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A minigoniometer for x-ray diffraction studies down to 4K on

4-circle diffractometers equipped with 2D detectors

Table 1. Supplementary material: interatomic distances (in Å) of the TTF-CA molecule

Bond name This study Garcia et al. (2007)

TTF
C2-C9 1.388(5) 1.388(2)
C9-S11 1.740(6) 1.742(2)
C9-S12 1.755((4) 1.742(2)
C2-S5 1.740(6) 1.744(2)
C2-S4 1.748(4) 1.744(2)
C1-C3 1.346(6) 1.348(3)
C8-C10 1.331(6) 1.349(4)

CA
C15-O18 1.239(4) 1.238(3)
C21-O24 1.237(4) 1.238(3)
C23-Cl26 1.715(3) 1.717(2)
C22-Cl25 1.725(4) 1.721(2)
C17-Cl20 1.728(4) 1.718(2)
C16-Cl19 1.714(3) 1.723(2)
C17-C16 1.377(5) 1.367(3)
C16-C15 1.476(4) 1.480(3)
C15-C23 1.487(5) 1.483(3)
C23-C22 1.338(5) 1.366(3)
C22-C21 1.483(4) 1.482(3)
C21-C17 1.470(5) 1.481(3)
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