LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO60717\

Data File : BG027298.D

Aca On : 8 Jun 2017 00:32

Operator : SJ/MA

3?22'6 i 13479-12 SB-5(8-10)20170604
ALS Vial : 13 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:\HPCHEM1\BNA G\METHODS\8270-BG060517.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 5.700 336 342 351 rBV 69535 114869 4._.06% 0.708%
2 6.141 410 417 433 rVB 687121 1158889 40.97% 7.144%
3 7.686 672 680 693 rBV 690670 1295384 45.80% 7.985%
4 8.092 741 749 758 rBV 657739 1200678 42.45% 7.401%
5 8.556 819 828 837 rBV 161821 298034 10.54% 1.837%

6 8.885 876 884 895 rvB 439482 811130 28.68% 5.000%
7 9.719 1016 1026 1038 rBV 365707 695229 24 .58% 4._.286%
8 11.376 1300 1308 1316 rBV 247570 476794 16.86% 2.939%
9 13.762 1707 1714 1723 rBV 1110815 1774800 62.75% 10.940%
10 14.572 1845 1852 1858 rBV 105404 164835 5.83% 1.016%
11 15.136 1940 1948 1959 rBV2 413164 710838 25.13% 4._.382%
12 15.941 2080 2085 2091 rVB 22365 30573 1.08% 0.188%
13 16.617 2194 2200 2216 rVB 900997 1437385 50.82% 8.860%
14 16.805 2227 2232 2241 rBV 24747 44549 1.58% 0.275%
15 17.886 2409 2416 2424 rBV 580601 922030 32.60% 5.684%
16 18.726 2555 2559 2567 rBV3 33782 53126 1.88% 0.327%
17 20.465 2848 2855 2862 rBV 2107887 2828326 100.00% 17.435%
18 21.834 3083 3088 3095 rBv4 36872 67720 2.39% 0.417%

19 22.275 3155 3163 3171 rBV 568795 1100793 38.92% 6.786%
20 25.959 3779 3790 3806 rvB2 310086 1036482 36.65% 6.389%

Sum of corrected areas: 16222464
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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 G\DATA\BG060717\

BG027298.D

8 Jun 2017 00:32

SJ/MA

13479-12

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060517 .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 : Z:\HPCHEM1\BNA G\DATA\BGO60717\
Data File : BG027298.D

Aca On : 8 Jun 2017 00:32

Operator : SJ/MA

Sample : 13479-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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.

5.70 7.71 ng 114869 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 342 (5.700 min): BG027298.D (-336) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 lllllllllllllllllllllll
| 83.0 540 5.60 5.80 6.00
rrrprrerprerer e e e m/z 59.00 64.96%
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 LS LN UL L A
59.0 540 560 580 6.00
0
150 4, 1010 m/z 101.00 20.52%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
540 560 580 6.00
5000 41.0 m/z 57.95 17.57%
29.0
87.0
15.0 71.0 98.0
wﬂmmwmmmmw
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
59.0 5.40 5.60 5.80 6.00
m/z 41.00 9.60%
5000 41.0
S S Y. S .U 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO60717\
Data File : BG027298.D

Aca On : 8 Jun 2017 00:32

Operator : SJ/MA

Sample : 13479-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 unknown8.09 Concentration Rank 1

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

8.09 80.57 ng 1200680 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (8.092 min): BG027298.D (-741) (-) m/z 132.00 100.00%
13%2.0
5000 68.0
96.0 UL LR U L
40.0 54.0 811 1150 J 7.80 8.00 8.20 8.40
e e e e e m/z 68.00 47 .17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 SASERARSERARRERARSE RARS

7.80 8.00 8.20 8.40
33.0 105.0 m/z 134.00 32.37%

‘ 51\'0 | 7?.0\86-0 ‘ ‘\

T
m/z--> 40 60 80 100 120 140 160 180

Abundance
57.0 132.0
o i s
74.0 7.80 8.00 8.20 8.40
5000 9go 1160 m/z 66.00 29.70%
158.0 189.0
L e B L w2 e e R R
m/z--> 40 60 80 100 120 140 160 180
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- T
132.0 7.80 8.00 8.20 8.40
m/z 69.00 17.56%
5000
67.0
80.0
! Sﬂ.O H ‘ 106.0
o1 ly ul Lol
T T T R s
m/z--> 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO60717\
Data File : BG027298.D

Acq On : 8 Jun 2017 00:32

Operator : SJ/MA

Sample : 13479-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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... 5.70 7.7 ng 114869 1 8.56 298034 20.0
unknown8 .09 8.09 80.6 ng 1200680 1 8.56 298034 20.0
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