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Table S1. Hydrogen bonds for 1, 2 and 1'.

D-H.. A d(D-H) d(H...A) d(D...A) <(DHA)
1 O(1w)-H(1wA)...O2w) 0.84 1.86 2.678(5) 166.2

O(lw)-H(1wB)...O(11e) 0.83 1.95 2.784(5) 174.2

O(@2w)-H(2wB)...O(la) 0.85 2.02 2.833(5) 159.8

O(2w)-H(2wB)...O(4a) 0.85 2.04 2.875(6) 167.0
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O(@2w)-H2wB)...S(2a) 0.85 2.96 3.666(5) 141.5

2 O(1w)-H(1wB)...O(11e) 0.84 1.97 2.81(3) 176.8
O(1w)-H(1wA)...O2w) 0.83 1.83 2.651(4) 167.4
O(1w)-H(1wB)...O(11e) 0.83 1.93 2.761(4) 174.5

1 O(2w)-H(2wB)...O(1a) 0.85 2.01 2.821(4) 161.6
O(2w)-H(2wB)...O(4a) 0.85 2.00 2.835(5) 167.7
O(2w)-H(2wB)...S(2a) 0.85 291 3.613(4) 141.3

Symmetry Codes: a) x, -y+3/2, -z +1/2; e) -x, y+1/2, -z+1/2.

Conductivity measurement

Instrument: Keithley Source metre 2400.

Use voltage: 2 V.

Method: The electrical conductivity measurements at room temperature on single
crystals of 1 were performed by contacting gold lines with electrically conductive
polymer gel, the surfaces of the crystal were covered with polymer gel to form
electrodes.

Result: By curiosity we thought of measuring the dc-electrical conductivity and
therefore prepared a single crystal of 1 with contact gold electrodes glued with
electrically conductive polymer gel (Figure S1) for measurement at room temperature.
To our surprise the conductivity was measureable with oy corresponding to the ¢
direction at 1.32 x 10° S/m and o, at 4.30 x 107’ S/m. These values are not outstanding
compared to those reported for organic-inorganic hybrid electrical materials,' but they
are comparable to the first example in which I, molecules arranged in a chain within the
cavities of a m-donor-type framework (oy values in the order of 10°- 108 S/rn).2 The
measured anisotropy factor (o), o.) of 3 provides evidence for a preferred conductivity

along the complex anions stacking chains.
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Figure S1. Tipcal image for the conductivity measurement of a sigle crystal 1.
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