LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF050118\

Data File : BF104982.D

Acq On : 1 May 2018 14:35 Instrument :

Operator : JU/SJ BNA_F

Sample : J2615-02 10X ClientSampleld :

Misc - PLANTER-AREAS-PRECHAR
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 - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_.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 height area % max. total
1 5.404 561 564 577 rBV 134488 186340 19.28% 2.050%
2 6.434 736 739 758 rBY 107321 200274 20.72% 2.204%
3 6.563 758 761 769 rvVB 228057 222383 23.01% 2.447%
4 6.787 796 799 813 rVB 761749 621798 64.34% 6.842%
5 6.939 822 825 839 rvB 189250 181918 18.82% 2.002%
6 7.357 892 896 912 rBvV 100894 126815 13.12% 1.395%
7 8.075 1014 1018 1035 rBV 919554 878420 90.89% 9.666%
8 9.145 1197 1200 1211 rBV 241550 257065 26.60% 2.829%
9 9.551 1265 1269 1275 rVB 15099 16535 1.71% 0.182%
10 9.828 1313 1316 1321 rBVY 983389 966433 100.00% 10.634%
11 9.863 1321 1322 1327 rVB 28143 17639 1.83% 0.194%
12 10.380 1407 1410 1415 rVB 9760 10510 1.09% 0.116%
13 10.622 1448 1451 1461 rBV 130966 143264 14.82% 1.576%
14 10.727 1465 1469 1473 rBV 7661 10799 1.12% 0.119%
15 11.175 1540 1545 1548 rBV3 11418 13951 1.44% 0.154%

16 11.322 1566 1570 1572 rBV 991273 852673 88.23% 9.382%
17 11.345 1572 1574 1579 rVV 250145 208390 21.56% 2.293%

18 11.398 1579 1583 1589 rVB 41802 45794 4.74% 0.504%
19 11.563 1607 1611 1615 rBV3 10266 13737 1.42% 0.151%
20 11.827 1652 1656 1658 rBV 28086 32022 3.31% 0.352%
21 11.857 1658 1661 1666 rVVv2 39773 46642 4._.83% 0.513%
22 11.904 1666 1669 1671 rVV 17709 16479 1.71% 0.181%
23 11.939 1671 1675 1677 rVV 40978 47991 4.97% 0.528%
24 11.963 1677 1679 1684 rVB 21406 19405 2.01% 0.214%
25 12.122 1702 1706 1710 rBV 22535 20044 2.07% 0.221%
26 12.157 1710 1712 1716 rVV2 13758 11001 1.14% 0.121%
27 12.374 1745 1749 1751 rBV 15944 18256 1.89% 0.201%
28 12.416 1751 1756 1758 rVvv4 13605 19711 2.04% 0.217%
29 12.469 1761 1765 1769 rVB2 21565 22654 2.34% 0.249%
30 12.539 1773 1777 1783 rVV 411948 347967 36.01% 3.829%
31 12.692 1797 1803 1806 rBV3 15024 19726 2.04% 0.217%
32 12.769 1810 1816 1823 rBV 300282 361964 37.45% 3.983%
33 12.821 1823 1825 1833 rVB2 20023 21953 2.27% 0.242%

34 12.910 1833 1840 1843 rBV 230839 228041 23.60% 2.509%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF050118\

Data File : BF104982.D

Acq On : 1 May 2018 14:35 Instrument :

Operator : JU/SJ BNA_F

Sample : J2615-02 10X ClientSampleld :

Misc - PLANTER-AREAS-PRECHAR
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 - O Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.939 1843 1845 1848 rVB2 12638 13856 1.43% 0.152%
36 12.992 1848 1854 1859 rBV3 22551 38557 3.99% 0.424%
37 13.086 1866 1870 1871 rBvV4 20031 26101 2.70% 0.287%
38 13.104 1871 1873 1877 rVB 36538 41174 4._.26% 0.453%
39 13.174 1882 1885 1888 rBV 23952 22480 2.33% 0.247%
40 13.216 1888 1892 1895 rBV2 30201 40261 4_.17% 0.443%
41 13.310 1905 1908 1911 rVB 20516 20697 2.14% 0.228%
42 13.345 1911 1914 1920 rBV3 25879 36658 3.79% 0.403%
43 13.645 1961 1965 1968 rVB 27586 31118 3.22% 0.342%
44 13.757 1982 1984 1987 rBVY 27978 28543 2.95% 0.314%
45 13.786 1987 1989 1991 rVB 24727 18836 1.95% 0.207%
46 13.816 1991 1994 1995 rBV 19790 18292 1.89% 0.201%
47 13.868 2001 2003 2008 rVB2 27897 32885 3.40% 0.362%

48 14.027 2022 2030 2033 rBV2 732074 876297 90.67% 9.642%
49 14.057 2033 2035 2039 rVB 140398 125366 12.97% 1.379%

50 14.145 2047 2050 2053 rVB 19832 18289 1.89% 0.201%
51 14.198 2057 2059 2062 rBV3 11297 16068 1.66% 0.177%
52 14.286 2072 2074 2077 rBV2 9264 10031 1.04% 0.110%
53 14.415 2094 2096 2099 rBv4 13096 13281 1.37% 0.146%
54 14.463 2099 2104 2108 rVvV 29329 40210 4.16% 0.442%
55 14.498 2108 2110 2112 rBV 16229 12527 1.30% 0.138%
56 14.621 2130 2131 2136 rVB4 10760 11279 1.17% 0.124%
57 14.892 2175 2177 2179 rBV2 10893 9814 1.02% 0.108%
58 15.115 2213 2215 2217 rBV3 11341 10840 1.12% 0.119%
59 15.168 2219 2224 2227 rBV 136576 213757 22.12% 2.352%
60 15.274 2239 2242 2247 rBV 23736 35484 3.67% 0.390%

61 15.474 2272 2276 2282 rVB 76847 106205 10.99% 1.169%
62 15.533 2283 2286 2292 rVV 101578 130375 13.49% 1.435%
63 15.604 2292 2298 2310 rVV 466610 703927 72.84% 7.746%

64 16.109 2379 2384 2385 rBV5 13417 21515 2.23% 0.237%

65 17.086 2545 2550 2554 rBV2 40240 80337 8.31% 0.884%

66 17.262 2577 2580 2583 rBV4 11221 17851 1.85% 0.196%

67 17.533 2623 2626 2634 rVB 29643 56486 5.84% 0.622%
Sum of corrected areas: 9087991
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LSC Report - Integrated Chromatogram

1 May 2018 14:35

Data Path :

Data File : BF104982.D
Acq On :

Operator : JU/SJ

Sample : J2615-02 10X
Misc :

ALS Vvial : 8

Quant Method
Quant Title

TIC Library :

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1I\BNA_F\DATA\BF050118\

PLANTER-AREAS-PRECHAR

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\

Data File : BF104982.D

Acq On : 1 May 2018 14:35

Operator : JU/SJ

Sample : J2615-02 10X :

Misc : PLANTER-AREAS-PRECHAR
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.56 Concentration Rank 1

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

6.56 7.15 ng 222383 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 760 (6.557 min): BF104982.D (-758) (-) m/z 132.00 100.00%
32
5000 68
96 rrrrrTyTTT T T T T T T
40 - 54 o | | 75 104 6.20 6.40 6.60 6.80
e | . ST L.<-J AEJL N TS R I | A m/z 68.10 42 _.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR U SN
6.20 6.40 6.60 6.80
31 78 m/z 134.00 32 .56%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 680
5000 67 m/z 66.00 26.40%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T |I:\fl T IA| TT T
132 6.20 6.40 6.60 6.80
m/z 69.05 16.09%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 | )
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\

Data File : BF104982.D

Acq On : 1 May 2018 14:35

Operator : JU/SJ

Sample : J2615-02 10X :

Misc : PLANTER-AREAS-PRECHAR
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Perylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.47 3.02 ng 106205 Perylene-d12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 93
2 Benzo[e]pyrene 252 C20H12 000192-97-2 93
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89

Abundance Scan 2275 (15.468 min): BF104982.D (-2272) (-) m/z 252.10 100.00%

252

5000

125
15.20 15.40 15.60 15.80

m/z 250.10 27 .75%

o 143 163177 199 267 285

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene

5000
15.20 15.40 15.60 15.80

m/z 253.10 20.35%

150 174 198 224238

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
15.20 15.40 15.60 15.80
5000 m/z 125.00 17.88%

125
39 63 83 111 146 174 200 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[K]fluoranthene Ll e e R
252 15.20 15.40 15.60 15.80
m/z 126.00 16.08%
5000
112126
0 o 7| 20 224 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050118\

Data File : BF104982.D

Acq On : 1 May 2018 14:35

Operator : JU/SJ

Sample : J2615-02 10X :

Misc : PLANTER-AREAS-PRECHAR
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
unknown6 .56 6.56 7.2 ng 222383 1 6.79 621798 20.0
Perylene 15.47 3.0 ng 106205 6 15.60 703927 20.0
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