LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121417\

Data File : BG031571.D

Aca On : 14 Dec 2017 22:56 Instrument :
Operator : SJ/JU BNA_G

Sample - 16884-08 ClientSampleld :
Misc - MW-11-20171211
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 4.772 247 252 265 rVB 116717 213856 3.44% 0.917%
2 5.171 315 320 335 rVB 57966 95244 1.53% 0.408%
3 5.659 397 403 418 rBV 415048 744998 11.97% 3.195%
4 7.269 670 677 691 rBV 247337 474620 7.62% 2.035%
5 7.633 731 739 758 rBV 809688 1485002 23.86% 6.369%

8.097 811 818 830 rBV 233526 409268 6.57% 1.755%
8.420 865 873 886 rBvV 887016 1609043 25.85% 6.901%
9.266 1009 1017 1036 rBV 591469 1174216 18.86% 5.036%
10.911 1286 1297 1318 rBVY 253901 574716 9.23% 2.465%
13.344 1703 1711 1723 rBV 2060646 3351139 53.83% 14.372%

=
QO ~NO®

11 14.725 1937 1946 1966 rBV2 485931 868613 13.95% 3.725%
12 16.211 2193 2199 2220 rBV 1102713 1827308 29.35% 7.837%
13 17.468 2406 2413 2430 rBV2 753891 1241513 19.94% 5.324%
14 20.060 2847 2854 2871 rBV 4564202 6224923 100.00% 26.696%
15 21.740 3132 3140 3154 rBV 908904 1633769 26.25% 7.007%

16 25.018 3687 3698 3717 rBV2 467298 1389390 22.32% 5.959%

Sum of corrected areas: 23317618
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121417\

Data File : BG031571.D

Aca On : 14 Dec 2017 22:56

Operator : SJ/JU

a?ggle i 16884-08 MW-11-20171211
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

Abundance TIC: BG031571.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121417\

Data File : BG031571.D

Aca On : 14 Dec 2017 22:56

Operator : SJ/JU

a?ggle i 16884-08 MW-11-20171211
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.17 4.65 ng 95244 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 320 (5.171 min): BG031571.D (-315) (-) m/z 43.00 100.00%
43.0
50.1
5000
e 250 500 520 540 S50
83.0 - - : : -
O el SO 781 9SO Tm/z 59.10  56.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 GRS SR UL L
480 5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 20.70%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 560
5000 m/z 58.10 14 .65%
101.0
o150 310 580 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)-
43.0 480 5.00 520 5.40 5.60
55.0 m/z 41.00 9.62%
5000
270 83.0
15.0
0 ‘ \‘\‘ I 1y ‘\ I 650 98\‘)
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121417\

Data File : BG031571.D

Aca On : 14 Dec 2017 22:56

Operator : SJ/JU

a?ggle i 16884-08 MW-11-20171211
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG121117 .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 3 unknown7.63 Concentration Rank 2

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

7.63 72.57 ng 1485000 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 739 (7.633 min): BG031571.D (-731) (-) m/z 132.00 100.00%
132.0
5000 68.1 ]\‘
96.0 R L L R R
40.0 54.0 7.20 7.40 7.60 7.80 8.00
0 813 110.9 I — m/z 68.10 38.40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i AR
410 o . m/z 134.00  33.06%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 720 7.40 7.60 7.80 8.00
5000 ggo 1160 m/z 66.00 24.98%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 15.59%
97.0
5000 0.0
31.0 520
0"h'|y'b'“'”“”|”"W"y??""l""w"'l""
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

\\74.0.250.170\SVOASRV\HPCHEMI\BNA_G\DATA\BG121417\

BG031571.D

14 Dec 2017 22:56

SJ3/JU

16884-08 MW-11-20171211
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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

2-Pentanone, 4-hy... 5.17 4.7 ng 95244 1 8.10 409268 20.0

unknown7 .63

7.63 72.6 ng 1485000 1 8.10 409268 20.0
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