(a

(c)

)

Experimental internuclear distance (A)

Experimental internuclear distance (A)

1.55

1.50

1.45 -

1.40

1.20
1.20

(b)

| y=1.0900x-0.1182
R’= 0.95398

I 1 1 1 1 L
1.25 1.30 1.35 1.40 1.45 1.50

Calculated internuclear distance (A)

| y= 0.8866x+0.1524 .
F R’=0.8891 .

120 125 130 135 140 145 150 1.55

Calculated internuclear distance (A)

(d)

Experimental bond angle (°)

Experimental bond angle (°)

135

y=0.9842x+1.8010
- R°=0.96445

130
120 -
115
10+

105 -

100 1 1 1
110 115 120
Calculated bond angle (°)

1
105

1
125

| y=1.0094x-1.0211
R’= 0.96602

130

100 L L . L

110 115 120
Calculated bond angle (°)

125

130

Figure S1. The correlation between computational and experimental data in literature of bond lengths

and angles of indigo (a,b) and indirubin (c,d).



