LSC Area Percent Report

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

Data File : BF098339.D

Aca On : 8 Sep 2017 3:42 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i 15131-02 omm1rﬂog$4>s
ALS Vial : 27 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 4.857 469 471 481 rBV 74533 87580 2.96% 0.448%
2 5.292 541 545 555 rBY 1029867 1005321 33.94% 5.139%
3 6.328 717 721 733 rBV2 828015 732551 24.73% 3.744%
4 6.457 739 743 746 rBVY 1905588 1671323 56.43% 8.543%
5 6.686 779 782 786 rBV 701106 614591 20.75% 3.142%
6 6.845 805 809 812 rBVY 2340103 2188557 73.89% 11.187%
7 6.869 812 813 821 rVB 52513 29899 1.01% 0.153%
8 7.257 874 879 882 rBVY 1732998 1764767 59.59% 9.021%
9 7.975 997 1001 1003 rBV 905347 883480 29.83% 4.516%
10 7.992 1003 1004 1008 rvB 675356 449658 15.18% 2.298%
11 8.686 1118 1122 1125 rBV 170703 130403 4._.40% 0.667%
12 8.780 1135 1138 1142 rVB 76246 71214 2.40% 0.364%
13 9.051 1179 1184 1187 rBV 3114080 2961720 100.00% 15.139%
14 9.145 1198 1200 1206 rVB 53889 47005 1.59% 0.240%

15 9.727 1293 1299 1301 rBV 762844 748408 25.27% 3.826%

16 9.757 1301 1304 1307 rVB 291840 225756 7.62% 1.154%
17 9.927 1330 1333 1338 rBvV 160040 130761 4.42% 0.668%
18 10.269 1388 1391 1397 rVB 182034 157513 5.32% 0.805%
19 10.516 1429 1433 1444 rBV 995575 994131 33.57% 5.082%
20 11.210 1547 1551 1553 rBV 741688 716260 24.18% 3.661%

21 11.233 1553 1555 1558 rVB 413073 324792 10.97% 1.660%

22 11.439 1585 1590 1598 rBB 39889 34229 1.16% 0.175%
23 11.821 1652 1655 1657 rBV2 33934 30866 1.04% 0.158%
24 12.415 1753 1756 1760 rBV 141068 113197 3.82% 0.579%
25 12.615 1787 1790 1792 rBV 51314 46418 1.57% 0.237%
26 12.645 1792 1795 1798 rVB 82954 70764 2.39% 0.362%
27 12.798 1816 1821 1824 rBV 2146416 2227764 75.22% 11.387%
28 13.321 1906 1910 1913 rBV 36349 29641 1.00% 0.152%

29 13.839 1994 1998 2002 rBV 680868 643925 21.74% 3.291%
30 15.251 2233 2238 2247 rBV 370868 430990 14.55% 2.203%

Sum of corrected areas: 19563484
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090717\
BF098339.D

8 Sep 2017  3:42

SJ/Ju

15131-02

27 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098339.D

Aca On : 8 Sep 2017 3:42

Operator : SJ/JU

Sample : 15131-02

Misc :

ALS Vial : 27 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 2.85 ng 87580 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-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 50
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 16
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 12

Abundance Scan 471 (4.857 min): BF098339.D (-469) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 —v—v—v—v—rv—v—v—v—rj
| 83.0 4.60 4.80 5.00 5.20
o 1 US| o N m/z 59.00 58.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0 &
5000 R UL AL L A
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 22 .30%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 m/z 58.00 17.55%
43.0 101.0
ol 150 310 71.0 830
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R L A Eama ma
59.0 4.60 4.80 5.00 5.20
m/z 41.00 10.79%
5000 41.0
o T O =Y 1260 1420 I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098339.D

Aca On : 8 Sep 2017 3:42

Operator : SJ/JU

Sample : 15131-02

Misc :

ALS Vial : 27 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 54.39 ng 1671320 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 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 744 (6.463 min): BF098339.D (-739) (-) m/z 132.00 100.00%
13%.0
5000 68.1
|
40.1 54.0 96|.0 115.0 J 6.|20 6.|40 6.%0 6.|80
01 L L e e B O O m/z 68.10 40.60%
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 RSN AR SR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 33.58%
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 Tk ko 5k ok
5000 9go 1160 m/z 66.00 24 .15%
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- P e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.41%
117.0
5000
91.0
Ao N
0 I'h"f'“M'Fm"mi'“*'lw"lu'P"I""I""I"" IR NS AR R
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 : BF098339.D

Acq On : 8 Sep 2017 3:42

Operator : SJ/JU

Sample : 15131-02

Misc :

ALS Vial : 27 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 2.9 ng 87580 1 6.69 614591 20.0
unknown6 .46 6.46 54_4 ng 1671320 1 6.69 614591 20.0
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