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Supplementary data 

X-Ray crystallographic data
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Figure S1. Structure of 2-(1,3-Dioxo-1.3-dihydro-isoindol-2-yl)-benzoic acid  = 8

Table S1. Crystal data and structure refinement for 8.

Empirical formula
C15 H9 N O4

Formula weight
267.23 

Crystal system
monoclinic

Unit cell dimensions
a = 12.528(1) A   alpha = 90 deg.


b =  7.897(1) A   beta = 103.19(1) deg.


c = 12.892(1) A   gamma = 90 deg.

Volume
1241.8(2) A^3

Temperature
293(2) K

Space group
P21/n

Z
4

Absorption coefficient
0.106 mm^-1

Wavelength
0.71073 A

Reflections collected
5224

Independent reflections
2725 [R(int) = 0.0196]

Final R indices [I>2sigma(I)]
R1 = 0.0369, wR2 = 0.0920 

R indices (all data)
R1 = 0.0570, wR2 = 0.1003

Table S2. Bond lengths [A] and angles [deg] for 8.

C(1)-O(1)
1.2042(16)
O(1)-C(1)-N(2)
124.79(12)

C(1)-N(2)
1.4098(16)
O(1)-C(1)-C(7A)
129.81(13)

C(1)-C(7A)
1.4789(19)
N(2)-C(1)-C(7A)
105.39(11)

N(2)-C(3)
1.3955(16)
C(3)-N(2)-C(1)
111.43(10)

N(2)-C(2')
1.4302(16)
C(3)-N(2)-C(2')
124.47(10)

C(3)-O(2)
1.2115(15)
C(1)-N(2)-C(2')
124.00(10)

C(3)-C(3A)
1.4802(18)
O(2)-C(3)-N(2)
124.02(12)

C(3A)-C(4)
1.3817(19)
O(2)-C(3)-C(3A)
129.51(12)

C(3A)-C(7A)
1.3866(18)
N(2)-C(3)-C(3A)
106.47(10)

C(4)-C(5)
1.390(2)
C(4)-C(3A)-C(7A)
121.68(13)

C(5)-C(6)
1.382(2)
C(4)-C(3A)-C(3)
130.59(12)

C(6)-C(7)
1.385(2)
C(7A)-C(3A)-C(3)
107.73(11)

C(7)-C(7A)
1.3819(19)
C(3A)-C(4)-C(5)
117.06(14)

C(1')-C(6')
1.3936(19)
C(6)-C(5)-C(4)
121.33(15)

C(1')-C(2')
1.3984(18)
C(5)-C(6)-C(7)
121.35(14)

C(1')-C(7')
1.4914(18)
C(7A)-C(7)-C(6)
117.51(15)

C(2')-C(3')
1.3886(19)
C(3A)-C(7A)-C(7)
121.06(13)

C(3')-C(4')
1.380(2)
C(3A)-C(7A)-C(1)
108.93(11)

C(4')-C(5')
1.379(2)
C(7)-C(7A)-C(1)
130.00(13)

C(5')-C(6')
1.380(2)
C(6')-C(1')-C(2')
118.07(12)

C(7')-O(3)
1.2052(15)
C(6')-C(1')-C(7')
119.72(12)

C(7')-O(4)
1.3255(16)
C(2')-C(1')-C(7')
122.15(11)



C(3')-C(2')-C(1')
120.49(12)



C(3')-C(2')-N(2)
118.23(12)



C(1')-C(2')-N(2)
121.27(11)



C(2')-C(3')-C(4')
120.30(13)



C(5')-C(4')-C(3')
119.79(14)



C(4')-C(5')-C(6')
120.20(14)



C(5')-C(6')-C(1')
121.12(14)



O(3)-C(7')-O(4)
122.53(12)



O(3)-C(7')-C(1')
124.93(12)



O(4)-C(7')-C(1')
112.51(11)

Table S3. Bond length [A] and angles [deg] of the hydrogen bonding in 8
H(O4)....O(2)
1.86 
O(4)-H(O4)....O(2)
173.4



C(3)=O(2)....H(O4)
135.7

Cyclic voltammogramms
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Fig. S2 CV for 9 in MeCN at v = 100 mV s‑1 (a) prior and (b) after the addition of 1 eq. of DBU.
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Fig. S3 Concentration (left a: 6.2, b: 4.6 and c: 3.1 M) at v = 100 mV s‑1 and scan rate (right a: 50, b: 200 and c: 500 mV s‑1) dependence for 10 in MeCN.
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Fig. S4 (a) Multisweep in MeCN at v = 100 mV s‑1 and (b) simulated CV for 10.


[image: image5.wmf]D

1

2

+

 

1

 

e

q

.

 

D

B

U

E

 

/

 

V

F

c

1

 

m

A

E

 

/

 

V

F

c

D

1

 

m

A

(

a

)

(

b

)

1

3

+

 

1

 

e

q

.

 

D

B

U


Fig. S5 CVs in MeCN at v = 100 mV s‑1 after the addition of 1 eq. of DBU (a) for 12 and (b) for 13.
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