LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010318\
Data File : BG031891.D

Acq On : 3 Jan 2018 15:22

Operator : SJ/JU

Sample : PB105448BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG122117 .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 height area % max. total

5.697 405 410 420 rBvV2 19739 35241 1.10% 0.260%
6.208 490 497 508 rBvV 435834 747557 23.38% 5.512%
rBv 434398 779831 24.38% 5.750%
8.294 845 852 862 rBvV 442944 826916 25.86% 6.097%
8.787 928 936 947 rBB 114144 215320 6.73% 1.588%
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9.122 984 993 1005 rBB 373029 684356 21.40% 5.046%
9.980 1131 1139 1149 rBV 246284 457297 14.30% 3.372%
11.672 1419 1427 1436 rBV 163905 314563 9.84% 2.319%
14.046 1823 1831 1839 rBV 976156 1563818 48.90% 11.530%
15.415 2057 2064 2074 rVB2 303811 516609 16.15% 3.809%

=
QO ~NO®

11 16.889 2307 2315 2325 rBV 861410 1368432 42.79% 10.090%
12 18.147 2522 2529 2539 rBV2 497930 791182 24.74% 5.833%
13 20.679 2954 2960 2971 rBV 2416195 3198053 100.00% 23.579%
14 22.489 3258 3268 3276 rBV2 549964 1032795 32.29% 7.615%
15 26.220 3890 3903 3916 rBvV2 320313 1030946 32.24% 7.601%

Sum of corrected areas: 13562916
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010318\
Data File : BG031891.D

Acq On : 3 Jan 2018 15:22

Operator : SJ/JU

Sample : PB105448BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG031891.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010318\
Data File : BG031891.D

Acq On : 3 Jan 2018 15:22

Operator : SJ/JU

Sample : PB105448BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3.27 ng 35241 1,4-Dichlorobenzene-d4 8.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 28
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
4 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 411 (5.702 min): BG031891.D (-405) (-) m/z 43.00 100.00%
43
5000
101
540 560 5.80 6.00
o 08 %5 'm/z 59.00 71.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LR L I RS

5.40 5.60 5.80 6.00
m/z 101.10 20.42%

15 101
c”ﬂpn4””ﬁ”fﬁmﬂn.“”.m.”.””.”.””.”.””.”.””“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
R ARAA RS
5.40 5.60 5.80 6.00
5000 m/z 58.00 18.98%
71
0 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 5.40 5.60 5.80 6.00
m/z 39.00 8.13%
5000 101
2 70
o’ L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010318\
Data File : BG031891.D

Acq On : 3 Jan 2018 15:22

Operator : SJ/JU

Sample : PB105448BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.29 Concentration Rank 1

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

8.29 76.81 ng 826916 1,4-Dichlorobenzene-d4 8.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9

Abundance Scan 851 (8.288 min): BG031891.D (-845) (-) m/z 131.95 100.00%
132
5000
68
b %P l w00 800 8.20 8.40 8.60
o.np.mwAuruh”.mhnp..“”.“”w”..“”..”.”..”w”.w” m/z 68.05 33.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 P
8.00 820 8.40 8.60
31 51 ‘ m/z 134.00 31.57%
0...,....”‘,l.H.,.l..‘,....,.‘... N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132
800 8.20 8.40 8.60
5000 67 m/z 66.00 21.02%
41 97
117
0 82
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14491: 5-Aminoindole R ma e B REa R
132 8.00 820 8.40 8.60
m/z 69.10 13.74%
5000
104
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010318\
Data File : BG031891.D

Acq On : 3 Jan 2018 15:22

Operator : SJ/JU

Sample : PB105448BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
Quant Title : 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 3.3 ng 35241 1 8.79 215320 20.0
unknown8.29 8.29 76.8 ng 826916 1 8.79 215320 20.0
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