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Table 1: Comparison of 1H NMR data of natural scholarein A with the synthetic one.

No. of H 1
H

 
data for natural scholarein A 

reported in isolation paper
1

1
H

 
data reported for  synthetic 

scholarein A by others
2

1
H

 
data for  the presently 

synthesized scholarein A

CH2(1) 
or H-C(1)

3.39–3.42 (m) 3.85 – 3.80 (m, 1H),
3.68 (dd, J1 = 12 Hz, J2 = 3 Hz, 
1H)

3.85 – 3.80 (m, 1H),
3.68 (dd, J1 = 12 Hz, J2 = 4 
Hz, 1H)

CH2(3) 3.43–3.46(m),
3.30–3.33 (m)

3.85 – 3.80 (m, 1H),
3.33 (ddd, J = 11.6, 11.6, 2.4 
Hz, 1H)

3.85 – 3.80 (m, 1H),
3.33 (td, J1 = 11 Hz, J2 = 2 
Hz, 1H)

CH2(4) 1.66–1.69(m),
1.12–1.15 (m)

1.64-1.49 (m, 1H)
1.43-1.32 (m, 1H)

1.56 – 1.49 (m, 1H),
1.43 – 1.32 (m, 1H)

H-C(5) 2.16–2.19 (m) 2.26-2.17 (m, 1H) 2.26-2.17 (m, 1H)

CH2(6) 1.58–1.61 (m), 
1.32–1.35 (m)

1.85  (ddd, J = 14.4, 6.4, 3.2 
Hz, 1H),
1.77 (ddd, J = 14.8 Hz, 7.6, 
3.2 Hz, 1H)

1.85 (ddd, J1 = 14 Hz, J2 = 6 
Hz, J3 = 3 Hz, 1H), 
1.77 (ddd, J1 = 14 Hz, J2 = 8 
Hz, J3 = 3.0 Hz, 1H)

H-C(7) 3.86–3.88 (m) 4.29-4.25 (1H, m) 4.29-4.25 (1H, m)

H-C(8) 1.45–1.47 (m) 2.10 (ddq, J = 10.8, 6.8, 6.8 
Hz,  1H)

2.15 – 2.04 (m, 1H)

H-C(9) 1.69–1.72 (m) 1.64-1.49 (m, 1H)) 1.65 – 1.59 (m, 1H)

Me(10) 0.83 (d, J = 7) 1.01 (3H, d, J = 6.8 Hz) 1.01 (3H, d, J = 7 Hz)

Table 2: Comparison of 13C NMR data of natural scholarein A with the synthetic one.

No. of 
C

13
C

 
data for natural 

scholarein A reported in 

isolation paper
1

13
C

 
data reported for  

synthetic scholarein A by 

others
2

13
C

 
data for  the 

presently synthesized 
scholarein A

CH2(1) 
or H-
C(1)

62.2 67.0 66.9

CH2(3) 61.7 67.4 67.3

CH2(4) 33.2 30.3 30.2

H-C(5) 34.4 34.0 33.8

CH2(6) 40.9 41.7 41.6

H-C(7) 74.7 74.8 74.7

H-C(8) 41.3 37.8 37.6



S3

H-C(9) 48.4 43.3 43.2

Me(10) 13.5 11.9 11.7

CRYSTAL INFORMATION OF COMPOUND 32

Compound (32) was crystallized from DCM solvent through slow-evaporation at room 
temperature. Single crystal X-ray diffraction data were collected on Bruker single-crystal X-
ray diffractometer (D8 VENTURE) equipped with a PHOTON 100 CMOS detector. In this 
case data collection was smooth without any complication and crystal was stable throughout 
the data collection period. The structure were determined using intrinsic phasing method 
followed by full-matrix least-squares refinement against F2 using SHELXTL-13. The data of 
colourless needle-like crystal collected at 110 K using graphite monochromated radiation (λ = 
0.71073 Å) : C16H19NO5 , triclinic, P-1, a = 16.691(2), b = 7.895(3), c = 15.590(6) Å, α= 
85.482(15), β = 85.127(10) °, γ =68.851(13), V = 764.3(4) Å3 , Z = 2, T = 110(2) K, µ = 0.099 
mm-1 , 3863 reflection collected, 2724 independent (R (int) = 0.0837), 3863 observed [I≥2σ(I)], 
200 parameters, R indices R1[I≥2σ(I)] = 0.0581 and wR2 = 0.1493, final R (all data) = [I≥2σ(I)] 
R1 = 0.0838 and wR2 = 0.1723, GOF on F2 = 1.034, max/min residual electron density = 0.26/-
0.23 e.A-3 .CCDC 1898028 contain the supplementary crystallographic data for this paper. 
These data can be obtained free of charge from The Cambridge Crystallographic Data Centre 
via http://www.ccdc.cam.ac.uk/data_request/cif.

Ref:

1) T. Feng, X.-H. Cai, Z.-Z.  Du, X.-D. Luo, Helv. Chim. Acta, 2008, 91, 2247.
2) Y. Kawai, S. Megumi, T. Masahiro, Heterocycles, 2012, 86, 1093.
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