LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121117\
Data File : BG031462.D

Aca On : 11 Dec 2017 19:14

Operator : SJ/JU

Sample - PB104880BL

Misc :

ALS Vial : 12 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-BG121117.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 5.180 317 322 336 rVB 113902 185024 3.72% 1.096%
2 5.667 399 405 421 rBV 437472 787270 15.84% 4 .666%
3 7.271 671 678 693 rBV 431630 833465 16.77% 4 .939%
4 7.642 734 741 752 rBV 471562 838237 16.86% 4.968%
5 8.106 813 820 831 rBV 139335 255044 5.13% 1.511%

8.435 868 876 887 rBV 521879 971263 19.54% 5.756%
9.275 1011 1019 1034 rBV 344028 721898 14.52% 4.278%
10.926 1293 1300 1310 rBV 143714 337755 6.79% 2.002%
13.352 1706 1713 1725 rBV 1231820 2072434 41.69% 12.282%
14.733 1941 1948 1963 rBV2 293033 559252 11.25% 3.314%

=
QO ~NO®

11 16.220 2194 2201 2216 rBV 571283 1067193 21.47% 6.324%
12 17.477 2408 2415 2432 rBV2 479455 882572 17.75% 5.230%
13 20.062 2849 2855 2873 rBV 3580751 4971410 100.00% 29.462%
14 21.743 3134 3141 3158 rVB2 687852 1248369 25.11% 7.398%
15 25.021 3687 3699 3716 rBV2 367438 1143046 22.99% 6.774%

Sum of corrected areas: 16874232
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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\BG121117\

BG031462.D

11 Dec 2017 19:14

SJ/Ju

PB104880BL

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG031462.D

5.67 7.27 7.64 8.43

9.27
5.18 8.11

10.93
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3500000

3000000

2500000
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TIC: BG031462.D

13.35

16.22 17.48

14.73

20.06

21.74

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
3500000

3000000

2500000

2000000

1500000

1000000
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Ol

TIC: BG031462.D

25.02

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\BG121117\
Data File : BG031462.D

Aca On : 11 Dec 2017 19:14

Operator : SJ/JU

Sample - PB104880BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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.

5.18 14.51 ng 185024 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 53
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 322 (5.180 min): BG031462.D (-317) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ENARRENARRE RN RS
| 83.0 | 480 5.00 520 5.40 5.60
ot e m/z 59.00 53.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L N I UL
59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.00 18.43%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 250 500 520 540 560
5000 m/z 58.05 14 .65%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.44%
5000
101.0
150 310 | %80 g9 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121117\
Data File : BG031462.D

Aca On : 11 Dec 2017 19:14

Operator : SJ/JU

Sample - PB104880BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 unknown7.64 Concentration Rank 2

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

7.64 65.73 ng 838237 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 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 741 (7.642 min): BG031462.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.1 jk
s || %0 | T 7o 7h 560
ol e 2t M m/z 68.10 37.81%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 N IR LS AR L
7.40 7.60 7.80 8.00
310 510 m/z 134.00 34.66%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 25.39%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.10 16.62%
74.0
5000 9go 1160 /\
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l L VY A G —
m/z--> 40 60 80 100 120 140 160 180 740 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\BG121117\
Data File : BG031462.D

Acq On : 11 Dec 2017 19:14

Operator : SJ/JU

Sample - PB104880BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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... 5.18 14.5 ng 185024 1 8.11 255044 20.0
unknown? .64 7.64 65.7 ng 838237 1 8.11 255044 20.0
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