LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090717\

Data File : BF098345.D

Aca On : 8 Sep 2017 6:28 Instrument :
Operator : SJ/JU gﬁgiéamlem'
3?22'6 i 15132-04 omm1%ﬂog$4bs
ALS Vial : 33 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-BF081517.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 4.857 468 471 482 rVB 112499 129471 4.72% 0.799%
2 5.287 541 544 558 rBV 897770 849476 30.97% 5.242%
3 6.328 717 721 731 rBV2 663509 615358 22.43% 3.798%
4 6.457 739 743 746 rBVY 1682145 1424462 51.93% 8.791%
5 6.687 779 782 786 rBV 674386 532232 19.40% 3.285%

6.845 804 809 812 rBV 2228439 1957109 71.35% 12.078%
7.257 874 879 882 rBV 1658869 1560580 56.89% 9.631%
7.969 997 1000 1004 rBV 776617 708801 25.84% 4._374%
9.051 1179 1184 1187 rBV 3009947 2742939 100.00% 16.928%
9.445 1247 1251 1254 rBV 89548 67353 2.46% 0.416%

=
QO ~NO®

11 9.722 1294 1298 1302 rBV 778877 686334 25.02% 4._.236%
12 10.510 1428 1432 1444 rBV 939953 881688 32.14% 5.441%
13 11.204 1547 1550 1554 rBV 721861 647332 23.60% 3.995%
14 12.616 1787 1790 1794 rBV 38885 31039 1.13% 0.192%
15 12.792 1815 1820 1824 rBV 2289284 2300389 83.87% 14.197%

16 13.698 1970 1974 1981 rBV 21683 33424 1.22% 0.206%
17 13.839 1994 1998 2002 rBV 678233 603034 21.98% 3.722%
18 15.251 2233 2238 2247 rBV 325277 432747 15.78% 2.671%

Sum of corrected areas: 16203768

8270-BF081517 .M Fri Sep 08 12:11:34 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098345.D

Aca On : 8 Sep 2017 6:28

Operator : SJ/JU

Sample : 15132-04

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance -
3000000 TIC: BF098345.D

2500000
6.85

2000000
6.46 7.26

1500000

1000000 5.29
6.33 6.69

500000
4.86

£ L L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance -
3000000 olos TIC: BF098345.D

2500000
12.79

2000000
1500000
1000000 1051

7.97 9.72 11.20

500000

9.45 12.62

-t

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance -
3000000 TIC: BF098345.D

2500000
2000000
1500000

1000000
13.84

500000 15.95

7

T e e e RN I e o e e e o L

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098345.D

Aca On : 8 Sep 2017 6:28

Operator : SJ/JU

Sample : 15132-04

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._86 4.87 ng 129471 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 471 (4.857 min): BF098345.D (-468) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 UL S SRR R
| 83.0 4.60 4.80 5.00 5.20
oY X 17 SHESEOOY P 1SS ST S VMM m/z 59.10 62.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L AL I
59.0 460 480 500 520
m/z 101.10 21.97%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520
5000 m/z 58.10 17.29%
101.0
o150 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one R L Amaman
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.28%
5000
55.0
o 27.0 ¥ 710 830 98.0 .
mz-> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098345.D

Aca On : 8 Sep 2017 6:28

Operator : SJ/JU

Sample : 15132-04

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2 unknown6.46 Concentration Rank 2

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

6.46 53.53 ng 1424460 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 743 (6.457 min): BF098345.D (-739) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 RS R RSN LR
40.1 54.0 114.9 6.20 6.40 6.60 6.80
01 A L e e O O m/z 68.10 45 _47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ILESE RSN RN RN
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.38%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "% G0 5k ok
5000 980 1160 m/z 66.10 26.49%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R L N M
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.69%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 I'h"u'“M'Fm"mi'“*'lw"lu'P"I""I""I"" RS S AR L
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090717\
Data File : BF098345.D

Acq On : 8 Sep 2017 6:28

Operator : SJ/JU

Sample : 15132-04

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
2-Pentanone, 4-hy... 4.86 4.9 ng 129471 1 6.69 532232 20.0
unknown6 .46 6.46 53.5 ng 1424460 1 6.69 532232 20.0
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