 M
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
5000
94.0
163.0
o"""H""Wm,"“‘_""‘m_m,‘mwmuww
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189.0
5000
42.0 122.0
o180 | 680 50 1480 |

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41621\
Data File : BM@29520.D

Acqg On : 16 Apr 2021 14:04
Operator : CG/JU

Sample : M1947-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6-Phenylbenzocyclohepten-7-one Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.433 2.04 ng 102662  Phenanthrene-die 17.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Phenylbenzocyclohepten-7-one 232 C17H120 093327-56-1 90
2 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 89
3 5,16[1',2']:8,13[1"'"',2"']-Dibenz... 408 C32H24 005672-97-9 83
4 9,10-di(Chloromethyl)anthracene 274 Cl6H12C12 010387-13-0 78
5 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 70

Abundance Scan 2643 (18.433 min): BM029520.D\data.ms (-2638) (-  m/z 204.05 100.00%

204.1
5000
1011 i e
50.1 152.0 267.0 18.50
0Lt o e M/ 202,10 40.94%
miz--> 50 100 150 200 250 300 350 400
Abundance #87775: 6-Phenylbenzocyclohepten-7-one
204.0
5000 \ﬂ\ T ] T /\\/\/\\//\‘\/\
18.50
m/z 203.10 32.91%
101.0
51.0 “ 150.0 ‘ ‘
[ i‘\‘\“h\‘“\ V\‘\h\\i”\”\‘\‘\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #64614: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,
204.0 Amwﬂﬁ
s AV annJY
18.50
5000 m/z 205.05 14.76%
101.0
510 | \ 152.0 | |
O R e e T o I
miz--> 50 100 150 200 250 300 350 400 /\
Abundance #215197: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzola,g]cy b Mol e
204.0 18.50
m/z 101.10 14.50%
5000
0390 1010 1500 3130 408/
B L B e e e
m/z--> 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41621\
Data File : BM@29520.D

Acqg On : 16 Apr 2021 14:04
Operator : CG/JU

Sample : M1947-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Cyclopenta(def)phenanthrenone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.986 2.62 ng 131757  Phenanthrene-die 17.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 87
2 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 52
3 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-o0l 204 C11H12N202 1000278-26-8 50
4 Pyrene, 4,5-dihydro- 204 C1l6H12 006628-98-4 46
5 N-(4-Chloro-phenyl)-2-(3,4-dihyd... 330 C17H15C1N20S 1000296-34-3 40

Abundance Scan 2737 (18.986 min): BM029520.D\data.ms (-2733) (-  m/z 204.05 100.00%

204.1
5000
88.0 150.0 . T
9 ldun o L 3020 355 o5
Ol bl g b b il SEEE P90 m/z 176,05 42.26%
m/z--> 50 100 150 200 250 300 350
Abundance #64588: Cyclopenta(def)phenanthrenone
204.0
5000 T
19.00
88.0 m/z 206.10  19.45%
150.0
O\\\‘\\“\‘\“\\\\‘L\\H‘\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #64248: [1,1'-Biphenyl]-4,4'-dicarbonitrile
204.0
b
19.00
5000 ITI/Z 205.10 17.85%
0,390 750 11301810, |
T e e e R e
miz--> 50 100 150 200 250 300 350 i
Abundance #63842: 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-ol VW? ‘ ——
204.0 19.00
m/z 88.00 17.08%
5000 119.0
65.0 60.
o‘wum‘:“w‘lwﬁ‘H“‘HH‘HH_HW
m/z--> 50 100 150 200 250 300 350 19.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

TIC Integration Parameters:

BM029520.D

: 16 Apr 2021 14:04
: CG/JU

: M1947-02

: 7 Sample Multiplier: 1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041621\

hod : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry ¢ 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 Numb

Concentration Rank 8

19.262

Hit# of

er 7 Benzene, 1,1'-(1,3-butadiyn...
EstConc Area
2.28 ng 326327

5 Tentative ID

1 Fluora
2 Pyrene
3 Benzen
4 1-Leuc
5 1-Leuc

nthene

e, 1,1'-(1,3-butadiyne-1,4...
ine, N-methyl-N-(2-methoxy...
ine, N-methyl-N-(2-methoxy...

Relative to ISTD R.T.
Chrysene-d12 21.233

MW MolForm CASH# Qual
202 C16H10 000206-44-0 98
202 CléH1e 000129-00-0 89
202 CléH1e 000886-66-8 81
499 C29H57NO5 1000328-55-2 47
471 C27H53NO5 1000328-55-0 47

Abundance Scan 2784 (19.262 min): BM029520.D\data.ms (-2777) (-

m/z 202.10 100.00%

202.1
5000
101.0 igbd i9%d
63.0 1500 ‘ ' '
L I I o w\‘ 242 2843 n 7 200.05  21.77%
miz--> 50 100 150 200 250 300
Abundance #62828: Fluoranthene
202.0
5000 — A
19.00 19.50
101.0 m/z 203.05 16.85%
0270 630 | 1500
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 #62824: Pyrene
202.0
—r—h .
19.00 19.50
5000 ITI/Z 201.10 15.55%
101.0
028.0 630 “ 1500 |
— — ey
miz--> 50 100 150 200 250 300
Abundance  #62829: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- — 1
202.0 19.00 19.50
m/z 101.00 11.81%
5000
101.0
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41621\
Data File : BM@29520.D

Acqg On : 16 Apr 2021 14:04
Operator : CG/JU

Sample : M1947-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown20.956 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.956 4.44 ng 634882 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 45
2 Cetene 224 C16H32 000629-73-2 43
3 n-Heptadecanol-1 256 C17H360 001454-85-9 42
4 Benzo[ghi]fluoranthene 226 C18H1e 000203-12-3 41
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 38

Abundance Scan 3072 (20.956 min): BM029520.D\data.ms (-3068) (-  m/z 226.10 100.00%

226.1
43.0
5000 83.1 JJ&

———
25.1 21.00
ol d. | Jm Ao 239 Jm 28l 3431 7 43.05  63.86%
mi/z--> 50 100 150 200 250 300 350
Abundance #81249: 7-Hexadecene, (Z)-
55.0
5000 LA
7.0 21.00
m/z 57.10 59.14%
O T \“\ ‘ “‘\ h\‘ }“ \1-\49‘0\1\8\1“\0‘ 2\2\‘4.\.0\ ‘ L ‘ L ‘ T
mi/z--> 50 100 150 200 250 300 350
Abundance #81241: Cetene
43.0
—
83.0 21.00
5000 m/z 55.10 57.61%
25.0 224.0
o L R0 2200
m/z--> 50 100 150 200 250 300 350
Abundance #107662: n-Heptadecanol-1 T
55.0 21.00
97.0 m/z 83.10 47.47%
39.0
pso [ LI 190 200 .
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41621\
Data File : BM@29520.D

Acqg On : 16 Apr 2021 14:04
Operator : CG/JU

Sample : M1947-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.950 5.45 ng 335274 Perylene-di2 23.438
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 98
2 Benzo[e]pyrene 252 C20H12 000192-97-2 96
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
4 Perylene 252 C20H12 000198-55-0 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 3411 (22.950 min): BM029520.D\data.ms (-3406) (-  m/z 252.10 100.00%
1

252.
w /\A
e
650 12?0 200.0 23.00
obty 200 L 8289 4021 478 /7 jse.10  29.02%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104224: BenzolK]fluoranthene
252.0
5000 T
23.00
126.0 m/z 253.10  24.12%
ol 740 || 2000 |
\\‘\\\\‘\\\\‘\\\\’\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104217: Benzol[e]pyrene
252.0
=
23.00
5000 ITI/Z 126.00 13.24%
125.0
ol 740 ] 200.0 |
e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104227: Benz[e]acephenanthrylene =
252.0 23.00
m/z 125.00  13.03%
5000
126.0
S .2 DU /07 S R — AN
m/z--> 50 100 150 200 250 300 350 400 450 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41621\
Data File : BM@29520.D

Acqg On : 16 Apr 2021 14:04
Operator : CG/JU

Sample : M1947-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Perylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

23.250 17.63 ng 1083610 Perylene-di2 23.438
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Perylene 252 C20H12 000198-55-0 99
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 98
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 98
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 98

Abundance Scan 3462 (23.250 min): BM029520.D\data.ms (-3457) (-  m/z 252.10 100.00%
2

52.1
5000 ]\A
125.1 I RN
620 || 1981 355.1  430.9 490 2590 2559
Ol S8 205 b 3591 48094901y y 25e.10 29.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104217: Benzol[e]pyrene
252.0
5000 P T
23.00 23.50
m/z 253.10  22.54%
125.0
O\\\\6‘3.\(3\\‘!“\J|\\‘\\l\9\‘8.\ql\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104214: Perylene
252.0
= =
23.00 23.50
5000 ITI/Z 125.10 16.62%
125.0
L R ———
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104223: Benzo[j]fluoranthene = I
252.0 23.00 23.50
m/z 126.10  14.62%
5000
126.0
(MR- A T N . s Za
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41621\
Data File : BM@29520.D

Acqg On : 16 Apr 2021 14:04
Operator : CG/JU

Sample : M1947-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.922 30.2 ng 880726 1 7.675 583771 20.0
n-Hexadecanoic ... 17.956 10.1 ng 508073 4 17.051 1007700 20.0
1H-Cyclopropa[l... 18.056 2.1 ng 103553 4 17.051 1007700 20.0
4H-Cyclopenta[d... 18.121 5.2 ng 263825 4 17.051 1007700 20.0
6-Phenylbenzocy... 18.433 2.0 ng 102662 4 17.051 1007700 20.0
Cyclopenta(def)... 18.986 2.6 ng 131757 4 17.051 1007700 20.0
Benzene, 1,1'-(... 19.262 2.3 ng 326327 5 21.233 2862460 20.0
unknown20.956 20.956 4.4 ng 634882 5 21.233 2862460 20.0
Benzo[e]pyrene 22.950 5.5 ng 335274 6 23.438 1229380 20.0
Perylene 23.250 17.6 ng 1083610 6 23.438 1229380 20.0
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