LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN016701.D

Acqg On : 03 Oct 2021 10:36 Instrument :

Operator : CG/JU BNA_N

Sample : M3892-19 ClientSampleld :

Misc : S-832-J-SO-2-2.5-092221-FD

ALS Vvial : 69 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\METHODS\8270-SIM-BN100121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BN@16701.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.821 185 189 196 rVB 33266 68110 1.78% 0.271%
2 5.273 234 238 252 rVB 16037 38456 1.00% 0.153%
3  7.642 491 495 500 rVB 38540 77729  2.03% 0.309%
4 7.937 523 527 532 rVB 62668 110045 2.87% 0.438%
5 10.191 713 716 724 rBV 111598 208539 5.44% 0.830%

6 10.407 729 733 735 rBV 84879 143059 3
7 12.003 922 931 940 rBV 40097 62613 1
8 12.886 1071 1074 1078 rBV2 73803 126579 3.30%
9 14.269 1180 1183 1186 rBV 118083 173456 4
10 14.332 1186 1188 1192 rVB 87550 124975 3
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11 15.322 1263 1266 1269 rBV 81876 121574 3.17%
12 17.018 1398 1403 1405 rBV 88747 175141 4.57%
13 17.066 1405 1407 1410 rVV 707502 967397 25.26%
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14 17.151 1410 1414 1417 rVB 208061 319257  8.33% 271%
15 17.431 1431 1437 1440 rBV2 46467 84962  2.22% 338%
16 18.418 1560 1566 1571 rBV 53479 70368 1.84% 0.280%

17 19.098 1688 1703 1713 rBV 2708832 3830375 100.00% 15.251%
18 19.465 1766 1777 1787 rBV 2373321 3583425 93.55% 14.268%
19 19.678 1815 1820 1823 rBV 100025 131285 3.43% 0.523%

20 19.708 1823 1826 1833 rVB 75731 99253 2.59% ©.395%
21 20.017 1884 1887 1888 rBV 48062 63101 1.65% ©.251%
22 20.112 1893 1896 1899 rVVv2 35700 69599 1.82% 0.277%
23 20.675 1947 1949 1951 rBV 27806 52181 1.36% ©.208%
24 20.718 1951 1953 1957 rVB2 36584 68817 1.80% 0.274%
25 20.888 1964 1969 1970 rBV2 45497 109063 2.85% ©0.434%
26 20.919 1970 1972 1974 rVV 191082 249306 6.51% ©0.993%
27 20.973 1974 1977 1979 rVB2 168451 358634 9.36% 1.428%
28 21.174 1993 1996 1998 rBV 310524 430850 11.25% 1.715%

29 21.227 1998 2001 2003 rVV 1555189 2581469 67.39% 10.278%
30 21.270 2003 2005 2010 rVB 1261249 2044200 53.37%
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31 21.387 2014 2016 2022 rVWW 277670 446063 11.
32 21.790 2051 2054 2057 rVB 45912 76062 1
33 21.950 2064 2069 2071 rBV3 80038 207088  5.41%
34 21.992 2071 2073 2074 rVW2 75462 102784 2
35 22.024 2074 2076 2079 rVB 134199 178763 4
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36 22.098 2081 2083 2086 rVB 44565 72919 1.90%  0.290%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN016701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS Vvial : 69 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\METHODS\8270-SIM-BN100121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 22.268 2097 2099 2102 rBV2 29125 71415 1.86% ©.284%
38 22.396 2109 2111 2113 rVB 128023 131739 3.44%  ©.525%
39 22.571 2153 2160 2176 rVB 62286 96933 2.53% 0.386%
40 22.677 2182 2191 2199 rVB 106129 169894 4.44% 0.676%
41 22.735 2202 2208 2219 rVB 35364 50271 1.31% ©.200%
42 22.820 2222 2233 2241 rBV 944476 2080080 54.30%  8.282%
43 22.992 2274 2283 2302 rVB 192919 330246 8.62%  1.315%
44 23.303 2363 2374 2389 rVB 507644 960823 25.08%  3.826%
45 23.399 2390 2402 2419 rVB 738530 1403660 36.65% 5.589%
46 23.498 2423 2431 2436 rVv2 62553 113073 2.95% ©0.450%
47 23.546 2437 2445 2458 rVB 206127 399587 10.43% 1.591%
48 25.487 3001 3012 3020 rBV2 44192 113011 2.95% ©.450%
49 25.778 3083 3097 3121 rVB2 242862 731599 19.10%  2.913%
50 26.058 3167 3179 3192 rBV2 45843 118784 3.10% 0.473%
51 26.147 3195 3205 3221 rW 31835 82766 2.16% ©.330%
52 26.479 3286 3302 3335 rVB 155178 504335 13.17% 2.008%

53 26.849 3397 3410 3434 rVB 40808 129784 3.39% ©.517%

Sum of corrected areas: 25115491
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BN016701.D\data.ms

2500000
2000000
1500000
1000000

500000

4.821 5273 7.64%.937 10.1391407

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BN016701.D\data.ms

19.098
2500000 19.465

2000000
1500000

1000000
17.066

17.151
2.003 12.886 144689 15.322 17.01817 431 18.418 DETRR0112

O L e T e L e &

Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN016701.D\data.ms

500000

2500000

2000000

21.227

1500000

1000000

500000

26.479
25.487 || 209387 )\ 26.849

0 T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T \ T T T T ‘\\ T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ’ T T T T ’ T T T T
Time--> 21.00 2150 22.00 22.50 23.00 23.50 24.00 2450 2500 2550 2600 2650 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.821 0.35 ng 68110 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 4
2 Acetone 58 C3H60 000067-64-1 4
3 Ethene, methoxy- 58 C3H60 000107-25-5 3
4 Diazene, dimethyl- 58 C2H6N2 000503-28-6 3
5 Hydrogen isocyanate 43 CHNO 000075-13-8 2
Abundance Scan 189 (4.821 min): BN016701.D\data.ms (-185) (-) m/z 43.00 100.00%
3.0
e e R
4.40 4.60 4.80 5.00 5.20
obr e L SAS 990 1900 nyz sgiee 15.62%
miz-> 20 40 60 80 100 120 140
Abundance #265: Butane
43.0
5000 B AL NLBLELEN B B
27.0 4.40 4.60 4.80 5.00 5.20
m/z 42.00 4.31%
O\\\‘\‘\‘\\\‘i}\‘\5\¢‘.q\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #242: Acetone
43.0
e e R
4.40 4.60 4.80 5.00 5.20
5000 m/z 44.00 2.44%
27.0 $ \/\NJ\/\M
59.0
bttt v %
miz--> 20 40 60 80 100 120 140
Abundance #255: Ethene, methoxy- R A RAARE R
15.0 4.40 4.60 4.80 5.00 5.20
58.0 m/z 99.08  ©.36%
. 0 wwﬂMMVNJJ\P\mNWMwMJ««
m/z--> 20 40 60 80 100 120 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Butane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.937 0.57 ng 110045 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 4
2 Acetone 58 C3H60 000067-64-1 4
3 1-Hexene, 3,4,5-trimethyl- 126 CO9H18 056728-10-0 4
4 2-Propenamide 71 C3H5NO 000079-06-1 3
5 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 3
Abundance Scan 527 (7.937 min): BN016701.D\data.ms (-523) (-) m/z 43.00 100.00%
43.0
5000 710
93.0
e RaRaERSEELE
‘ 112.0 7.60 7.80 8.00 8.20 .
O e e e e e m/z 71.00 49.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #265: Butane
43.0
5000 T[T T T[T T[Tt
29.0 7.60 7.80 8.00 8.20
58.0 m/z 93.00 34.30%
120 0l
O H\‘H‘H‘\H\‘H\”\}Hi\\\‘\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #242: Acetone
43.0
R IBAERARAaas
7.60 7.80 8.00 8.20
5000 m/z 95.00 16.60%
58.0
0 u\‘u"\o\‘\\1‘1“‘”m“um\‘uu‘\u\‘\u\‘uu‘\m‘\m‘\m‘\m‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13226: 1-Hexene, 3,4,5-trimethyl- B Baan EE
43.0 7.60 7.80 8.00 8.20
71.0 m/z 58.00 14.77%
5000
29.0 98.0
0 15'05%0126'0 S——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Morpholine, 2,5,5-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.191 0.58 ng 208539 Naphthalene-d8 10.407
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 2,5,5-trimethyl- 129 C7H15NO 1000460-73-8 5
2 3H-1,2,4-Triazole-3-thione, 1,2-... 101 C2H3N3S 003179-31-5 5

3 4-Methyl-1,2,5-oxadiazol-3-amine 99 C3H5N30 1000411-31-0 5
4 Propane, l-isothiocyanato- 101 C4H7NS 000628-30-8 5

5 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 5

Abundance Scan 716 (10.191 min): BN016701.D\data.ms (-713) (-) m/z 101.00 100.00%

101.0
5000 420
77.0
R REma e
| 1290 925 0 9.8010.0010.2010.40
Ot e e e m/z 42.60 52.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14875: Morpholine, 2,5,5-trimethyl-
42.0
5000 EEEEEREEEE RN
84.0 9.8010.0010.2010.40
m/z 77.00 37.76%
9o L me
O \\‘\‘\M‘\\‘ih\\‘\‘\\}\‘\\\\“‘\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4505: 3H-1,2,4-Triazole-3-thione, 1,2-dihydro-
101.0
R RS
9.8010.0010.2010.40
5000 42.0 m/z 95.00 8.08%
74.0
0 rm“”,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3859: 4-Methyl-1,2,5-oxadiazol-3-amine R AR RRRREEEREE
42.0 9.8010.0010.2010.40
m/z 99.00 7.67%
5000
69.0
‘ 99.0
] B H‘Hn‘w‘w‘_m‘mWwwwwwm e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.8010.0010.2010.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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

4 5-Fluoro-2-methyl-benzothiazole 167 C8H6FNS 000399-75-
5 Benzaldehyde, 2-hydroxy-5-nitro- 167 C7H5NO4 000097-51-

Peak Number 4 Carbazole Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.431 0.19 ng 84962  Phenanthrene-d10 17.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbazole 167 C12HSN 000086-74-8 9
2 5H-Indeno[1,2-b]pyridine 167 C12HON 000244-99-5 7
3 2-Azaspiro[4.5]decan-3-one, 8-me... 167 C1OH17NO 196608-77-2 5
75
85

Abundance Scan 1437 (17.431 min): BN016701.D\data.ms (-1431) (- m/z 167.00 100.00%

167.0
5000
TS
17.50
ok 00y 24802840 3300 4/; 166.00  21.83%
miz--> 50 100 150 200 250 300
Abundance #42485: Carbazole
167.0
5000 TT T
17.50
m/z 179.00 4.75%
ol 320 710 1130 |
T T ’ T ‘ L ‘ T T T ’ L ‘ T T T ’ L
miz--> 50 100 150 200 250 300
Abundance #42488: 5H-Indeno[1,2-b]pyridine
167.0
FE
17.50
5000 m/z 165.00  3.65%
83.0
0 390 | 1‘27'¢ “
e e S B T
miz--> 50 100 150 200 250 300
Abundance #42422: 2-Azaspiro[4.5]decan-3-one, 8-methyl- —
30.0 68.0 17.50
1100 670 m/z 178.00  2.34%
5000
m/z--> 50 100 150 200 250 300 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 4-Azapyrene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.418 0.16 ng 70368 Phenanthrene-d10 17.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Azapyrene 203 C15HSN 000194-03-6 7
2 Indole-5-carboxylic acid, 1,2,3-... 203 C12H13NO2 1000272-88-4 5
3 Fluoranthene 202 CleH10 000206-44-0 5
4 2-Chloro-6-cyclopropylpyridine-3... 203 C10H6CIN3 1000435-40-9 5
5 2,4-Dichloro-3-methylaniline, N,... 203 C9H11C12N 1000511-94-6 5

Abundance Scan 1566 (18.418 min): BN016701.D\data.ms (-1560) (-  m/z 202.00 100.00%

202.0
5000
101.0
—=
18.50
Ol e A o e by M/Z 203.00 78.38%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #78966: 4-Azapyrene
208.0
5000 L
18.50
101.0 m/z 101.00  29.01%
175.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 80 100 120 140 160 180 200
Abundance #78774. Indole-5-carboxylic acid, 1,2,3-trimethyl-
208.0
T
18.50
5000 m/z 200.00  17.04%
115.0 158.0
ol B0 TTO ] 13TP | 182,
e e bl S
miz--> 40 60 80 100 120 140 160 180 200
Abundance #78089: Fluoranthene T
202.0 18.50
m/z 212.00 7.56%
5000 101.0
oL 430 75.0 “ | 150.0 174.0 H‘
T S LR TEETENERT L ‘
m/z--> 40 60 80 100 120 140 160 180 200 18.50

8270-SIM-BN100121.M Mon Oct 04 19:06:56 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Benzo(a)acridine Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

20.973 0.06 ng 358634 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo(a)acridine 229 C17H11N 000225-11-6 36
2 Naphtho(2,1-f)quinoline 229 C17H11N 000218-08-6 9

3 4-Methyl-6,7,8,9-tetrahydro-2H-p... 229 C14H15N02 065292-83-3 9
4 2-(3-Fluorophenyl)-1,3-benzothia... 229 C13H8FNS 1000298-18-6 9
5 Benz[c]acridine 229 C17H11N 000225-51-4 7

Abundance Scan 1977 (20.973 min): BN016701.D\data.ms (-1974) (- m/z 229.00 100.00%
229.0

5000
126.0
—=
167.0 21.00
200.0
Obrrrrreerpr @80 L2090 2790 h/; 126.00  34.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #110526: Benzo(a)acridine
229.0
5000 T
21.00
101.0 m/z 228.00  18.59%
200.0 ‘
O \H‘H\\‘\\\6\:‘3‘\'9““\‘1“\\‘”‘\\\“‘\‘\H\]’_\5\9\.‘0\\\HHHH‘W‘HH‘\“‘H’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #110529: Naphtho(2,1-f)quinoline
229.0
-
21.00
5000 ITI/Z 167.00 8.78%
100.0 0.
AN N et S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #110437: 4-Methyl-6,7,8,9-tetrahydro-2H-pyrano[3,2-g]qL 7
229.0 21.00
m/z 202.00 7.70%
200.0
5000
115.0
39.0 770 ‘ 158.0
O‘H_wuwNWWwMMWWmﬂ_W‘WHWHWWWHﬂ‘MMLW‘HWHH‘H ——
m/z--> 20 40 60 80 100120140160180200220240260280 21.00

8270-SIM-BN100121.M Mon Oct 04 19:06:57 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 7 Chrysene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

21.387 0.07 ng 446063 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chrysene 228 C18H12 000218-01-9 9
2 Naphthacene 228 C18H12 000092-24-0 9

3 Triphenylene 228 C18H12 000217-59-4 9
4 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 7

5 Benzo[c]phenanthrene 228 C18H12 000195-19-7 7

Abundance Scan 2016 (21.387 min): BN016701.D\data.ms (-2014) (- m/z 228.00 100.00%

228.0
5000
A -
21.00 21.50
200.0
Oy 91O 12201490 2000 | 254 i 06 0o 6342
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #109536: Chrysene
228.0
5000 — P
21.00 21.50
113.0 m/z 229.00 15.81%
0 63.0 880 \H 150.0175.0200.0 M
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #109540: Naphthacene
228.0
= _—
21.00 21.50
5000 m/z 200.00 3.61%
114.0
39.0 63.0 880, | 150.0176.0200.0 H
AR B e B
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #109542: Triphenylene — —
228.0 21.00 21.50
m/z 122.00 0.49%
000 MV\/W
113.0
)00 | o a0 |
e e e e e et e e — —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 21.00 21.50

8270-SIM-BN100121.M Mon Oct 04 19:06:58 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 2,6-(Etheno[1,4]benzenocethe... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.396 0.47 ng 131739 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-(Etheno[1,4]benzenoetheno)na... 254 C20H14 117054-70-3 10
2 Benzenamine, 4,4'-methylenebis[N... 254 C17H22N2 000101-61-1 9

3 1H-Pyrano[2,3-c]pyrazol-6-one, 3... 254 C15H14N202 1010316-21-1 9
4 1,2-Dihydro-4H-[1,4-oxazino][1,2... 254 C14H10N203 038066-84-1 9

5 9,10[1',2']-Benzenoanthracene, 9... 254 C20H14 000477-75-8 9

Abundance Scan 2111 (22.396 min): BN016701.D\data.ms (-2109) (-  m/z 149.00 100.00%

149.0
254.0
5000
203.0 — -
91.0 129}0 ‘ ‘ | 22.00 22.50 .
Ol b e e bbb m/z 254.00 0 76.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141111: 2,6-(Etheno[1,4]benzenoetheno)naphthalene
254.0
5000 — —
22.00 22.50
m/z 252.00 46.29%
5270 830 1130 1500 189.0 22%‘ 0 h\“
\H‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\’HH‘HH‘HH‘HH‘H \’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140996: Benzenamine, 4,4'-methylenebis[N,N-dimethyl-
254.0
= —
134.0 22.00 22.50 .
5000 m/z 240.00  32.46%
210.0
co S0 ) L )
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140572: 1H-Pyrano[2,3-c]pyrazol-6-one, 3,4-dimethyl-1- . ——
254.0 22.00 22.50
91.0
m/z 126.00 24.91%
5000
156.0
T L | aeso P
127 185
SIS WAL Ut v i R S
m/z--> 20 40 60 80 100120140160180200220240260280 22.00 22.50

8270-SIM-BN100121.M Mon Oct 04 19:06:59 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 8-Chloro-5-methyl-2-phenylq... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.571 0.34 ng 96933 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Chloro-5-methyl-2-phenylquinoline 253 C16H12C1N 025413-16-5 9

2 Chalcone, 4-nitro-, (E)- 253 C15H11NO3 002960-55-6 5

3 Pyrimidine, 4-methyl-2-phenyl-6-... 253 C16H19N3 1000302-39-3 5
4 trans-3-Nitrochalcone 253 C15H11NO3 024721-24-2 5

5 N-(4-Phenyl-1,3-thiazol-2-yl)-2-... 253 C14H11N3S 1000485-04-5 5

Abundance Scan 2160 (22.571 min): BN016701.D\data.ms (-2153) (-  m/z 253.00 100.00%
258.0

5000
=T \
125.0 22.50
O e e e e e e M/Z 252.08 0 20.56%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #139423: 8-Chloro-5-methyl-2-phenylquinoline
253.0
218.0
5000 — ‘
22.50
109.0 m/z 125.00 4.72%
O ‘\\\\‘\\‘\6\\"3\?\‘\\‘\“1‘\‘\‘\”‘\‘\‘\]-\4\‘()\\()\\‘\\\\]‘-\8?\0‘\\\H!“\\\\“\\Hl‘\\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #139340: Chalcone, 4-nitro-, (E)-
253.0
105.0 T T
770 22.50
5000 206.0 m/z 260.00 0.99%
176.0
5\'0 A ‘\ ! ‘1460 h _ H
0‘mwu1\“u\\‘\\u‘\\\\‘\\\\‘u\\‘\\u‘\m‘\m‘\m‘uu‘m

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance #139490: Pyrimidine, 4-methyl-2-phenyl-6-(piperidin-1-yl) = ‘
84.0 224.0 253.0 22.50

m/z 264.00 0.10%

41.0
5000 170.0

197.0
129.0

0! A “HM Il \“h | M‘ | “ ‘h ‘ | “

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 22.50

8270-SIM-BN100121.M Mon Oct 04 19:06:59 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 .alpha.-Naphthylphosphoryl ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.677 0.60 ng 169894 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Naphthylphosphoryl dichl... 260 C10H7C1202P 031651-76-0 4

2 Benzonitrile, 4-(6-methoxy-2-qui... 260 C17H12N20 1000197-91-5 3
3 5-Fluoro-12-methylbenz[a]anthracene 260 C19H13F 002793-07-9 3

4 5,2,1,6,3,4-[2,3]Butanediyl[1,4]... 260 C20H20 004493-23-6 3

5 4-Methoxy-1,2-diphenylbenzene 260 C19H160 1000101-15-5 3

Abundance Scan 2191 (22.677 min): BNO16701.D\data.ms (-2182) (- m/z 260.00 100.00%
0

260.
5000
T T
22.50 23.00
Ol e e e M/2Z 252,00 16.87%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #147414: .alpha.-Naphthylphosphoryl dichloride
115.0 260.0
143.0
5000 — AN
22.50 23.00
m/z 253.00 15.47%
63.0 189.0 224.0
OH‘\}3\6}“0\‘\”\\“‘\‘HHM\‘W‘H‘\H“!‘\“\H‘1\H‘\H\‘H“H‘\H\‘!h‘\\\‘\\\\w\\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #148426: Benzonitrile, 4-(6-methoxy-2-quinolyl)
260.0
= T
22.50 23.00
5000 217.0 ITI/Z 265.00 1.12%
0.280 630 90.0 1300 16301900 | | |
T P e e e e e e
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #148531: 5-Fluoro-12-methylbenz[a]anthracene — —
260.0 22.50 23.00
5000
129.0
0l 390 870 T 1680 205.0%%%0 h\
e e e e e e
m/z--> 20 40 60 80 100120 140160180 200220240260

8270-SIM-BN100121.M Mon Oct 04 19:07:00 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 11 1-p-Toluenesulfonyl-4-piper... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.735 0.18 ng 50271 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-p-Toluenesulfonyl-4-piperidone 253 C12H15N03S 033439-27-9 4
2 4-(Benzylthio)pyrido[3,2-c]pyrid... 253 C14H11N3S 1000326-92-1 3
3 Thiophene-2-carboxamide, N-butyl... 253 C14H23NOS 1000437-47-0 3
4 Thiophene-2-carboxamide, N-ethyl... 253 C14H23NOS 1000415-31-0 3
5 Sarcosine, N-(3-fluorobenzoyl)-,... 253 C13H16FNO3 1000321-38-5 3
Abundance Scan 2208 (22.735 min): BN016701.D\data.ms (-2202) (-  m/z 253.00 100.00%
258.0
5000
~— —
125.0 22.50 23.00
o' e e m/z 252.00 13.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138988: 1-p-Toluenesulfonyl-4-piperidone
42.0 93.0
5000 —— L
22.50 23.00
‘ 155.0 253.0 m/Z 125.00 2.19%
0 [T “\‘ \HM‘\ “\‘\“\ \“ 1‘“ \“ \‘:\Lwlwﬁ.\(\){ \‘| et T \1\8‘\4\9‘2\1\(\)\(‘)\ T flr T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #139242: 4-(Benzylthio)pyrido[3,2-c]pyridazine
91.0
— —
22.50 23.00
5000 65.0
224.0 253.0
192.0
0 Ll 1] 13501630 ‘ |
L Eaman s e e e e AR Raaannasas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #139314: Thiophene-2-carboxamide, N-butyl-N-pentyl-
111.0
5000
220.0
5l 390 830 |  15401g70 |"| = 2530
e AR L e e SRR RER RIS

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

8270-SIM-BN100121.M Mon Oct 04 19:07:00 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 1,2-Dichloro-4-(2,4,6-cyclo... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

22.992 1.17 ng 330246 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dichloro-4-(2,4,6-cyclohepta... 252 C12H6C1202 0©33548-00-4 9

2 Benzo[a]pyrene 252 C20H12 000050-32-8 9

3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 9

4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 9

5 1-(3-Hydroxy-3-methylbutyl)-3,6-... 252 C14H24N202 1000216-02-0 9

Abundance Scan 2283 (22.992 min): BN016701.D\data.ms (-2274) (- m/z 252.00 100.00%
25P.0

5000
12“5.0 23.00
O H e T e T T T m/z 253.00 23.43%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance #137673: 1,2-Dichloro-4-(2,4,6-cycloheptatrienylidene)-1-
252.0

=

5000 U
126.0
161.0189.0 23.00

51.0 87.0 m/z 125.00 12.66%
O,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #138560: Benzo[a]pyrene
252.0
—
23.00
5000 ITI/Z 265.00 0.32%
126.0
56.0 83.0 224.0
0,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #138569: Benzo[j]lfluoranthene T
252.0 23.00
m/z 264.00 0.20%
5000
126.0
o 620 990, | 187.0 2240 HH
RN AR RN R R e o REARRARSARRERS —
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 23.00

8270-SIM-BN100121.M Mon Oct 04 19:07:01 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.303 3.40 ng 960823 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 9
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 9
3 Benzo[a]pyrene 252 C20H12 000050-32-8 9
4 Benzo[e]pyrene 252 C20H12 000192-97-2 9
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 9
Abundance Scan 2374 (23.303 min): BN016701.D\data.ms (-2363) (- m/z 252.00 100.00%
252.0
5000
— s
125.0 23.00 23.50
O e T e e e M/Z 253.00 0 22.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138550: Perylene
252.0
5000 = ~ Y
23.00 23.50
126.0 m/z 125.00 13.54%
0.,37.0 630 990, ‘\ 158.0 198.0224.0
\‘\\H‘HH‘\\H‘HH‘\H\‘HH‘\H\‘\\H‘\H\‘\H\‘HH‘\\ \‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138566: Benzol[b]fluoranthene
252.0
— ——
23.00 23.50
5000
126.0
oh.39.0 74.0100.0 | 1610 198.0224.0 Mﬁ
R Ra A AR RRAEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138555: Benzo[a]pyrene
252.0
5000
126.0
0h.39.0 74.0100.0 | 163.0 198.0224.0 \‘
R e R R R o ARAARmEEY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

8270-SIM-BN100121.M Mon Oct 04 19:07:02 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 p-Bis(phenylethynyl)benzene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.487 0.40 ng 113011 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Bis(phenylethynyl)benzene 278 C22H14 001849-27-0 72
2 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 64
3 Benzo[b]triphenylene 278 C22H14 000215-58-7 64
4 Pentaphene 278 C22H14 000222-93-5 64
5 Naphtho[1,2-a]anthracene 278 C22H14 000195-06-2 9
Abundance Scan 3012 (25.487 min): BN016701.D\data.ms (-3001) (- m/z 278.00 100.00%
278.0
5000
——
13“9.0 25.50
O e e e m/z 279.00  25.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171337: p-Bis(phenylethynyl)benzene
278.0
5000 L
25.50
1390 m/z 276.00 24.96%
0280 57.0 1000 | 2000 2500 |
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171334: Dibenz[a,h]anthracene
278.0
——
25.50
5000 m/z 139.00 15.17%
139.0
0. 39.0 67.0 1000 , | 169.02000 2500
e e e e
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #171328: Benzol[b]triphenylene T
278.0 25.50
m/z 138.00 12.52%
5000
139.0
0 630 1110 | 200.0 2500
T e R e e e e e P
m/z--> 20 40 60 80 100120140160180200220240260280 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Benzo[b]triphenylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.058 0.42 ng 118784 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]triphenylene 278 C22H14 000215-58-7 80
2 Picene 278 C22H14 000213-46-7 80
3 1-naphthalenol, 4-[2-(4-methoxyp... 278 C17H14N202 1000397-12-8 72
4 Pentaphene 278 C22H14 000222-93-5 72
5 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 72

Abundance Scan 3179 (26.058 min): BN016701.D\data.ms (-3167) (- m/z 278.00 100.00%
278.0

=

5000
13F'0 26.00
Olrrrrprrer ek e ek m/z 276,00 25.67%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171330: Benzolb]triphenylene
278.0
5000 —

26.00
m/z 279.00  24.63%

139.0
3900 740 1110, | 1740  222.02500

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #171012: 1-naphthalenol, 4-[2-(4-methoxyphenyl)diazeny
148.0 278.0 26.00

m/z 138.00  12.37%

O‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171317: Picene
278.0
L \
26.00
5000 m/z 139.00 15.10%
1390 M
8.0 57.0 92.0 ‘M 200.0 zwom
R EAmaaa T e i aaaaeaEEatEAL o
L \

5000 107.0

i

1710 50502350 |

77.0 ‘
9.0 I \“ | ‘\\

3
o"Hw‘HW‘HW‘HW‘Hw‘H‘_H‘_H‘_H‘_H‘_H‘_‘HN‘HM‘ —
miz--> 20 40 60 80 100120140160 180200220240 260280 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 16 Picene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
26.148 0.29 ng 82766 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Picene 278 C22H14 000213-46-7 80
2 Benzo[b]triphenylene 278 C22H14 000215-58-7 80
3 Vanadium, (.eta.5-2,4-cyclopenta... 278 C17H23V 126948-97-8 78
4 1-naphthalenol, 4-[2-(4-methoxyp... 278 C17H14N202 1000397-12-8 72
5 Benzo[b]chrysene 278 C22H14 000214-17-5 72

Abundance Scan 3205 (26.147 min): BN016701.D\data.ms (-3195) (-  m/z 278.00 100.00%
278.0

— =
13]3'0 ‘ 26.00 26.50
O e e e e T e e e e e e m/z 276.00  28.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171317: Picene
278.0
5000 U U
26.00 26.50
139.0 m/z 279.00  25.96%
028.0 57.0 920 \H 200.0 2500 |
\’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171330: Benzolb]triphenylene
278.0
— —
26.00 26.50
5000 m/z 138.00 16.04%
139.0
0390 740 1110 | 1740 22202500
R R o Amma e e e
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #171057: Vanadium, (.eta.5-2,4-cyclopentadien-1-yl)[(1,2 —— —
278.0 26.00 26.50

m/z 139.00 14.41%

5000 116.0

g

147.0 184.0
\“ ||

0 700 | | oumoraso, |
O R e e — —

m/z--> 20 40 60 80 100120140160180200220240260280 26.00 26.50

51.0 79,0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16701.D

Acqg On : 03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS vial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Benzo[ghi]perylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.849 0.46 ng 129784 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[ghi]perylene 276 C22H12 000191-24-2 83
2 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 83
3 1H-benzimidazole, 2,2'-methylene... 276 C17H16N4 1000401-82-9 83
4 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 83
5 1-(4-Hydroxy-3-methoxyphenyl)dec... 276 C17H2403 000555-66-8 74

Abundance Scan 3410 (26.849 min): BN016701.D\data.ms (-3397) (- m/z 276.00 100.00%
276.0

-

Abundance #168659: 1H-benzimidazole, 2,2'-methylenebis[1-methyl-
145.0 276.0 26.50 27.00

m/z 139.00 2.53%

5000
138.0 T
26.50 27.00
O prrrr e e e e e e e m/z 277.00  24.68%
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #168932: Benzo[ghi]perylene
276.0
5000 — —
26.50 27.00
138.0 m/z 138.00 21.61%
028.0 63.0 91.0 | \H 170.0198.0  248.0 Hh
‘HH‘HH‘\H\‘HH’HH’\H\‘HH‘\\H‘\\H‘HH’HH‘HH‘H\ ‘H
m/z--> 20 40 60 80 100120140160 180200220240 260280
Abundance #168939: Indeno[1,2,3-cd]pyrene
276.0
— —
26.50 27.00
5000 ITI/Z 278.00 3.02%
138.0
28.0
S SRR | K
m/z--> 20 40 60 80 100120140160 180200220240 260280
— —

5000
77.0

390 H
0 Ly \ M\ ‘ M H’:wl il HH‘H L 234.0 \‘\

— —
m/z--> 20 40 60 80 100120140160 180200220 240260280 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN016701.D

Acqg On : @03 Oct 2021 10:36

Operator : CG/JU

Sample : M3892-19 :

Misc : S-832-J-S0O-2-2.5-092221-FD

ALS Vvial : 69 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 4.821 0.4 ng 68110 1 7.642 77729 0.4
Butane 7.937 0.6 ng 110045 1 7.642 77729 0.4
Morpholine, 2,5... 10.191 0.6 ng 208539 2 10.407 143059 0.4
Carbazole 17.431 0.2 ng 84962 4 17.018 175141 0.4
4-Azapyrene 18.418 0.2 ng 70368 4 17.018 175141 0.4
Benzo(a)acridine 20.973 0.1 ng 358634 5 21.238 2581470 0.4
Chrysene 21.387 0.1 ng 446063 5 21.238 2581470 0.4
2,6-(Etheno[1,4... 22.396 0.5 ng 131739 6 23.498 113073 0.4
8-Chloro-5-meth... 22.571 0.3 ng 96933 6 23.498 113073 0.4
.alpha.-Naphthy... 22.677 0.6 ng 169894 6 23.498 113073 0.4
1-p-Toluenesulf... 22.735 0.2 ng 50271 6 23.498 113073 0.4
1,2-Dichloro-4-... 22.992 1.2 ng 330246 6 23.498 113073 0.4
Perylene 23.303 3.4 ng 960823 6 23.498 113073 0.4
p-Bis(phenyleth... 25.487 0.4 ng 113011 6 23.498 113073 0.4
Benzo[b]triphen... 26.058 0.4 ng 118784 6 23.498 113073 0.4
Picene 26.148 0.3 ng 82766 6 23.498 113073 0.4
Benzo[ghi]perylene 26.849 0.5 ng 129784 6 23.498 113073 0.4
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