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1. Raman bands in the 0-150 cm-1 energy range

Table S 1. Wavenumber of the bands observed in the Raman spectra of the three DPA polymorphs in the energy range 0-150 cm -1.

-DPA (C2/c) -DPA (P21/a) -DPA (P21/n)

(cm-1) Pol. (cm-1) Pol. (cm-1) Pol.

45 (y,y) (x,y) 33 (y,y) (x,y) 22 (x,x) (y,y) (x,y)
55 (x,x) (y,y) (x,y) 40 (x,x) (y,y) (x,y) 27 (x,x) (y,y) (x,y)
60 (x,x) (y,y) (x,y) 44 (y,y) (x,y) 41 (x,x) (x,y)
69 (x,x) (x,y) 50 (x,x) (y,y) (x,y) 45 (x,x) (x,y)
76 (y,y) (x,y) 59 (y,y) (x,y) 50 (x,x) (x,y)
95 (y,y) (x,y) 75 (y,y) (x,y) 61 (x,x) (x,y)
99 (x,x) (y,y) (x,y) 92 (x,x) (x,y) 78 (x,x) (y,y) (x,y)
110 (x,x) (y,y) (x,y) 99 (y,y) (x,y) 89 (x,x) (y,y) (x,y)
118 (x,x) (x,y) 115 (y,y) (x,y) 105 (x,x) (y,y) (x,y)

116 (x,x)

2. Powder  XRD

Figure S1. Powder X-ray diffraction of the micro-crystals compared with the simulated powder diffraction of the three polymorphs of
DPA.

S2



3. Computed free energy G(p,T) vs temperature T (at ambient p).

Figure S2. Free energy G(p,T) vs temperature T (at ambient pressure), computed for phases α, β and γ of DPA.
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4. HOMO and LUMO hopping integrals for the DPA polymorphs

Table S2. Hopping integrals (meV) of the three DPA polymorphs, of Rubrene and of Anthracene

DPA

HOMO, LUMO

DPA

HOMO, LUMO

DPA

HOMO, LUMO

Rubrene

HOMO, LUMO

Anthracene

HOMO,
LUMO

t1 20, 5 33, 13 18, 14 84, 39 27, 38

t2 4, 2 4, 0 1, 12 10, 4

t3 29, 5 0, 0

t4 0, 3

t5 5, 2
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