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and Electronic Properties

Supplementary Information

1) Atomic coordinates of the tenorite cluster models

CuO8

Figure S1. CuO8.
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Figure S2.
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Figure S3. Cu024.

.525000
.787000
.000000
.525000
.263000
.263000
.263000
.525000
.000000
.263000
.263000
.787000
.525000
.525000
.787000
.000000
.263000
.525000
.000000
.000000
.525000
.263000
.263000
.263000
.263000
.787000
.525000
.525000
.000000
.263000
.525000
.000000
.525000
.263000
.263000

CuO24



O O OO

Cu
Cu
Cu
Cu
Cu

Cu

w N

NNDERE P WWWW

.559000
.656000
.656000
.996000
.072000
.510000
.947000
.072000
.510000
.683000
.170000
.121000
.559000

|
WwWwdhoOoONODODONO R EFEO

.279000
.431000
.989000
.279000
.566000
.855000
.855000
.855000
.566000
.279000
.276000
.700000
.700000

|
PR OWONDNONWWWLR

.263000
.787000
.787000
.787000
.525000
.000000
.525000
.525000
.000000
.787000
.000000
.263000
.263000



Cu

Cu

.072000
.683000
.683000
.510000
.898000
.947000
.461000
.559000
.559000
.121000
.072000
.683000
.510000
.898000
.947000
.461000
.559000
.121000
.656000
.732000
.295000
.607000
.607000
.996000
.170000
.219000
.607000
.170000
.170000
.732000
.732000
.219000
.219000
.121000
.121000

.855000
.700000
.279000
.566000
.989000
.855000
.431000
.700000
.279000
.141000
.566000
.141000
.855000
.431000
.566000
.989000
.141000
.279000
.989000
.566000
.855000
.276000
.855000
.279000
.566000
.989000
.566000
.276000
.855000
.276000
.855000
.852000
.431000
.700000
.279000

P RPRPRPRERNMNNDNOODNRE

.525000
.787000
.787000
.000000
.263000
.525000
.263000
.263000
.263000
.263000
.525000
.787000
.000000
.263000
.525000
.263000
.263000
.263000
.787000
.525000
.050000
.525000
.525000
.787000
.000000
.263000
.525000
.000000
.000000
.525000
.525000
.263000
.263000
.263000
.263000

Figure S4. CuO38.
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Figure S5.
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CuO8_opt

Figure S6. CuO8_opt.
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Figure S7. CuO16_opt.
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Figure S8. CuO24 opt.
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Figure S9 — Theoretical infrared spectrum calculated with DFT for CuO8 and CuO16 relaxed models
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