LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032144.D

Acq On : 18 Jan 2018 20:09

Operator : SJ/JU

Sample - J1187-06

Misc :

ALS Vial : 7 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

5.661 398 404 411 rBV 33136 55381 1.29% 0.301%
6.166 483 490 504 rBvV 611242 1047226 24.45% 5.699%
rBv 619470 1212282 28.30% 6.597%
8.252 837 845 860 rBV 651149 1199852 28.01% 6.529%
8.740 921 928 938 rVB 113457 206611 4.82% 1.124%
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9.074 978 985 997 rVB 489374 915297 21.37% 4_.981%
9.938 1124 1132 1141 rBV 375125 706628 16.50% 3.845%
11.624 1410 1419 1427 rBV 171696 314348 7.34% 1.711%
14.004 1816 1824 1835 rBV 1394173 2226320 51.97% 12.115%
14.803 1952 1960 1966 rBV 147691 236403 5.52% 1.286%

=
QO ~NO®

11 15.379 2051 2058 2065 rBvV2 321105 538361 12.57% 2.930%
12 16.854 2302 2309 2321 rBV 1478843 2264005 52.85% 12.320%
13 18.111 2516 2523 2533 rVB 532884 818747 19.11% 4._.455%
14 20.649 2948 2955 2964 rBV 3110891 4283655 100.00% 23.310%
15 21.983 3177 3182 3188 rBV3 57869 93685 2.19% 0.510%

16 22.447 3252 3261 3272 rBV2 616359 1144035 26.71% 6.225%
17 26.149 3879 3891 3904 rVB 341537 1114249 26.01% 6.063%

Sum of corrected areas: 18377085
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032144.D

Acq On : 18 Jan 2018 20:09

Operator : SJ/JU

Sample - J1187-06

Misc :

ALS Vial : 7 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: BG032144.D
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Abundance TIC: BG032144.D
3000000 20.65
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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

Abundance TIC: BG032144.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032144.D

Acq On : 18 Jan 2018 20:09

Operator : SJ/JU

Sample - J1187-06

Misc :

ALS Vial : 7 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.

5.66 5.36 ng 55381 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 28
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
4 Acetone 58 C3H60 000067-64-1 9
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 9

Abundance Scan 404 (5.661 min): BG032144.D (-398) (-) m/z 43.00 100.00%
a3
59
5000
101
83 5.40 5.60 5.80 6.00
Ot Sl & W7z 59.10 74.70%
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
5000 SN UL LR UL IR
59 540 560 5.80 6.00
m/z 101.10 33.91%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
540 560 580 6.00
5000 M m/z 58.00 17 .04%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone A eh
43 5.40 5.60 5.80 6.00
m/z 41.00 12.16%
5000 101
28 59
15 ‘ ‘ 70 84
0'”P”'PJw'”wm'E%Mi“”L““Pw”P“'U”W'”W”'W””I””I RN RN S R UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BG011818\
Data File : BG032144.D

Acq On : 18 Jan 2018 20:09

Operator : SJ/JU

Sample - J1187-06

Misc :

ALS Vial : 7 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 unknown8.25 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.25 116.15 ng 1199850 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9
Abundance Scan 845 (8.252 min): BG032144.D (-837) (-) m/z 132.00 100.00%
5000
68
9% e I e
40 54 7 g7 5115 8.00 820 8.40 8.60
o T m/z 68.10 33.35%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA L L L LB L LB
8.00 8.20 8.40 8.60
31 51 78 m/z 134.00 32.46%
0 ‘ b1 H Moy . !
e I B o . e e o o e B B B B
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
LN S EREEEEm
8.00 8.20 8.40 8.60
5000 67 m/z 66.10 24.74%
41 97
53
79 117
88 106
S T e S = S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e
57 132 8.00 8.20 8.40 8.60
24 m/z 69.10 15.74%
5000 98 116
m/z--> 40 60 80 100 120 140 160 180 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\BG011818\
Data File : BG032144.D

Acq On : 18 Jan 2018 20:09

Operator : SJ/JU

Sample - J1187-06

Misc :

ALS Vial : 7 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... 5.66 5.4 ng 55381 1 8.74 206611 20.0
unknown8.25 8.25 116.2 ng 1199850 1 8.74 206611 20.0
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