LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121215\

Data File : BG020122.D

Aca On - 12 Dec 2015 1:19 Instrument :

Operator : UM/SJ BNA_G

Sample  : G4755-01 Gl

o : 121015-D534-E-D-B
isc :

ALS Vial : 15 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-BG120215.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 3.126 43 49 57 rBv 51129 109922 5.33% 1.367%
2 3.202 57 62 71 rvVB 48201 72717 3.52% 0.904%
3 5.171 392 397 405 rBV 85053 131525 6.37% 1.636%
4 5.647 472 478 487 rVB 131828 207509 10.05% 2.580%
5 7.251 742 751 760 rBV 107761 185357 8.98% 2.305%

7.627 808 815 823 rBV 222164 368465 17.85% 4._.582%
8.103 889 896 902 rBV 75377 126849 6.15% 1.577%
8.426 941 951 958 rBV 274126 469172 22.73% 5.834%
9.266 1085 1094 1103 rBV 236299 415098 20.11% 5.162%
10.917 1368 1375 1382 rBV 107492 190180 9.21% 2.365%

=
QO ~NO®

11 13.355 1783 1790 1796 rBV 722947 1121851 54.35% 13.951%
12 14.730 2017 2024 2031 rVB2 194652 318832 15.45% 3.965%
13 16.211 2264 2276 2285 rBV 477020 694270 33.64% 8.633%
14 17.468 2483 2490 2497 rBV 298366 446441 21.63% 5.552%
15 18.338 2633 2638 2645 rBV2 21933 30209 1.46% 0.376%

16 19.607 2848 2854 2860 rBV 21226 27903 1.35% 0.347%
17 20.071 2927 2933 2938 rBV 1615129 2064126 100.00% 25.668%

18 21.740 3210 3217 3225 rVB 344085 555987 26.94% 6.914%
19 25.006 3762 3773 3784 rVB 180344 505186 24.47% 6.282%

Sum of corrected areas: 8041599
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121215\
Data File : BG020122.D

Aca On - 12 Dec 2015 1:19

Operator : UM/SJ

Sample : G4755-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG020122.D
1500000
1000000
500000
7.63 8.43 9.27
5.65
o= - - .t - -
Time--> 300 3.50 4.00 450 500 550 600 650 700 750 800 850 900 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG020122.D
20.07
1500000
1000000
13.36
500000 16.21
17.47 2L74
14.73
o 18.34 19.61
Time--> 13.00 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: BG020122.D
1500000
1000000
500000
25.01
O B o B L e L e o o L B o B e e
Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020122.D

Aca On : 12 Dec 2015 1:19

Operator : UM/SJ

Sample : 6G4755-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.20 11.47 ng 72717 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9

Abundance Scan 62 (3.202 min): BG020122.D (-57) (-) m/z 73.00 100.00%
74.0
5000
43.0 50 87.0 [\
300 320 340 3.60
Ol e b L Tm/z 43.00  37.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000 BN SRR SRS
43.0 3.00 320 340 3.60
55 87.0 m/z 87.00 30.41%
29.0 ‘
0 In ‘ ‘ ‘ !
”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”
m/z--> 10 20 30 70 80 90 100
Abundance
73.0
O e 87.0 1300 320 340 360
5000 ' m/z 54.95 26 .35%
29.0
15.0 97.0
L S S I S S S S SIS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #720: N-Ethylformamide T
3d.0 300 320 340 3.60
73.0 m/z 45.00 11.65%
5000
44.0 58.0
@ |
0"'l""ll"l' N I I I I IR I N A
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020122.D

Aca On : 12 Dec 2015 1:19

Operator : UM/SJ

Sample : 6G4755-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 20.74 ng 131525 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 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 397 (5.171 min): BG020122.D (-392) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R SRR LU RN
| 83.0 | 480 500 520 5.40 5.60
o 1| Y| NS P N — m/z 59.00 62.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 G SR UL I
480 500 520 5.40 5.60
59.0 m/z 101.00 19.41%
270 ‘ oo 830 1010
AL RS A RN NARLA R RSN ARREA NSNS ARSI ARSS S AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 41.0 m/z 58.00 16.05%
29.0
87.0
ol 150 70.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R I

59.0 480 5.00 5.20 540 5.60
m/z 41.00 10.41%

5000 41.0

‘M\ i 173.0 126.0 1420

O e e e e e e R E L R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020122.D

Aca On : 12 Dec 2015 1:19

Operator : UM/SJ

Sample : 6G4755-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4 unknown7.63 Concentration Rank 2

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

7.63 58.10 ng 368465 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 816 (7.633 min): BG020122.D (-808) (-) m/z 132.00 100.00%
13p.0
5000 68.0
40.0 9.0 J 720 7.40 7.60 7.80 8.00
01 O T T m/z 68.00 43 .84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132.0
5000 R L R R R
7.20 7.40 7.60 7.80 8.00
104.0 m/z 134.00 33.39%
51.0 66.0
0= "|%7'q T |'M — ?? P'I R —— [rTrrrprrrr T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 30.39%
5.0 00 g5
R S S S LS B WL B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57.0 13p.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.57%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.q||||]:8|9.|0| e ERAEEEREEEE L
m/z--> 20 40 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121215\
Data File : BG020122.D

Acq On : 12 Dec 2015 1:19

Operator : UM/SJ

Sample : G4755-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.20 11.5 ng 72717 1 8.10 126849 20.0
2-Pentanone, 4-hy... 5.17 20.7 ng 131525 1 8.10 126849 20.0
unknown7 .63 7.63 58.1 ng 368465 1 8.10 126849 20.0
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