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Supplementary information

Cartesian coordinates of the experimental (1) structure of oxotitanium phthalocyanine (in A).

Ti1 0.0000 0.0000 0.0000
02 0.0000 0.0000 1.6001
N3 1.9944 0.0000 -0.6270
N4 0.0000 1.9944  -0.6270
N5 -1.9944 0.0000 -0.6270
N6 0.0000 -1.9944 -0.6270
N7 2.3811 -2.3811  -0.7747
N8 2.3811 2.3811  -0.7747

N9 -2.3811 2.3811 -0.7747
N10 -2.3811 -2.3811 -0.7747
C11 2.7862 -1.1243 -0.7216
C12 1.1243 2.7862 -0.7216
C13 -2.7862 1.1243 -0.7216
Ci14  -1.1243 2.7862 -0.7216
Ci5 -2.7862 -1.1243 -0.7216
C16 1.1243 -2.7862 -0.7216
C17 2.7862 1.1243 -0.7216
C18 -1.1243 -2.7862 -0.7216
C19 4.1814 -0.7098 -0.8274
C20 0.7098 4.1814 -0.8274
C21 -4.1814 0.7098 -0.8274
c22 -0.7098 4.1814 -0.8274
C23 -4.1814 -0.7098 -0.8274
C24 0.7098 -4.1814 -0.8274
C25 4.1814 0.7098 -0.8274
Cc26 -0.7098 -4.1814 -0.8274
c27 5.3704 -1.4277 -0.9433



C28 1.4277 5.3704 -0.9433
C29 -5.3704 1.4277  -0.9433
C30  -1.4277 5.3704 -0.9433
C31 -5.3704 -1.4277 -0.9433
C31 -5.3704 -1.4277 -0.9433
C32 1.4277 -5.3704 -0.9433
C33 5.3704 1.4277  -0.9433
C34 -1.4277 -5.3704 -0.9433
C35 6.5622 -0.7166 -1.0358
C36 0.7166 6.5622 -1.0358
C37 -6.5622 0.7166 -1.0358
C38 -0.7166 6.5622 -1.0358
C39 -6.5622 -0.7166 -1.0358
C40 0.7166 -6.5622 -1.0358
C41 6.5622 0.7166 -1.0358
Cc42 -0.7166 -6.5622 -1.0358
H43 5.4029 -2.4925  -0.9609
H44 2.4925 5.4029 -0.9609
H45  -5.4029 2.4925 -0.9609
H46  -2.4925 5.4029 -0.9609
H47 -5.4029 -2.4925 -0.9609
H48 2.4925 -5.4029 -0.9609
H49 5.4029 2.4925 -0.9609
H50 -2.4925 -5.4029 -0.9609
H51 7.5337 -1.1483 -1.1224
H52 1.1483 7.5337 -1.1224
H53  -7.5337 1.1483 -1.1224
H54  -1.1483 7.5337 -1.1224
H56  -7.5337 -1.1483 -1.1224
H56 1.1483 -7.5337 -1.1224
H57 7.5337 1.1483 -1.1224
H58 -1.1483 -7.5337 -1.1224

List of experimental distances (r,), r.m.s. vibrational amplitudes (/,) and vibrational correc-
tions (kp1).

Distance  Mult.* 7., A l,, A kn, A

C27-H43 8 1.0647 0.0504 0.00081
C35-H51 8 1.0659 0.0506  0.00068
N7-C11 8 1.3228 0.0492 -0.00126
N3-C11 8 1.3771 0.0545 0.00128
C27-C35 8 1.3912 0.0502 -0.00024
C19-C27 8 1.3936 0.0503 0.00016
C35-C41 4 1.4337 0.0516 -0.00058
C19-C25 4 1.4191 0.0512  0.00047

*Multiplicity, i.e. number of symmetrically equivalent distances of this type



C11-C19
Ti1-02
Til-N3
C27-H51
C35-H57
C19-H43
C35-H43
C11-C17
C11-C25
N3-C19
C11-C16
C19-C35
N3-N7

C27-C41
C19-C33
N7-C19
H51-H57
H43-H51
C11-C27
C19-C41
N3-N4

C27-C33
N3-C12
C11-H43
N7-H43
02-N3

Til-C11
N7-C27
C19-H51
C27-H57
C19-H49
C35-H49
Til-N7
N7-C17
N7-C25
C11-C33
N3-C27
C11-C24
C11-C35
02-C11

C19-H57
C27-H49
N3-N 5
H43-H48
02-N 7
N3-C14
C11-C41
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N3-H43
C11-C12
C11-H48
H43-H57
Ti1-C19
N3-C20
C11-C32
C11-H49
N7-C35
C11-C26
N3-C35
C11-Hb51
N7-N 8
N7-C33
C27-H48
N3-C13
C19-C24
02-C19
C19-H48
N3-C22
N3-N 9
H43-H49
N7-C41
N7-H51
C11-H57
N7-C12
N3-H44
N3-C28
C19-C32
C11-C14
C11-C15
C27-C32
Ti1-C27
N3-H51
C11-C20
N7-H49
C11-C40
C11-C34
C19-C20
Ti1-H43
C11-C13
02-C27
C35-H48
N3-C21
N7-C13
N7-H57
C19-H44
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C11-C22
N3-C30
C11-C42
02-H43
H43-H56
C11-H44
C11-H56
C11-C28
C19-C28
Ti1-C35
N3-C36
N7-N9
N7-C20
C11-H50
C19-C40
C19-C22
C27-C40
C11-C23
N3-H46
N3-C38
02-C35
C11-C21
N7-C21
C35-H44
C19-C34
C27-H56
C27-H44
C19-H56
N3-C29
C11-H58
N3-H52
C19-C42
Til-H51
C11-C30
N7-H44
N3-H45
N7-C28
C27-C28
C27-C42
C11-C36
C19-C36
02-H51
C19-H50
C11-C31
N3-H54
C19-C30
C11-H47
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C19-C23
H43-H44
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C19-C37
H43-H52
C35-H46
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H43-H53
C35-H55
C35-H53
H51-H55
H51-H53

[
N

> > 00 00 00 & 00 ¥ 00 00 ¥ 00 00 00 00 00 00 ¥ 00 00 00 ¥ ¥ 00 00 00 00 00 00

10.
10.
10.
10.
10.
10.
10.
10.
11.
11.
11.

11
11
11
11
11
11

6146
6705
6914
7077
7657
8000
9539
9737
0218
1636
3129

.5686
. 7330
. 7029
. 7922
.8168
.9305
11.
12.
12.
12.
12.
12.
12.
13.
13.
13.
13.
14.
14.

9586
2141
1179
7169
8143
9314
9611
0077
2310
8770
9896
8078
o747

O OO OO OO OO ODOD OO OOOODODODOODOOOOOOOOoOOoOoOoo

.1735
.3294
.2718
.1611
.2588
.1934
.1947
L1797
.2251
.2372
.2922
.2464
.3366
.2400
.2455
.2651
.3216
.2385
.3097
.3157
.2561
.3282
.2265
.2408
.2230
.3033
.2842
.2769
.3254
.3112

[eelolNeolNeoleolNolNolNolNoNoNoNoNo oo oo oo NoNo oo oo o oo Ne]

.13114
.10686
.13440
.13221
.12706
.12893
.12904
.14018
.14403
.12915
.15147
.15847
.16725
.16236
.16196
.16105
.16597
.16554
.17413
.16023
.19145
.19301
.19303
.19887
.19475
.20914
.22586
.22943
.25967
.26676



Correlation coefficients that are larger than 0.5.

Parameters Coefficient
a(O-Ti-N)/a(Ti-N-Cy,) 0.51
7(Ti- - -Np) /a(Cp1-Cpa-Cpy ) 0.51
r(Ti-N)/a(O-Ti-N) 0.52
r(Ti - Nyp,) /a(N-Cp1-Cho) 0.52
7(N-Cp1)/a(O-Ti-N) 0.53
a(O-Ti-N)/v(O-Ti-N-C,;) 0.54
a(O-Ti- - Ny, ) /a(Cp1-Cpa-Chy) 0.54
7(Cp2-Ci1)/a(Cp1-Cpa-Ciy) 0.61
(N-Cp1-Cpa) /1 (Cp1-Hy1) 0.64
O‘<N‘Cp1'cp2)/7’<cp2-cb1) 0.66
7(Cp1-N) /a(Cp1-Cpa-Cpy ) 0.66
7(Cp1-N) /a(N-Cp1-Cp2) 0.67
(Cp1-Cpa-Ci1) /7(Cp1-Hyy) 0.72
7(Cpa-Ci1)/(Cpo-Ci1-Cia) 0.88
T’(Ti~ . ~Nm)/a(O_Tj. . .Nm) 0.91
(N-Cp1-Cp2) /7(Ti-N-Cp1-Cp2) 0.91
a(N-Cpi-Cp) /(Cp1-Cpo-Cia) 0.92




