LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103301.D

Aca On : 28 Feb 2018 18:57

Operator : SJ/JU

Sample : J1710-04 10X

Misc :

ALS Vial : 9 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-BF022218.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 5.492 575 579 592 rBV 366426 457046 33.63% 3.367%
2 6.145 686 690 694 rBV 23485 22443 1.65% 0.165%
3 6.504 747 751 767 rBV 332087 477194 35.11% 3.515%
4 6.639 771 774 781 rVvV 486873 469934 34.58% 3.462%
5 6.869 810 813 824 rBVY 1084015 991659 72.97% 7 .305%
6 7.028 836 840 850 rBV 399539 371817 27 .36% 2.739%
7 7.439 906 910 920 rBV 221484 296254 21.80% 2.182%
8 8.157 1028 1032 1051 rBvV 1302201 1358999 100.00% 10.011%
9 8.722 1125 1128 1136 rVB3 34219 32326 2.38% 0.238%
10 8.874 1150 1154 1159 rBV 21349 26972 1.98% 0.199%
11 8.975 1166 1171 1177 rBV 23276 27042 1.99% 0.199%
12 9.227 1210 1214 1223 rBV 479579 462211 34.01% 3.405%
13 9.498 1256 1260 1266 rVB4 9574 13909 1.02% 0.102%
14 9.569 1268 1272 1275 rBvV2 22971 28045 2.06% 0.207%
15 9.622 1279 1281 1288 rVB 26229 33769 2.48% 0.249%
16 9.774 1302 1307 1309 rBvV2 15318 16120 1.19% 0.119%
17 9.827 1314 1316 1323 rvv2 22959 31090 2.29% 0.229%
18 9.910 1325 1330 1334 rVVvV 1226802 1305745 96.08% 9.619%
19 9.945 1334 1336 1345 rVB 82294 88512 6.51% 0.652%
20 10.121 1362 1366 1369 rBV2 35469 39624 2.92% 0.292%
21 10.151 1369 1371 1375 rVB3 13879 15542 1.14% 0.114%
22 10.327 1395 1401 1406 rBV2 34430 45750 3.37% 0.337%
23 10.463 1420 1424 1430 rVB 50818 53700 3.95% 0.396%
24 10.621 1449 1451 1457 rVB3 17244 18780 1.38% 0.138%
25 10.704 1462 1465 1471 rBV 233801 264891 19.49% 1.951%
26 10.804 1478 1482 1493 rBV3 23951 37080 2.73% 0.273%
27 11.010 1512 1517 1520 rBV6 15038 22435 1.65% 0.165%
28 11.133 1534 1538 1541 rBV6 10717 18798 1.38% 0.138%
29 11.216 1548 1552 1555 rBV 23157 27741 2.04% 0.204%
30 11.251 1555 1558 1562 rvv4 35215 46022 3.39% 0.339%
31 11.304 1565 1567 1572 rVB 28592 28218 2.08% 0.208%

32 11.404 1580 1584 1586 rBV 1287608 1135693 83.57% 8.366%
33 11.427 1586 1588 1594 rVVv 534923 481151 35.40% 3.544%
34 11.480 1594 1597 1602 rVB 98872 99883 7.35% 0.736%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103301.D

Aca On : 28 Feb 2018 18:57

Operator : SJ/JU

Sample : J1710-04 10X

Misc :

ALS Vial : 9 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-BF022218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.645 1620 1625 1629 rBV2 27019 38290 2.82% 0.282%
36 11.745 1638 1642 1646 rVB4 9116 15407 1.13% 0.113%
37 11.910 1667 1670 1672 rVV 72756 76219 5.61% 0.561%
38 11.933 1672 1674 1680 rVV 93768 102792 7.56% 0.757%
39 11.986 1680 1683 1685 rVvV 35271 35385 2.60% 0.261%
40 12.021 1685 1689 1691 rVv2 98309 114895 8.45% 0.846%
41 12.045 1691 1693 1697 rVB 48025 44677 3.29% 0.329%
42 12.204 1716 1720 1723 rBVY 42400 46903 3.45% 0.346%
43 12.239 1723 1726 1730 rVV3 30664 32916 2.42% 0.242%
44 12.351 1740 1745 1747 rBV2 21623 25517 1.88% 0.188%
45 12.457 1760 1763 1765 rBVY 44658 45912 3.38% 0.338%
46 12.551 1775 1779 1783 rBV3 27276 40071 2.95% 0.295%
47 12.621 1787 1791 1796 rBV 471817 419098 30.84% 3.087%
48 12.686 1800 1802 1805 rVv4 15584 13949 1.03% 0.103%
49 12.851 1824 1830 1836 rBV 440793 489852 36.05% 3.608%
50 12.904 1836 1839 1843 rVB2 26539 29262 2.15% 0.216%
51 12.986 1849 1853 1856 rBV 385760 344414 25.34% 2.537%
52 13.074 1863 1868 1873 rBV3 34655 58715 4._.32% 0.433%
53 13.180 1883 1886 1889 rVB 47069 41571 3.06% 0.306%
54 13.245 1894 1897 1900 rBV 34464 33692 2.48% 0.248%
55 13.286 1901 1904 1912 rBV3 40953 55871 4.11% 0.412%
56 13.374 1917 1919 1922 rBV 33840 30163 2.22% 0.222%
57 13.410 1922 1925 1930 rBV2 42211 47902 3.52% 0.353%
58 13.692 1970 1973 1976 rBV 37274 38884 2.86% 0.286%
59 13.804 1990 1992 1994 rBV 29641 23242 1.71% 0.171%
60 13.827 1994 1996 1998 rBV 30502 21740 1.60% 0.160%
61 13.868 2001 2003 2007 rVVv3 57039 65849 4._.85% 0.485%
62 13.904 2007 2009 2015 rVB 34673 32288 2.38% 0.238%
63 14.009 2025 2027 2029 rBV 27013 24401 1.80% 0.180%

64 14.051 2030 2034 2037 rVV2 840168 994589 73.19% 7.327%
65 14.080 2037 2039 2048 rVB 174363 166339 12.24% 1.225%

66 14.445 2099 2101 2104 rBV 39622 29311 2.16% 0.216%
67 15.115 2212 2215 2218 rBV 93110 135569 9.98% 0.999%
68 15.427 2265 2268 2272 rVB 71820 82328 6.06% 0.606%

69 15.492 2275 2279 2284 rBV 106292 145815 10.73% 1.074%
70 15.556 2285 2290 2301 rVvVv 556373 784911 57.76% 5.782%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103301.D

Aca On : 28 Feb 2018 18:57

Operator : SJ/JU

Sample : J1710-04 10X

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 13575134
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022818\
BF103301.D

28 Feb 2018 18:57

SJ/JU

J1710-04 10X

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103301.D

Aca On : 28 Feb 2018 18:57

Operator : SJ/JU

Sample : J1710-04 10X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.64 Concentration Rank 1

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

6.64 9.48 ng 469934 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Xenon 132 Xe 007440-63-3 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 774 (6.639 min): BF103301.D (-771) (-) m/z 131.90 100.00%
5000 68
7 5 o M . 9|6103 ‘ 640 6.60 6.80 7.00
o..,....,....,...!!'!...,!!.., Wil b 87t el | M/Z 68.00  44.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 LR L L L UL
6.40 6.60 6.80 7.00
33 44 97 105 m/z 66.00 30.88%
0 5L %0 T |y
s 6 % % A B e o 8 % 10 110 135 1% 1%
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 134.00 30.61%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal O EaE e R RRA ma
132 6.40 6.60 6.80 7.00
m/z 69.00 17.29%
5000 6
41 97
53 117
0"|'”'|'“'|?ﬂ'hj"WMM'w'“kjw'huﬂ“'é?'m'l}Pﬁl"jw%%?w t"" IRRBE AR SR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103301.D

Aca On : 28 Feb 2018 18:57

Operator : SJ/JU

Sample : J1710-04 10X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.
12.02 2.02 ng 114895 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 Methvl diselenide 190 C2H6Se2 007101-31-7 27
3 Carbonic acid. butvl 2-formvl-4.... 290 C12H12Cl1204 1000331-42-2 25
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 18
5 3,5-Dichlorobenzoic acid 190 C7H4Cl1202 000051-36-5 16

Abundance Scan 1689 (12.021 min): BF103301.D (-1685) (- m/z 190.00 100.00%
190
5000
94
63 81 137 150 165 11.80 12.00 12.20 12.40
ol 20 101 A 22 “m/z 189.00  93.80%
mz-> 20 40 60 8 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.80 12.00 12.20 12.40
m/z 192.00 52 .24%
oL 27 3050 63 8 | 110122 137 150 163 178 |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
190
93 175 11.80 12.00 12.20 12.40
5000 m/z 191.00 44 _86%
29 80
L A UL S WL B B WL B L W
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #135520: Carbonic acid, butyl 2-formyl-4,6-dichlorophenyl ...
190 11.80 12.00 12.20 12.40
m/z 94.50 28.97%
5000
29 41
oL | w 73 g5 97 109 133145 169172 HM 217
mz-> 20 40 60 80 160 120 1&0 160 180 200 220 1180 12.00 12,20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF022818\
Data File : BF103301.D

Acq On : 28 Feb 2018 18:57

Operator : SJ/JU

Sample : J1710-04 10X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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 .64 6.64 9.5 ng 469934 1 6.87 991659 20.0
4H-Cyclopenta[def... 12.02 2.0 ng 114895 4 11.40 1135690 20.0
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