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1. NMR spectra images

1H-NMR (400MHz, CDCI3)
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13C-NMR (100MHz, CDCI3)
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1H-NMR (400MHz, CDCI3)
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13C-NMR (100MHz, CDCI3)
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1H-NMR (400MHz, CDCI3)
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13C-NMR (100MHz, CDCI3)
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1H-NMR (400MHz, CDCI3)
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13C-NMR (100MHz, CDCI3)

Supplementy Material

™ 0o COCNONT OO

=1 @ 00 00 =0 W w o ™M T3] o un

] o)} FMNOoONGOOWNM = [} e T O = (=
. G I L mor (s} (=] ~r w &]

= bl NSO s N [ . . L . (=]

] [Ie] SN NN ~ ~ W =] o (A ] (=] .

i = Do e B B o B B e | gt Sl T o uy NN - [«

e 1 LA

MWWNM

200 180 160 140

| ' I ! T I ' I L
120 100 80 60 40 20 ppm
Scale: 11.25 ppm/cm, 1132 Hz/cm



Medicinal Chemistry, 2018, Vol. 14, No. 7 11

Supplementy Material

1H-NMR (700MHz, CDCI3)
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13C-NMR (175MHz, CDCI3)
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1H-NMR (400MHz, C6D6)
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13C-NMR (100MHz, C6D6)
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1H-NMR (400MHz, DMSO)
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13C-NMR (100MHz, DMSO)
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2. Mass Spectroscopy analytical data
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3. Chiral HPLC report (methyl (S)-3-amino-5-methylhexanoate)
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Lot Number:
Data File:
Method File:
Injection Time:
Report Created:
Sample Info:
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HB108B+HB109B
HBI108B+HB109B.lcd
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2016-9-21 13:14:25
Column: CHIRALPAK OJ-RH (150*4.6mm 5um)

Moblie Phase: H20:ACN:FA=80:20:0.1

Flow:0.5 ml/min
Temperature:25 C
Wavelength: 214nm
Instrument: SHIMADZU 10A
Inj. Volume: 20 ul
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1 PDA Multi |/ 214nm 4nm

PDA Ch1 214nm 4nm

Peakit Ret. Time
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2 18.224
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mAU
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Sample Information c A - z ? q!g -
Lot Number: HB108SB 'S >/ 6 2 m g 0
Data File: HB108B.led

Method File: 20-80-0.5-25-0J-RH.lcm

Injection Time: 2016-9-21 13:15:02

Report Created: 2016-9-21 13:40:13

Sample Info: Column: CHIRALPAK OJ-RH (150*4.6mm 5um)
Moblie Phase: H20:ACN:FA=80:20:0.1

Flow:0.5 ml/min

Temperature:25 C

Wavelength: 214nm

Instrument:SHIMADZU 10A

Inj. Volume: 20 ul

Chromatogram

mAUN
= PDA Multi 1
100 ::
ol
=100
0..0 25 50 1.5 10.0 12.5 15.0 17.5 20,0 225 )
I PDA Multi 1/ 214nm 4nm m
PeakTable
PDA Ch1 214nm 4nm
Peak# Ret. Time Area Height Area % Height %
1 15.291 10358966 118676 _ 100.000 100.000
Total 10358966 118676 100.000 100.000
PeakTable
PDA Ch1 214nm 4nm _
Peak#  Ret. Time Resolution | Separation Tailing Factor
1 | 15.291 " 0.000 0.000 3.356
Total
eoretical Plates/me
3378.736 -
Spectrum
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Peak# :2
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