LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111017\
Data File : BG030920.D

Aca On : 10 Nov 2017 23:37

Operator : SJ/JU

Sample : PB104039BL

Misc :

ALS Vial : 8 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-BG111017.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 5.216 323 328 338 rBV 117088 189409 4.17% 1.037%
2 5.703 404 411 423 rBV 768568 1245786 27.43% 6.818%
3 7.307 676 684 696 rBV 763495 1322864 29.13% 7.240%
4 7.678 739 747 757 rBV 758428 1327755 29.24% 7.267%
5 8.142 820 826 834 rVB 124778 209191 4.61% 1.145%

8.471 874 882 892 rVB 584956 1049136 23.10% 5.742%
9.311 1014 1025 1037 rBV 414437 782889 17.24% 4._.285%
10.962 1297 1306 1325 rBV 155467 305301 6.72% 1.671%
13.389 1710 1719 1730 rBV 1424157 2230582 49.12% 12.208%
14.763 1946 1953 1963 rBV2 275759 477026 10.50% 2.611%

=
QO ~NO®

11 16.244 2199 2205 2229 rBV 1192771 1956702 43.09% 10.709%
12 17.501 2412 2419 2430 rBV2 445559 707999 15.59% 3.875%
13 20.092 2854 2860 2870 rBV 3445180 4541076 100.00% 24.853%
14 21.773 3138 3146 3157 rBV2 560650 972845 21.42% 5.324%
15 25.075 3697 3708 3720 rBV2 316468 953004 20.99% 5.216%

Sum of corrected areas: 18271565
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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\HPCHEMI\BNA G\DATA\BG111017\

BG030920.D

10 Nov 2017 23:37

SJ/Ju

PB104039BL

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BG030920.D
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Time--> 3.50
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3000000
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TIC: BG030920.D

13.39

16.24
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20,09
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Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
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2500000
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TIC: BG030920.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111017\
Data File : BG030920.D

Aca On : 10 Nov 2017 23:37

Operator : SJ/JU

Sample : PB104039BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.22 18.11 ng 189409 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 3-0ctanol 130 C8H180 000589-98-0 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 329 (5.222 min): BG030920.D (-323) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 450 550 520 540 Sho
83.0 : : : : :
0...,....',|:..'zl,....,-....-,|....,....,....,....,....,297.'9. m/z 59.00 62.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN LS UL AR
59.0 480 500 520 540 560
m/z 101.00 20.77%
o210 | | sg0 1000
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
83.0 480 500 520 540 5.60
5000 41.0 m/z 58.00 14 .45%
101.0
14.0
G S S I SR L LA S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 10.53%
5000 41.0
o Il 126.0142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111017\
Data File : BG030920.D

Aca On : 10 Nov 2017 23:37

Operator : SJ/JU

Sample : PB104039BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.68 Concentration Rank 1

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

7.68 126.94 ng 1327760 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 747 (7.678 min): BG030920.D (-739) (-) m/z 132.00 100.00%
132.0
96.0 IS RARRARARRERAREN LA
400 540 | 7.40 7.60 7.80 8.00
Ot bl 80| dgeousa L o Tee 00 39, 15%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL UL IR IR L
7.40 7.60 7.80 8.00
210 510 m/z 134.00 32.85%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 26.38%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R B T e
132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.46%
5000
33.0 44.0 0.0 105.0
0'"'I“"I""ﬁ"éﬁ?"'l'”'?9'”I"ﬂ'l'ihl%%qgl”"l"""
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111017\
Data File : BG030920.D

Acq On : 10 Nov 2017 23:37

Operator : SJ/JU

Sample : PB104039BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.22 18.1 ng 189409 1 8.14 209191 20.0
unknown7 .68 7.68 126.9 ng 1327760 1 8.14 209191 20.0
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