LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122100.D

Acqg On : 23 Oct 2020 15:46
Operator : JU/CG

Sample : L4488-05

Misc :

ALS vial : 6 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122100.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.293 372 375 391 rBV2 20981 47951 1.79% ©0.209%
2 4.940 481 485 495 rBV 28056 49352 1.84% 0.215%
3 5.345 551 554 580 rBV 1692842 1902198 70.84% 8.271%
4 6.375 725 729 757 rBV 2219005 2277338 84.81% 9.903%
5 6.581 762 764 783 rVWW 20773 61621 2.29% 0.268%
6 6.722 785 788 799 rVB 707221 588384 21.91% 2.558%
7 7.292 881 885 907 rBV 1603470 1628241 60.64% 7.080%
8 8.010 1003 1007 1016 rBV 763405 794041 29.57%  3.453%
9 9.080 1184 1189 1199 rBV 2855108 2685297 100.00% 11.676%
10 9.480 1254 1257 1264 rVB 387666 311639 11.61% 1.355%
11  9.757 1300 1304 1308 rBV 978205 914843 34.07% 3.978%
12 9.792 1308 1310 1315 rVB 39767 36035 1.34% 0.157%
13 9.969 1336 1340 1344 rVB2 27032 29452 1.10% 0.128%
14 10.163 1369 1373 1375 rBvV2 29801 34479 1.28% 0.150%
15 10.310 1392 1398 1403 rBV3 30173 48778 1.82% 0.212%
16 10.404 1410 1414 1419 rVB3 21056 33021 1.23% 0.144%
17 10.551 1436 1439 1449 rBV 1012588 951419 35.43% 4.137%
18 10.669 1455 1459 1462 rBV 70613 71692 2.67% 0.312%
19 10.986 1507 1513 1515 rBV3 28338 40699 1.52% 0.177%
20 11.104 1529 1533 1535 rBV2 26780 36406 1.36% ©0.158%

21 11.139 1535 1539 1546 rVB3 68864 100854  3.76%
22 11.245 1553 1557 1560 rBV 1052869 984634 36.67%
23 11.269 1560 1561 1565 rVV 424959 306537 11.42%
24 11.327 1567 1571 1574 rVB 94505 90215 3.36%

OO0 r MO
w
w
w
R

25 11.492 1594 1599 1605 rBV5 47228 103420 3.85% 450%
26 11.751 1640 1643 1645 rBV 71215 79158 2.95% 0.3447%
27 11.780 1645 1648 1654 rVB 244202 238708 8.89% 1.038%
28 11.827 1654 1656 1659 rVB 46551 32789 1.22% ©.143%
29 11.863 1659 1662 1664 rBV 84798 87053 3.24% 0.379%
30 12.045 1690 1693 1697 rVB 52323 45090 1.68% 0.196%
31 12.092 1698 1701 1703 rVV3 38498 32438 1.21% ©0.141%
32 12.192 1713 1718 1720 rBV4 34001 51897 1.93% 0.226%
33 12.298 1733 1736 1738 rBV 58122 54527 2.03% 0.237%
34 12.321 1738 1740 1741 rW2 52025 47376 1.76% ©.206%
35 12.339 1741 1743 1745 rVWW2 72445 62420 2.32% 0.271%
36 12.398 1748 1753 1755 rBvV2 37549 47286 1.76% 0.206%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122100.D

Acqg On : 23 Oct 2020 15:46
Operator : JU/CG

Sample : L4488-05

Misc :

ALS vial : 6 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.463 1760 1764 1767 rBV 617571 524184 19.52%  2.279%
38 12.563 1773 1781 1787 rBV ~ 288828 425303 15.84% 1.849%
39 12.616 1787 1790 1793 rVWV 65708 93366 3.48% 0.406%
40 12.692 1797 1803 1809 rVV2 470384 583565 21.73% 2.538%
41 12.745 1809 1812 1816 rVB2 44313 47778 1.78% ©.208%
42 12.833 1821 1827 1830 rVV 2723213 2530026 94.22% 11.001%
43 12.863 1830 1832 1836 rVB2 26692 31627 1.18% 0.138%
44 12.910 1836 1840 1844 rBV2 42261 73945 2.75% ©.322%
45 12.963 1847 1849 1852 rVB 59320 45192 1.68% ©.197%
46 12.998 1852 1855 1856 rBvV2 25195 29924 1.11% 0.130%
47 13.021 1856 1859 1862 rVB 60433 60550 2.25% ©0.263%
48 13.057 1862 1865 1868 rBV3 20643 30256 1.13% ©0.132%
49 13.121 1872 1876 1880 rBV2 54819 68108 2.54% 0.296%
50 13.251 1895 1898 1901 rBV2 29831 33856 1.26% 0.147%
51 13.363 1915 1917 1920 rVB 43588 32648 1.22% ©.142%
52 13.539 1944 1947 1950 rBV 51965 48507 1.81% 0.211%
53 13.645 1962 1965 1967 rBV2 36805 40618 1.51% 0.177%
54 13.663 1967 1968 1971 rVB 46268 32869 1.22% ©0.143%
55 13.692 1971 1973 1975 rBV 31034 30307 1.13% ©0.132%
56 13.751 1979 1983 1989 rVB 168138 262112 9.76%  1.140%
57 13.862 1998 2002 2003 rBV 68607 78883 2.94%  ©.343%
58 13.892 2003 2007 2009 rVvVv2 786695 910658 33.91% 3.960%
59 13.915 2009 2011 2015 rVB 208080 187927 7.00% 0.817%
60 14.039 2029 2032 2034 rBV2 26313 28959 1.08% 0.126%
61 14.280 2071 2073 2076 rVB 46762 40042 1.49% ©0.174%
62 14.345 2081 2084 2088 rVV2 35167 43700 1.63% 0.190%
63 14.504 2108 2111 2116 rBV 58525 66062 2.46% 0.287%
64 14.709 2143 2146 2152 rVB 183453 188275 7.01% ©0.819%
65 14.774 2154 2157 2161 rVB2 28698 30490 1.14% ©.133%
66 14.921 2178 2182 2184 rBV 162211 220567 8.21% ©.959%
67 15.021 2197 2199 2206 rVB 39087 49988 1.86% ©0.217%
68 15.209 2228 2231 2236 rBV 89979 94371 3.51% 0.410%
69 15.268 2238 2241 2245 rVB 139127 146333 5.45% 0.636%
70 15.327 2246 2251 2255 rBV 535690 653571 24.34%  2.842%
71 15.721 2315 2318 2322 rBV 39755 58343 2.17%  ©.254%
72 16.745 2486 2492 2499 rBV 81980 165877 6.18% 0.721%

73 17.168 2560 2564 2576 rVB 43099 101391 3.78% 0.441%

Sum of corrected areas: 22997466

8270-BF101220.M Mon Oct 26 13:49:04 2020 Pag 2



Data Path :
Data File :
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ALS vial

Quant Method
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Abundance
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: 23 Oct 2020 15:46

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
BF122100.D

Ju/CaG
L4488-05

: 6 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: BF122100.D\data.ms

6.375

5.345

7.292

6.722

4.293 4.940 6.581

Time-->
Abundance

2500000

2000000

1500000

1000000

500000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF122100.D\data.ms

9.080 12.833

11.245

9.757 10.551

8.010

9.480

L 9798, 968 0. 1631004/ 0669 1098

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

950 1000 1050 11.00 11.50 12.00 12.50 13.00
TIC: BF122100.D\data.ms

13.892

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122100.D

Acqg On : 23 Oct 2020 15:46
Operator : JU/CG

Sample : L4488-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 unknown6.58 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.581 2.09 ng 61621 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 9
3 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 4
4 Methane, nitroso- 45 CH3NO 000865-40-7 4
5 Hydrazine, 2-propenyl- 72 C3H8N2 007422-78-8 4
Abundance Scan 764 (6.581 min): BF122100.D\data.ms (-762) (-) m/z 44.95 100.00%
45.0
5000
59.0
72.0 A
‘ 6.20 6.40 6.60 6.80 7.00
0 ‘H"‘H"m"H"u‘!‘n‘w‘m"_‘mwwm‘w_ m/z 59.00 32.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
5000 \‘\\\\‘\\\A\’\\\\‘\\\\‘\\
6.20 6.40 6.60 6.80 7.00
m/z 72.00 19.62%
ol 100 310 || 610 759
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)-
45.0
T A
6.20 6.40 6.60 6.80 7.00
m/z 73.00 13.20%
5000 59.0
31.0
73.0
o T s oo
e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #697: 1-Propene, 3-methoxy- T
29.0 a 6.20 6.40 6.60 6.80 7.00
0 20 m/z 43.00  12.04%
5000 57.0
15.0
0 ""‘:‘H"nlMMW"‘m""wuww_ww_ SN LN S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122100.D

Acqg On : 23 Oct 2020 15:46
Operator : JU/CG

Sample : L4488-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.139 2.05 ng 100854  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 53
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 52
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 47
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 46
5 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 43

Abundance Scan 1539 (11.139 min): BF122100.D\data.ms (-1535) (- m/z 57.10 100.00%

57.1
5000 184.0
—— —
‘ 1131 520 11.00 11.50
oL i ‘\ H‘M‘!\ \‘\H“w“ ‘\“ L \“\ ﬂ.\ ‘\ " , ‘M\‘ h‘ . — m/z 71.10 68.11%
miz--> 50 100 150 200 250
Abundance #59880: Tetradecane
57.0
5000 i —
11.00 11.50
m/z 184.00  49.26%
Z0) | | %, a0 1sm0
O T T T ‘\“ ‘\ ‘\‘ \M\ “‘ \H T H\ V ‘ T T T T “ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0 A
— —
11.00 11.50
5000 m/Z 43.05 45.11%
113.0
27,0
ol 2L LT 1501880 2502y
miz--> 50 100 150 200 250
Abundance #124147: 2-Bromotetradecane — —
57.0 11.00 11.50
m/z 85.05 41.73%
5000
99.0
27‘.0‘ ‘ ‘ ‘ ’141.0 197.0
S 1 P A O G i —
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122100.D

Acqg On : 23 Oct 2020 15:46
Operator : JU/CG

Sample : L4488-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 1H-Benzotriazole, 1-phenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.492 2.10 ng 103420  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzotriazole, 1-phenyl- 195 C12H9N3 000883-39-6 52
2 Carbazole 167 C12HSN 000086-74-8 45
3 1-Butanone, 1-(2,4,6-trihydroxy-... 210 C11H1404 001509-06-4 43
4 2-Propanone, 1,1-diphenyl- 210 C15H140 000781-35-1 43
5 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 43

Abundance Scan 1599 (11.492 min): BF122100.D\data.ms (-1594) (-  m/z 167.10 100.00%
167.1

5000/ 430 )M
. AA nm. ‘HMA$WNH‘M

11.50
0 m/z 43.05 48.70%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57211: 1H-Benzotriazole, 1-phenyl-
167.0
77.0
51.0

5000 T
11.50
m/z 57.10 43.96%
139.0 195.0
270 1 150 | |
0 ‘H‘H“H‘HMHHW‘\\‘H‘\H‘\‘\\H“HH‘\‘Hr‘\uuum‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35947: Carbazole
167.0
—T—
11.50
5000 m/z 71.05 34.89%

o

139.0
390 907 mo | |
! L I 1P [T T} il i |
L L L L L B B B
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #69047: 1-Butanone, 1-(2,4,6-trinydroxy-3-methylphenyl)-
167.0

—
11.50
m/z 210.10  31.02%

5000

69 | n ﬁ/WMA

L e e AL
miz--> 20 40 60 80 100 120 140 160 180 200 11.50

210.0
39.0 69.0 110.0 140.0 |
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122100.D

Acqg On : 23 Oct 2020 15:46
Operator : JU/CG

Sample : L4488-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Phenanthrene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.780 4.85 ng 238708  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 91

Abundance Scan 1648 (11.780 min): BF122100.D\data.ms (-1645) (-  m/z 192.10 100.00%
19p.1

1291 1651 \‘\ \‘\
H H\W ‘ @272256 11.50 12.00
O bbbl “‘uu‘”‘lwm“m‘ bl T DT m/z 191.10 59.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000 e : m/\J\M
11.50 12.00
m/z 73.00 46.95%
165.0
0l.270 630 960 1260 | 1
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #54749: Phenanthrene, 2-methyl-
192.0
i —
11.50 12.00
5000 ITI/Z 43.05 43.36%
165.0
0L 27.0 630 9.0 19560 | ||
e e e e e e e e e
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #54735: Anthracene, 2-methyl- —— —
192.0 11.50 12.00
m/z 60.00 38.51%
5000
165.0
0 39.0 830u1150 | ‘M
T e e e e e e e —— ——
m/z--> 20 40 60 80 100120140160 180200220240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122100.D

Acqg On : 23 Oct 2020 15:46
Operator : JU/CG

Sample : L4488-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.563 8.64 ng 425303  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1781 (12.563 min): BF122100.D\data.ms (-1773) (- m/z 43.10 100.00%
43.1 73.0

5000
129.1
T I
185.1 241.2 2841 12.50
ob——lL m/z 73.60 87.20%
50

-

m/z--> 100 150 200 250
Abundance #131261: Octadecanoic acid
5000 129.0 ‘

T
12.50
m/z 57.10 77.05%

43.0,,73.0
I

‘ 1850 2410 284
0l—— ;‘\ h!‘ \‘H““‘m\h‘\‘ M AT - | ““ \‘ - “‘ e “L‘
miz--> 50 100 150 200 250
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
1250 |
5000 256.0 ITI/Z 60.00 75.44%
129.0
213.0
LA,
0Lt i M‘L {‘\H‘H} oy “ “ “‘m‘ B ‘\‘ :
miz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid 1 ‘
43.0 73.0 12.50
m/z 55.05 68.66%
5000 129.0
199.0 2420
oL : 167.0 : —
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122100.D

Acqg On : 23 Oct 2020 15:46
Operator : JU/CG

Sample : L4488-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Phenanthrene, 4-methoxy- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.616 2.05 ng 93366 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 4-methoxy- 208 C15H120 015638-06-9 58
2 Anthracene, 1-methoxy- 208 C15H120 054458-84-3 53
3 Phenaleno[1,9-bc]thiophene 208 C14H8S 079965-99-4 50
4 Benzo[c]cinnoline, 4,7-dimethyl- 208 C14H12N2 020684-54-2 49
5 6-Methylquinoxaline-2,3-dithiol 208 C9H8N2S2 1000311-61-9 47

Abundance Scan 1790 (12.616 min): BF122100.D\data.ms (-1787) (1  m/z 208.00 100.00%
208.

(
08.0
5000 J
163.0 A e =

104.0
40.0 63.0 ‘ 139.1 12.50 13.00

0 _“q‘ulﬁu‘uwvwwwu“u‘ﬁ‘ﬂm, m/z 203.05 22.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67922: Phenanthrene, 4-methoxy-

208.0
165.0
5000 = =
12.50 13.00

m/z 163.00  19.88%

63.0 98.0 13%0 M J
O‘\\\\‘\\\\“\\\\‘\\\\"1\\\‘\\\\‘\\\\’\\\\‘\\\‘\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67918: Anthracene, 1-methoxy-
165.0 208.0 hﬁm&ﬂ
‘ - —

12.50 13.00
5000 ITI/Z 209.00 17.27%
300 630 R0 1380
A R oo e o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 Nﬁﬁ
Abundance #67901: Phenaleno[1,9-bc]thiophene W“WﬂﬁMMW\‘ : ‘“ﬂfw
208.0 12.50 13.00
m/z 222.10 14.09%
5000
104.0 163.0
0 45.0 74.0 il “ 1370 \“\ b M /“"\"\j\/\ A AN
R AR S o R R prp ot e,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122100.D

Acqg On : 23 Oct 2020 15:46
Operator : JU/CG

Sample : L4488-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 11H-Benzo[a]fluoren-11-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.751 5.76 ng 262112 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 95
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 50
3 n-Heptadecanol-1 256 C17H360 001454-85-9 42
4 n-Nonadecanol-1 284 C19H400 001454-84-8 42
5 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 38

Abundance Scan 1983 (13.751 min): BF122100.D\data.ms (-1979) (-  m/z 230.05 100.00%
230.1

55.0
5000 97.1
200.1 il ot
Ll T e o,
Olrrrrrrrofhodly “‘M“J“Hu‘w‘mng‘mmw,wWWWH‘_%E“%-“ m/z 55.05 60.06%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230.0
5000 — —
13.50 14.00
101.0 200.0 m/z 83.05 56.82%
O\H‘HH‘HH"H\H\‘\‘!H“UHH‘HH‘\\‘H’\HH}’HH“HH‘H‘H‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #86246: 7TH-Benz[de]anthracen-7-one
230.0
P e
13.50 14.00
5000 m/z 97.10  48.60%
200.0
ob. 500 100 1s00
e e e e e e el
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107662: n-Heptadecanol-1 —— —
55.0 13.50 14.00
97.0 m/z 69.10 44.62%
- WV\AAJ\W
oL AL 220 aeso 2100
ol.280l L LI L LT, 4680 2100300 o T
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122100.D

Acqg On : 23 Oct 2020 15:46
Operator : JU/CG

Sample : L4488-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Supraene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.710 5.76 ng 188275 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 83
4 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 64
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 58

Abundance Scan 2146 (14.709 min): BF122100.D\data.ms (-2143) (1 m/z 69.10 100.00%
1

69.
5000
—— —
137.0 14.50 15.00
Ol bl dy 19012331 3020 ... 8165  48.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 S —
14.50 15.00
m/z 41.05 25.32%
137.0
0270yl ), 1910 2730 3410 4104
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
—— —
14.50 15.00
5000 m/z 95.10 12.41%
137.0
OZZHJM\MLMH (). 1910 2730 3410 410
w2 e B e T e B e
miz--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol — —
69.0 14.50 15.00
m/z 68.10 10.55%
137.0
D
0‘7'4 T — i -
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122100.D

Acqg On : 23 Oct 2020 15:46
Operator : JU/CG

Sample : L4488-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.210 2.89 ng 94371 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
4 Perylene 252 C20H12 000198-55-0 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 2231 (15.209 min): BF122100.D\data.ms (-2228) (1  m/z 252.10 100.00%
252.1
— —
430 86.0 12\5'1 162.0192.1 224.0 M 287.1 1500 1550
0‘wCHW‘HW‘hquﬂww‘wuu,du‘uuwuuwwu“u,umw‘h‘ m/z 250.05 30.96%
m/z--> 40 60 80 100120140160180200220 240260280
Abundance #104217: Benzo[e]pyrene
252.0
5000 | ‘j\ K o
15.00 15.50
m/z 253.10  22.98%
125.0
0,500 830 l 174.0 2240 |
H‘HH‘HH‘\H\’\H\‘HH‘HH’\H\‘HH‘HH‘HH‘H \’HH‘HH‘
m/z--> 40 60 80 100120140160180200 220240260280
Abundance #104224: BenzolK]fluoranthene
252.0
—r —
15.00 15.50
5000 m/z 125.05 13.12%
126.0
e o e a e paEansaEs
m/z--> 40 60 80 100120140160180200 220240260280
Abundance #104229: Benz[e]acephenanthrylene T —
252.0 15.00 15.50
m/z 126.00  11.35%
5000
126.0
0..51.0 830 | ‘\“ 1740 2240 H p——
T e e e e e 0 e
m/z--> 40 60 80 100120140160180200 220240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122100.D

Acqg On : 23 Oct 2020 15:46
Operator : JU/CG

Sample : L4488-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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|
unknown6.58 6.581 2.1 ng 61621 1 6.722 588384 20.0
Tetradecane 11.139 2.0 ng 100854 4 11.245 984634 20.0
1H-Benzotriazol... 11.492 2.1 ng 103420 4 11.245 984634 20.0
Phenanthrene, 1... 11.780 4.8 ng 238708 4 11.245 984634 20.0
Octadecanoic acid 12.563 8.6 ng 425303 4 11.245 984634 20.0
Phenanthrene, 4... 12.616 2.0 ng 93366 5 13.892 910658 20.0
11H-Benzo[a]flu... 13.751 5.8 ng 262112 5 13.892 910658 20.0
Supraene 14.710 5.8 ng 188275 6 15.327 653571 20.0
Benzo[e]pyrene 15.210 2.9 ng 94371 6 15.327 653571 20.0
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