LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111317\
Data File : BG030973.D

Aca On : 13 Nov 2017 15:09

Operator : SJ/JU

Sample : PB104186BL

Misc :

ALS Vial : 6 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

5.221 322 329 338 rBV 109157 172436 4._.13% 1.018%
5.703 404 411 428 rBvV 682094 1100960 26.35% 6.501%
rBv 642631 1126089 26.95% 6.650%
7.677 737 747 757 rBV 657017 1160016 27.76% 6.850%
8.141 819 826 835 rVB 142983 240036 5.74% 1.417%
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8.465 873 881 890 rBvV 523249 944759 22.61% 5.579%
9.311 1016 1025 1036 rBV 356392 684330 16.38% 4.041%
10.962 1298 1306 1314 rBV 161135 320702 7.67% 1.894%
13.382 1711 1718 1728 rBV 1219866 1912857 45.78% 11.295%
14.757 1945 1952 1962 rBV2 286634 489938 11.72% 2.893%
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11 16.244 2198 2205 2223 rBV 1140262 1834515 43.90% 10.833%
12 17.495 2408 2418 2430 rBV 458033 734481 17 .58% 4_337%
13 20.086 2853 2859 2868 rBV 3104262 4178805 100.00% 24.676%
14 21.767 3138 3145 3159 rVB 601658 1041834 24.93% 6.152%
15 25.063 3695 3706 3721 rBV 338197 993112 23.77% 5.864%

Sum of corrected areas: 16934870
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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\BG111317\

BG030973.D

13 Nov 2017 15:09

SJ/Ju

PB104186BL

6 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
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG030973.D

5.70 7.31 7.68
8.46

9.31

5.22 8.14

10.96

0

Time--> 3.50
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Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

13.38

TIC: BG030973.D

16.24

17.50
14.76

20,09

21.77

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

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG030973.D

25.06

0l

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\BG111317\
Data File : BG030973.D

Aca On : 13 Nov 2017 15:09

Operator : SJ/JU

Sample : PB104186BL

Misc :

ALS Vial : 6 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 14.37 ng 172436 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 38
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 329 (5.221 min): BG030973.D (-322) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.0 SN SRR AL BN
| 83.0 | 480 5.00 5.20 5.40 5.60
Obrrr et e e m/z 59.10 59.87%
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 RN LS UL AR
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.00 21.97%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 410 m/z 58.00 15.20%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.19%
5000
101.0
oL 150 310 | 80690 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 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\BG111317\
Data File : BG030973.D

Aca On : 13 Nov 2017 15:09

Operator : SJ/JU

Sample : PB104186BL

Misc :

ALS Vial : 6 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 96.65 ng 1160020 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 17
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 (7.677 min): BG030973.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 540 || %0 o 740 7.60 7.80 8.00
T e ::..,....,....,....,?1?.. el m/Zz  68.10  38.36Y%
m/z--> 30 40 50 80 90 100 110 120 130 140
Abundance #14142. 3 Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U UL UL R L
7.40 7.60 7.80 8.00
210 510 m/z 134.00 33.01%
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 24.64%
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 LN R e
132.0 7.40 7.60 7.80 8.00
m/z 69.10 16.58%
5000
33.0 44.0 0.0 105.0
0'"'I“"I'l"ﬁ"éﬁ?"'l'”qqp'”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\BG111317\
Data File : BG030973.D

Acq On : 13 Nov 2017 15:09

Operator : SJ/JU

Sample : PB104186BL

Misc :

ALS Vial : 6 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 14.4 ng 172436 1 8.14 240036 20.0
unknown7 .68 7.68 96.7 ng 1160020 1 8.14 240036 20.0
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