LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091086.D

Aca On : 8 Nov 2016 17:10

Operator : UM/SJ

Sample - H5581-01

Misc :

ALS Vial : 7 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-BF110316.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 1.755 4 6 73 rVB 3610476 10677619 100.00% 20.250%
2 4.796 270 272 282 rBV 270766 443113 4.15% 0.840%
3 5.242 309 311 330 rBVY 2144682 2502717 23.44% 4_.746%
4 6.305 402 404 412 rBV 1380491 1583164 14.83% 3.002%
5 6.430 412 415 417 rBV 4381609 4619929 43.27% 8.762%

6.659 433 435 444 rVB 1077149 1076397 10.08% 2.041%
6.819 446 449 451 rBV 3941418 4277337 40.06% 8.112%
7.230 482 485 498 rBV 2945441 3303426 30.94% 6.265%
7.950 545 548 550 rBV 1279350 1435044 13.44% 2.722%
9.025 639 642 645 rBV 5401989 6078227 56.92% 11.527%

=
QO ~NO®

11 9.699 698 701 703 rBV 1444264 1687477 15.80% 3.200%
12 10.488 767 770 772 rBV 3786602 4023071 37.68% 7.630%
13 11.174 828 830 832 rBV 1897933 1636540 15.33% 3.104%
14 11.722 876 878 882 rBV3 89717 149527 1.40% 0.284%
15 12.511 945 947 953 rvB2 103766 174896 1.64% 0.332%

16 12.762 966 969 972 rBV 4968880 6027198 56.45% 11.431%
17 13.665 1046 1048 1054 rvVvB2 95583 127054 1.19% 0.241%

18 13.802 1058 1060 1063 rBV 1936597 1914403 17.93% 3.631%
19 15.174 1178 1180 1183 rBV 672459 991332 9.28% 1.880%

Sum of corrected areas: 52728471
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF110816\

BF091086.D

8 Nov 2016 17:10

UmM/sJ

H5581-01

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

1.76

3000000

2000000

1000000

TIC: BF091086.D

5.24

4.80

6.43

6.30

6.82

7.23

ol

Time-->

2.00

IR
2.50

3.00

3.50

4.00

I I
4.50 5.00 5.50

6.00

Abundance

5000000

4000000

3000000

2000000

1000000

0

7.95

TIC: BF091086.D

9]02

10.49

11.17

11.72

12,

12,51

N

Time-->

8.00

9.50

10.00 10.50 11.00 11.50

=TT
8.50

9.00

12.00

12.50

13.00

13.50

Abundance

5000000

4000000

3000000

2000000

1000000
B.6

0

TIC: BF091086.D

13.80

15.17

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00

18.50

19.00

8270-BF110316.

M Wed Nov 09 15:46:10 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091086.D

Aca On : 8 Nov 2016 17:10

Operator : UM/SJ

Sample - H5581-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4

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

4.80 8.23 ng 443113 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 272 (4.796 min): BF091086.D (-270) (-) m/z 43.10 100.00%
43
59
5000
T 490 450 450 500 5.20
83 : : : : :
o...,....,....,....','::..‘??.':I,...‘??....,.-...,...=,|....,....,....,....,...., m/z 59.10 59.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
440 4.60 4.80 5.00 5.20
m/z 101.10 19.79%
31 83 g3 101
Ot T T P R P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 5.00 5.20
5000 m/z 58.05 16.50%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethy! ester e e
50 440 4.60 4.80 5.00 5.20
m/z 41.10 9.09%
5000 41
68
0 Il 50 | 126 14
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091086.D

Aca On : 8 Nov 2016 17:10

Operator : UM/SJ

Sample - H5581-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.43 Concentration Rank 2

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

6.43 85.84 ng 4619930 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 415 (6.430 min): BF091086.D (-412) (-) m/z 132.00 100.00%
32
5000 68
6 TrrrJrrrr|yprrrr|yrrrr|rrr
40 54 | 75 104 6.00 6.20 6.40 6.60 6.80
0.,....,....I'!.‘.‘?,:!..?.1:.'.|,..':.,..E.‘?,....,.'!..,.1.1?.,....,-'...,.. m/z 68.10 41.91%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR A IR L R
6.00 6.20 6.40 6.60 6.80
78 m/z 134.00 34.51%
31 a4 ?1
0'P'”I“J“'h'P'”I”'h'”'P”'P'”I”'W'“'P'”I“"“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 6.00 6.20 6.0 6.60 6.80
5000 m/z 66.05 27 .03%
39 91
51 65
A - oS SN oo -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine
132 6.00 6.20 6.40 6.60 6.80
o7 m/z 69.10 16.81%
5000 0
52
G A IS T
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
Data File : BF091086.D

Acq On : 8 Nov 2016 17:10

Operator : UM/SJ

Sample - H5581-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.80 8.2 ng 443113 1 6.66 1076400 20.0
unknown6 .43 6.43 85.8 ng 4619930 1 6.66 1076400 20.0
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