LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\
Data File : BF098833.D

Aca On : 26 Sep 2017 15:40

Operator : SJ/JU

Sample = 15363-03 10X

Misc :

ALS Vial : 8 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-BF092317.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 5.122 513 516 522 rBV 69427 69194 5.67% 0.527%
2 5.398 560 563 566 rBV 22508 20256 1.66% 0.154%
3 5.516 579 583 587 rBV 502035 421399 34.50% 3.207%
4 6.522 751 754 761 rVB 480277 434421 35.57% 3.306%
5 6.675 777 780 784 rVB 591631 453913 37.16% 3.455%
6 6.910 817 820 824 rBV 954423 793080 64.93% 6.036%
7 7.069 843 847 850 rBV 410201 346432 28.36% 2.637%
8 7.469 911 915 918 rBV 325561 253825 20.78% 1.932%
9 8.192 1035 1038 1041 rBvV 1239293 1106282 90.58% 8.420%
10 8.216 1041 1042 1045 rVB 133489 69936 5.73% 0.532%
11 8.904 1156 1159 1163 rBV 48008 36680 3.00% 0.279%
12 9.004 1173 1176 1179 rVB 25750 18974 1.55% 0.144%
13 9.263 1217 1220 1224 rBV 638206 543075 44.47% 4.133%
14 9.345 1231 1234 1236 rBvV2 16152 17806 1.46% 0.136%
15 9.527 1262 1265 1269 rBV 15846 19805 1.62% 0.151%
16 9.604 1275 1278 1281 rBV 18096 17319 1.42% 0.132%
17 9.657 1285 1287 1291 rVB 88252 72585 5.94% 0.552%
18 9.810 1307 1313 1316 rBV 49045 48602 3.98% 0.370%
19 9.869 1320 1323 1326 rVB2 14397 19788 1.62% 0.151%
20 9.951 1333 1337 1340 rVvV 1460716 1209289 99.01% 9.204%
21 9.980 1340 1342 1345 rVB2 32863 24332 1.99% 0.185%
22 10.151 1366 1371 1374 rVB2 47995 45011 3.69% 0.343%
23 10.263 1386 1390 1393 rBv4 11424 16683 1.37% 0.127%
24 10.357 1402 1406 1407 rBV3 17467 18820 1.54% 0.143%
25 10.369 1407 1408 1411 rVB 25638 17955 1.47% 0.137%
26 10.492 1426 1429 1434 rBV2 29723 34530 2.83% 0.263%
27 10.592 1443 1446 1451 rVV3 16334 22734 1.86% 0.173%
28 10.651 1451 1456 1459 rVB3 12214 16320 1.34% 0.124%
29 10.733 1466 1470 1475 rBV 394588 311280 25.49% 2.369%
30 10.857 1486 1491 1494 rBV2 56924 67224 5.50% 0.512%
31 10.933 1498 1504 1506 rBV6 13282 22986 1.88% 0.175%
32 11.239 1553 1556 1559 rVB2 22971 20492 1.68% 0.156%
33 11.292 1562 1565 1567 rVvVv2 45188 37641 3.08% 0.286%
34 11.327 1567 1571 1574 rVvVv2 26797 35474 2.90% 0.270%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\
Data File : BF098833.D

Aca On : 26 Sep 2017 15:40

Operator : SJ/JU

Sample = 15363-03 10X

Misc :

ALS Vial : 8 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-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.374 1577 1579 1583 rBV 17208 15157 1.24% 0.115%

36 11.439 1586 1590 1592 rBV 1410134 1221350 100.00% 9.296%
37 11.457 1592 1593 1596 rVvVv 195636 154588 12.66% 1.177%

38 11.510 1600 1602 1605 rBV 78045 56683 4.64% 0.431%
39 11.645 1622 1625 1626 rBV2 17806 17449 1.43% 0.133%
40 11.663 1626 1628 1633 rVVv2 30141 33397 2.73% 0.254%
41 11.721 1636 1638 1642 rVB3 18741 17641 1.44% 0.134%
42 11.768 1643 1646 1649 rBV4 16631 15757 1.29% 0.120%
43 11.816 1651 1654 1656 rBVY 30530 23091 1.89% 0.176%
44 11.839 1656 1658 1664 rVB6 17276 27858 2.28% 0.212%
45 11.892 1664 1667 1668 rBV3 17312 18624 1.52% 0.142%
46 11.963 1672 1679 1682 rBV3 61981 124184 10.17% 0.945%
47 12.010 1685 1687 1691 rBV 20759 20655 1.69% 0.157%
48 12.051 1691 1694 1696 rBV2 43069 46603 3.82% 0.355%
49 12.233 1722 1725 1727 rBVY 65447 52837 4_.33% 0.402%
50 12.257 1727 1729 1732 rVB3 24102 23703 1.94% 0.180%
51 12.292 1733 1735 1737 rBV2 27834 22798 1.87% 0.174%
52 12.380 1748 1750 1752 rVB2 45828 33392 2.73% 0.254%
53 12.410 1753 1755 1757 rVVv2 21767 15421 1.26% 0.117%
54 12.486 1766 1768 1771 rVB2 31650 25390 2.08% 0.193%
556 12.515 1771 1773 1776 rBV3 26487 31723 2.60% 0.241%
56 12.568 1780 1782 1785 rBV 35452 30997 2.54% 0.236%
57 12.651 1792 1796 1799 rVB 347023 300254 24 .58% 2.285%
58 12.686 1800 1802 1805 rVv4 28095 26424 2.16% 0.201%

59 12.880 1829 1835 1841 rBV 317662 382185 31.29% 2.909%
60 13.015 1855 1858 1865 rVB 579681 505110 41.36% 3.844%

61 13.157 1879 1882 1884 rBV 67317 61432 5.03% 0.468%
62 13.204 1888 1890 1894 rVB 72005 61821 5.06% 0.471%
63 13.268 1899 1901 1904 rVvVv 35612 31244 2.56% 0.238%
64 13.710 1974 1976 1980 rVB 63813 59864 4_.90% 0.456%

65 14.074 2034 2038 2041 rBV2 913706 964269 78.95% 7.339%

66 14.098 2041 2042 2048 rVB 188007 164593 13.48% 1.253%
67 14.362 2085 2087 2089 rBV2 60062 44726 3.66% 0.340%
68 15.127 2213 2217 2225 rVB 173828 321602 26.33% 2.448%
69 15.498 2277 2280 2286 rVV 102690 140407 11.50% 1.069%
70 15.568 2287 2292 2302 rVB 675654 923173 75.59% 7.026%

71 17.121 2551 2556 2571 rVB4 189434 458505 37.54% 3.490%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\
Data File : BF098833.D

Aca On : 26 Sep 2017 15:40

Operator : SJ/JU

Sample = 15363-03 10X

Misc :

ALS Vial : 8 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-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 13139050
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\
Data File : BF098833.D

Aca On : 26 Sep 2017 15:40

Operator : SJ/JU

Sample = 15363-03 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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: BF098833.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\
Data File : BF098833.D

Aca On : 26 Sep 2017 15:40

Operator : SJ/JU

Sample = 15363-03 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.67 Concentration Rank 1

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

6.67 11.45 ng 453913 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 779 (6.669 min): BF098833.D (-777) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 0 || 0% Tk k0 6ko 760
o} IR ESIN N /PO .M TP | . m/z 68.00 43.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IREBE RS SR UL S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.60%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 29.10%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e i ma
132.0 6.40 6.60 6.80 7.00
m/z 68.95 16.94%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\
Data File : BF098833.D

Aca On : 26 Sep 2017 15:40

Operator : SJ/JU

Sample = 15363-03 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Phenanthrene, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.96 2.03 ng 124184 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 90
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 90
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 89
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 89
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 86
Abundance Scan 1679 (11.963 min): BF098833.D (-1672) (-) m/z 192.10 100.00%
1
5000
11.60 11.80 12.00 12.20
o} m/z 191.10 61.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54751: Phenanthrene, 4-methyl-
192.0
5000
11.60 11.80 12.00 12.20
95.0 165.0 m/z 189.00 27 .89%
0 63\'0 by \‘\ 125.0141.0 “‘ H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 190.10 16.84%
96.0
. 300 630 790 1150 1390 020
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 94.40 14.77%
5000
165.0
o150 390 630 83"0 99.01150 1390 1 |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\
Data File : BF098833.D

Aca On : 26 Sep 2017 15:40

Operator : SJ/JU

Sample = 15363-03 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl7.12 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.12 9.93 ng 458505 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-I3-Fluoro-4-T4-(toluene-4-sulf... 404 C21H25FN203S 333751-65-8 27
2 2-Methoxv-6-methvl-4-phenvl-aquin... 250 C16H14N20 1000317-63-5 25
3 1.4-Di(triethvisilvDbutadivne 278 C16H30Si2 1000334-26-4 25
4 3-lodoisonicotinic acid 249 C6H41INO2 057842-10-1 22
5 7H-Benzo(c)phenothiazine 249 C16H11NS 000226-06-2 22
Abundance Scan 2556 (17.121 min): BF098833.D (-2551) (-) m/z 249.15 100.00%
249.2
550 1071
5000 181.1
404.4 USRI BN RN B
2941 aepg 16.80 17.00 17.20 17.40
ol MW% m/z 55.00 63.31%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #213606: 1-[3-Fluoro-4-[4-(toluene-4-sulfonyl)-piperazin-1...
249.0
56.0
5000 SR SRR RN B
16.80 17.00 17.20 17.40
404.0 m/z 107.10 57 .95%
Ol 10901500 2080 361.0
m/z--> 55 100 150 200 250 300 3%0 400 450 500
Abundance
250.0
16.80 17.00 17.20 17.40
5000 m/z 43.10 54 _.41%
77.0
0 32.0 117.0 165,0%%>0
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #125950: 1,4-Di(triethysilyl)butadiyne e A RERREEESE L
249.0 16.80 17.00 17.20 17.40
m/z 250.15 52.27%
5000
193.0
82.0 137.0
ol 4L 1l | \ 294.0 359.0 415.0 471.0515.0
m/z--> 50 100 150 200 250 300 350 400 450 500 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092617\
Data File : BF098833.D

Acq On : 26 Sep 2017 15:40

Operator : SJ/JU

Sample = 15363-03 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 .67 6.67 11.4 ng 453913 1 6.91 793080 20.0
Phenanthrene, 4-m... 11.96 2.0 ng 124184 4 11.44 1221350 20.0
unknownl7.12 17.12 9.9 ng 458505 6 15.57 923173 20.0
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