LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101347.D

Aca On : 12 Dec 2017 23:08

Operator : SJ/JU

Sample : 16822-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.045 500 503 513 rBV 53315 82928 7.02% 0.692%
2 5.445 567 571 590 rBVY 1119623 1124196 95.16% 9.380%
3 6.463 739 744 762 rBVY 1074573 1181416 100.00% 9.857%
4 6.598 762 767 770 rBVY 1298913 1177938 99.71% 9.828%
5 6.822 802 805 812 rBB 317857 251017 21.25% 2.094%
6 6.981 828 832 835 rBV 910599 831195 70.36% 6.935%
7 7.392 897 902 905 rBV 718742 669420 56.66% 5.585%
8 8.104 1019 1023 1026 rBV 387425 320340 27.11% 2.673%
9 9.180 1201 1206 1209 rBVY 1279724 1053924 89.21% 8.793%
10 9.574 1269 1273 1279 rVB 123900 104374 8.83% 0.871%
11 9.863 1318 1322 1325 rBV 384206 335106 28.36% 2.796%
12 9.892 1325 1327 1332 rVB 44660 33748 2.86% 0.282%
13 10.069 1354 1357 1360 rBvV 23746 20768 1.76% 0.173%
14 10.280 1390 1393 1396 rVB 17601 14581 1.23% 0.122%
15 10.410 1411 1415 1420 rVB 43571 33925 2.87% 0.283%
16 10.657 1453 1457 1462 rBV 790606 695680 58.89% 5.804%
17 10.751 1470 1473 1478 rBvV 20088 18814 1.59% 0.157%
18 11.204 1547 1550 1553 rBvV2 20773 23819 2.02% 0.199%
19 11.251 1555 1558 1561 rVB 15270 13224 1.12% 0.110%

20 11.351 1572 1575 1578 rBV 347831 346264 29.31% 2.889%

21 11.380 1578 1580 1583 rVV 301094 237087 20.07% 1.978%

22 11.427 1583 1588 1591 rVV 48829 44671 3.78% 0.373%
23 11.586 1611 1615 1619 rBV2 32358 41190 3.49% 0.344%
24 11.857 1658 1661 1662 rBV 27302 22984 1.95% 0.192%
25 11.886 1663 1666 1668 rVB 33947 34162 2.89% 0.285%
26 11.968 1677 1680 1683 rBV2 39494 49259 4_.17% 0.411%
27 12.151 1709 1711 1715 rVB2 24228 20381 1.73% 0.170%
28 12.186 1715 1717 1734 rVB5 39644 94805 8.02% 0.791%
29 12.574 1779 1783 1786 rBV 280254 225342 19.07% 1.880%
30 12.786 1815 1819 1820 rBV2 50807 56538 4._.79% 0.472%
31 12.804 1820 1822 1827 rVV 219662 182545 15.45% 1.523%
32 12.851 1827 1830 1834 rVB2 15698 16128 1.37% 0.135%
33 12.939 1839 1845 1848 rVVv 997826 857965 72.62% 7.158%
34 12.968 1848 1850 1854 rVB2 13066 12794 1.08% 0.107%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101347.D

Aca On : 12 Dec 2017 23:08

Operator : SJ/JU

Sample : 16822-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.021 1854 1859 1863 rBv4 16636 31224 2.64% 0.261%
36 13.133 1869 1878 1885 rVB 39091 51692 4._.38% 0.431%
37 13.198 1885 1889 1892 rVB 28011 23692 2.01% 0.198%
38 13.233 1892 1895 1898 rBV2 15804 19662 1.66% 0.164%
39 13.362 1914 1917 1922 rVB3 10152 12503 1.06% 0.104%
40 13.498 1936 1940 1943 rBV4 7810 13127 1.11% 0.110%
41 13.780 1985 1988 1990 rVB2 17436 14338 1.21% 0.120%

42 13.821 1990 1995 2004 rVvB4 106315 155893 13.20% 1.301%
43 14.004 2017 2026 2029 rBV2 371726 418818 35.45% 3.494%

44 14.033 2029 2031 2034 rVB 87822 73845 6.25% 0.616%
45 14.109 2042 2044 2048 rBVY 22002 20961 1.77% 0.175%
46 14.239 2064 2066 2071 rVB2 17116 17470 1.48% 0.146%
47 14.392 2088 2092 2095 rVB 23921 22560 1.91% 0.188%
48 14.427 2095 2098 2100 rBV 12762 14074 1.19% 0.117%
49 14.462 2100 2104 2107 rBV6 14404 26032 2.20% 0.217%
50 14.521 2111 2114 2115 rBV3 12791 12539 1.06% 0.105%
51 14.539 2115 2117 2120 rVB3 16476 16153 1.37% 0.135%
52 15.051 2200 2204 2207 rBV 84836 118230 10.01% 0.986%
53 15.162 2219 2223 2226 rBV 26136 29034 2.46% 0.242%
54 15.356 2252 2256 2260 rBV 47538 58937 4._.99% 0.492%

55 15.421 2263 2267 2271 rVB 83951 101428 8.59% 0.846%

56 15.480 2272 2277 2281 rVV 187820 249085 21.08% 2.078%

57 15.515 2281 2283 2290 rVB2 30934 37586 3.18% 0.314%

58 16.427 2436 2438 2443 rVB4 12242 13832 1.17% 0.115%

59 16.974 2525 2531 2537 rVB3 42623 84696 7.17% 0.707%

60 17.139 2557 2559 2566 rVB6 14255 25710 2.18% 0.215%

61 17.421 2603 2607 2614 rVB2 27398 56698 4 .80% 0.473%

62 17.668 2646 2649 2656 rVBS8 18787 37006 3.13% 0.309%
Sum of corrected areas: 11985353
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101347.D

Aca On : 12 Dec 2017 23:08

Operator : SJ/JU

Sample : 16822-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101347.D
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1000000
6.98

800000 739

600000

400000 6.82
200000
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF101347.D
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Abundance TIC: BF101347.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101347.D

Aca On : 12 Dec 2017 23:08

Operator : SJ/JU

Sample : 16822-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.05 6.61 ng 82928 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 504 (5.051 min): BF101347.D (-500) (-) m/z 43.00 100.00%
a3
59
5000
101
83 | 4.80 5.00 520 5.40
e et e e e e . m/Z . 59.10  58.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR U RS SRR R
4.80 5.00 520 5.40
59 m/z 101.00 20.12%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 5.00 520 5.40
5000 m/z 58.00 13.65%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e
43 4.80 5.00 5.20 5.40
m/z 41.10 10.19%
5000
101
15 53137, 51 % 69 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101347.D

Aca On : 12 Dec 2017 23:08

Operator : SJ/JU

Sample : 16822-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.60 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.60 93.85 ng 1177940 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 767 (6.598 min): BF101347.D (-762) (-) m/z 132.00 100.00%
5000 o8
40 | % J 620 640 6.60 6.80 7.00
54 : : : : :
el 787 L A0 W n/z 68.10  36.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 ""I'n"'l""l""l"
a1 o7 620 640 6.60 6.80 7.00
53 117 m/z 134.00 32.61%
79
—— ||| Iw\l‘ I | ‘:“l‘ : "“l‘ |8|8| L |1|O§| "‘l — H: T
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 22.93%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 A
Abundance #14395: 1,3,5-Trifluorobenzene R A RAREE EEEaE S
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .89%
5000
63 81
31 59 ! ‘\‘ w72\ ‘\ 92 10\1‘ 1:!-\2 |
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101347.D

Aca On : 12 Dec 2017 23:08

Operator : SJ/JU

Sample : 16822-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

11.97 2.85 ng 49259 Phenanthrene-d10 11.35

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 72

2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 59

3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 40

4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 40

5 5-Thiazolecarboxamide, 4-amino-2... 189 C5H7N30S2 1000338-08-9 27

Abundance Scan 1680 (11.968 min): BF101347.D (-1677) (-) m/z 189.10 100.00%
149

5000

11.60 11.80 12.00 12.20
m/z 190.10 92.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
1

5000
11.60 11.80 12.00 12.20

m/z 191.05 34 .59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

190
45 146

11.60 11.80 12.00 12.20

5000 82 m/z 191.90 22 _74%
117

162
65 102 132

MWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #53202: 6H-Cyclobuta[jk]phenanthrene AR B e
189 11.60 11.80 12.00 12.20
m/z  94.40 19.74%
5000
94
163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101347.D

Aca On : 12 Dec 2017 23:08

Operator : SJ/JU

Sample : 16822-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 9,10-Anthracenedione Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.19 5.48 ng 94805 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 87
2 Anthraauinone-1-carboxvlic acid 252 C15H804 000602-69-7 72
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 46
4 Pvrene. 1.2.3.3a.4.5-hexahvdro- 208 C16H16 005385-37-5 43
5 Naphthalene, 1,2,3,4-tetrahydro-... 208 C16H16 003018-20-0 43
Abundance Scan 1718 (12.192 min): BF101347.D (-1715) (-) m/z 208.10 100.00%
180 208
152
5000
43 & |'“'|“4' ”q'l”"P'
55 95 126 194 256 11.80 12.00 12.20 12.40 12.60
R e RN ma e m/z 180.10 96.14%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67896: 9,10-Anthracenedione

152 180 208

5000 76 [T
11.80 12.00 12.20 12.40 12.60
50 m/z 152.10 76.97%
63 126
O vl 1 N N Y N A
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
180 208
152 T | T
11.80 12.00 12.20 12.40 12. 60
5000 m/z 151.10 52.32%
76
50
63 98 112125139 | 1op | 1as | 50523 252
L B L LI i i o e e e e B S S AR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45756: 9H-Fluoren-9-one
180 11.80 12.00 12.20 12.40 12.60
m/z 75.90 25.01%
5000
152
3850 63 76 08191126 | 165 |
L B i b o e o e e R R RS RS E R I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101347.D

Aca On : 12 Dec 2017 23:08

Operator : SJ/JU

Sample : 16822-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 11H-Benzo[b]fluorene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.13 2.47 ng 51692 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 93
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 90
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 87
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87

Abundance Scan 1877 (13.127 min): BF101347.D (-1869) (-) m/z 215.10 100.00%

215

5000

12.80 13.00 13.20 13.40
m/z 216.10 93.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74422: 11H-Benzo[b]fluorene
216
5000 12.80 13.00 13.20 13.40
108 m/z 213.10 23.14%
139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 217.10 16.36%
108
63 93 137 163 189
mﬁmﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74411: Pyrene, 1-methyl-
216 12.80 13.00 13.20 13.40
m/z 107 .40 13.53%
5000

163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101347.D

Aca On : 12 Dec 2017 23:08

Operator : SJ/JU

Sample : 16822-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 7.44 ng 155893 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 1995 (13.821 min): BF101347.D (-1990) (-) m/z 43.05 100.00%
83
o 0 T /w\’/*/[\\—/\/w
130163 202 208 "' 1360 13.80 14.00 14.20

1| | M/z 55.05 96.52%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55
5000 LA B L L L L L L LB
13. 60 13 80 14. OO 14. 20
29 m/z 57.05 94 _.17%
e d H % LS ‘167 19 238 266 204
ey T T B e e e L o I
m/z--> 50 00 250 300 350 400
Abundance
57
83 . T

13.60 13.80 14.00 14.20

5000 111 m/z 83.05 85.75%
29
139 182 210 255 356
L i e oo e e e e L e e N MBS e
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57 13.60 13.80 14.00 14.20
83 m/z 69.05 75.56%
29 ‘ 169
210
BT G T - o ey
m/z--> 50 100 150 200 250 300 350 400 13. 60 13 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101347.D

Aca On : 12 Dec 2017 23:08

Operator : SJ/JU

Sample : 16822-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzo[a]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.33 ng 29034 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolalpvrene 252 C20H12 000050-32-8 64
2 Benzolklfluoranthene 252 C20H12 000207-08-9 64
3 Pervlene 252 C20H12 000198-55-0 58
4 Benzolelpvrene 252 C20H12 000192-97-2 58
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 58
Abundance Scan 2223 (15.162 min): BF101347.D (-2219) (-) m/z 252.10 100.00%
252
5000
4358 82 1081%° 15p 185 209224 267 30047 14.80 15.00 15.20 15.40
m/z 250.10 27.60%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104222: Benzo[a]pyrene
252
5000
14.80 15.00 15.20 15.40
126 228 m/z 253.05 25.74%
m/z--> 40 60 85 160 120 150 160 180 200 220 240 260 280 300 320
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 251.10 13.59%
126
g7 111 200 224
mmwwwwwwmﬁrﬁrwﬁm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104213: Perylene
252 14.80 15.00 15.20 15.40
m/z 125.00 11.92%
5000
126
39 63 84 111 H 150 174 200 224 MH
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101347.D

Aca On : 12 Dec 2017 23:08

Operator : SJ/JU

Sample : 16822-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.36 4.73 ng 58937 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Pervlene 252 C20H12 000198-55-0 93
4 Benzolalpvrene 252 C20H12 000050-32-8 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90

Abundance Scan 2257 (15.362 min): BF101347.D (-2252) (-) m/z 252.10 100.00%

252
5000

15.00 15.20 15.40 15.60
m/z 250.10 26.07%

163 187 208224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
m/z 253.05 22.02%
39 63 8399 M 146 174 200 224 ‘H
[ I T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 251.10 11.85%
126
74 99 200 224
Wmmmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104215: Perylene
252 15.00 15.20 15.40 15.60
m/z 126.00 11.73%
5000
126

150 174 198 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101347.D

Aca On : 12 Dec 2017 23:08

Operator : SJ/JU

Sample : 16822-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 2-Thiophenecarbaldehyde, 5-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.67 2.97 ng 37006 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiophenecarbaldehvde. 5-T5-(t... 276 C13H80S3 1000217-28-5 50
2 2-Naphthalenol. 1-T(2.4-dimethvl... 276 C18H16N20 003118-97-6 49
3 Benzol4.51imidazol2.1-cll1.2.41t... 276 C17H16N4 1000302-82-6 49
4 1H-Cvclopental4.51pvridoll.2-alb... 276 C17H16N4 329707-31-5 47
5 Ethyl 5[2,4-dimethoxyphenyl]pyra... 276 C14H16N204 1000211-63-5 38
Abundance Scan 2649 (17.668 min): BF101347.D (-2646) (-) m/z 276.10 100.00%

5000

292
53 gg 85
17.40 17.60 17.80 18.00

m/z 274.10 30.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124008: 2-Thiophenecarbaldehyde, 5-[5-(thien-2-yl)thien-2...
2

I

17.40 17.60 17.80 18.00
m/z 292.20  25.46%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
276
143
105 17.40 17.60 17.80 18.00
5000 m/z 145.10 21.81%
Ll 247
120 171 261
27 51 91 157 189203218233
W‘memmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124415: Benzo[4,5]imidazo[2,1-c][1,2,4]triazine, 1-ethyl-...
158 276 17.40 17.60 17.80 18.00

m/z 159.10 20.26%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121217\
Data File : BF101347.D

Acq On : 12 Dec 2017 23:08

Operator : SJ/JU

Sample - 16822-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .M
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-hy... 5.05 6.6 ng 82928 1 6.82 251017 20.0
unknown6 .60 6.60 93.8 ng 1177940 1 6.82 251017 20.0
4H-Cyclopenta[def... 11.97 2.9 ng 49259 4 11.35 346264 20.0
9,10-Anthracenedione 12.19 5.5 ng 94805 4 11.35 346264 20.0
11H-Benzo[b]fluorene 13.13 2.5 ng 51692 5 14.00 418818 20.0
1-Heneicosanol 13.82 7.4 ng 155893 5 14.00 418818 20.0
Benzo[a]pyrene 15.16 2.3 ng 29034 6 15.48 249085 20.0
Benzo[e]pyrene 15.36 4.7 ng 58937 6 15.48 249085 20.0
2-Thiophenecarbal ... 17.67 3.0 ng 37006 6 15.48 249085 20.0
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