LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124360.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.987 490 493 499 rBvV2 34983 46086 4.63% 0.424%
2 5.404 561 564 574 rBV 811349 744247 74.74% 6.843%
3 6.428 734 738 750 rBV 845482 739669 74.28% 6.801%
4 6.781 795 798 803 rVB 307702 240966 24.20%  2.216%
5 7.351 891 895 906 rBB 597957 521965 52.42%  4.799%
6 7.980 1000 1002 1013 rBV4 7409 16695 1.68% 0.154%
7 8.069 1013 1017 1020 rBV 339319 297975 29.92%  2.740%
8 9.145 1196 1200 1203 rBV 1351431 995795 100.00%  9.156%
9 9.822 1311 1315 1318 rBV 472022 369503 37.11% 3.397%
10 9.857 1318 1321 1323 rVB 18265 14669 1.47% 0.135%
11 10.369 1405 1408 1414 rVB 20523 18791 1.89% 173%
12 10.616 1446 1450 1453 rBV 709881 622552 62.52% 724%
13 10.739 1466 1471 1477 rVB6 8336 14169 1.42%

14 11.31@0 1565 1568 1570 rBV 415285 352191 35.37%

PwWwWouoe
=
w
IS
R

15 11.333 1570 1572 1576 rVV 272956 208666 20.95% 919%
16 11.386 1578 1581 1584 rVB 44357 37666 3.78% ©.346%
17 11.545 1604 1608 1613 rBV 23297 25725 2.58% ©0.237%
18 11.810 1651 1653 1656 rBV 42892 37661 3.78% ©.346%
19 11.839 1656 1658 1665 rVvVv3 139108 148959 14.96%  1.370%
20 11.921 1669 1672 1675 rVV2 62424 69480 6.98% 0.639%
21 11.945 1675 1676 1679 rVB 26370 19843 1.99% ©.182%
22 12.110 1700 1704 1706 rBV 29435 28680 2.88% 0.264%
23 12.139 1706 1709 1714 rVB2 36962 36290 3.64% ©.334%
24 12.363 1743 1747 1750 rBV2 29012 32772 3.29% ©0.301%
25 12.404 1750 1754 1756 rVv4 22336 27889 2.80% ©.256%
26 12.457 1759 1763 1766 rBV2 28355 29759 2.99% 0.274%
27 12.527 1771 1775 1778 rBV ~ 495415 392311 39.40% 3.607%
28 12.627 1789 1792 1795 rBV4 53746 54445 5.47%  ©.501%
29 12.674 1795 1800 1803 rVB2 17749 28166 2.83% 0.259%
30 12.757 1808 1814 1817 rVV 371098 367700 36.93%  3.381%
31 12.810 1819 1823 1826 rVB2 20959 23855 2.40% 0.219%
32 12.898 1827 1838 1841 rBV 1123823 943663 94.76% 8.677%
33 12.980 1846 1852 1856 rBv4 29093 53643 5.39% 0.493%
34 13.062 1863 1866 1867 rBV3 28902 25724  2.58% 0.237%
35 13.086 1867 1870 1874 rVB 51155 51526 5.17% ©.474%
36 13.127 1874 1877 1879 rBV3 13925 14737 1.48% 0.136%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.151 1879 1881 1884 rW 30827 27890 2.80% ©.256%
38 13.192 1884 1888 1895 rVB5 44307 67927 6.82% 0.625%
39 13.280 1900 1903 1906 rBvV2 33766 29316 2.94% 0.270%
40 13.315 1906 1909 1911 rBV2 27042 26975 2.71% 0.248%
41 13.374 1917 1919 1922 rVB4 15465 15687 1.58% ©.144%
42 13.468 1931 1935 1937 rBv4 11137 15484 1.55% 0.142%
43 13.598 1954 1957 1962 rVB 49083 45708 4.59% 0.420%
44 13.704 1971 1975 1978 rBV 54468 62997 6.33% 0.579%
45 13.733 1978 1980 1982 rVV3 29075 25794  2.59% 0.237%
46 13.757 1982 1984 1985 rvv2 29037 20989 2.11% 0.193%
47 13.804 1989 1992 1996 rVV3 33224 39951 4.01% 0.367%
48 13.874 2002 2004 2010 rVB6 21910 23039 2.31% 0.212%
49 13.933 2010 2014 2016 rBV 474330 481273 48.33%  4.425%
50 13.957 2016 2018 2021 rVV 392238 408632 41.04% 3.757%
51 13.980 2021 2022 2026 rVB 177354 140540 14.11% 1.292%
52 14.062 2031 2036 2039 rBV5 34944 45009 4.52% 0.414%
53 14.109 2042 2044 2049 rBV6 21939 31745 3.19% 0.292%
54 14.192 2056 2058 2060 rVB 19949 15711 1.58% ©.144%
55 14.221 2060 2063 2065 rVvB4 15875 17026 1.71% ©.157%
56 14.245 2065 2067 2070 rVB4 16665 13215 1.33% 0.122%
57 14.280 2070 2073 2075 rBv4 14407 17670 1.77% 0.162%
58 14.309 2075 2078 2080 rBV3 25160 24091 2.42%  ©.222%
59 14.345 2080 2084 2087 rVV2 41294 48965 4.92% 0.450%
60 14.374 2087 2089 2091 rVV3 19520 21237 2.13% 0.195%
61 14.421 2094 2097 2099 rVv4 38100 44852  4.50% 0.412%
62 14.468 2102 2105 2107 rVV3 40230 46297 4.65% 0.426%
63 14.492 2107 2109 2111 rVV3 34140 32088 3.22% 0.295%
64 14.545 2115 2118 2121 rVB4 25627 30334 3.05% 0.279%
65 14.633 2131 2133 2135 rBV3 12822 13921 1.40% ©.128%
66 14.662 2136 2138 2142 rVV5 19927 26609 2.67% 0.245%
67 14.721 2146 2148 2151 rBv4 20998 23817 2.39% 0.219%
68 14.839 2165 2168 2170 rBV3 24911 26482 2.66% ©.243%
69 14.868 2171 2173 2176 rVB3 32764 23311 2.34% 0.214%
70 14.998 2191 2195 2198 rBV 172546 253304 25.44%  2.329%
71 15.056 2202 2205 2210 rVB5 44009 59489 5.97% ©.547%
72 15.104 2210 2213 2216 rBV2 29890 34088 3.42% 0.313%
73 15.292 2242 2245 2252 rVB 101079 118650 11.92%  1.091%
74 15.356 2252 2256 2260 rBV 123454 146324 14.69% 1.345%
75 15.415 2262 2266 2270 rBV 204911 256820 25.79% 2.361%
76 15.727 2317 2319 2325 rVB7 12596 18258 1.83% 0.168%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 15.851 2337 2340 2344 rVB3 36847 51901 5.21% 0.477%
78 15.968 2358 2360 2365 rBV6 15467 27154 2.73% 0.250%
79 16.351 2422 2425 2429 rVB6 15029 20786 2.09% 0.191%
80 16.509 2447 2452 2454 rBV6 15005 19910 2.00% 0.183%
81 16.627 2469 2472 2475 rBV4 13597 17344 1.74% 0.159%
82 16.862 2508 2512 2520 rBV4 46122 113589 11.41% 1.044%
83 17.162 2560 2563 2570 rVB8 24116 54967 5.52% 0.505%
84 17.303 2583 2587 2594 rBV2 33010 66049 6.63% 0.607%
85 18.415 2770 2776 2779 rBvV8 12942 28131 2.82% 0.259%

Sum of corrected areas: 10875779
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 17 Jun 2021 13:36

: M2707-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
BF124360.D

Ju/CaG

: 8 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.987 3.83 ng 46086 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 42
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 36
4 2-Nonanone 142 C9H180 000821-55-6 10
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 493 (4.987 min): BF124360.D\data.ms (-490) (-) m/z 43.10 100.00%
43.1 59.0
5000
101.1 ‘H\M‘HH‘\AH\"\W\\H/‘\H
‘ 83.2 4.60 4.80 5.00 5.20 5.40
Ol R L mjz se.ee  95.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL R R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 58.00 19.08%
31.0 101.0
O\\‘\\\\‘\\\‘““\\\\““\i\\‘\\‘\\‘\\\\‘\\\\?%\-0\\‘\\\\“\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
SRR SO
4.60 4.80 5.00 5.20 5.40
5000 m/z 101.10 17.95%
41.0 101.0
27.0 '
ol 220 Tl Ll 710 830 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- R Eamma R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 12.83%
5000
43.0 101.0
31.0 H | 83.0
B R RN N N A T 4 i REENESEES | FNNTE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Phenanthrene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

11.810 2.14 ng 37661  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 87

Abundance Scan 1653 (11.810 min): BF124360[ndmarns(1651)( m/z 192.10 100.00%

192.
5000 AM
7
570 \ 1651 11.50 12.00
) S VA Y S S m/z 191.30  49.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000 A/\/f\ ”A/m
11. 50 12 OO
m/z 189.10 37.59%
165.0
oL 300 630 960 1300 |
\\\‘\\\\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0 M
T LV S
11.50 12.00
5000 m/z 190.00  18.61%
94.0 165.0
0 39.0 63.0 | M 115.0 139.0 I 1
e R e et
m/z--> 20 40 60 80 100 120 140 160 180 200 N\
Abundance #54740: Anthracene, 1-methyl- ! — P a1y
192.0 11.50 12.00
m/z 193.10 15.73%
5000
82.0 165.0
0180300 610 | | 1501390 | L)
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.839 8.46 ng 148959  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 56
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 55
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 55
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 55
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 55
Abundance Scan 1658 (11.839 min): BF124360.D\data.ms (-1656) (1  m/z 192.05 100.00%
192.1
60.0
5000
129.0 LN 1
94.8 165.1 T IR
H “ 256.1 11.50 12.00
Obrreprrre il m/z 60.00  68.38%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43.0 73.0
5000 A‘ , ol ‘W\/‘\/\‘A‘M‘/
11.50 12.00
129.0 256.0 m/z 191.10 63.52%
LA e, | ss7ousso?t0
O\H‘HH“H\H\M\u‘\‘\‘”l\\‘H“Hw\‘HH‘\H\‘H‘H‘\‘H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #54732: Anthracene, 1-methyl-
192.0
A/\M/\ K/W
1150 1200
5000 m/z 43.05 61.20%
83.0 165.0
0. 390 | juso |
e e e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #54751: Phenanthrene, 4-methyl-
192.0 11.50 12.00
m/z 57.05 59.81%
5000
95.0 165.0
N 63.0 125.0

m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 4 unknownl1l.921 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.921 3.95 ng 69480  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 46
2 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 43
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 41
4 1a,9b-Dihydro-1H-cyclopropal[a]an... 192 C15H12 006109-24-6 41
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 38

Abundance Scan 1672 (11.921 min): BF124360.D\data.ms (- 1669) (- m/z 190.10 100.00%

5000
94 165.1 N\A o vp fed
LVABET. Y
a0 090 1 “ 12,00
“H‘w‘wH‘Wum NH‘N Huu“whw‘w‘w““_ m/z 192.10  99.67%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54750: Phenanthrene, 2-methyl-

5000 4y = } ol
12.00
165.0 m/z 189.00 93.74%
0 39.0 630 M 115.0 139.0
‘ TTTT ‘ TTTT ‘ \ \ T ‘ TrTT ‘ TTTT ‘ TTTT ‘ T T ‘ \ T \ ‘ T

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

o

Abundance #54747: Phenanthrene, 3-methyl-
192.0 M
[IPAN |
12.00
5000 m/z 191.10 67.39%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54752: Phenanthrene, 1-methyl-

96.0
ol 390 630 | 116.0 1390 165.0
T L ST
il I\/LMJ\N

192.0 12.00
m/z 165.10  26.50%

5000

39.0 630 L, h 115.0 139.0

| SRR T AR st RN BN
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\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Dodecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.627 3.09 ng 54445  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 66
2 Octadecanoic acid 284 C18H3602 000057-11-4 55
3 Tetradecanoic acid 228 C14H2802 000544-63-8 38
4 n-Decanoic acid 172 C10H2002 000334-48-5 35
5 Pyrrole-2-carboxylic acid, 4-(1-... 339 C19H30C1INO2 1000295-53-6 35

Abundance Scan 1792 (12.627 min): BF124360.D\data.ms (-1789) (- m/z 59.90 100.00%

59.9
129.0 202.1
5000
b At Y )

284.1 T
| \“\ |

‘ 372. 12.50 13.00
i
m/z--> 50 100 150 200 250 300 350
Abundance #61123: Dodecanoic acid
73.0
129.0
200.0
5000

\‘H hh\h”‘“‘“HH‘HH‘H“ 73.00 85.74%
12.50 13.00

55.00  83.00%

o

29.
0 H‘\HH‘HH‘HH‘HH“H
miz--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
129.0 12 50 13 00
5000/ 28 284.0 m/z 57.05 76.18%
185.0 2410
oL ‘\“‘ \}‘H‘H‘\ MM M ‘ \‘ ‘\ NE ‘ Ly “ ‘\ ‘\‘ , “‘ P
miz--> 50 100 150 200 250 300 350 MWMW
Abundance #84452: Tetradecanoic acid A T
73.0 12.50 13.00
m/z 69.00 71.25%
5000 129.0
185.0
29. 228.0 M\Mm\
o 0 91V 1 ! A
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.980 2.63 ng 53643 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 81
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 72
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 59
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 59
Abundance Scan 1852 (12.980 min): BF124360.D\data.ms (-1846) (-  m/z 216.00 100.00%
216.0
5000 A
94.6 R ot
57.0 ‘ ‘ 133.2 163.3 245.: 13.00
o_‘H‘HH‘_M,w,““”w‘”m“ wam_Mu ke m/z 215.10  83.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74412: Pyrene, 1-methyl-
216.0
5000 by /\/\ T MM
13.00
94.0 189.0 m/z 213.10 23.08%
o270 630 “ 1220 1630 | ‘m
‘\\\\‘\\\\‘\\\\’\\\\’H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74421: 11H-Benzo[a]fluorene A
216.0 M
W hA‘AM‘ ‘MMM‘ﬂ
13.00
5000 m/z 94.60 22.68%
108.0
oL 500 810, | 137016301890 ||
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74418: 11H-Benzo[b]fluorene —
216.0 13.00
m/z 107.80 20.32%
5000
ol 500 810, | 137016301890 W AL
R e AR RS L e | o R et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 7 Pyrene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.086 2.52 ng 51526 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 83
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 80
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 59
4 3-Trifluoromethylcinnamic acid 216 C1OH7F302 000779-89-5 53
5 2-Propenoic acid, 3-[3-(trifluor... 216 C1OH7F302 067801-07-4 53
Abundance Scan 1870 (13.086 min): BF124360.D\data.ms (-1867) (1  m/z 216.10 100.00%
216.1
5000 /\
107.4 s
630 | 1351 16301653 m 13.00
bt b b e CEET L b c el m/z 215.10 66.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74413: Pyrene, 2-methyl-
216.0
A ﬂ MN\W
5000 e AVATAAAL S s
95.0 13.00
m/z 107.40  18.46%
189.0
O 53-0 Lo, ‘ 1 ‘122'0 163.0 h‘ " MH
\\\‘\\\\‘\\\\’1\\\‘\WH‘\\\\’\\\\‘\H\‘\\\\’\\\\‘\H ‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74419: 11H-Benzo[a]fluorene
216.0
13.00
5000 m/z 213.05 17.86%
107.0
ol4.0 440 810, | 13701630 189.0 | \
R e B e e LAAAARERRREEREY
miz--> 20 40 60 80 100 120 140 160 180 200 220 {\ /UL M
Abundance #74411: Pyrene, 1-methyl- mA‘AJ ‘ ‘m,“‘ﬂnv
216.0 13.00
m/z 106.50  12.95%
5000
95.0 189.0
0,270 630 | j1220 1630 | [l
R B e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00

8270-BF060321.M Fri Jun 18 13:25:29 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 11H-Benzo[a]fluorene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.192 3.32 ng 67927 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 76
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 68
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 58
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 58
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 52
Abundance Scan 1888 (13.192 min): BF124360.D\data.ms (-1884) (-  m/z 216.05 100.00%
216.1
5000
94.4
189.1
Obrreprrrr ikt ot b A bty el 70 m/z 215,05 54.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74411: Pyrene, 1-methyl-
216.0
5000 A /\ ik M»WW
13.00 13.50
m/z 231.90 19.23%
95.0 189.0
01,270 630 | j1220 1630 | ‘H
\H‘H\\‘\\H‘\H\‘\\H‘H\\‘\\H‘\H\‘\\H‘\H\‘H\ ‘\H\‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74413: Pyrene, 2-methyl-
216.0 ﬂ}ﬂ
1 Aﬁ W nfM
13.00 13 50
m/z 94.40 17.59%
5000 95.0
189.0
0 53.0 1220 1830 |
H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_“,H‘W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74423: 11H-Benzo[a]fluorene
216.0 13.00 13.50
m/z 213.20 17.45%
5000
108.0
0 63.0 \ 163.0189.0 H
R RAALas A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50

8270-BF060321.M Fri Jun 18 13:25:30 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 11H-Benzo[a]fluoren-11-one Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.598 2.24 ng 45708 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 91
2 Dibenzo[c,h][2,6]naphthyridine 230 C16H10N2 000218-30-4 74
3 4-Pyrenecarbaldehyde 230 C17H1e00 022245-51-8 72
4 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 68
5 1-Pyrenecarboxaldehyde 230 C17H100 003029-19-4 64
Abundance Scan 1957 (13.598 min): BF124360.D\data.ms (-1954) (1  m/z 230.00 100.00%
230.0
5000
101.1 202.1 A ‘nN\/‘\ e ‘/\/‘\/'/W\‘I\/\/
419 740 174.9 M 13.50 14.00
T w‘w‘tww m‘m bl bz 202,05 24.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230.0
5000
13.50 14.00
101.0 200.0 m/z 200.00  23.22%
‘\\\\‘\H\‘\\\\‘\\\\’1\\\‘\11\‘\\\\’\\\\‘\WH‘\\\\’\\\\‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #86217: Dibenzo[c,h][2,6]naphthyridine
230.0
13.50 14.00
5000 m/z 231.05 22.77%
174.0 20‘”2.0
O e el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #86237: 4-Pyrenecarbaldehyde
230.0 13.50 14.00
201.0 m/z 101.05 19.99%
5000
100.0
29.0 74.0‘ ‘H 138.0 17‘40
Ot bl e e s el et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00

8270-BF060321.M Fri Jun 18 13:25:31 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Benzo[b]naphtho[2,1-d]thiop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.704 3.08 ng 62997 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 C16H1eS 000239-35-0 81
2 Phenanthro[4,3-b]thiophene 234 C16H10S 000195-68-6 60
3 Benzo[b]naphtho[2,3-d]thiophene 234 CléH1es 000243-46-9 59
4 Anthra(1,2-b)thiophene 234 CléH1es 000227-86-1 53
5 Phenanthro(2,1-b)thiophene 234 C16H1eS 000219-25-0 53
Abundance Scan 1975 (13.704 min): BF124360.D\data.ms (-1971) (-  m/z 234.00 100.00%
234.0
5000
201.9
42.8 689 gq 1L 4630 13.50 14.00
0 : m/z 201.95 22.70%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #89183: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000 I
1350 14.00
m/z 230.15 21.18%
5320630 910 /0 16‘3018‘?0‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #89179: Phenanthro[4,3-b]thiophene
234.0 k
MnM/\ ‘ ‘r/w\‘m‘ {
1350 14.00
5000 m/z 232.10 19.24%
104.0 189.0
ol 450 740 || a0
"H"H“H“_“w“u“H“H“_“w“u“u“u
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #89184: Benzo[b]naphtho[2,3-d]thiophene
234.0 13.50 14.00
m/z 235.10 19.17%
5000
117.0
189.0
N1 TE0 .. o NN NNV R

m/z--> 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00

8270-BF060321.M Fri Jun 18 13:25:31 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 11 unknownl4.062 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.062 2.20 ng 45009 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl-[4-[2-(3-methylisoxazol... 228 C14H16N20 1000306-39-6 49
2 Bis[p-cyanophenyl]acetylene 228 C16H8N2 005216-36-4 47
3 Purine-6(1H)-thione, 3,7-dimethy... 228 C7H8N4Se 023663-58-3 46
4 Benzo[c]phenanthrene 228 C18H12 000195-19-7 38
5 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 38

Abundance Scan 2036 (14.062 min): BF124360.D\data.ms (-2031) (-  m/z 228.10 100.00%
8.1

22
5000
113.1 Aﬁ ‘ ‘A‘ :

43.0

79.0 147.1 174.0 201.0 260.1 14.00
0 m/z 227.10 91.59%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84431: Dimethyl-[4-[2-(3-methylisoxazol-5-yl)vinyl]pheny
228.0
5000
14.00

m/z 226.10  54.90%

69.0 1130 1440 1740199 o, \
TRV R RTIY FRY I T o T 1
\\‘\\H‘\\H‘\\H‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\’H\\‘H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84639: Bis[p-cyanophenyl]acetylene
228.0

o

14.00
5000 m/z 113.10 25.76%
879 1140 175.0
: V201.0
SO L[ s L0
0“‘HW‘W‘H‘wuﬂﬂmhwwuAH‘m‘m‘HM“Hku“ww‘w‘u“u
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance  #84761: Purine-6(1H)-thione, 3,7-dimethylseleno-
228.0 14.00
m/z 224.00 20.39%
5000

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

ﬁAA\AAAA L)
14.00

8270-BF060321.M Fri Jun 18 13:25:32 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 12 Benz[a]anthracene, 5-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.345 2.40 ng 48965 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[a]anthracene, 5-methyl- 242 C19H14 002319-96-2 76
2 Chrysene, 3-methyl- 242 C19H14 003351-31-3 76
3 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 76
4 Benz[a]anthracene, 6-methyl- 242 C19H14 000316-14-3 76
5 Benz[a]anthracene, 2-methyl- 242 C19H14 002498-76-2 74
Abundance Scan 2084 (14.345 min): BF124360.D\data.ms (-2080) (1  m/z 242.10 100.00%
242.1
5000
5.0 832 Illf'l 15211789 2130 I 59y, 14.00 14.50
O b emerepdip B b e et el m/z 239.10  33.31%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96051: Benz[a]anthracene, 5-methyl-
242.0
5000 b ‘AWWMW
14.00 14.50
m/z 243.10  24.79%
121.0
0320180 500 157028 |
\\\‘WH\‘\\\\’H\\‘\\\\’\\\\‘HH‘HH‘HH‘HH‘HH HH‘HH‘\
m/z--> 40 60 80 100 120140 160 180 200 220 240 260
Abundance #96033: Chrysene, 3-methyl-
242.0
14.00 14.50
5000 m/z 241.10 23.31%
121.0
ol390 870 | 150.0 187.0215.0 “\‘
R Ran e e e e EARAARAARARanEaEaE ]
m/z--> 40 60 80 100 120140 160 180 200 220 240 260
Abundance #96045: Triphenylene, 2-methyl- ‘AwwﬂﬁwﬂM%MwJ&“‘
242.0 14.00 14.50
m/z 240.10 16.11%
5000
121.0
oL 440 870 " 1500 187.02150 I
AR AL e e A RN Lo A — .
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.50

8270-BF060321.M Fri Jun 18 13:25:33 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 13 unknownl4.421 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.421 2.20 ng 44852 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 46
2 Heptadecane 240 C17H36 000629-78-7 46
3 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 43
4 Octadecane 254 C18H38 000593-45-3 38
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 35

Abundance Scan 2097 (14.421 min): BF124360.D\data.ms (-2094) (- m/z 57.05 100.00%

57.0
5000
254.1 Mo

97.1
‘ “ 127.2 191.0 “‘ 14.50
ob—— ‘H\ A | “HH“M“EHUHHM‘H‘ —— I M“ ‘\M\‘ \H“ }HM‘\H“ L m/z 43.05 56.38%
m/z--> 50 100 150 200 250
Abundance #134595: Octadecane, 1-chloro-
57.0
5000 LA
1.0 14.50

m/z 71.05 52.47%

ool L

‘ \M Ly 280 1750 217.0 2530 288«
T T \ \ T T T \ T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #94344: Heptadecane

o
[¢)]
1
o

14.50
5000 ITI/Z 85.10 37.33%
990
ZWO‘ \ [ J 1410 183.0 2490
ob——L i b
m/z--> 50 100 150 200 250 MAA
Abundance #110906: Hexadecane, 1-chloro- m‘ ‘ M —
57.0 14.50
m/z 55.05 25.15%
5000 91.0
0 Zﬂom s 1330 175.0 217.0 2600
AR ‘ ‘ oty R B A —
m/z--> 50 0 150 200 250 14.50

8270-BF060321.M Fri Jun 18 13:25:33 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 14 unknownl4.468 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.468 2.27 ng 46297 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-(p-(Dimethylamino)benzylidenea... 240 C15H16N20 023837-35-6 32
2 4-Amino-2-(5-methyl-2-benzimidaz... 239 C14H13N30 1000258-88-5 22
3 1,10-Dioxa-4,7-dithiadecane, 1,1... 450 C24H44B202S2 1000162-30-8 22
4 5-Bromobenzo(b)thiophene-2-carba... 240 C9H5Bros 007312-18-7 16
5 1,3-Bis(trimethylsiloxy)benzene 254 C12H2202Si2 004520-29-0 12

Abundance Scan 2105 (14.468 min): BF124360.D\data.ms (-2102) (-  m/z 239.05 100.00%
239.

1
55.0
5000
bl e,
175.8 M 484. 14.50
0 Wy m/z 240.05  66.34%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94075: o-(p-(Dimethylamino)benzylideneamino)phenol
240.0
5000
121.0 14.50
m/z 242.10 65.09%
65.0 ‘
O3 111790 ||
O\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’

m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #93107: 4-Amino-2-(5-methyl-2-benzimidazolyl)phenol

-

239.0
14.50
5000 m/z 55.00 56.75%
52.0 105.0
Ll =
ol b g o 0 A

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227075: 1,10-Dioxa-4,7-dithiadecane, 1,10-bis(9-borabi T
239.0 14.50

m/z 237.05  28.65%

5000

103.0
41.0

0 MM\.‘..JHx 1610 | 337.0390.0 450.0

m/z--> 0 50 100 150 200 250 300 350 400 450 14.50

3
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
: BF124360.D
: 17 Jun 2021 13:36
Ju/ca
. M2707-02

: 8 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ 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 15 3H-Pyrrolo[3,2-f]quinoline,...

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.104 2.65 ng 34088 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3H-Pyrrolo[3,2-f]quinoline, 1,2,... 252 C17H20N2

2 Perylene 252 C20H12
3 Thiazole, 2-amino-4-(4-biphenylyl)- 252 C15H12N2S
4 Benz[e]acephenanthrylene 252 C20H12
5 Benzo[k]fluoranthene 252 C20H12

Abundance Scan 2213 (15.104 min): BF124360.D\data.ms (-2210) (-]

252.0
5000
43.0 73.0 125.7 164.9195.3 283
0,
mlz--> 50 100 150 200 250
Abundance #104143: 3H-Pyrrolo[3,2-flquinoline, 1,2,3,4,7,9-hexamet
252.0
5000
126.0
0 440 84\'0\\\‘\\\ L . 189'0\\ 22%.0\\
\\\\‘\\\\‘\\\\‘\\\\”‘”\‘1\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #104214: Perylene
252.0
5000
125.0
017.0 50.0 83.0 \H 174.0 222.0
L B e e o A e e S
m/z--> 50 100 150 200 250
Abundance #103914: Thiazole, 2-amino-4-(4-biphenylyl)-
252.0
5000 210.0
165.0
450 77.0 126.0 ‘
oL o ul. ” ‘\\ L ‘\H‘u‘\ all ‘\‘\ il \L‘ I i”‘ ‘\‘\‘M\Hl‘ — \“\ . . ‘\ .
m/z--> 50 100 150 200 250

8270-BF060321.M Fri Jun 18 13:25:35 2021

1000338-03-5 52
000198-55-0 50
002834-79-9 50
000205-99-2 49
000207-08-9 49

m/z 252.00 100.00%

=

15.00 15.50
m/z 250.10 38.47%

/\AM N

T
15.00 15.50
m/z 251.10  24.83%

=

15.00 15.50
m/z 253.00  22.85%

15.00 15.50
m/z 125.70  15.65%

15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 17 unknownl15.851 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.851 4.04 ng 51901 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 43
2 1-Iodoundecane 282 C11H23I 004282-44-4 43
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 38
4 Heptadecane 240 C17H36 000629-78-7 35
5 Hexadecane 226 C16H34 000544-76-3 35

Abundance Scan 2340 (15.851 min): BF124360.D\data.ms (-2337) (- m/z 57.10 100.00%
57.1

> W
266.1 T T T
’ ‘ 09.3 14‘1 1 15.50 16.00
[y — | | Mu“\ M\h A I Lufnl ‘H‘\H‘H\‘ \‘\\‘\‘u“\‘“\ . m/z 85.10 58.21%
m/z--> 50 100 150 200 250 300 350
Abundance #125655: Sulfurous acid, hexyl octyl ester
57.0
15.50 16.00
113.0 m/z 71.10 44.91%
O\\“\“‘\H\‘\‘\“\\\]‘-6\5\(\)\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #128607: 1-lodoundecane
57.0
— ——
15.50 16.00
5000 m/Z 43.10 33.56%
0150“‘ \ ‘ | 197.0 282.0
el A
miz--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl- “ ——
57.0 15.50 16.00
m/z 41.10 22.74%
o MWWM
Ols,ql 111 % | 1“11‘19 189.0231.0273.0315.0 __ 386.C

— —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 18 unknownl5.968 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.968 2.11 ng 27154 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,6,8-Tetrathiatricyclo[3.3.1.... 264 C1l0OH16S4 007000-79-5 22
2 Furazano[3,4-H]1,6-naphthyridin-... 264 C14H8N402 296245-19-7 14
3 Iron, (.eta.-5-cyclopentadienyl)... 264 Cl6H16Fe 1000155-06-6 12
4 4a,8a-(Methanothiomethano)naphth... 192 C12H16S 017853-52-0 11
5 6-Carbomethoxy-5,8-dimethoxy-1-t... 264 C14H1605 132950-66-4 11

Abundance Scan 2360 (15.968 min): BF124360.D\data.ms (-2358) (1  m/z 264.15 100.00%

43.0 264.1
95.1
5000
49.2 207.1

16.00
0 m/z 43.00 85.93%

mlz--> 50 100 150 200 250 300 350 400 450
Abundance #113378: 2,4,6,8- Tetrath|atr|cyc|o[3 3.1.1(3,7)]decane, 1,
264.
59.0

5000 T
131.0 1990 16.00
m/z 59.10 85.03%
O““‘JL|}1|flf
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #113845: Furazano[3,4-H]1,6-naphthyridin-6(9H)-one, 5-|
264.0 ﬂ A N
|-
16.00
5000 m/z 95.10  63.44%
207.0
77.0 152.0
T ) ‘“"\HwHm_mwH_m_m_m‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #114050: Iron, (.eta.-5-cyclopentadienyl)(.eta.-5-1,3-dime
264.0 16.00

m/z 131.40 62.12%

5000 198.0
56.0 142.0
0\”\ A ‘ M

m/z--> 50 100 150 200 250 300 350 400 450 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 19 unknownl7.162 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

17.162 4.28 ng 54967 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Quinolinecarboxylic acid, 7-ch... 235 C12H10C1NO2 1000372-97-7 10
2 Pyridine, 1,4-dihydro-2-methylth... 282 C15H14N4S 202405-67-2 10
3 3,5-Dibromobenzoic acid 278 C7H4Br202 000618-58-6 9

4 (4-Methylbenzyl) (4-morpholin-4-y... 282 C18H22N20 1000304-47-5 9
5 9,10-Dihydrophenanthren-2-butyri... 280 C19H2002 035639-15-7 9

Abundance Scan 2563 (17.162 min): BF124360.D\data.ms (-2560) (1  m/z 176.80 100.00%

176.8
41.0
135.1 280.5
5000
21.1
I |
oHH“ “‘_H‘_H‘ m/z 191.00  92.34%
m/z--> 100 1 200 250 300
Abundance #89640. 8-Qumol|necarboxyl|c acid, 7-chloro-3-methyl- , 1
204.0
5000 - —H
140.0 235.0 17.00 17.50
J m/z 204.30  82.15%
OH‘\‘OV \\\H \H\ \[\H’ ‘\“‘}O\w‘\‘}‘\““““
m/z--> 50 100 150 200 250 300
Abundance #128959: Pyridine, 1,4-dihydro-2-methylthio-3,5-dicyano-
ol
A
17.00 17.50
5000 m/z 41.00 72.68%
282.0
235.0
67.0
i 115.0 1550 ‘ ‘
o) Su— by o “‘ “h‘ i \m \m m“w \“h‘ Al ‘ “M‘ I ‘
m/z--> 50 100 150 200 250 300
Abundance #126261: 3,5-Dibromobenzoic acid —— —
280.0 17.00 17.50
m/z 280.50 62.04%
5000
75.0 235.0
0 370\ L \Hm \\1170 %5?0 199.0 \‘\ H I
R e LT R T e e

m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36

Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl8.415 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
18.415 2.19 ng 28131 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanamide, 2,2-dimethyl-N-(3-m... 191
2 Propanamide, 2,2-dimethyl-N-(4-m... 191
3 Diphenylaminotetrafluorophosphorane 275
4 Acetamide, N-acetyl-N-(phenylmet... 191

C12H17NO
C12H17NO
C12H10F4NP
C11H13NO2

032597-29-8 10
021354-40-5 10
1000306-13-9 9
003027-02-9 9

5 Pivalamide, N-methyl-N-phenyl- 191 C12H17NO 1000345-72-6 9
Abundance Scan 2776 (18.415 min): BF124360.D\data.ms (-2770) (- m/z 133.00 100.00%
43.1 1338.0
95.9
295.1
5000 2208
ot—p =l Ly L m/z 107.00 96.77%
m/z--> 50 100 150 200 250 300
Abundance #53841: Propanamide, 2,2-dimethyl-N-(3-methylphenyl)-
107.0 191.0
57.0
5000
18.50
m/z 43.10 94.18%
148.0
O\“\‘\“‘\‘\M\“\“‘\\\“h\“‘\\\ “\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #53840: Propanamide, 2,2-dimethyl-N-(4-methylphenyl)-
57.0
107.0 T
18.50
5000 191.0 m/z 71.20  81.24%
48.0
ob—tpbo bl A v
m/z--> 50 100 150 200 250 300
Abundance #123148: Diphenylaminotetrafluorophosphorane
107.0 18.50
m/z 56.90 77.36%
5000 275.0
51.0 168.0
o‘m;‘H‘uu_”‘_‘”_”wuw‘_w e
m/z--> 50 100 150 200 250 300 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124360.D

Acqg On : 17 Jun 2021 13:36
Operator : JU/CG

Sample : M2707-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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|
2-Pentanone, 4-... 4.987 3.8 ng 46086 1 6.781 240966 20.0
Phenanthrene, 1... 11.810 2.1 ng 37661 4 11.310 352191 20.0
n-Hexadecanoic ... 11.839 8.5 ng 148959 4 11.310 352191 20.0
unknown11.921 11.921 4.0 ng 69480 4 11.310 352191 20.0
Dodecanoic acid 12.627 3.1 ng 54445 4 11.310 352191 20.0
Pyrene, 1-methyl- 12.980 2.6 ng 53643 5 13.957 408632 20.0
Pyrene, 2-methyl- 13.086 2.5 ng 51526 5 13.957 408632 20.0
11H-Benzo[a]flu... 13.192 3.3 ng 67927 5 13.957 408632 20.0
11H-Benzo[a]flu... 13.598 2.2 ng 45708 5 13.957 408632 20.0
Benzo[b]naphtho... 13.704 3.1 ng 62997 5 13.957 408632 20.0
unknownl14.062 14.062 2.2 ng 45009 5 13.957 408632 20.0
Benz[a]anthrace... 14.345 2.4 ng 48965 5 13.957 408632 20.0
unknownl14.421 14.421 2.2 ng 44852 5 13.957 408632 20.0
unknownl14.468 14.468 2.3 ng 46297 5 13.957 408632 20.0
3H-Pyrrolo[3,2-... 15.104 2.6 ng 34088 6 15.415 256820 20.0
unknown15.851 15.851 4.0 ng 51901 6 15.415 256820 20.0
unknown15.968 15.968 2.1 ng 27154 6 15.415 256820 20.0
unknownl7.162 17.162 4.3 ng 54967 6 15.415 256820 20.0
unknown18.415 18.415 2.2 ng 28131 6 15.415 256820 20.0
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