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la

Sample Name:
1a

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmrl/vnmrsys/data

Sample directory:
la 20180302 01

FidFile: PROTON 01

Pulse Sequence: PROTON (s2pul)
Solvent: d2o
Data collected on: Mar 2 2018

Temp. 25.0 C / 298.1 K
Operator: vomrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 2.559 sec

Width 6402.0 Hz

32 repetitions

OBSERVE  H1, 400.1750616 MHz
DATA PROCESSING

FT size 32768

Total time 1 min 57 sec

Agilent Technologies

Figure S1. :H-NMR spectrum of potassium 4-(4-methoxyphenyl)-2-oxobut-3-enoate (1a)

c1

Sample Name:
c1
Data Collected on:
mercury400-mercury400
Archive directory:
/home/vnmrl/vnmrsys/data
Sample directory:
€1 20180403 01
FidFile: PROTON 02

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Apr 3 2018

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 2.559 sec

Width 6402.0 Hz

16 repetitions

OBSERVE  H1, 400.1759761 MHz
DATA PROCESSING

FT size 32768

Total time 1 min 0 sec

Agilent Technologies

Figure S2. 1H-NMR spectrum of (E)-methyl 4-(4-methoxyphenyl)-2-oxobut-3-enoate (C1)




c3

Sample Name:
c3

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmr1/vomrsys/data

Sample directory:
€3_20180807_01

FidFile: PROTON 02

Pulse Sequence: PROTON (s2pul
Solvent: cdcl3
Data collected on: Aug 7 2018

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 2.559 sec
Width 6402.0 Hz
8 repetitions
OBSERVE  H1, 400.1740753 MHz
DATA PROCESSING
FT size 32768
Total time 0 min 31 sec

- Agilent Technologies

Figure S3. 1H-NMR spectrum of (E)-4-(4-methoxyphenyl)-1-morpholinobut-3-ene-1,2-dione (C3)

c4

Sample Name:
c4

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmrl/vomrsys/data

Sample directory:
c4_20181030_01

FidFile: PROTON 01

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Oct 31 2018

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 2.559 sec

Width 6402.0 Hz

8 repetitions

OBSERVE  H1, 400.1740753 MHz
DATA PROCESSING

FT size 32768
Total time 0 min 31 sec
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Figure S4. tH-NMR spectrum of (E)-1-(2,6-dimethylmorpholino)-4-(4-methoxyphenyl)but-3-ene-1,2-dione (C4)
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Figure S5. Docking poses of C1 (green), C3 (orange), and C4 (yellow) in the catalytic site of HDAC2 (A, B, and C,
respectively) and HDAC3 (D, E, and F, respectively).



