LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123655.D

Acqg On : 20 Apr 2021 21:55 Instrument :
Operator : JU/CG BNA_F

Sample : M2076-18 ClientSampleld :
Misc : SB-18-14.5-15.0

ALS Vvial : 19 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123655.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.063 498 506 512 rVB 64374 78062 1.28% 0.149%
2 5.475 571 576 579 rBV 6260077 5938465 97.00% 11.370%
3 6.486 743 748 754 rBV 6309846 6122382 100.00% 11.722%
4 6.851 806 810 813 rBV 1751453 1543880 25.22% 2.956%
5 6.910 817 820 828 rBV3 39343 68265 1.12% 0.131%
6 7.028 837 840 844 rBV 186648 165412 2.70% 0.317%
7 7.410 897 905 908 rBV 4509101 4060987 66.33% 7.775%
8 8.133 1023 1028 1030 rBV 2506955 1996684 32.61% 3.823%
9 8.151 1030 1031 1035 rVB 285283 223010 3.64% 0.427%
10 8.845 1146 1149 1153 rVB 276361 220630 3.60% 0.422%
11  8.945 1162 1166 1170 rVB 196115 153928 2.51% 0.295%
12 9.210 1207 1211 1215 rBV 6533679 5880053 96.04% 11.258%
13 9.292 1222 1225 1227 rBV 72797 72125 1.18% 0.138%
14  9.480 1252 1257 1260 rBV3 55365 76894  1.26% 0.147%
15 9.604 1275 1278 1282 rBV 254353 221376  3.62% 0.424%
16 9.892 1321 1327 1330 rBV 2584590 2105459 34.39% 4.031%
17  9.922 1330 1332 1336 rVB 330473 250291 4.09% 0.479%
18 10.092 1358 1361 1364 rBV 211857 189961 3.10% 0.364%
19 10.327 1398 1401 1403 rVB2 71648 65270 1.07% 0.125%
20 10.439 1416 1420 1423 rBV 319099 260850 4.26% 0.499%
21 10.680 1457 1461 1465 rBV 4707168 4065630 66.41% 7.784%
22 10.804 1479 1482 1486 rBV3 92000 135017 2.21% 0.259%
23 11.251 1550 1558 1560 rBV5 95557 164299 2.68% 0.315%
24 11.274 1560 1562 1568 rVB2 120358 129800 2.12% 0.249%
25 11.380 1576 1580 1582 rBV 2463907 1993565 32.56% 3.817%
26 11.404 1582 1584 1587 rVV 1272410 939968 15.35% 1.800%
27 11.451 1587 1592 1595 rVB 264954 279326 4.56% 0.535%
28 11.610 1613 1619 1621 rBV2 133694 163477 2.67% 0.313%
29 11.674 1628 1630 1633 rBV 82038 72694 1.19% 0.139%
30 11.886 1663 1666 1668 rBV 87393 75629  1.24% 0.145%
31 11.910 1668 1670 1674 rBV 395791 357711 5.84% 0.685%
32 11.998 1681 1685 1687 rBV 214134 212015 3.46% 0.406%
33 12.086 1697 1700 1702 rBV2 90299 66108 1.08% 0.127%
34 12.363 1744 1747 1750 rBV3 68202 75120 1.23% 0.144%
35 12.439 1757 1760 1762 rBV2 67056 69429 1.13% 0.133%

36 12.474 1764 1766 1771 rVB2 123697 110654 1.81% 0.212%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123655.D

Acqg On : 20 Apr 2021 21:55

Operator : JU/CG

Sample : M2076-18

Misc : SB-18-14.5-15.0

ALS Vvial : 19 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.598 1784 1787 1790 rBV 1206635 926142 15.13% 1.773%
38 12.639 1792 1794 1800 rVB4 112323 102719 1.68% ©.197%
39 12.827 1820 1826 1828 rBV 800860 882637 14.42%  1.690%
40 12.851 1828 1830 1842 rVB4 207092 317336 5.18% ©.608%
41 12.974 1847 1851 1854 rVV 4703311 4504001 73.57% 8.623%
42 13.157 1879 1882 1885 rVB 167493 168975 2.76% 0.324%
43 13.204 1888 1890 1891 rBV 99522 72287 1.18% 0.138%
44 13.257 1897 1899 1902 rVB 98461 89035 1.45% ©.170%
45 13.351 1913 1915 1918 rVB 79192 64732 1.06% ©.124%
46 13.380 1918 1920 1923 rBV3 79218 76413 1.25% 0.146%
47 13.551 1947 1949 1952 rBV2 95976 70827 1.16% ©.136%
48 13.886 2002 2006 2020 rVB2 412312 818551 13.37% 1.567%
49 14.027 2025 2030 2033 rVV2 1677321 1912281 31.23% 3.661%
50 14.051 2033 2034 2041 rVB 436291 295512 4.83% 0.566%
51 14.198 2056 2059 2061 rBV2 99010 106159 1.73% ©.203%
52 14.504 2108 2111 2114 rBV2 141298 139527 2.28% 0.267%
53 15.074 2204 2208 2216 rVB 328611 674404 11.02%  1.291%
54 15.157 2219 2222 2224 rBV2 144750 155856 2.55% ©.298%
55 15.380 2257 2260 2266 rVB 241691 294885 4.82% ©.565%
56 15.439 2267 2270 2274 rVB 286310 297233  4.85% 0.569%
57 15.504 2277 2281 2285 rBV 1021358 1291960 21.10%  2.474%
58 16.233 2401 2405 2412 rVBS 102340 210161 3.43%  0.402%
59 17.427 2603 2608 2613 rVB2 92816 154149 2.52% 0.295%

Sum of corrected areas: 52230208
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
BF123655.D

: 20 Apr 2021 21:55

Ju/CaG

: M2076-18

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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6.486

7.410

6.851

o428

TIC: BF123655.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123655.D

Acqg On : 20 Apr 2021 21:55

Operator : JU/CG

Sample : M2076-18

Misc : SB-18-14.5-15.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.028 2.14 ng 165412 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 78
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
Abundance Scan 840 (7.028 min): BF123655.D\data.ms (-837) (-) m/z 117.10 100.00%
1171
5000
91.0 R R
39.0 63.0 76.9 ‘ 6.80 7.00 7.20 7.40
Obr ety o el m/z 118,10 49.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8951: Indane
117.0
5000 \\\\‘\A\\\’\\\\‘\\\\‘\\\
6.80 7.00 7.20 7.40
m/z 115.00 31.60%
39.0 63.0 91.0
0 0"y o 770 | 104.0 |,
H‘HH‘HH‘HH‘H\\‘\H\‘H\\‘\\H‘HH‘\\H‘HH‘H\\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117.0
AR R
6.80 7.00 7.20 7.40
5000 m/z 91.00 19.24%
91.0
39.0
58.0 77.0
0brrr 280 ek it 2080
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8964: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40
m/z 38.95 11.57%
5000
91.0
o 200 20 0 TRO Lt AN P hep W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123655.D

Acqg On : 20 Apr 2021 21:55

Operator : JU/CG

Sample : M2076-18

Misc : SB-18-14.5-15.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Anthracene, 9-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.910 3.59 ng 357711  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 92
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 92
Abundance Scan 1670 (11.910 min): BF123655.D\data.ms (-1668) (1  m/z 192.10 100.00%
192.1
60.0
5000
87.0 129.1 165.1 1200
227.2 256.1
(o} m/z 191.10 54.23%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #54737: Anthracene, 9-methyl-
1 UM
5000 ' 1
12.00
96.0 m/z 60.00 53.33%
. 165.0
0 28‘0\ ‘63\'0\ i \\‘ 1260\ . h‘ I M‘H
‘H\\‘HH‘H\\‘\H\‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192.0
—
12.00
5000 m/z 43.05 50.09%
165.0
0 27‘0‘ 630 9?0 1260\ \ h‘\ L HH
A B R e R a L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54763: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- ——
192.0 12.00
m/z 57.00 46.03%
5000
165.0
O 270 630 m 9?0 1260‘ 4 h‘\ 4 Hh‘
T e e e e e e e ——
m/z--> 20 40 60 80 100120140 160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123655.D

Acqg On : 20 Apr 2021 21:55

Operator : JU/CG

Sample : M2076-18

Misc : SB-18-14.5-15.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.998 2.13 ng 212015  Phenanthrene-die 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 87
2 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C10H7FN20 306936-57-2 53
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40
4 Pyrimidine, 6-oxo-4-(4-fluorophe... 190 C1@H7FN20 085979-57-3 23
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 22

Abundance Scan 1685 (11.998 min): BF123655.D\data.ms (-1681) (1  m/z 190.05 100.00%
19p.1

- /tk‘
94.7 DA
63.0 ‘ 163.1 12.00
S -2 s _Hw‘lﬁ“r’_lw‘w_‘ 22l 2980 n/7 189.05  94.78%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #53205: 4H-Cyclopenta[deflphenanthrene
190.0
5000 L — w“'\”TAM\J\/\
12.00
95.0 m/z 191.05 25.35%
0 630 | 1220 1630 |
\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘H\\‘H\\‘\
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0
¥ e
12.00
5000 ITI/Z 192.10 22.60%
95.0 134. 0162.0
0TS bk ]
RO P R O P
0 MW_HW‘HM et “H‘H1"HH‘HH_“H_wwww
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole) ==
189.0 12.00
m/z 94.70 22.43%
5000
42.0 122.0
0 14. 0 T 95 0 Il ‘162 ‘
e e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123655.D

Acqg On : 20 Apr 2021 21:55

Operator : JU/CG

Sample : M2076-18

Misc : SB-18-14.5-15.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Octacosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.886 8.56 ng 818551 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 86
4 17-Pentatriacontene 491 C35H70 006971-40-0 83
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 72

Abundance Scan 2006 (13.886 min): BF123655.D\data.ms (-2002) (- m/z 57.00 100.00%
57.0

5000 JJ“A\l
l 11.1
— —
13.50 14.00
obdAALAL L 1831 21823001 3521 . 43.05  92.73%
mlz--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57.0
5000 — —
13.50 14.00
m/z 55.05 79.84%
O T ‘\‘ ‘\“ ‘H \‘\ h‘ ‘H‘ ‘H‘ 1‘]‘_“\?\0\ ‘2\2\2\(\) T \2\9\2‘0\3\360 392(\)\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57.0
— —
13.50 14.00
5000 1110 m/z 83.05 63.56%
o LLLALLL 3070 2220 3080
miz--> 50 100 150 200 250 300 350 400
Abundance  #224103: Heptafluorobutyric acid, hexadecyl ester — T
57.0 13.50 14.00
m/z 69.00 55.65%
5000
11.0 224.0
‘ “ 169.0
SIUEOY ) U U N L — Y
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123655.D

Acqg On : 20 Apr 2021 21:55

Operator : JU/CG

Sample : M2076-18

Misc : SB-18-14.5-15.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.156 2.41 ng 155856 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Nonadecane 268 C19H40 000629-92-5 80
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
4 Tetracosane 338 C24H50 000646-31-1 70
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 68

Abundance Scan 2222 (15.156 min): BF123655.D\data.ms (-2219) (- m/z 57.05 100.00%
57.0

5000 W
—— —
‘ 9.1 1730 268.1 15.00 15.50
A H‘ww i D020 L 381 39944 e ge.78%
mlz--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57.0
5000 —r e
15.00 15.50
‘ 0.0 m/z 71.10 51.93%
O T \“\ } “ “‘ \“‘\ ““ \“‘\“\]\-5‘5\(\)\ \2‘]-\]-\0\2\5‘4\9\ T ’ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.05 48.14%
mfz--> 50 100 150 200 250 300 350 400
Abundance #38327: Undecane, 3-methyl- T —
57.0 15.00 15.50
m/z 55.00  28.69%
5000 W\MW\/V\//MMWM
‘ 141.0
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\

Data File : BF123655.D

Acqg On : 20 Apr 2021 21:55

Operator : JU/CG

Sample : M2076-18

Misc . SB-18-14.5-15.0

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: 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 Benzo[e]pyrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.380 4.56 ng 294885 Perylene-di2 15.504
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 95
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 94
4 Benzo[a]pyrene 252 C20H12 000050-32-8 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89

Abundance Scan 2260 (15.380 min): BF123655.D\data.ms (-2257) (1  m/z 252.10 100.00%
1

25p.
5000
— =
a1 1251 179.0 15.00 15.50
okl 830 | 1790 ., | 8281 400 . icp.05  20.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzol[e]pyrene
252.0
5000 P 5
15.00 15.50
m/z 253.10  24.24%
125.0
089.0 830 | 2000, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #104224: BenzolK]fluoranthene
252.0
— —
15.00 15.50
5000 ITI/Z 125.05 12.63%
126.0
NS C S NN N
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene “ —
252.0 15.00 15.50
m/z 126.10 9.17%
5000
126.0
039:0 83.0 “ﬂ 200.0 |
e L A o B e B e e S — —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123655.D

Acqg On : 20 Apr 2021 21:55

Operator : JU/CG

Sample : M2076-18

Misc : SB-18-14.5-15.0

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 unknownl6.233 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.233 3.25 ng 210161 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoquinoline, 1,2,3,4-tetrahydro... 283 C18H21NO2 036646-87-4 49
2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 22
3 2-Phenylamino-5,6(4H)dihydro-1,3... 192 C1@H12N2S 1000147-35-4 22
4 1,2-Diheptylcyclopropene 236 C17H32 035365-53-8 22
5 2-Chloro-4,6-dimethylquinoline 191 C11H1eCIN 003913-18-6 22
Abundance Scan 2405 (16.233 min): BF123655.D\data.ms (-2401) (-  m/z 191.15 100.00%
81.1 191.2
5000
136.0
—— —
281.0 3%6.1 o 16.00 16.50
0! m/z 81.10 83.86%
mlz--> 50 100 150 200 250 300 350 400
Abundance #130188: Isoquinoline, 1,2,3,4-tetrahydro-7-methoxy-2-m
191.0
5000 —r ——
16.00 16.50
120.0 ITI/Z 95.00 72.01%
‘ 282.0
0 \H\‘HH’\\‘“}"\Hm‘\““{“‘H\}’\H\\‘\H\‘HH’HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-
191.0
—— —
16.00 16.50
m/z 177.10 68.82%
5000 57.0
’ 121.0
ol bbb bt L
miz--> 50 100 150 200 250 300 350 400
Abundance  #54109: 2-Phenylamino-5,6(4H)dihydro-1,3-thiazine —— —
191.0 16.00 16.50
m/z 69.05 55.15%
5000
77.0
136.0
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123655.D

Acqg On : 20 Apr 2021 21:55
Operator : JU/CG

Sample : M2076-18

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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|
Indane 7.028 2.1 ng 165412 1 6.851 1543880 20.0
Anthracene, 9-m... 11.910 3.6 ng 357711 4 11.380 1993570 20.0
4H-Cyclopenta[d... 11.998 2.1 ng 212015 4 11.380 1993570 20.0
Octacosanol 13.886 8.6 ng 818551 5 14.027 1912280 20.0
Octadecane 15.156 2.4 ng 155856 6 15.504 1291960 20.0
Benzo[e]pyrene 15.380 4.6 ng 294885 6 15.504 1291960 20.0
unknownl16.233 16.233 3.3 ng 210161 6 15.504 1291960 20.0
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