LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\

Data File : BF096304.D

Aca On : 29 Jun 2017 21:03 Instrument :
Operator : SJ/MA Bl 1P _
Sample  : 13882-03 5X St
Misc : G46-0-1.5

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-BF062717 .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

2.334 40 42 48 rVB4 11465 17435 1.21% 0.137%
2.528 70 75 85 rvB 146216 216382 14.99% 1.703%
381 385 rBV 52850 59558 4._.13% 0.469%
4._.951 484 487 492 rBvV 264135 278853 19.31% 2.194%
5.375 5565 559 563 rvB 789504 652069 45.17% 5.131%
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6.392 728 732 738 rVB 1011390 804833 55.75% 6.333%
6.534 752 756 760 rBV 899966 729820 50.55% 5.743%
796 800 rBV 1285434 1097847 76.04% 8.639%
6.928 819 823 826 rBV 709889 614077 42.53% 4.832%
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1 7.322 885 890 893 rBvV 595179 479012 33.18% 3.769%
11 8.051 1010 1014 1018 rBV 1718259 1443728 100.00% 11.360%
12 8.657 1113 1117 1119 rBV 29255 24999 1.73% 0.197%
13 8.763 1131 1135 1139 rVB3 17663 21848 1.51% 0.172%
14 9.127 1193 1197 1200 rBV 1044173 803421 55.65% 6.322%
15 9.222 1209 1213 1217 rBV3 46166 46041 3.19% 0.362%
16 9.398 1239 1243 1248 rBV6 9645 18412 1.28% 0.145%
17 9.463 1248 1254 1257 rBV6 14897 26637 1.85% 0.210%
18 9.522 1260 1264 1266 rBV 107088 94689 6.56% 0.745%
19 9.751 1300 1303 1308 rVB 48416 36721 2.54% 0.289%
20 9.804 1308 1312 1316 rBV2 1407914 1253754 86.84% 9.865%
21 10.010 1344 1347 1351 rVB5 17637 16981 1.18% 0.134%
22 10.245 1385 1387 1391 rVB 42864 36536 2.53% 0.287%
23 10.469 1422 1425 1430 rVB3 22323 24968 1.73% 0.196%
24 10.586 1441 1445 1448 rBvV 133351 112581 7.80% 0.886%
25 10.721 1465 1468 1469 rBV 54031 50501 3.50% 0.397%
26 10.733 1469 1470 1474 rVB 42530 34641 2.40% 0.273%
27 11.169 1541 1544 1547 rBV 40184 35661 2.47% 0.281%
28 11.198 1547 1549 1553 rVB2 29714 31497 2.18% 0.248%
29 11.286 1560 1564 1566 rBV 1067864 945535 65.49% 7.440%
30 11.310 1566 1568 1570 rVvVv 96413 76598 5.31% 0.603%
31 11.357 1570 1576 1579 rVB5 28813 32471 2.25% 0.256%
32 11.592 1614 1616 1618 rBV 24032 18869 1.31% 0.148%
33 11.786 1647 1649 1651 rBV3 16681 17872 1.24% 0.141%
34 11.816 1651 1654 1657 rVB3 42614 39364 2.73% 0.310%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096304.D

Aca On 29 Jun 2017 21:03

Operator : SJ/MA

Sample - 13882-03 5X

Misc :

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-BF062717 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.892 1665 1667 1670 rBV3 20120 26226 1.82% 0.206%
36 12.210 1719 1721 1724 rBV4 15843 22607 1.57% 0.178%
37 12.339 1740 1743 1745 rBV3 19590 21807 1.51% 0.172%
38 12.392 1749 1752 1754 rVV2 27097 24667 1.71% 0.194%
39 12.492 1766 1769 1773 rBV 125244 108294 7.50% 0.852%
40 12.721 1805 1808 1811 rVB 79682 65616 4._.54% 0.516%

41 12.868 1829 1833 1836 rBVY 563767 526877 36.49% 4.146%
42 13.351 1913 1915 1920 rVB2 55814 54717 3.79% 0.431%
43 13.915 2007 2011 2014 rBV 1063781 966037 66.91% 7.601%
44 15.345 2250 2254 2259 rVB 582832 697583 48.32% 5.489%

Sum of corrected areas: 12708642
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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:\HPCHEM1\BNA F\DATA\BF062917\
: BF096304.D

: 29 Jun 2017 21:03

: SJ/MA

- 13882-03 5X

- 10 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BF096304.D

6.77

6.39
6.53

5.37
6.93

7.32

4.95

4.33

0
Time-->

T
4.50

T
5.00

T
5.50

Abundance

1500000

1000000

500000

0

TIC: BF096304.D

9.80

9.13 11.29

12.87

10.59

Time-->

T
13.50

10.50 11.00 11.50

12.00 12.50

13.00

10.00

Abundance

1500000

1000000

500000

TIC: BF096304.D

13.92

15.34

Time-->

19.00

18.00 18.50

16.00 16.50

17.00 17.50

14.00 14.50

15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096304.D

Aca On 29 Jun 2017 21:03

Operator : SJ/MA

Sample = 13882-03 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.95 5.08 ng 278853 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 487 (4.951 min): BF096304.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SN SARRERARADEARRRL
460 4.80 5.00 5.20
i 81O [l EBO 830 | h/7 59.00  53.12%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL UL B
59.0 460 480 500 520
m/z 101.10 13.78%
..,...‘a:‘gll‘..o...‘,‘l...,..a.,....,....,8.3'.0..,9.3'.0.%?1..(?..,.
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 4.80 500 520
5000 m/z 58.00 13.64%
41.0
50.0 73.0 86.0
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LA L L L L
54.0 460 4.80 5.00 5.20
m/z 41.00 8.34%
5000 310 430 730
M | ‘ ., 51.0 |1l 84.0 101.0
mz-> 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096304.D

Aca On 29 Jun 2017 21:03

Operator : SJ/MA

Sample = 13882-03 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown6.53 Concentration Rank 1

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

6.53 13.30 ng 729820 1,4-Dichlorobenzene-d4 6.77
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 25
3 Amphetaminil 250 C17H18N2 017590-01-1 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 755 (6.528 min): BF096304.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
wo | % | 020 640 660 650
ettt e el e e || M/Z 68.10 44 49%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IBENARSE SRR AR LA
6.20 6.40 6.60 6.80
310 5L0 ‘ ‘ m/z 134.00 31.87%
‘ L1 H | 1
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 26.66%
41.0 97.0
115.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil  EAm e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.72%
5000
105.0
510 770 ;| | 1500 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 620 640 6.60 6.80

8270-BF062717.M Fri Jun 30 20:24:00 2017

Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
Data File : BF096304.D

Acq On 29 Jun 2017 21:03

Operator : SJ/MA

Sample - 13882-03 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .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]
2-Pentanone, 4-hy... 4.95 5.1 ng 278853 1 6.77 1097850 20.0
unknown6 .53 6.53 13.3 ng 729820 1 6.77 1097850 20.0
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