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1. Figures S1-S5

Fig. S1. Packing diagram of complex 1.

Fig. S2 Packing diagram of 2. Dashed lines show H-bonding in the structure.

Fig. S4 Packing diagram of 3 viewed down the a axis. Hydrogen bonds are shown in 
dashed lines.



Fig. S5 The crystal packing of 4 showing hydrogen bonds as black lines.



2. CSD searches

We have not found in the literature previous studies devoted to –hole interactions 
between coordinated carboxylate groups and Lewis bases by searching in the SciFinder 
database this research topic.

We have performed two searches in the CSD in order to find X-ray structures exhibiting 
lp––hole contacts. We have used either a hydroxyl group or water as lone pair donor 
molecules. The fragments used for the searches are shown in Fig. S5. We have retrieved 
only those hits where the O···C distance is lesser that the sum of van der Waals radii.
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Fig S5. Fragments A and B used in the searches.

The CSD reference codes retrieved from the database for each search are gathered in 
Table S1. We have found only 6 hits when the donor group is a hydroxyl and 58 hits 
when the donor molecule is water. A representative example for each series is depicted 
in Figure S6.

Table S1. Reference codes for searches A and B (see Fig S5).

CSD CODES for search A
IPUXIB OHAKAK OXCUPR SOHFIF CIHFEG
NEYXUM
CSD CODES for search B
VEXTUP XIPQAQ AGOYEA AYOLOP BABCOY
BUNREI CUOXNA10 CUPLUU DEFZOE DEGKEF
DOPBUF DOPBUF01 DOPBUF10 ENIXUU ETURUH
FELYOM FERCOV GAWMAU GUVBUV HOWSIW
IBUHIX IBUHIX01 ITANOG KOLKUR LAFYEX
LIQSEK LIZGUX LOBYEH LUTTIE NAYVEP
NIBDIM OYEFII PIGQUS01 PIGQUS02 PIGQUS03
PIZZEE QAGTEZ QANMAV QEZKEM QONYAT
RISZEZ ROKMIO SASXEQ SCTART10 SIKVAK
TUKQOG VAZNAM WAWKAH WEGXEM WIGVUE
XOJZAY XOZVEN YAQJAD YEXSAV01 YIDPOR
YILNIR GEZBUK WEWHOX



Fig S6. Partial views of the X-ray structures of NEYXUM and AYOLOP. Distances in 
Å.


