LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\
Data File : BF100745.D

Aca On : 20 Nov 2017 22:07

Operator : SJ/JU

Sample : 16304-14 5X

Misc :

ALS Vial : 13 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-BF110817.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 5.081 506 509 516 rBV 24395 24588 3.32% 0.239%
2 5.475 572 576 580 rBV 498824 410598 55.44% 3.986%
3 6.487 744 748 754 rBV 524264 430420 58.12% 4.178%
4 6.634 769 773 776 rBV 567656 442471 59.74% 4 .295%
5 6.869 809 813 817 rBB 685623 539621 72.86% 5.239%
6 7.022 836 839 843 rBV 405543 336790 45.47% 3.270%
7 7.428 904 908 911 rBV 325041 254974 34.43% 2.475%
8 8.151 1027 1031 1034 rBV 903100 703508 94.99% 6.830%
9 8.963 1165 1169 1172 rBB 11572 9155 1.24% 0.089%
10 9.222 1210 1213 1217 rBV 627094 503162 67.94% 4 .885%
11 9.298 1221 1226 1229 rBV 10903 9398 1.27% 0.091%
12 9.563 1265 1271 1273 rBV 31884 25801 3.48% 0.250%
13 9.616 1278 1280 1288 rVB 33861 34546 4 .66% 0.335%
14 9.769 1302 1306 1309 rBV 30189 25966 3.51% 0.252%
15 9.828 1309 1316 1319 rVvVv 19916 19000 2.57% 0.184%
16 9.910 1326 1330 1333 rBV 785964 740619 100.00% 7.190%
17 9.939 1333 1335 1338 rVB 29381 22079 2.98% 0.214%
18 10.110 1358 1364 1368 rvB2 17702 20702 2.80% 0.201%
19 10.145 1368 1370 1375 rBvV 10067 9797 1.32% 0.095%
20 10.328 1394 1401 1404 rBV2 27155 25549 3.45% 0.248%
21 10.451 1419 1422 1428 rBV 45115 43343 5.85% 0.421%
22 10.692 1459 1463 1468 rVB 309904 270442 36.52% 2.625%
23 10.804 1479 1482 1490 rBV2 17473 27511 3.71% 0.267%
24 10.998 1508 1515 1518 rBV3 11258 15399 2.08% 0.149%
25 11.251 1551 1558 1560 rBV3 9021 12227 1.65% 0.119%
26 11.286 1560 1564 1570 rVB2 20065 21606 2.92% 0.210%

27 11.392 1578 1582 1584 rBV 817026 681943 92.08% 6.620%
28 11.416 1584 1586 1589 rVvVv 308332 233827 31.57% 2.270%

29 11.469 1589 1595 1597 rVB 64517 54957 7.42% 0.534%
30 11.622 1618 1621 1626 rBV 17414 17177 2.32% 0.167%
31 11.722 1634 1638 1642 rVB 12821 12268 1.66% 0.119%
32 11.892 1662 1667 1670 rBV 42778 47061 6.35% 0.457%
33 11.922 1670 1672 1675 rVV 52149 41195 5.56% 0.400%
34 11.969 1677 1680 1683 rBV 16013 15774 2.13% 0.153%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\
Data File : BF100745.D

Aca On : 20 Nov 2017 22:07

Operator : SJ/JU

Sample : 16304-14 5X

Misc :

ALS Vial : 13 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-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.004 1683 1686 1688 rVV 66097 69732 9.42% 0.677%
36 12.027 1688 1690 1695 rVB 30675 23972 3.24% 0.233%
37 12.080 1695 1699 1704 rBV5 7544 10273 1.39% 0.100%
38 12.186 1714 1717 1719 rBV 25823 17427 2.35% 0.169%
39 12.210 1719 1721 1724 rVV3 11824 10131 1.37% 0.098%
40 12.369 1744 1748 1750 rBV2 10388 10025 1.35% 0.097%
41 12.439 1757 1760 1763 rBVY 27192 29053 3.92% 0.282%
42 12.474 1763 1766 1769 rVV3 19223 27394 3.70% 0.266%
43 12.527 1772 1775 1780 rBV3 12804 18352 2.48% 0.178%
44 12.604 1784 1788 1791 rBV 359346 290408 39.21% 2.819%
45 12.698 1801 1804 1807 rBV2 15635 14406 1.95% 0.140%
46 12.757 1811 1814 1817 rVV 18002 18510 2.50% 0.180%
47 12.833 1821 1827 1833 rVV 308937 307555 41.53% 2.986%
48 12.886 1833 1836 1840 rVB2 12979 16386 2.21% 0.159%
49 12.969 1847 1850 1854 rVB 354554 317684 42.89%% 3.084%
50 13.045 1858 1863 1867 rBV2 24115 41288 5.57% 0.401%
51 13.139 1875 1879 1880 rBV3 18423 22648 3.06% 0.220%
52 13.157 1880 1882 1885 rVB 47135 41013 5.54% 0.398%
53 13.227 1891 1894 1896 rVB 31827 27625 3.73% 0.268%
54 13.263 1896 1900 1903 rBV2 35676 33813 4.57% 0.328%
55 13.357 1913 1916 1918 rBV 19708 16663 2.25% 0.162%
56 13.386 1918 1921 1923 rVV 18951 18148 2.45% 0.176%
57 13.416 1923 1926 1930 rVB2 15390 18478 2.49% 0.179%
58 13.533 1943 1946 1948 rBvV4 8363 11063 1.49% 0.107%
59 13.663 1966 1968 1973 rVB 23959 24910 3.36% 0.242%
60 13.757 1981 1984 1986 rBV 41083 41471 5.60% 0.403%
61 13.780 1986 1988 1990 rVvVv 24119 23142 3.12% 0.225%
62 13.804 1990 1992 1994 rVVv 22026 18223 2.46% 0.177%
63 13.827 1994 1996 2000 rVv2 21592 29103 3.93% 0.283%
64 13.868 2000 2003 2008 rVB3 39099 53728 7.25% 0.522%

65 14.027 2025 2030 2033 rBV2 619656 710718 95.96% 6.900%

66 14.051 2033 2034 2040 rVB 132834 109597 14.80% 1.064%

67 14.133 2042 2048 2051 rBV3 32701 47724 6.44% 0.463%
68 14.174 2052 2055 2056 rBV 10370 9340 1.26% 0.091%
69 14.257 2065 2069 2072 rBv4 14071 20198 2.73% 0.196%
70 14.280 2072 2073 2076 rVB3 10767 9653 1.30% 0.094%
71 14.416 2093 2096 2099 rVB 33428 32478 4_.39% 0.315%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\
Data File : BF100745.D

Aca On : 20 Nov 2017 22:07

Operator : SJ/JU

Sample : 16304-14 5X

Misc :

ALS Vial : 13 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-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 14.445 2099 2101 2106 rBV2 20373 31437 4.24% 0.305%
73 14.486 2106 2108 2110 rVV3 19511 22236 3.00% 0.216%
74 14.539 2114 2117 2119 rVVv2 26245 29569 3.99% 0.287%
75 14.563 2119 2121 2125 rVB4 19406 18747 2.53% 0.182%

76 15.068 2203 2207 2210 rBV 144887 209178 28.24% 2.031%
77 15.133 2214 2218 2222 rVV 88362 102834 13.88% 0.998%
78 15.180 2222 2226 2229 rVB 28160 37378 5.05% 0.363%
79 15.374 2256 2259 2265 rVB 86084 115803 15.64% 1.124%
80 15.439 2265 2270 2275 rBV 119968 173260 23.39% 1.682%

81 15.504 2276 2281 2291 rVB 484808 667270 90.10% 6.478%

82 15.951 2354 2357 2362 rBV 34178 44093 5.95% 0.428%

83 16.209 2397 2401 2409 rVB10 28341 44481 6.01% 0.432%

84 16.974 2526 2531 2539 rVB2 49205 98314 13.27% 0.954%

85 17.157 2557 2562 2567 rBvV4 16898 25617 3.46% 0.249%

86 17.421 2603 2607 2612 rVB3 30642 54811 7.40% 0.532%
Sum of corrected areas: 10300834
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF112017\

BF100745.D

20 Nov 2017 22:07

SJ3/JU

16304-14 5X CL-01-111617-B
13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMA1I\BNA F\DATA\BF112017\

Data File : BF100745.D

Aca On - 20 Nov 2017 22:07

Operator : SJ/JU

a?ggle i 16304-14 5X CL-01-111617-B
ALS Vial : 13 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library

TIC Integratio

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NIST11.L
n 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 unknown6.63 Concentration Rank 1

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

6.63 16.40 ng 442471 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF100745.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 540 || 9.0 J 620 640 6.60 6.80 7.00
il m/z 68.10 39.35%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 BRI SR R S
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 30.76%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.44%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.17%
74.0
5000 98.0 116.0
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0| A R RN L
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMA1I\BNA F\DATA\BF112017\

Data File : BF100745.D

Aca On - 20 Nov 2017 22:07

Operator : SJ/JU

a?ggle i 16304-14 5X CL-01-111617-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.00 2.05 ng 69732 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 Methvl diselenide 190 C2H6Se2 007101-31-7 45
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 42
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 40
5 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 33

Abundance Scan 1685 (11.998 min): BF100745.D (-1683) (-) m/z 192.10 100.00%
192.1
5000
945 165.1 LRI AL SURIUSE SN B
38.9 63.0 111.1 139.1 uL 11.60 11.80 12.00 12.20 12.40
S i T N ot S S | MR | P m/z 189.10 83.03%
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20 12.40
' m/z 190.10 78.42%
390 630 780 || 1100 1370 1630 |
mz> 20 40 60 80 100 120 140 160 180 200
Abundance
93.0 190.0
175.0 11.60 11.80 12.00 12.20 12.40
5000 m/z 191.10 61.70%
109.0
7800 160.0

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

Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0 11.60 11.80 12.00 12.20 12.40
m/z 94_.50 23.56%
5000
94.0
‘ 163.0 I
L B o e o B L e s o o o L B B i o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEMA1I\BNA F\DATA\BF112017\

Data File : BF100745.D

Aca On - 20 Nov 2017 22:07

Operator : SJ/JU

a?ggle i 16304-14 5X CL-01-111617-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.37 3.47 ng 115803 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Pervlene 252 C20H12 000198-55-0 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
4 Benzolklfluoranthene 252 C20H12 000207-08-9 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
Abundance Scan 2258 (15.368 min): BF100745.D (-2256) (-) m/z 252.10 100.00%
252.1
5000
125.0
295 1 15.00 15.20 15.40 15.60
57.0 100.1 153.0 194.2 300.1 /7 250 10 58 70U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
1250 m/z 253.10 24 _.29%
momogmMM'wmnummwMOM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 124.95 14 .64%
125.0
17.0 50.0 74.0 99.0 150.0174.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104227: Benz[e]acephenanthrylene R S A RRARR
252.0 15.00 15.20 15.40 15.60
m/z 126.00 13.74%
5000
126.0
300 74.0 1000, | 150.0174.0 20002240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112017\

Data File : BF100745.D

Acg On : 20 Nov 2017 22:07

Operator : SJ/JU

a?ggle i 16304-14 5X CL-01-111617-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.63 6.63 16.4 ng 442471 1 6.87 539621 20.0
4H-Cyclopenta[def... 12.00 2.0 ng 69732 4 11.39 681943 20.0
Benzo[e]pyrene 15.37 3.5 ng 115803 6 15.50 667270 20.0
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