LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011218\
Data File : BG032007.D

Acq On : 12 Jan 2018 18:07

Operator : SJ/JU

Sample : PB105600BL

Misc :

ALS Vial : 4 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-BG011218_.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
1 5.688 400 408 416 rBvV 27654 48978 1.39% 0.317%
2 6.199 487 495 504 rBVY 539749 940217 26.70% 6.077%
3 7.873 768 780 792 rBVY 537028 966432 27.44% 6.247%
4 8.285 840 850 859 rBVY 556047 1053330 29.91% 6.808%
5 8.772 923 933 944 rBvV 152183 270744 7.69% 1.750%

9.107 981 990 1002 rVB 482961 897417 25.48% 5.801%
9.971 1128 1137 1147 rBV 295368 574516 16.31% 3.714%
11.657 1415 1424 1433 rBV 191911 372498 10.58% 2.408%
14.031 1821 1828 1840 rBV 1204424 1909672 54.22% 12.344%
15.406 2052 2062 2071 rBV2 348595 577821 16.41% 3.735%

=
QO ~NO®

11 16.875 2306 2312 2327 rBV 913840 1458023 41.40% 9.424%
12 18.138 2520 2527 2539 rBvV2 517410 803347 22.81% 5.193%
13 20.670 2952 2958 2968 rBV 2565284 3521765 100.00% 22.764%
14 22.480 3258 3266 3281 rBV 535976 1037065 29.45% 6.703%
15 26.211 3886 3901 3914 rBV 303196 1039056 29.50% 6.716%

Sum of corrected areas: 15470881
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011218\
Data File : BG032007.D

Acq On : 12 Jan 2018 18:07

Operator : SJ/JU

Sample : PB105600BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG032007.D
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Abundance TIC: BG032007.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011218\
Data File : BG032007.D

Acq On : 12 Jan 2018 18:07

Operator : SJ/JU

Sample : PB105600BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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.

5.69 3.62 ng 48978 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Guanidine 59 CH5N3 000113-00-8 53
3 2-Pentanone, 5-methoxy- 116 C6H1202 017429-04-8 38
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 1,2-Butanediol 90 C4H1002 000584-03-2 33

Abundance Scan 408 (5.688 min): BG032007.D (-400) (-) m/z 43.00 100.00%
43
59
5000
101
83 540 5.60 5.80 6.00
O R B i e L B m/z 59.00 76.70%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AL I UL L L
59 540 560 580 6.00
m/z 101.00 33.04%
o 25 31 37 | 83 g3 1%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43 59
540 560 580 600
5000 18 m/z 58.00 17.17%
28
12
G s I R RS IR R R RS R WS RRARS SR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8108: 2-Pentanone, 5-methoxy-
43 59 540 5.60 5.80 6.00
m/z 39.00 7.13%
5000
69 85
o ‘ | 53 Lo 101 116 N
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 540 560 580 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011218\
Data File : BG032007.D

Acq On : 12 Jan 2018 18:07

Operator : SJ/JU

Sample : PB105600BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 unknown8.28 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

8.28 77.81 ng 1053330 1,4-Dichlorobenzene-d4 8.77

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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
Abundance Scan 849 (8.279 min): BG032007.D (-840) (-) m/z 132.00 100.00%

132
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68
%6 800 8.20 8.40 8.60
40 54 . . . .
o! 8 H 22 | m/z 134.00  34.60%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN U A I

8.00 8.20 8.40 8.60
m/z 68.10 32.73%

31 51
0 ‘ I | H Il ‘ “ !
B e B o R i
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
R e R
8.00 8.20 8.40 8.60
5000 67 m/z 66.10 21.68%
41 97
53 117
79
oLl tfpptll by e e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propionyl A RAREE LS B
57 132 8.00 8.20 8.40 8.60
24 m/z 96.00 15.54%
5000 98 116
m/z--> 40 60 80 100 120 140 160 180 200 220 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\BG011218\
Data File : BG032007.D

Acq On : 12 Jan 2018 18:07

Operator : SJ/JU

Sample : PB105600BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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... 5.69 3.6 ng 48978 1 8.77 270744 20.0
unknown8.28 8.28 77.8 ng 1053330 1 8.77 270744 20.0
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