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Crystal structures of dicarboxy-2,2’-bipyridyl complexes: the role of hydrogen bonding and stacking interactions.
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Supplementary material :

Table S1.  Hydrogen bonding for [Rh(1H)3](6H2O [Å ].

(a)   O…O distances (Å) where the donor could be identified

D–H...A
d(D...A)



O(1a)–H...O(4a)1
2.48(1)
 

O(1b)–H...O(4b)2
2.47(1)
 

O(1c)–H...O(4c)3
2.44(1)

O(1w)-H…O(3a)
2.86(2)

O(2w)-H…O(3b)
2.68(1)

O(7w)-H…O(3c)
2.64(3)

O(2w)-H…O(2c)4
2.92(2)

(b) O…O distances (Å) where donor and acceptor could not be identified

O(1w)…O(6w)5
2.90(3)

O(2w)…O(6w)6
2.90(3)

O(6w)…O(8w)6
2.80(4)

Symmetry operations for equivalent atoms

1  x,y+1,z      2  x,y,z+1      3  x+1,y,z       4  1-x, 1-y, 1-z    5  x, y-1, z     6  -x, 1-y, 1-z

Table S2.  Hydrogen bonds for [Ru(1H)2(1H2)](2.5H2O [Å and °].

D–H...A
d(D–H)
d(H...A)
d(D...A)
<(DHA)

O(3)–H(3O)...O(1B)
0.84
1.70
2.536(4)
171

O(5)–H(5O)...O(1W)
0.84
1.68
2.512(6)
173

O(1W)–H(1WA)...O(1C)
0.839(10)
1.91(2)
2.732(5)
167(7)

O(1W)–H(1WB)...O(2D)
0.840(10)
1.92(3)
2.726(6)
160(8)

Symmetry operations for equivalent atoms

B   x,(y+1/2,z+1/2      C   (x+1,y+1/2,(z+1/2      D   x+1/2,(y,z       

Table S3.  Hydrogen bonds for [Co(2H)3](6H2O [Å and °].

D–H...A
d(D–H)
d(H...A)
d(D...A)
<(DHA)

O(3)–H(3)...O(6A)
0.84
1.59
2.422(2)
171

O(9)–H(9A)...O(6W)
0.84
1.70
2.525(2)
168

O(12)–H(12)...O(8B)
0.84
1.68
2.482(2)
159

O(1W)–H(1WA)...O(1)
0.78(3)
1.98(3)
2.759(2)
175(3)

O(1W)–H(1WB)...O(3WC)
0.85(3)
1.93(3)
2.773(3)
168(3)

O(2W)–H(2WB)...O(5WD)
0.79(3)
1.95(3)
2.734(3)
171(3)

O(2W)–H(2WA)...O(2)
0.85(3)
1.97(3)
2.802(2)
168(3)

O(3W)–H(3WA)...O(4)
0.87(3)
1.93(3)
2.789(3)
166(3)

O(3W)–H(3WB)...O(4WE)
0.78(3)
1.98(3)
2.754(3)
170(4)

O(4W)–H(4WA)...O(5)
0.84(3)
1.98(3)
2.783(3)
160(3)

O(4W)–H(4WB)...O(2WF)
0.85(3)
1.87(3)
2.717(3)
175(3)

O(5W)–H(5WA)...O(7)
0.86(4)
2.00(4)
2.821(2)
161(3)

O(5W)–H(5WB)...O(1WG)
0.82(4)
2.02(4)
2.817(3)
164(3)

O(6W)–H(6WB)...O(5H)
0.88(3)
1.94(3)
2.798(2)
164(2)

Symmetry operations for equivalent atoms

A   (x+1,y(1/2,(z(1/2      B   (x+2,y(1/2,(z+1/2      C   (x+1,(y,(z       

D   x(1,y(1,z      E   x+1,y,z      F   (x,y+1/2,(z(1/2       

G   x+1,y+1,z      H   (x,(y+1,(z       

