LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020022.D

Aca On : 8 Dec 2015 17:40

Operator : UM/SJ

Sample : 6G4676-20

Misc :

ALS Vial : 31 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 G\METHODS\8270-BG120215.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

5.184 393 399 405 rBvV 22673 34537 1.80% 0.460%
5.654 473 479 488 rVB 148831 237384 12.39% 3.162%
rBv 99002 167154 8.72% 2.226%
7.640 808 817 826 rBV 306523 510586 26.64% 6.800%
8.110 891 897 904 rBB 63357 103221 5.39% 1.375%
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8.439 945 0953 961 rVB 269124 460187 24.01% 6.129%
9.279 1088 1096 1106 rBV 247435 437511 22.83% 5.827%
10.930 1369 1377 1382 rBV 93945 159788 8.34% 2.128%
13.369 1785 1792 1800 rBV 748467 1151424 60.08% 15.335%
14.738 2019 2025 2032 rVB2 154664 248153 12.95% 3.305%

=
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11 16.224 2271 2278 2291 rBV 636196 955116 49.83% 12.721%
12 17.482 2484 2492 2498 rBV2 212749 317567 16.57% 4._.230%
13 19.620 2852 2856 2863 rBV2 13460 20945 1.09% 0.279%
14 20.084 2929 2935 2941 rBV 1492390 1916574 100.00% 25.526%
15 21.753 3213 3219 3227 rBV 252758 413893 21.60% 5.512%

16 25.032 3767 3777 3791 rBV2 126104 374288 19.53% 4.985%

Sum of corrected areas: 7508328
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020022.D

Aca On : 8 Dec 2015 17:40

Operator : UM/SJ

Sample : G4676-20

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG020022.D
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Abundance TIC: BG020022.D
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Abundance TIC: BG020022.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020022.D

Aca On : 8 Dec 2015 17:40

Operator : UM/SJ

Sample > G4676-20

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 6.69 ng 34537 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 398 (5.178 min): BG020022.D (-393) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A UL SRR LR
| 82.9 | 4.80 5.00 520 5.40 5.60
SRS 1 SSSSOVE | S & NN E— m/z 59.00 69.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U UL L IR
4.80 5.00 520 5.40 5.60
59.0 m/z 101.00 18.99%
2.0 | 510 ‘ 690 830910 0
miz--> A D A N AT P
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 18.28%
58.0
15.0 27.0 72.0 100.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4036: Butyl aldoxime, 3-methyl-, syn- R R e
59.0 4.80 5.00 520 5.40 5.60
m/z 41.00 10.58%
41.0
5000
86.0
|, 510 | 9990 \ 101.0
m/z--> 10 20 30 40 50 6|0 70 80 90 100 110 480 500 5.20 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120815\
Data File : BG020022.D

Aca On : 8 Dec 2015 17:40

Operator : UM/SJ

Sample > G4676-20

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown7.64 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.64 98.93 ng 510586 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 817 (7.640 min): BG020022.D (-808) (-) m/z 132.00 100.00%
132.0
5000 68.0

7.40 7.60 7.80 8.00
m/z 68.00 47.38%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IIII|IIII|IIII|IIII|III
7.40 7.60 7.80 8.00
0
310 510 m/z 66.00 32.09%
SN RN (NSRS NOU NSNS | SRR |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
A e
7.40 7.60 7.80 8.00
5000 m/z 134.00 31.55%
104.0
66.0
140 27.0 39.0 510 7.0 890 115.0
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- L B R maa
132.0 7.40 7.60 7.80 8.00
m/z 69.00 20.35%
5000
2.0 57.0 69.0
H ‘ 890 1030
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120815\
Data File : BG020022.D

Acq On : 8 Dec 2015 17:40

Operator : UM/SJ

Sample : G4676-20

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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... 5.18 6.7 ng 34537 1 8.11 103221 20.0
unknown? .64 7.64 98.9 ng 510586 1 8.11 103221 20.0
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