LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120817\

Data File : BF101248.D

Aca On : 8 Dec 2017 20:52 Instrument :

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

3?22'6 : 16677-03 5X OR-03-120717-B

ALS Vial : 15 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-BF113017.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 5.034 498 501 508 rBB 8454 9607 2.51% 0.208%
2 5.434 566 569 576 rBV 168058 181618 47 .46% 3.931%
3 6.451 739 742 756 rVB 196165 193115 50.46% 4.180%
4 6.592 763 766 770 rBV 260169 202801 53.00% 4 .390%
5 6.822 802 805 812 rBB 298247 252639 66.02% 5.469%
6 6.981 828 832 839 rBB 181342 152536 39.86% 3.302%
7 7.386 898 901 911 rBB 135532 109901 28.72% 2.379%
8 8.110 1020 1024 1027 rBV 359936 326433 85.30% 7.066%
9 8.922 1159 1162 1165 rBB 5858 4956 1.30% 0.107%
10 9.180 1203 1206 1209 rBV 286384 207287 54.17% 4_487%
11 9.522 1260 1264 1267 rBV 7090 6287 1.64% 0.136%
12 9.575 1271 1273 1276 rBV 12437 9514 2.49% 0.206%
13 9.727 1296 1299 1302 rBB 7824 6204 1.62% 0.134%
14 9.786 1306 1309 1313 rBB 10997 9261 2.42% 0.200%
15 9.863 1318 1322 1326 rVVv2 384209 327217 85.51% 7.083%
16 9.898 1326 1328 1330 rVB 16985 12622 3.30% 0.273%
17 10.069 1354 1357 1360 rBB2 8183 6677 1.74% 0.145%
18 10.286 1391 1394 1396 rVB 10861 8812 2.30% 0.191%
19 10.416 1412 1416 1420 rBB 18711 18343 4_.79% 0.397%
20 10.498 1428 1430 1433 rVB 4908 4295 1.12% 0.093%
21 10.651 1454 1456 1462 rVB 105297 100057 26.15% 2.166%
22 10.757 1471 1474 1481 rBV 9578 11175 2.92% 0.242%
23 10.963 1505 1509 1511 rBV 4598 4752 1.24% 0.103%
24 11.204 1546 1550 1553 rBV2 6179 6364 1.66% 0.138%
25 11.251 1553 1558 1561 rVvv2 6894 8249 2.16% 0.179%

26 11.357 1572 1576 1578 rBV 331990 296850 77.57% 6.426%
27 11.374 1578 1579 1583 rVB 152501 119729 31.29% 2.592%

28 11.427 1585 1588 1592 rVB 31151 27152 7.10% 0.588%
29 11.586 1610 1615 1620 rBV 7805 8826 2.31% 0.191%
30 11.633 1620 1623 1628 rVB2 3087 4686 1.22% 0.101%
31 11.733 1638 1640 1643 rVB2 5993 4008 1.05% 0.087%
32 11.857 1655 1661 1663 rBV 17808 17400 4 _55% 0.377%
33 11.886 1663 1666 1669 rVvV 21458 18886 4.94% 0.409%
34 11.933 1672 1674 1677 rVV2 9519 8163 2.13% 0.177%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120817\

Data File : BF101248.D

Aca On : 8 Dec 2017 20:52 Instrument :

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

3?22'6 : 16677-03 5X OR-03-120717-B

ALS Vial : 15 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-BF113017 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.968 1677 1680 1682 rVVv2 30358 30597 8.00% 0.662%
36 11.992 1682 1684 1687 rVB 11760 9948 2.60% 0.215%
37 12.151 1708 1711 1715 rBV 11735 9700 2.53% 0.210%
38 12.186 1715 1717 1719 rBV 8303 6265 1.64% 0.136%
39 12.421 1751 1757 1759 rBV3 19171 28875 7.55% 0.625%
40 12.445 1759 1761 1763 rVV3 15844 14170 3.70% 0.307%
41 12.498 1767 1770 1773 rBV3 8029 9909 2.59% 0.214%
42 12.568 1779 1782 1786 rBV 221494 187089 48.89% 4 _050%
43 12.668 1796 1799 1801 rVB 5018 4867 1.27% 0.105%
44 12.721 1805 1808 1811 rBVY 8914 7623 1.99% 0.165%
45 12.798 1816 1821 1827 rVV 175032 181899 47.53% 3.937%
46 12.851 1827 1830 1834 rVB2 6806 6776 1.77% 0.147%
47 12.933 1841 1844 1847 rVB 177755 153218 40.04% 3.317%
48 12.963 1847 1849 1852 rVB3 5442 4674 1.22% 0.101%
49 13.021 1855 1859 1862 rVB3 11037 17533 4._.58% 0.380%
50 13.127 1870 1877 1880 rBV 20493 27172 7.10% 0.588%
51 13.192 1886 1888 1892 rBV 15761 13782 3.60% 0.298%
52 13.233 1892 1895 1899 rBV2 12255 15818 4._.13% 0.342%
53 13.327 1908 1911 1914 rBV 10441 9694 2.53% 0.210%
54 13.357 1914 1916 1923 rVB4 12153 14147 3.70% 0.306%
55 13.510 1938 1942 1943 rVVv4 4430 5499 1.44% 0.119%
56 13.551 1947 1949 1952 rVB4 5486 5854 1.53% 0.127%
57 13.615 1958 1960 1962 rBV3 4340 5009 1.31% 0.108%
58 13.639 1962 1964 1968 rVB 9893 9837 2.57% 0.213%
59 13.692 1972 1973 1978 rBV4 3665 5502 1.44% 0.119%
60 13.751 1980 1983 1985 rBV 16162 14834 3.88% 0.321%
61 13.774 1985 1987 1990 rBV3 7169 5943 1.55% 0.129%
62 13.804 1990 1992 1993 rBV 9081 7358 1.92% 0.159%
63 13.827 1993 1996 1998 rVB3 7073 8274 2.16% 0.179%
64 13.851 1998 2000 2003 rVB 10308 6607 1.73% 0.143%
65 13.880 2003 2005 2008 rVB4 9991 7989 2.09% 0.173%
66 13.921 2008 2012 2015 rBV5 11238 18867 4._.93% 0.408%
67 14.004 2018 2026 2028 rBV2 334144 382677 100.00% 8.284%
68 14.027 2028 2030 2036 rVB 73420 62449 16.32% 1.352%
69 14.086 2038 2040 2041 rBV2 9837 7580 1.98% 0.164%
70 14.110 2042 2044 2045 rBV 10292 6044 1.58% 0.131%
71 14.198 2057 2059 2061 rBVZ2 7301 8271 2.16% 0.179%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120817\

Data File : BF101248.D

Aca On : 8 Dec 2017 20:52 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : 16677-03 5X OR-03-120717-B

ALS Vial : 15 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-BF113017.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.233 2063 2065 2067 rVB3 10168 6959 1.82% 0.151%
73 14.257 2067 2069 2072 rBv4 7410 9973 2.61% 0.216%
74 14.533 2114 2116 2119 rBv4 10303 8981 2.35% 0.194%
75 15.045 2199 2203 2213 rVB 62373 123902 32.38% 2.682%
76 15.345 2251 2254 2260 rVB 35167 41726 10.90% 0.903%
77 15.409 2262 2265 2270 rVB 47325 68216 17.83% 1.477%
78 15.474 2271 2276 2280 rBV 186616 234657 61.32% 5.080%
79 16.380 2428 2430 2431 rBV2 10570 6929 1.81% 0.150%
80 16.951 2523 2527 2534 rVB4 17896 41457 10.83% 0.897%
81 17.215 2571 2572 2574 rBV2 8530 5463 1.43% 0.118%
82 17.403 2597 2604 2609 rBV3 15886 36789 9.61% 0.796%
83 17.515 2621 2623 2625 rBV2 6417 6709 1.75% 0.145%
84 17.727 2657 2659 2661 rBV3 6090 5058 1.32% 0.109%
85 17.898 2686 2688 2689 rBV2 5126 3960 1.03% 0.086%
86 18.109 2722 2724 2726 rBV3 5897 4476 1.17% 0.097%
87 18.439 2777 2780 2781 rBV3 5505 5652 1.48% 0.122%

Sum of corrected areas: 4619679
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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\BF120817\

BF101248.D

8 Dec 2017 20:52

SJ/Ju

16677-03 5X

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101248.D

Aca On : 8 Dec 2017 20:52

Operator : SJ/JU

Sample : 16677-03 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.59 Concentration Rank 1

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

6.59 16.05 ng 202801 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 766 (6.592 min): BF101248.D (-763) (-) m/z 132.00 100.00%
32
5000 68
© 5 || 5 g T 0a 620 6.40 6.60 6.80 7.00
on.w.”:M.”,”.w.”.“.”,”.w.”.“w”,”.w.”.,h”,” m/z 68.10 35.96%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 NS AR SR
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 30.67%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 23.13%
33 44 g7 105
51 60 70 78 g 115
ot e e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A e e EER
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .25%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8|O 9'0 100 110 12'0 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101248.D

Aca On : 8 Dec 2017 20:52

Operator : SJ/JU

Sample : 16677-03 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
1197 2.06 ng 30597  Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64

2 6H-Cvclobutaliklphenanthrene

3 Methvl diselenide

4 2.2"-Bis(4.5-dimethvlimidazole)

5 5-Thiazolecarboxamide, 4-amino-2...

190 C15H10
190 C2H6Se2
190 C10H14N4
189 C5H7N30S2

083469-43-6 64
007101-31-7 45
069286-06-2 40
1000338-08-9 22

m/z--> 20 40 60 80 100 120 140

Abundance Scan 1680 (11.968 min): BF101248.D (-1677) (-)
5000
94
39 55 69 8}
0,....,...&,.n..,.”.,....,....,....,..”,.

160 180

Abundance

#53203: 4H-Cyclopenta[def]phenanthrene

163 178 |

m/z 189.10 100.00%

11.60 11.80 12.00 12.20

m/z 190.10 98.90%

5000
94 11.60 11.80 12.00 12.20
m/z 192.10 51.92%
oL 27 39 50 63 81 || 110 122 137 150
I e o e L o i o o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
189
11.60 11.80 12.00 12.20
5000 m/z 191.10 37.86%
94
81 163
O T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53209: Methyl diselenide
9 190 11.60 11.80 12.00 12.20
m/z 187.00 20.57%
175
5000
8 109 160 ‘ ‘
A P— H\ . u\\ ....,...M».M.\,HM SN | E—
m/z--> 20 40 60 8 140 160 11.60 11.80 12.00 12.20

8270-BF113017.M Mon Dec 11 15:38:23 2017

Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120817\
Data File : BF101248.D

Acq On : 8 Dec 2017 20:52

Operator : SJ/JU

Sample - 16677-03 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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 .59 6.59 16.1 ng 202801 1 6.82 252639 20.0
4H-Cyclopenta[def... 11.97 2.1 ng 30597 4 11.36 296850 20.0
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