LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72721\
Data File : BF124809.D

Acqg On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS Vvial : 14 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_F\METHODS\8270-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124809.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 4 8 12 rBB 8567 8877 5.02% 0.562%
2 5.487 573 578 581 rBB 125782 125052 70.79% 7.912%
3 6.492 744 749 752 rBV 134627 131360 74.36% 8.311%
4 6.869 810 813 816 rBB 44793 32191 18.22% 2.037%
5 7.434 904 909 911 rBB 102633 88390 50.03% 5.592%
6 8.051 1011 1014 1018 rBB 9951 7824 4.43% 0.495%
7 8.151 1028 1031 1034 rBB 59818 45030 25.49% 2.849%
8 9.228 1210 1214 1217 rBV 226404 172400 97.59% 10.907%
9 9.910 1326 1330 1333 rBB 69170 56936 32.23% 3.602%

10 10.698 1460 1464 1467 rBV 142026 113928 64.49% 7.208%

11 11.392 1579 1582 1585 rBV 66015 60030 33.98%  3.798%
12 11.416 1585 1586 1589 rVB 19615 12554 7.11% 0.794%
13 11.469 1592 1595 1598 rBB 3601 2790 1.58% 0.177%
14 11.898 1665 1668 1669 rBV 9603 7622 4.31% 0.482%
15 11.921 1669 1672 1675 rVB2 16674 15688 8.88% 0.993%
16 11.969 1678 1680 1683 rBV2 4610 4404  2.49%  0.279%
17 12.004 1683 1686 1689 rVV2 16131 17550  9.93% 1.110%
18 12.027 1689 1690 1693 rVB 9998 6811 3.86% ©0.431%
19 12.192 1716 1718 1720 rBB 3932 2648 1.50% 0.168%
20 12.339 1741 1743 1746 rBB 4089 2590 1.47% 0.164%
21 12.368 1746 1748 1750 rBV 3933 2843 1.61% ©.180%
22 12.445 1757 1761 1764 rBV2 15297 14737 8.34% 0.932%
23 12.480 1764 1767 1769 rVV2 8500 10071 5.70% ©.637%
24 12.504 1769 1771 1773 rW 3744 2736 1.55% ©.173%
25 12.533 1773 1776 1780 rVB2 5140 6957 3.94%  ©.440%
26 12.610 1785 1789 1792 rBV 31623 27105 15.34% 1.715%
27 12.698 1802 1804 1806 rVB 3433 2178 1.23% 0.138%
28 12.839 1823 1828 1833 rBV 53239 52465 29.70%  3.319%
29 12.892 1833 1837 1840 rVB2 4845 5421 3.07% 0.343%
30 12.986 1848 1853 1856 rBV 183143 176663 100.00% 11.177%
31 13.057 1862 1865 1872 rBB3 7666 9153 5.18% ©.579%
32 13.163 1876 1883 1886 rBB 10658 16518 9.35% 1.045%
33 13.233 1892 1895 1897 rVB 7344 5116 2.90% 0.324%
34 13.268 1898 1901 1904 rBV 13515 11513 6.52% ©.728%
35 13.363 1914 1917 1919 rBV 12247 10179 5.76% ©.644%
36 13.392 1919 1922 1925 rVB 11259 8827 5.00% ©.558%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72721\
Data File : BF124809.D

Acqg On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS Vvial : 14 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_ F\METHODS\8270-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.545 1944 1948 1950 rBV 4695 4785 2.71% ©0.303%
38 13.668 1961 1969 1974 rBB2 5690 8857 5.01% ©.560%
39 13.768 1984 1986 1987 rBV 3131 2366 1.34% 0.150%
40 13.792 1987 1990 1992 rVwv3 3099 3918 2.22% 0.248%
41 13.810 1992 1993 1995 rVB 4177 2411 1.36% ©.153%
42 13.880 2001 2005 2014 rVB4 13042 16882 9.56% 1.068%
43 14.033 2026 2031 2034 rBvV2 48263 58456 33.09% 3.698%
44 14.062 2034 2036 2042 rVB 21419 19207 10.87% 1.215%
45 14.139 2047 2049 2052 rvwV 4277 3073 1.74% 0.194%
46 14.192 2054 2058 2064 rBB2 9561 9086 5.14% 0.575%
47 14.421 2092 2097 2100 rBV 10256 11714 6.63% 0.741%
48 14.451 2100 2102 2105 rVB 7681 5594 3.17% ©.354%
49 14.498 2105 2110 2115 rBB4 10949 13029 7.38% 0.824%
50 14.545 2115 2118 2120 rBV 6131 5158 2.92% 0.326%
51 14.786 2155 2159 2161 rBV 24314 19832 11.23% 1.255%
52 14.804 2161 2162 2166 rVB2 7731 6060 3.43% 0.383%
53 14.880 2172 2175 2179 rBV 5576 5558 3.15% 0.352%
54 15.074 2205 2208 2212 rBV3 11643 17301 9.79% 1.095%
55 15.145 2216 2220 2223 rBB 6220 5854 3.31% ©0.370%
56 15.380 2256 2260 2264 rBB 9554 9784 5.54% 0.619%
57 15.445 2267 2271 2275 rBB 13077 14633 8.28% 0.926%
58 15.509 2278 2282 2285 rBV 28746 35512 20.10% 2.247%
59 15.733 2316 2320 2323 rVB2 1305 2197 1.24% 0.139%
60 15.962 2352 2359 2367 rBvV2 2657 5614 3.18% ©.355%
61 16.068 2374 2377 2381 rBB3 1802 2275 1.29% 0.144%
62 16.980 2527 2532 2537 rBB2 4441 7449 4.22% 0.471%
63 17.427 2602 2608 2613 rBB2 3894 6816 3.86% 0.431%
Sum of corrected areas: 1580578
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 Jul 2021 23:46
: M3165-01

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
BF124809.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46

Operator Ju/caG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2.134 5.52 ng 8877 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 Isobutylamine 73 C4H11N 000078-81-9 5
3 1-Pentanamine 87 C5H13N 000110-58-7 4
4 3,4-Hexanediol, 2,5-dimethyl- 146 C8H1802 022607-11-0 4
5 S-(-)-2-Methylbutylamine 87 C5H13N 020626-52-2 4

Abundance Scan 8 (2.134 min): BF124809.D\data.ms (-4) (-) m/z 73.00 100.00%
73.0
5000 431
55.0
A
87.1 2.202.302.402.50
\\‘\\\\‘\\\\‘\\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ m/z 43.16 51.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T T T T T[T T T T[T T T T[T T[T
430 990 2.202.302.402.50
87.0 m/z 55.00 34.63%
27.0 ‘
\\‘\\\\‘\\\‘H‘M\\\‘il\‘\\‘\‘\{‘\“\\\\H\l\\‘\\\\‘\\\\‘\.\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #861: Isobutylamine
30.0
A RAREERREaEEEEEE
2.202.302.402.50
5000 ITI/Z 87.10 21.83%
73.0
180 439 850 7
R o T B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2140: 1-Pentanamine e RAREEsaEEEEEEEE
30.0 2.202.302.402.50
m/z 41.00 20.88%
5000
180 | 410 55 87.0
e e e e e e e e e RAREERaEaEEEEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknown8.051 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.051 3.48 ng 7824  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aziridine, 1-(methoxymethyl)- 87 C4H9NO 001497-83-2 5
2 Ethanamine, 2-methoxy- 75 C3H9NO 000109-85-3 4
3 Ethanedioic acid, dibutyl ester 202 C1eH1804 002050-60-4 4
4 Carbonic acid, butyl 2-pentyl ester 188 C10H2003 1000357-84-0 4
5 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 4

Abundance Scan 1014 (8.051 min): BF124809.D\data.ms (-1011) (-) m/z 45.00 100.00%

45.0
5000
R EaaEEEEE
750 7.80 8.00 8.20 8.40
e A e e e Mz 57,18 75.66%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #2131: Aziridine, 1-(methoxymethyl)-
453.0
5000 \\\\‘\\\\’\\\\‘\\\\‘\\\
7.80 8.00 8.20 8.40
15.0 m/z 41.10 43.31%
e
| |
‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 20 40 60 80 100 120 140 160
Abundance #1032: Ethanamine, 2-methoxy-
30.0
R REmEEEEY
7.80 8.00 8.20 8.40
5000 ITI/Z 56.00 17.31%
ly 75'0
e
miz--> 0 20 40 60 80 100 120 140 160
Abundance #77326: Ethanedioic acid, dibutyl ester B AREEMEE R
57.0 7.80 8.00 8.20 8.40
m/z 43.00 16.12%
5000
29.0
4.0 Lol 85.0 103.0 147.0
R B e B B AREEREE R
m/z--> 0 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF072221.M Wed Jul 28 13:47:35 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.922 5.23 ng 15688  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 72
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 64
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 64
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 64

Abundance Scan 1672 (11.921 min): BF124809.D\data.ms (-1669) (-  m/z 192.05 100.00%

192.1
5000 /\M
431 730 9481160 16‘5'0 12.00
SNBSS M TR M Mty thf S S ELUNNES HEN m/z 191.05  62.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro- /\M
192.0
5000 ‘
12. 00
165.0 m/z 189.0 37.45%
390 630 98045601390 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67026: Anthracene, 9-methyl-
192.0
12 OO
5000 ITI/Z 193.10 19.53%
39.0 63 0 i \\‘ 116.0 139 0 \‘ I
b e et S e e
m/z--> 20 40 60 80 100 120 140 160 180 ﬂ
Abundance #67039: Phenanthrene, 2-methyl- A
192.0 12.00
m/z 165.00 18.48%
5000
165.0
39.0 63.0 | M 115.0 139. O\ h | 1y A
R e e e e
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 5-Bromo-2-thiophenecarboxal... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.004 5.85 ng 17550  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-2-thiophenecarboxaldehyde 190 C5H3BroOS 004701-17-1 58
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 53
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 53
4 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 53
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 52
Abundance Scan 1686 (12.004 min): BF124809.D\data.ms (-1683) (1  m/z 192.10 100.00%
192.1
5000
T ‘ T A\ \/\ ‘
047 165.0 12.00
e e e e m/z 191,60 58.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64993: 5-Bromo-2-thiophenecarboxaldehyde
191.0
5000 R ﬂM\ :
12.00
39.0 82.0 m/z 189.10  49.46%
117.0 163.0
59.0 ‘ 138.0
\‘\\‘H““\‘\”\‘\é‘\\‘Hi“iH\‘H‘\‘\H‘\H\‘HHM\H“\M‘H—W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67026: Anthracene, 9-methyl-
192.0 ﬂ M
- Al
12.00
5000 m/z 190.00 44.70%
0 65.0
‘39"0 . 63\'0 e \\‘ 116.0 13‘9'0‘ b
i B L
m/z--> 20 40 60 80 100 120 140 160 180 nn ﬂ
Abundance #67039: Phenanthrene, 2-methyl- : i AL m
192.0 12.00
m/z 165.00  20.93%
5000
94.0 1650
39.0 630 | M 115.0 13\90\\ | 1 Iy A
e e e e i
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 3,4-Dimethylphenanthrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.445 4.91 ng 14737  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 93
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 90
3 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 87
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 87
5 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 87
Abundance Scan 1761 (12.445 min): BF124809.D\data.ms (-1757) (. m/z 206.10 100.00%
206.1
5000 AM
0 )
‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\’\‘\\\“\\‘\\“‘\‘\\\ m/z 191.19 46.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82935: 3,4-Dimethylphenanthrene
206.0
5000 ‘ ﬂ[\/% [\ ﬂ‘
12.50
89.0 m/z 189.00  24.95%
630, || L
‘ T \\3\9"(\)\ ‘\ T “\.\ \‘1 “\ ‘1 \‘\ iM\]\-]\-\S.‘O\ \]\-3\?.\0\‘} T "{‘\ T }“‘ T \M T i”} T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0 M /\
N 01| T |
12.50
5000 m/z 205.00 23.61%
101.0 1650 ‘
76.0 .
270 510 190 ) a0 B0 |
miz--> 20 40 60 80 100 120 140 160 180 200 A nn n n ﬂ (
Abundance #82936: Anthracene, 1,4-dimethyl- R
206.0 12.50
m/z 202.00  15.35%
5000
89.0
39.0 630 " juso 1520 1709
t ey

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownl2.480 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.480 3.36 ng 10071  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 4,5,9,10-tetrahydro- 206 C16H14 000781-17-9 43
2 1,4-Diphenyl-1,3-butadiene 206 Cl6H14 000886-65-7 32
3 1,3-Butadiene, 1,4-diphenyl-, (E... 206 Cl6H14 000538-81-8 32
4 Benzene, 1,1'-(1-cyclobutene-1,2... 206 Cl6H14 003306-02-3 25
5 Benzene, 1,1'-(1,3-butadienylide... 206 C1l6H14 004165-81-5 25
Abundance Scan 1767 (12.480 min): BF124809.D\data.ms (-1764) (1  m/z 206.10 100.00%
206.1
8000
6000 AM
Al
4000
1010 | 12.50 ]
‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\"\\\ m/z 189.19 97-73A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82959: Pyrene, 4,5,9,10-tetrahydro-
206.0
5000 T T M\ ‘{\ T M m
12.50
101.0 m/z 204.00 59.29%
6.0 165.0
T \\3\9‘.9\ Il “\ T \“\-‘ \‘1‘\‘\ “\ T \]\-3\?\0\”} T “\‘\ T }“‘ T \m\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82940: 1,4-Diphenyl-1,3-butadiene
206.0
-
12.50
5000 91.0 m/z 205.10 52.20%
128.0
165.0
30 050 | | | | \‘
e R INe1 /NS R
m/z--> 20 40 60 80 100 120 140 160 180 200 A nn A ﬂ ”
Abundance #82978: 1,3-Butadiene, 1,4-diphenyl-, (E,E)- e L
206.0 12.50
m/z 202.00 41.99%
91.0
5000
128.0
51.0 ‘ 165.0
“‘H\‘uh‘mh‘ﬁ“huﬂw‘w‘_ﬁu“‘m“ﬂ“ﬁ‘ﬂh‘v Co e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

8270-BF072221.M Wed Jul 28 13:47:38 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 11H-Benzo[b]fluorene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.057 3.13 ng 9153  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 86
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 78
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 72

Abundance Scan 1865 (13.057 min): BF124809.D\data.ms (-1862) (1  m/z 216.10 100.00%
216.1

5000

— LR
04.3 188.9 I 13.00
‘\\\\‘\\\\’\\\\‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\\ ‘\\\\‘ m/z 215.16 89.23%
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #94572: 11H-Benzo[b]fluorene

216.0

5000 L L fid
13.00

m/z 212.90  24.05%

107.0
27.0 500 81.0, |  139.0163.0 189.0 u
‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94570: Pyrene, 1-methyl-
216.0
RPN \
13.00
5000 m/z 217.00 23.59%
108.0 189.0
39.0 630 | 13701630 | ‘m
R e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #94567: Pyrene, 2-methyl- ‘ T
216.0 13.00
m/z 188.90  19.85%
5000 95.0
189.0
53.0 | 1220 1630 | m
R e R AN R T R A RRAARRRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00

8270-BF072221.M Wed Jul 28 13:47:38 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 Pyrene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.163 5.65 ng 16518 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 86
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 80
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 80
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 78
Abundance Scan 1883 (13.163 min): BF124809.D\data.ms (-1876) (-  m/z 216.10 100.00%
216.1
5000 A
T ‘ T T T T ‘ \n
13.00 13.50
94.6
"W"W‘H,‘m,‘Hu‘mwHH_ww}??-ﬂu““u m/z 215.10  72.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94570: Pyrene, 1-methyl-
216.0
fil
5000 ik LR
13.00 13.50
m/z 213.00 21.87%
108.0 189.0
390 630 | azroteso’ [ |
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94573: 11H-Benzo[a]fluorene
216.0
—-L —
13.00 13.50
5000 m/z 217.10 17.31%
107.0
140 440 810, |  139.0163.0 189.0 H
L e e RAARRRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94578: Fluoranthene, 2-methyl- T T
216.0 13.00 13.50
m/z 94.60 14.02%
5000
108.0
10 810| | 1sgoren0™0 | il
B e e AR ARma — A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

8270-BF072221.M Wed Jul 28 13:47:39 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 11H-Benzo[a]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.268 3.94 ng 11513 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 83
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 80
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 72
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 72

Abundance Scan 1901 (13.268 min): BF124809.D\data.ms (-1898) (1  m/z 216.10 100.00%

216.1
5000 A
AR

94.6 189.0

‘ 13.00 13.50
\\\‘\\\\‘\\\\‘\\\\‘\\\L\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\H‘\\}\‘ m/z 215.16 67.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 T T T T A‘ /J\W/V\(\/V
13.00 13.50

m/z 189.00  21.06%

95.0 189.0
270 630 | j1220 1630 | w
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\1‘\1\\‘\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94572: 11H-Benzol[b]fluorene
216.0

13.00 13.50
5000 ITI z 94.60 18.39%
50.0 810“ M 137016301890 u
e e e e TR S e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A rﬂ A
Abundance #94573: 11H-Benzo[a]fluorene A
216.0 13.00 13.50
m/z 213.10 18.25%
5000
107.0
140 440 810, | 137.0163.0189.0 H
R e e e ARARARSZEE —-L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

8270-BF072221.M Wed Jul 28 13:47:40 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 Pyrene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.363 3.48 ng 10179 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 80
Abundance Scan 1917 (13.363 min): BF124809.D\data.ms (-1914) (-  m/z 216.10 100.00%
216.1
5000 n
‘ T T T T ‘ T A T
107.9 189.0 13.00 13.50
‘H‘H"_‘H,H““‘m‘Jh‘_‘u“u‘_‘u“k‘_‘ﬂﬂ“ m/z 215.10  56.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94573: 11H-Benzo[a]fluorene
216.0
5000 AL L AM“ !
13.00 13.50
m/z 189.00 17.91%
107.0
140 440 810, | 139.0163.0189.0 | \
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94565: Pyrene, 1-methyl-
215.0 ﬂ ﬂ n
L
13.00 13.50
5000 m/z 217.10 16.23%
95.0 189.0
14.0 39.0 630 | /1220 1630 | mﬁ
L e R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94567: Pyrene, 2-methyl- o T
216.0 13.00 13.50
m/z 213.00 12.83%
5000 95.0
189.0
53.0 | 1220 1630 | mﬁ
R B e R Pk e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

8270-BF072221.M Wed Jul 28 13:47:40 2021 Page: 13



Library Search Compo

und Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46

Operator : JU/CG

Sample : M3165-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 11 unknownl3.880 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.880 5.78 ng 16882 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosyl isobutyl ether 382 C26H540 1000406-33-1 38
2 Isobutyl hexadecyl ether 298 C20H420 1000406-32-8 38
3 Carbonic acid, decyl hexadecyl e... 426 C27H5403 1000383-16-5 38
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 38
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 35

Abundance Scan 2005 (13.880 min): BF124809.D\data.ms (-2001) (-]

m/z 57.00 100.00%

57.0
5000 230.0 ﬁ
- —
‘ 7 1 13.50 14.00
\\\‘\ \\\\’\\\\“\‘\‘\‘\‘\\\\‘\\\\ m/Z 43.00 68.28%
miz--> 50 100 150 200 250 300
Abundance #289624: Docosyl isobutyl ether
57.0
5000 e L —
13.50 14.00
m/z 71.00 50.79%
] \‘ ‘ ‘\‘ \L A | 1410 1830 225.0 3080
L \ ‘ T T ‘ L ‘ L ‘ L
miz--> 100 150 200 250 300
Abundance #197442: Isobutyl hexadecyl ether
57.0
- ——
13.50 14.00
5000 m/Z 55.00 49.,70%
‘ F7o
Al bamomezme
miz--> 100 150 200 250 300
Abundance #316440: Carbonic acid, decyl hexadecyl ester - —
57.0 13.50 14.00
m/z 41.10 47.39%
5000
141.0
L \
SEERE NN “1‘8?-9_m\“_???-?w‘ 1 0
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF072221.M Wed Jul 28 13:47:41 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 Octadecane, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.192 3.11 ng 9086 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 53
2 Hexadecane 226 C16H34 000544-76-3 53
3 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 53
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 53
5 Tridecane 184 C13H28 000629-50-5 53
Abundance Scan 2058 (14.192 min): BF124809.D\data.ms (-2054) (- m/z 57.10 100.00%
57.1
5000 ﬁ
— —
‘ ‘ 248.1 14.00 14.50
S O - | I m/z 43.10  75.79%
miz-> 50 100 150 200 250
Abundance #158608: Octadecane, 2-methyl-
57.0
5000 — I
14.00 14.50
99.0 m/z 71.10 48.34%
T 2\7“\'0‘\‘ “ ‘\ Hh‘ \‘h‘\ ““ %4\1 ‘O\ ?‘8\3\0‘ \2??\.0\ ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
—— —
14.00 14.50
5000 m/z 41.10 36.71%
99.0
27,
PLLLL, 1410 ass0 260
miz--> 50 100 150 200 250
Abundance #271592: Sulfurous acid, butyl hexadecyl ester T —
57.0 14.00 14.50
m/z 85.10 31.60%
5000
970
e : o T —— —h—
m/z--> 50 100 150 200 250 14.00 14.50

8270-BF072221.M Wed Jul 28 13:47:42 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 Chrysene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.421 4.01 ng 11714 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chrysene, 1-methyl- 242 C19H14 003351-28-8 80
2 Benz[a]anthracene, 11-methyl- 242 C19H14 006111-78-0 80
3 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 80
4 Chrysene, 6-methyl- 242 C19H14 001705-85-7 80
5 Chrysene, 5-methyl- 242 C19H14 003697-24-3 80

Abundance Scan 2097 (14.421 min): BF124809.D\data.ms (-2092) (1  m/z 242.05 100.00%
24p.1

5000
WM N)\n

119.5 14.50
,,,le'omf m/z 241.10  30.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126442: Chrysene, 1-methyl-
242.0

MMM 1

5000 0 e
14.50

m/z 243.10  26.76%
120.0 215
‘2\7\-\0\ ‘ T \\6‘3\.\()\ T ‘ \?\5“\‘0\“} \‘ T l‘ TTT \:’L\E—)\O\-\?\ T \1‘8\\7\\0‘ T \“\ ‘.\q\ T \h

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

Abundance #126466: Benz[a]anthracene, 11-methyl-
242.0 A A A
14.50
5000 ITI/Z 239.10 26.64%
121.0
39.0 87.0 | 163.0189.0 215.0 mﬁ
—————— e
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 n m ﬂ (
Abundance #126450: Triphenylene, 2-methyl- L ﬁ 1
242.0 14.50
m/z 119.50 15.46%
5000
121.0
440 870 7 1500 187.0 2150 mﬁ M A
P e e T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50

8270-BF072221.M Wed Jul 28 13:47:43 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46

Operator Ju/caG

Sample : M3165-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 14 Octadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.498 4.46 ng 13029 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 59
2 Hexatriacontane 507 C36H74 000630-06-8 53
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 53
4 Heptacosane 380 C27H56 000593-49-7 53
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 53

Abundance Scan 2110 (14.498 min): BF124809.D\data.ms (-2105) (- m/z 57.00 100.00%
57.0
5000
242.1 | L 1
‘ 14.50
s M/z 43.10  81.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141055:; Octadecane
57.0
5000 1 ‘k ‘A
14.50
m/z 71.10 58.59%
‘\\J‘\ ‘\‘f‘\\“‘]-f‘s\‘\o;]‘_lél\g\‘(\)“!\\2\5“4\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
——
14.50
5000 m/z 85.10 45.68%
13.0
J ‘ ” 1311 | 169.0225.0281.0337.0393.0449.0 506.(
A A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45507: Decane, 3,8-dimethyl- ——
57.0 14.50
m/z 242.10 36.08%
5000
“ 113.0 NA
B R Y R VW 1T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50

8270-BF072221.M Wed Jul 28 13:47:44 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.786 11.17 ng 19832 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
2 Hexadecanamide 255 C16H33NO 000629-54-9 59
3 Dodecanamide 199 C12H25NO 001120-16-7 59
4 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 45
5 2-Octanol, 2-methyl-6-methylene- 156 C10OH200 018479-59-9 38
Abundance Scan 2159 (14.786 min): BF124809.D\data.ms (-2155) (- m/z 59.00 100.00%
59.0
5000
1450 1500
97.1 : :
— u‘w‘s “w“‘w A8  m/z 72.00 65.72%
miz--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 —r ——
14.50 15.00
m/z 55.10 65.09%
29.0 98.0
Akl HMW LP9 . 1840 2380 281
miz-> 50 100 150 200 250
Abundance #142059: Hexadecanamide
59.0
A b L
14.50 15.00
5000 m/z 41.00 49,98%
29.0
SOl 140 a0 2120 2550
m/z--> 50 100 150 200 250 (\ (\
Abundance #74753: Dodecanamide e e
59.0 14.50 15.00
m/z 43.10 49.19%
5000
28.0
128.
SR LY R SR I
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownl4.804 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.804 3.41 ng 6060  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 33
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 33
3 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 33
4 4-Octadecenal 266 C18H340 056554-98-4 33
5 8-Octadecenal 266 C18H340 056554-94-0 33
Abundance Scan 2162 (14.804 min): BF124809.D\data.ms (-2161) (. m/z 57.10 100.00%
57.1
256.1
5000 97.0
I
14.50 15.00
T T T T “\ T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T m/z 256.19 54.27%
miz-> 50 100 150 200 250
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000 | A {W :
97.0 14.50 15.00
m/z 85.10 49.77%
39.0
260 | n}‘ Ly 1P 1820 2040 2800
m/z--> 50 100 150 200 250
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
— ——
14.50 15.00
5000 97.0 m/z 97.00 41.11%
184 ‘ H ‘ 30.0 = 196.02270
‘MWMMMMMM‘JMW‘“‘WVM““M L 258.0
m/z--> 50 100 150 200 250
Abundance #126239: Oxirane, [(dodecyloxy)methyl]- — ——
57.0 14.50 15.00
m/z 56.00 36.95%
5000 97.0
260 | ‘L 1400  197.0
e ey — ——
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownl14.880 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.880 3.13 ng 5558 Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoxazole 69 C3H3NO 000288-14-2 3
2 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 2
3 Farnesol isomer a 222 C15H260 1000108-92-4 2
4 cis-2,6-Dimethyl-2,6-octadiene 138 C10H18 002492-22-0 2
5 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 2
Abundance Scan 2175 (14.880 min): BF124809.D\data.ms (-2172) (- m/z 69.10 100.00%
69.1
5000 41.0 A ﬁ
256. -
14.50 15.00
\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ m/z 81.19 46-41%
m/z--> 20 40 60 80 100120140160 180200 220 240
Abundance #546: Isoxazole
69.0
40.0
5000 — —
14.50 15.00
m/z 41.00 39.96%
13.0 ]
HH‘\ \\‘H\\‘H\\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #26541: Cyclopentane, bromo-
69.0 /\ {\
— T
41.0 14.50 15.00
5000 m/z 256.10 30.54%
14.0| \‘M L1080 1500
et e e e
miz--> 20 40 60 80 100120 140 160 180 200 220 240 A {W
Abundance #101957: Farnesol isomer a i e
69.0 14.50 15.00
m/z 55.00 13.89%
5000 41.0
e b 0002220 [l |
m/z--> 20 40 60 80 100120 140160 180200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownl5.145 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.145 3.30 ng 5854  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9
2 Azetidine, 1-methyl- 71 C4HOSN 004923-79-9 5
3 Azetidine, 2-methyl- 71 C4HSN 019812-49-8 5
4 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
5 Cyclobutanone, oxime 85 C4H7NO 002972-05-6 4
Abundance Scan 2220 (15.145 min): BF124809.D\data.ms (-2216) (. m/z 57.00 100.00%
57.0
43.1
8000
6000 71.1 85.0
e —
4000 ‘ ‘ 15.00 15.50
\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\ m/z 43.19 82-56%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2058: Butane, 2,2-dimethyl-
43.0 57.0
71.0
5000 A A T W ‘ (\ ‘
20.0 15.00 15.50
m/z 71.10 60.88%
\\‘\].\570\‘\\\‘\’\\\\“{{\\’\‘\\}‘\\\\i}\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #700: Azetidine, 1-methyl-
28.0
—— —
42.0 15.00 15.50
5000 m/z 85.00 60.68%
56.0 71.0
“_“““wht“Ji‘h‘,““_‘“J“H“““‘
miz--> 10 20 30 40 50 60 70 80 90
Abundance #699: Azetidine, 2-methyl- —— -
28.0 15.00 15.50
m/z 55.10 43.50%
42.0
5000 56.0
' 71.0
el N
m/z--> 10 20 30 40 50 60 70 80 90 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.380 5.51 ng 9784  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 80
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 80
3 Perylene 252 C20H12 000198-55-0 72
4 Benzo[a]pyrene 252 C20H12 000050-32-8 72
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 72
Abundance Scan 2260 (15.380 min): BF124809.D\data.ms (-2256) (1 m/z 252.10 100.00%
252.1
5000 A
L L
125.0 ‘ | 15.00 15.50
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘”\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\‘\ m/z 256.09 28.93%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #138554: Benzo[e]pyrene
252.0
5000 - L
15.00 15.50
m/z 253.10  22.01%
125.0
39.0 74.0 99.0, | 150.0 198.0224.0 )
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #138563: BenzolKk]fluoranthene
252.0 A n
4 s
15.00 15.50
5000 ITI/Z 125.00 17.39%
126.0
740 9.0 | 198.0 224.0 M
e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #138550: Perylene o I
252.0 15.00 15.50
m/z 125.90  12.06%
5000
126.0
37.0 63.0 99.0, ‘\ 151.0 198.0224.0 |
e e  ERAR R R b o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72721\
Data File : BF124809.D

Acq On : 27 Jul 2021 23:46

Operator : JU/CG

Sample : M3165-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 20 unknownl5.962 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.962 3.16 ng 5614 Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
2 Azetidine, 1,2-dimethyl- 85 C5H11IN 051764-32-0 4
3 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
4 Oxirane, 2-methyl-3-propyl-, cis- 100 C6H120 006124-90-9 4
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 4

Abundance Scan 2359 (15.962 min): BF124809.D\data.ms (-2352) (1 m/z 57.00 100.00%
57.0
43.0
8000
6000
H—
4000 o 10.00
H\‘HH‘HH‘\H\‘HH‘HH‘H\\‘\\Hi\ H‘HH‘HH‘HH‘HH‘\\H‘.HH‘HH‘\ m Z 43.69 81-37%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1789: 5H-Tetrazol-5-amine
57.0
5000 T
85.0 16.00
m/z 71.00 43.21%
42.0
H\‘HH‘HH‘\H\‘HHHM\‘\H\‘HH‘\ i\‘\\\\‘\\\\.‘\\\\‘\\\\‘\\H‘HH‘HH‘\
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1778: Azetidine, 1,2-dimethyl-
42.0
——
16.00
85.0 m/z 55.00 37.82%
5000 550 /
70.0
—— 1 NS W | —
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1790: 1H-Tetrazol-5-amine iy
57.0 16.00
28.0 m/z 85.00 35.69%
5000
85.0
42.0
[ - 690
P e e e e e e e
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124809.D

Acqg On : 27 Jul 2021 23:46
Operator : JU/CG

Sample : M3165-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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... 2.134 5.5 ng 8877 1 6.869 32191 20.0
unknown8.051 8.051 3.5 ng 7824 2 8.151 45030 20.0
1H-Cyclopropa[l... 11.922 5.2 ng 15688 4 11.392 60030 20.0
5-Bromo-2-thiop... 12.004 5.8 ng 17550 4 11.392 60030 20.0
3,4-Dimethylphe... 12.445 4.9 ng 14737 4 11.392 60030 20.0
unknown12.480 12.480 3.4 ng 10071 4 11.392 60030 20.0
11H-Benzo[b]flu... 13.057 3.1 ng 9153 5 14.033 58456 20.0
Pyrene, 1-methyl- 13.163 5.7 ng 16518 5 14.033 58456 20.0
11H-Benzo[a]flu... 13.268 3.9 ng 11513 5 14.033 58456 20.0
Pyrene, 2-methyl- 13.363 3.5 ng 10179 5 14.033 58456 20.0
unknown13.880 13.880 5.8 ng 16882 5 14.033 58456 20.0
Octadecane, 2-m... 14.192 3.1 ng 9086 5 14.033 58456 20.0
Chrysene, 1-met... 14.421 4.0 ng 11714 5 14.033 58456 20.0
Octadecane 14.498 4.5 ng 13029 5 14.033 58456 20.0
9-Octadecenamid... 14.786 11.2 ng 19832 6 15.509 35512 20.0
unknown14.804 14.804 3.4 ng 6060 6 15.509 35512 20.0
unknownl14.880 14.880 3.1 ng 5558 6 15.509 35512 20.0
unknownl5.145 15.145 3.3 ng 5854 6 15.509 35512 20.0
Benzo[e]pyrene 15.380 5.5 ng 9784 6 15.509 35512 20.0
unknown15.962 15.962 3.2 ng 5614 6 15.509 35512 20.0
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