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Supplementary data

Table S1  Intermolecular contacts of the substituent group and hydrogen bonds 

1. Compound 1
_____________________________________________________________________________________

Atom   Atom   Distance  Symmetry operator      Atom   Atom   Distance  Symmetry operator

_____________________________________________________________________________________

(1) 1-propylamino group

C7(G3) --- O4(G5)   4.06  (x+1/2, -y+1/2, -z)

C8(G3) --- C5(G4)   4.07  (x+1/2, -y+1/2, -z)  

8 C8(G3) --- O4(G4)   3.94  (x+1/2, -y+1/2, -z)

C C9(G3) --- C5(G1)   4.10  (x+1/2, -y+1/2, -z)

(2) hydrogen bonds

O2(G1) --- O5(G7)   3.20  (-x, y-1/2, -z+1/2)

O2(G1) --- O6(G7)   2.78  (-x, y-1/2, -z+1/2)

O3(G1) --- O(W9B)  2.93  (-x+1/2, -y+1, z+1/2)

O3(G1) --- O(W7A)  2.65  (-x, y-1/2, -z+1/2)

O6(G1) --- O(W11)  2.69

O6(G1) --- O(W12)  2.80  (-x+1/2, -y+1, z+1/2)

O6(G1) --- O(W13)  2.90  (x+1/2, -y+1/2, -z)

O2(G2) --- O(W9A)  2.76  (x-1/2, -y+1/2, -z)

O2(G2) --- O(W9B)  2.93  (x-1/2, -y+1/2, -z)

O3(G2) --- O6(G5)   2.95  (x-1/2, -y+1/2, -z)

O6(G2) --- O3(G5)   2.82  (x+1/2, -y+1/2, -z)

O6(G2) --- O(W11)   2.99

O2(G3) --- O(W13)   2.88

O3(G3) --- O(W6)    2.89  (x-1/2, -y+1/2, -z)

O6(G3) --- O(W2)    2.86      

O3(G4) --- O(W5)   2.91  (-x, y-1/2, -z-1/2)

O6B(G4) --- O(W2)  3.19       

O6B(G4) --- O(W6)  2.46

  O2(G5) --- O(W5)   2.70

  O3(G5) --- O(W12)  2.75

  O6(G5) --- O(W1)   3.00      

  O2(G6) --- O(W3A)  2.93

  O2(G6) --- O(W8B)  2.86

O3(G6) --- O(W8A)  2.73 

O6A(G6) --- O(W3A)  2.88  (x+1/2, -y+3/2, -z)

O6A(G6) --- O(W8A)  3.20  (x+1/2, -y+3/2, -z)

O2(G7) --- O(W10)   2.89

O3(G7) --- O(W4)    2.86

O6(G7) --- O(W7A)   2.66

O6(G7) --- O(W7B)   2.82

O(W1) --- O(W9A)   2.80

O(W1) --- O(W9B)   2.58

O(W1) --- O(W3A)   2.79  (x+1/2, -y+3/2, -z)

O(W2) --- O(W6)    2.67

O(W3B) --- O(W4)   2.41

O(W3B) --- O(W11)  2.50  (-x, y+1/2, -z+1/2)

O(W4) --- O(W10)   2.82

O(W5) --- O(W11)   2.98  (-x+1/2, -y+1, z-1/2)

O(W5) --- O(W10)   3.01  (-x-1/2, -y+1, z-1/2) 

O(W5) --- O(W7A)   2.78  (x-1/2, -y+3/2, -z)

O(W5) --- O(W7B)   2.91  (x-1/2, -y+3/2, -z)

O(W7A) --- O(W8A)  2.73  (x-1/2, -y+2/3, -z)

O(W7B) --- O(W8A)  2.52  (x+1/2, -y+3/2, -z)

O(W8B) --- O(W9A)  2.83  (x-1, y, z)
2. Compound 2
_____________________________________________________________________________________

Atom   Atom   Distance  Symmetry operator      Atom   Atom   Distance  Symmetry operator

_____________________________________________________________________________________

(1) 1-cylohexylethylamino group

C8(G7) --- O4(G7)   4.11  (-x+1, y-1/2, -z)

C9(G7) --- O6(G1)   3.87  (-x+1, y-1/2, -z)

C9(G7) --- C5(G6)   3.95  (-x+1, y-1/2, -z)

C10(G7) --- O6(1)    4.10  (-x+1, y-1/2, -z)

C10(G7) --- O6A(G5)  3.89  (-x+1, y-1/2, -z)

C11(G7) --- O6(G1)   4.07  (-x+1, y-1/2, -z)

C12(G7) --- C5(G3)   4.06  (-x+1, y-1/2, -z)

C12(G7) --- O4(G3)   3.68  (-x+1, y-1/2, -z)

C12(G7) --- O4(G4)   4.04  (-x+1, y-1/2, -z)

(2) hydrogen bonds

O2(G1) --- O(W5)   3.11  (x+1, y, z+1)

O3(G1) ---- O(W5)  2.86  (x+1, y, z+1)

O3(G1) --- O(W6B)  2.80  (x+1, y-1, z)

O6(G1) --- O(W4)   2.76  (-x+1, y-1/2, -z)

O2(G2) --- O6(G2)  2.65  (-x+1, y+1/2, -z+1)

O3(G2) --- O6(G7)  2.82  (-x+1, y+1/2, -z)

O3(G2) --- O(W7)   2.88  (x, y, z+1)

O6(G2) --- O6(G6)  2.83  (x, y, z+1)

O2(G3) --- O6(G4)  2.69  (-x, y+1/2, -z)

O3(G3) --- O(W1)   2.88

O5(G3) --- O2(G7)  3.00  (x-1, y, z)

O6(G3) --- O(W6B)  2.65  (-x, y-1/2, -z)

O2(G4) --- O(W6A)  2.71

O3(G4) --- O(W8B)  2.82  (-x, y+1/2, -z)

O5(G4) --- O(W1)   3.01  (-x, y-1/2, -z)

O6(G4) --- O3(G7)   2.79  (x-1, y, z)

O6(G4) --- O(W1)   3.07  (-x, y-1/2, -z)

O2(G5) --- O(W3)   2.80  (-x, y+1/2, -z-1)

O3(G5) --- O(W3)   3.13  (-x, y+1/2, -z-1)

O3(G5) --- O(W5)   2.96

O5(G5) --- O(W6B)  2.95  (-x, y-1/2, -z-1)

O6A(G5) --- O(W6B)  2.90  (-x, y-1/2, -z-1)

O6B(G5) --- O(W5)   2.75  (-x, y-1/2, -z-1)

O6B(G5) --- O(W2A)  2.80

O2(G6) --- O(W4)    2.98

O2(G6) --- O(W7)   2.73

O3(G6) --- O(W4)   3.02

O6(G6) --- O(W6A)  2.84  (-x, y-1/2, -z-1)

O2(G7) --- O(W2B)  3.14  (-x+1, y+1/2, -z)

O3(G7) --- O(W8A)  2.84  (-x+1, y+1/2, -z)

O(W1) --- O(W3)    2.70  (-x, y+1/2, -z)

O(W2B) --- O(W3)  2.63

O(W2B) --- O(W5)  2.94  (-x, y-1/2, -z-1)

O(W4) --- O(W8A)  3.08  (-x+1, y+1/2, -z)

O(W4) --- O(W8B)  3.05  (-x+1, y+1/2, -z)

3. Compound 3
_____________________________________________________________________________________
Atom   Atom   Distance  Symmetry operator      Atom   Atom   Distance  Symmetry operator 

______________________________________________________________________________________

(1) 1-phenylethylamino group

C8(G7) --- C3(G5)   3.99　(x, y+1, z)

C8(G7) --- O2(G5)   3.73  (x, y+1, z)

C8(G7) --- C3(G6)   3.58  (x, y+1, z)

C11(G7) --- C3(G2)  3.97  (x, y+1, z)

C11(G7) --- O4(G2)  3.68  (x, y+1, z)

C12(G7) --- O4(G3)  3.72  (x, y+1, z)

C13(G7) --- O4(G4)  3.76  (x, y+1, z)

(2) hydrogen bonds

O2(G1) --- O6(G4)  3.12  (x+1, y, z)

O2(G1) --- O(M2)   2.93

O3(G1) --- O6(G4)  2.77  (x+1, y, z)

O6(G1) --- O3(G2)  2.75  (x, y+1, z)

O6(G1) --- O(W2)   2.89

O2(G2) --- O(M2)   3.18  (-x+1, y-1/2, -z+1)

O6(G2) --- O(M2)   2.71  (-x+1, y+1/2, -z+1)

O6(G2) --- O(M4)   2.76

O2(G3B) --- O(W3)　2.95

O3(G3A) --- O(W3)  2.98

O3(G3B) --- O(W3)  2.60

O6(G3A) --- O(M3)  2.86

O6(G3A) --- O(W3)  3.17  (x, y+1, z)

O6(G3B) --- O(M3)  2.80

O6(G4) --- O(M3)   2.67

O2(G5) --- O6(G6)  2.76  (-x, y-1/2, z-2)

O3(G5) --- O6(G6)  2.77  (x, y-1, z)

O6(G5) --- O2(G7)  2.71  (x-1, y, z)

O3(G6) --- O(W1)   2.70

O5(G6) --- O(W4)   3.08

O6(G6) --- O(W4)   2.64

O(M2) --- O(M3)    2.63  (x+1, y, z)

O(W1) --- O(W5)    2.70

O(W4) --- O(W5)    3.05
4. Compound 4
_____________________________________________________________________________________

Atom   Atom  Distance  Symmetry operator        Atom   Atom  Distance  Symmetry operator 

_____________________________________________________________________________________

(1) 2-hydroxyindanyl group

C8(G7) --- O3(G7)   3.66  (-x+1, -y, -z+1)

C9(G7) --- C3(G6)   3.67  (x, y-1, z)

C9(G7) --- O4(G6)   3.51  (x, y-1, z)

C9(G7) --- O4(G7)   3.68  (x, y-1, z)

C12(G7) --- O4(G2)  3.84  (x, y-1, z)

C13(G7) --- C3(G2)  3.86  (x, y-1, z)

C13(G7) --- C3(G3)  3.91  (x, y-1, z)

C13(G7) --- C4(G3)  3.93  (x, y-1, z)

C13(G7) --- C5(G3)  3.90  (x, y-1, z)

C13(G7) --- O4(G3)  3.34  (x, y-1, z)

C13(G7) --- O4(G4)  3.90  (x, y-1, z)

C14(G7) --- O4(G4)  3.83  (x, y-1, z)

(2) hydrogen bonds

O2(G1) --- O(W7)   2.73   (x-1, y, z)

O3(G1) --- O(W5A)  3.15  (x-1, y, z)

O3(G1) --- O(W5B)  2.72  (x-1, y, z)

O3(G1) --- O(W16)  2.92

O5(G1) --- O(W9A)  3.20  (x, y-1, z)

O6A(G1) --- O3(G3)  2.84  (x, y-1, z)

O6A(G1) --- O(W3)  2.69  (x, y-1, z)

O6B(G1) --- O(W10)  2.92  (-x+1, y-1/2, -z+1)

O2(G2) --- O(W11)   2.79

O3(G2) --- O(W9A)   2.79

O3(G2) --- O(W9B)   3.11

O6(G2) --- O6(G5)    2.82  (x-1, y, z)

O6(G2) --- O(W15)   2.82

O2(G3) --- O(W1A)   2.84

O2(G3) --- O(W6)    2.95  (-x+1, y+1/2, -z)

O2(G3) --- O(W1B)   2.80

O2(G3) --- O(W2B)   3.04

O3(G3) --- O(W1B)   2.88

O2(G4) --- O(W13)   2.92

O3(G4) --- O(W3)    2.69

O3(G4) --- O(W14)   2.84

O5(G3) --- O(W15)   3.11  (-x, y+1/2, -z)

O6(G3) --- O(W1A)   2.75  (x, y-1, z)

O6(G3) --- O(W2B)   2.84  (x, y-1, z)

O6(G3) --- O(W15)   2.97  (-x, y+1/2, -z)

O5(G4) --- O(W14)   3.02  (-x+1, y-1/2, -z)

O6(G4) --- O(W14)   2.79  (-x+1, y-1/2, -z)

O6(G4) --- O(W15)   2.82  (-x, y+1/2, -z)

O2(G5) --- O(W4B)   2.79  (x, y+1, z)

O2(G5) --- O(W9B)   2.73  (x+1, y, z)

O2(G5) --- O(W12)   2.80  (-x+1, y+1/2, -z+1)

O3(G5) --- O(W11)   2.78  (x+1, y, z)

O6(G5) --- O(W6)    2.74

O2(G6) --- O5(G7)   2.92  (-x+1, y+1/2, -z+1)

O2(G6) --- O(W10)   2.7

O3(G6) --- O(W7)    2.80

O5(G6) --- O(W12)   2.86  (-x+1, y-1/2, -z+1)

O6(G6) --- O(W11)   2.85  (x+1, y-1, z)

O6(G6) --- O(W4A)   2.72

O6(G6) --- O(W4B)   2.87

O2(G7) --- O(W8)    3.04  (x, y+1, z)

O2(G7) --- O(W12)   2.70

O3(G7) --- O7(G7)   2.79  (-x+1, y+1/2, -z+1)

N6(G7) --- O(W3)    2.83  (x, y-1, z)

O7(G7) --- O(W8)    2.74

O(W1B) --- O(W2B)  2.66

O(W2A) --- O(W13)   2.85

O(W2A) --- O(W14)   2.75

O(W2B) --- O(W6)   3.14  (-x+1, y+1/2, -z)

O(W3) --- O(W13)    2.85

O(W4A) --- O(W5B)  2.91

O(W4A) --- O(W9B)  2.76  (x+1, y-1, z)

O(W4A) --- O(W16)  2.91  (-x+1, y-1/2, -z+1)

O(W4B) --- O(W9A)  2.63  (x+1, y-1, z)

O(W5B) --- O(W7)   2.64

O(W5B) --- O(W9B)  2.95  (-x+1, y-1/2, -z+1)

O(W5B) --- O(W16)  2.73  (-x+1, y-1/2, -z+1)

O(W6) --- O(W14)   2.93  (-x+1, y-1/2, -z)

O(W8) --- O(W10)   2.74  (-x+1, y-1/2, -z+1)

O(W8) --- O(W16)   3.16  (x, y-1, z)

O(W9A) --- O(W10)  3.08  (-x+1, y+1/2, -z+1)

O(W10) --- O(W16)  2.96  (-x+1, y-1/2, -z+1)

O(W11) --- O(W15)  2.81  (x, y+1, z)

___________________________________________________________________________

