LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011718\
Data File : BG032116.D

Acq On : 18 Jan 2018 00:51

Operator : SJ/JU

Sample : PB105730BL

Misc :

ALS Vial : 12 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

5.662 399 404 417 rVB 36331 61819 1.37% 0.328%
6.173 480 491 501 rBV 701241 1202700 26.62% 6.388%
rBv 659430 1218350 26.97% 6.471%
8.253 838 845 859 rvB 733611 1318811 29.19% 7.005%
8.741 919 928 939 rBV 159541 285182 6.31% 1.515%
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9.076 977 985 998 rBB 595960 1131834 25.05% 6.012%
9.939 1124 1132 1146 rVB 397112 744412 16.48% 3.954%
11.625 1411 1419 1431 rBV 202319 378373 8.37% 2.010%
14.005 1817 1824 1837 rBV 1436890 2287882 50.64% 12.152%
15.380 2051 2058 2066 rBV2 338848 566368 12.54% 3.008%

=
QO ~NO®

11 16.855 2302 2309 2326 rBV 1265741 1953422 43.24% 10.376%
12 18.112 2515 2523 2533 rBV 502810 798927 17.68% 4.244%
13 20.650 2948 2955 2964 rBV 3440237 4517909 100.00% 23.998%
14 22.448 3252 3261 3272 rBV2 616259 1171239 25.92% 6.221%
15 26.150 3880 3891 3905 rVB 380669 1189233 26.32% 6.317%

Sum of corrected areas: 18826461
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011718\
Data File : BG032116.D

Acq On : 18 Jan 2018 00:51

Operator : SJ/JU

Sample : PB105730BL

Misc :

ALS Vial : 12 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: BG032116.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011718\
Data File : BG032116.D

Acq On : 18 Jan 2018 00:51

Operator : SJ/JU

Sample : PB105730BL

Misc :

ALS Vial : 12 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 4.34 ng 61819 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 56
2 Silane, trimethyl- 74 C3H10Si 000993-07-7 40
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 28
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 404 (5.662 min): BG032116.D (-399) (-) m/z 43.00 100.00%
43
59
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101
| 83 5.40 5.60 5.80 6.00
o N T SOV RN NS NN m/z 59.10 73.39%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IEREE RAREE RN LS S
540 5.60 5.80 6.00
59 m/z 101.00 29.82%
0 7 5 s e ey O
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
540 560 580 600
5000 73 m/z 58.10 18.53%
43
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m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 5.40 5.60 5.80 6.00
m/z 41.10 10.76%
5000 101
28 59
‘ 70 84
o...,....,..1“?.,..1‘.‘l....q‘.:..,‘L??‘l:i....l.‘..7.8,.¢..,.?‘L?.,;...,.
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 540 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\BG011718\
Data File : BG032116.D

Acq On : 18 Jan 2018 00:51

Operator : SJ/JU

Sample : PB105730BL

Misc :

ALS Vial : 12 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 92.49 ng 1318810 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
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 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 844 (8.247 min): BG032116.D (-838) (-) m/z 132.00 100.00%
132
5000
68
0t | 0% s e | 8h0 k0 5k 5k
O-rrrrfbendipi ...”ﬂ.”,”.,”.w.”..”..”...”..”,””,”.. m/z 68.10 33.55%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 LA LA LA U
97 8.00 8.20 8.40 8.60
17 m/z 134.00 32.26%
0....|..|....|....|.... ..H. R m = AR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
9 800 8.20 840 860
5000 m/z 65.95 22 .99%
31 51
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propiony! B AR EE A s ey
57 132 8.00 8.20 8.40 8.60
24 m/z 69.10 15.91%
5000 og 11°
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BG011718\
Data File : BG032116.D

Acq On : 18 Jan 2018 00:51

Operator : SJ/JU

Sample : PB105730BL

Misc :

ALS Vial : 12 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 4.3 ng 61819 1 8.74 285182 20.0
unknown8.25 8.25 92.5 ng 1318810 1 8.74 285182 20.0
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