LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098835.D

Aca On : 26 Sep 2017 16:35 Instrument :

Operator : SJ/JU ?:'l\:gﬁ't:Sam ol

3§mple - 15363-07 10X L palll &
isc _

ALS Vial : 10 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 5.122 513 516 523 rBV 57303 55324 4_.49% 0.463%
2 5.398 560 563 567 rVB 48332 41352 3.35% 0.346%
3 5.516 577 583 587 rBV 355517 340724 27.63% 2.849%
4 5.751 617 623 628 rVB2 19214 20345 1.65% 0.170%
5 6.528 751 755 764 rVB 381409 347627 28.19% 2.906%
6 6.675 777 780 784 rVB 450932 359845 29.18% 3.009%
7 6.910 817 820 824 rBV 911318 800030 64.87% 6.689%
8 7.069 843 847 850 rBV 341099 274424 22 .25% 2.294%
9 7.469 911 915 918 rBV 268483 197343 16.00% 1.650%
10 8.198 1035 1039 1045 rVvB 1232568 1233318 100.00% 10.312%
11 8.904 1157 1159 1163 rVB 45282 38488 3.12% 0.322%
12 9.004 1173 1176 1180 rVB 22823 18154 1.47% 0.152%
13 9.263 1217 1220 1224 rVB 499727 416535 33.77% 3.483%
14 9.527 1262 1265 1269 rBV3 14051 18474 1.50% 0.154%
15 9.604 1275 1278 1281 rBV 16821 16757 1.36% 0.140%
16 9.657 1285 1287 1291 rVvV 64083 53281 4.32% 0.445%
17 9.810 1311 1313 1316 rVvVv 32971 26258 2.13% 0.220%
18 9.874 1316 1324 1326 rVB3 13586 19513 1.58% 0.163%
19 9.951 1333 1337 1340 rBV2 1439537 1182840 95.91% 9.890%
20 9.980 1340 1342 1346 rVB 31928 26264 2.13% 0.220%
21 10.151 1365 1371 1374 rVB2 40172 42386 3.44% 0.354%
22 10.357 1402 1406 1407 rBv4 11594 14933 1.21% 0.125%
23 10.498 1426 1430 1435 rBV2 27814 30803 2.50% 0.258%
24 10.592 1442 1446 1450 rVB5 13767 18788 1.52% 0.157%
25 10.651 1450 1456 1459 rBV6 10194 14464 1.17% 0.121%
26 10.733 1467 1470 1474 rBV 277026 225359 18.27% 1.884%
27 10.857 1486 1491 1494 rBV3 37668 48238 3.91% 0.403%
28 11.045 1518 1523 1524 rBV5 12080 19240 1.56% 0.161%
29 11.210 1546 1551 1553 rVB 27611 29945 2.43% 0.250%
30 11.239 1553 1556 1559 rVB 23425 21444 1.74% 0.179%
31 11.292 1562 1565 1567 rBV3 30810 25441 2.06% 0.213%
32 11.321 1567 1570 1574 rBV3 18267 26958 2.19% 0.225%

33 11.439 1586 1590 1592 rBV 1355838 1152933 93.48% 9.640%
34 11.463 1592 1594 1597 rVvV 199504 161403 13.09% 1.349%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098835.D

Aca On : 26 Sep 2017 16:35 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie - 15363-07 10X L palll &

ALS Vial : 10 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 11.510 1600 1602 1605 rVB 69772 51152 4._.15% 0.428%
36 11.639 1622 1624 1626 rBV2 16970 16769 1.36% 0.140%
37 11.663 1626 1628 1633 rVB 28631 29705 2.41% 0.248%
38 11.816 1651 1654 1656 rBV 23101 21240 1.72% 0.178%
39 11.963 1672 1679 1683 rBV3 44195 99546 8.07% 0.832%
40 12.051 1691 1694 1696 rBV2 41660 48113 3.90% 0.402%
41 12.233 1722 1725 1727 rBV 56459 43347 3.51% 0.362%
42 12.257 1727 1729 1732 rVB3 26003 23496 1.91% 0.196%
43 12.292 1732 1735 1742 rBV7 24417 41340 3.35% 0.346%
44 12.380 1748 1750 1752 rVB2 32118 22251 1.80% 0.186%
45 12.486 1766 1768 1770 rVB 29124 22703 1.84% 0.190%
46 12.515 1771 1773 1776 rVVv4 19756 23447 1.90% 0.196%
47 12.568 1780 1782 1786 rBV 25804 28888 2.34% 0.242%
48 12.651 1793 1796 1799 rVB 304846 247588 20.07% 2.070%
49 12.686 1800 1802 1806 rVv4 22563 20617 1.67% 0.172%

50 12.880 1829 1835 1841 rBV 258167 297446 24.12% 2.487%

51 13.015 1855 1858 1867 rVB 446886 399594 32.40% 3.341%

52 13.157 1879 1882 1884 rBV 55673 53773 4._36% 0.450%
53 13.204 1888 1890 1894 rVB2 51453 47781 3.87% 0.399%
54 13.874 2002 2004 2007 rBV 60042 67103 5.44% 0.561%

55 14.074 2034 2038 2041 rBV 962643 995424 80.71% 8.323%

56 14.098 2041 2042 2049 rVB 133598 128990 10.46% 1.078%
57 14.204 2058 2060 2063 rBV 78669 78545 6.37% 0.657%
58 14.245 2065 2067 2070 rVB 105145 87792 7.12% 0.734%
59 15.127 2213 2217 2224 rVB 138629 270679 21.95% 2.263%
60 15.498 2278 2280 2287 rVV 78705 109073 8.84% 0.912%

61 15.568 2287 2292 2308 rVB 683648 1004061 81.41% 8.395%
62 17.121 2552 2556 2569 rVB4 160377 360716 29.25% 3.016%

Sum of corrected areas: 11960410
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092617\
BF098835.D

26 Sep 2017 16:35

SJ/JU

15363-07 10X

10 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF098835.D

6.91

6.67

5.52 7.07

0
Time-->

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

44
8.20

9.26

10.73

Time-->

12.00 12.50

9.50 10.00 10.50 11.00 11.50 13.00

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF098835.D

14.07

15.57

Time-->

19.00

17.50 18.00 18.50

16.00 16.50 17.00

14.00 14.50

15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\
Data File : BF098835.D

Aca On : 26 Sep 2017 16:35

Operator : SJ/JU

Sample : 15363-07 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : 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 unknown6.67 Concentration Rank 1

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

6.67 9.00 ng 359845 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 779 (6.669 min): BF098835.D (-777) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 g4 9%.0 J "ok k0 6ko 760
o} e B e L o m/z 68.00 45 _50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 29.78%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk 5k ok 7ho
5000 ggo 1160 m/z 66.00 29.57%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180 |
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R A m ma e
132.0 6.40 6.60 6.80 7.00
m/z 69.00 18.07%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL ...“i“. .%1’.0"‘.“‘.‘.%?‘".0.‘.‘a|....“|..H.|....|....|.... L
m/z--> 40 60 80 100 120 140 160 180 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 : BF098835.D

Aca On : 26 Sep 2017 16:35

Operator : SJ/JU

Sample : 15363-07 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : 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 unknownl7.12 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.12 7.19 ng 360716 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphine. methvl-(2.4.6-triisop... 250 C16H27P 158748-69-7 41
2 4H-1-Benzopvran-2-carboxvlic aci... 249 C12H11NO5 032142-43-1 35
3 1.4-Di(triethvisilvDbutadivne 278 C16H30Si2 1000334-26-4 27
4 2-Methvlphenanthrol3.4-d1l1.3Tox... 249 C16H11NO2 098033-24-0 25
5 2,4,6(1H,3H,5H)-Pyrimidinetrione... 264 C14H20N203 055044-42-3 22
Abundance Scan 2556 (17.121 min): BF098835.D (-2552) (-) m/z 249.10 100.00%
249.1
107.1
5000{ 55.0
181.1
383.3 RN BN RN B
293.0 16.80 17.00 17.20 17.40
0! m/z 107.05 55.74%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #102527: Phosphine, methyl-(2,4,6-triisopropylphenyl)-
249.0
5000 R L DU B B
16.80 17.00 17.20 17.40
43.0 203.0 m/z 81.05 53.08%
|90 1610 | ‘
0I\IIIIIII\I\H\HIHIM\H‘\HH‘ R ma R R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
249.0
16.80 17.00 17.20 17.40
5000 m/z 250.15 47 .01%
120.0  193.0
G L S A B B WL L B S S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #125950: 1,4-Di(triethylsilyl)butadiyne
249.0 16.80 17.00 17.20 17.40
m/z 95.00 46.63%
5000
82.0 137.0
oh 4L q“ Lig | 294.0 359.0 415.0 471.0515.0
m/z--> 50 160 1éo 200 250 300 350 400 450 560 ' 16%0 1700 1720 1f40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092617\
Data File : BF098835.D

Acq On : 26 Sep 2017 16:35

Operator : SJ/JU

Sample = 15363-07 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : 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 9.0 ng 359845 1 6.91 800030 20.0
unknownl17.12 17.12 7.2 ng 360716 6 15.57 1004060 20.0
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