Supporting Information
	ZnPcx (basis set for calculation with TD-DFT method)
	First allowed electronic transition
(eV/f -oscillator strength)
	First allowed
electronic transition
(nm)
	Second allowed electronic
 transition
(eV/f -oscillator strength)
	Second allowed electronic transition
(nm)
	Davydov splitting
∆E (eV)


	ZnPc1 (6-31G(d))
	1.796 (0.4915)
	690.3
	1.805 (0.4897)
	686.8
	0.009

	(ZnPc)21 (6-31G(d))
	1.810 (0.7668)
	685.0
	1.885 (0.7320)
	657.7
	0.075

	(ZnPc)41 (6-31G(d))
	1.807 (1.3757)
	686.0
	1.946 (1.1063)
	637.3
	0.138

	(ZnPc)61 (6-31G(d))
	1.803 (2.0328)
	687.6
	1.969 (1.4543)
	629.8
	0.166

	
	
	
	
	
	

	ZnPc1 (cc-pVDZ)
	1.789 (0.4979)
	692.9
	1.799 (0.4964)
	689.1
	0.010

	(ZnPc)21 (cc-pVDZ)
	1.800 (0.7724)
	688.7
	1.877 (0.7383)
	660.7
	0.076

	(ZnPc)41 (cc-pVDZ)
	1.796 (1.3871)
	690.4
	1.935 (1.1133)
	640.7
	0.139

	(ZnPc)61 (cc-pVDZ)
	1.789 (2.0550)
	693.0
	1.957 (1.4634)
	633.5
	0.168.

	
	
	
	
	
	

	ZnPc2 (6-31G(d))
	1.796 (0.4905)
	690.4
	1.809 (0.4908)
	685.4
	0.013

	(ZnPc)22 (6-31G(d))
	1.810 (0.7646)
	684.8
	1.885 (0.7327)
	657.7
	0.075

	(ZnPc)42 (6-31G(d))
	1.806 (1.3752)
	686.4
	1.945 (1.1079)
	637.3
	0.139

	(ZnPc)62 (6-31G(d))
	1.801 (2.0349)
	688.3
	1.968 (1.4570)
	629.9
	0.167

	
	
	
	
	
	

	ZnPc2 (cc-pVDZ)
	1.789 (0.4969)
	693.0
	1.803 (0.4975)
	687.7
	0.014

	(ZnPc)22 (cc-pVDZ)
	1.801 (0.7704)
	688.5
	1.876 (0.7392)
	660.7
	0.076

	(ZnPc)42 (cc-pVDZ)
	1.795 (1.3867)
	690.8
	1.935 (1.1147)
	640.8
	0.140

	(ZnPc)62 (cc-pVDZ)
	1.789 (2.0550)
	693.0
	1.957 (1.4634)
	633.5
	0.168

	
	
	
	
	
	

	ZnPc3 (6-31G(d))
	1.776 (0.4933)
	698.1
	1.790 (0.4887)
	692.7
	0.014

	(ZnPc)23 (6-31G(d))
	1.794 (0.7641)
	691.1
	1.865 (0.7344)
	664.9
	0.071

	(ZnPc)43 (6-31G(d))
	1.791 (1.3710)
	692.2
	1.925 (1.1096)
	644.2
	0.133

	(ZnPc)63 (6-31G(d))
	1.787 (2.0265)
	693.9
	1.948 (1.4584)
	636.6
	0.161

	
	
	
	
	
	

	ZnPc3 (cc-pVDZ)
	1.769 (0.4992)
	700.9
	1.783 (0.4950)
	695.2
	0.015

	(ZnPc)23 (cc-pVDZ)
	1.784 (0.7692)
	694.9
	1.855 (0.7400)
	668.2
	0.071

	(ZnPc)43 (cc-pVDZ)
	1.779 (1.3818)
	696.8
	1.914 (1.1160)
	647.9
	0.134

	(ZnPc)63 (cc-pVDZ)
	1.774 (2.0473)
	698.9
	1.936 (1.4656)
	640.4
	0.162

	
	
	
	
	
	

	ZnPc4 (6-31G(d))
	1.775 (0.4925)
	698.5
	1.791 (0.4897)
	692.5
	0.016

	(ZnPc)24 (6-31G(d))
	1.790 (0.7630)
	692.6
	1.862 (0.7325)
	665.9
	0.072

	(ZnPc)44 (6-31G(d))
	1.785 (1.3742)
	694.8
	1.921 (1.1072)
	645.5
	0.136

	(ZnPc)64 (6-31G(d))
	1.779 (2.0357)
	696.9
	1.944 (1.4510)
	638.0
	0.165

	
	
	
	
	
	

	ZnPc4 (cc-pVDZ)
	1.768 (0.4984)
	701.4
	1.784 (0.4961)
	695.0
	0.016

	(ZnPc)24 (cc-pVDZ)
	1.780 (0.7681)
	696.5
	1.852 (0.7379)
	669.3
	0.072

	(ZnPc)44 (cc-pVDZ)
	1.773 (1.3847)
	699.5
	1.910 (1.1132)
	649.2
	0.137

	(ZnPc)64 (cc-pVDZ)
	1.766 (2.0540)
	701.9
	1.932 (1.4621)
	641.8
	0.166



[bookmark: _GoBack]TABLE SI. Calculations of VIS spectra using a different number of monomers units, atomic basis sets, pseudopotentials and values of cutoff of plane-wave kinetic energy
1 plane-wave kinetic energy cutoff of 310 eV/ultrasoft pseudopotentials 
2 plane-wave kinetic energy cutoff of 350 eV/ultrasoft pseudopotentials
3 plane-wave kinetic energy cutoff of 700 eV/normconserving pseudopotentials
4 plane-wave kinetic energy cutoff of 900 eV/normconserving pseudopotentials

