SUPPORTING INFORMATION

Insights into the structural conformations of the tau
protein in different aggregation status

Luca Pinzi,* Nicolo Bisi,?t Claudia Sorbi,! Silvia Franchini,! Nicolo Tonali2 and Giulio Rastelli*

1 Department of Life Sciences, University of Modena and Reggio Emilia, Via Giuseppe Campi 103,
41125 Modena, Italy; giulio.rastelli@unimore.it (G.R.); silvia.franchini@unimore.it (S.F.);
claudia.sorbi@unimore.it (C.S.); luca.pinzi@unimore.it (L.P.).

2 Université de Paris-Saclay, CNRS, BioCIS, Bat. Henri Moissan17, av. des Sciences, 91400, Orsay,
France; nicolo.tonali@universite-paris-saclay.fr (N.T.); bisinicolo@gmail.com (N.B.).

Equally contributing authors
Correspondence: giulio.rastelli@unimore.it; Tel.: +39-059-2058564



Table S1

Table of Contents

Tables

S3



Table S1: Structures of Tau reported within the Protein Data Bank. The structures are classified based on the presence of co-crystallized
elements with Tau, and on the conformation and structural features of Tau in the complex. The percentages of bending residues, and
of residues framed into alpha helices, beta strands and non-defined secondary structures are reported. Moreover, the percentage of
Tau residues involved in hydrogen-bond interactions with other filaments of the same proteins in the complex are also reported. The
percentages herein reported have been evaluated by means of an in house developed python script the BioPython
(DOI: 10.1093/bioinformatics/btp163) and Pandas (DOI: 10.25080/Majora-92bf1922-00a) libraries. Numbering of the initial (“Start
ResID") and final (“Stop ResID") residues of Tau sequences refers to those of their respective PDB complexes.

o % of % of % of residues in % of
. Sequence 7 O.f residues  residues non-defined residues Start Stop
Title Type of Structure Class length E;Tj;r;z inalpha  inbeta secondary involved in ResID ResID
helics strands structures H-bonds

7P6D 4R AGD type 1 115.0 8.7 0.0 53.0 383 75.1 GLY273 ASP387
7P6E 4R AGD type 2 108.0 74 0.0 27.6 65.0 771 LYS274 ASN381

6TJX 4R CBD tau fibrils doublet 107.0 11.2 0.0 40.2 48.6 0.0 LYS274 GLU380
6VH7 4R CBD tau fibrils doublet 107.0 37 0.0 74.8 21.5 0.0 LYS274 GLU380
6TJO 4R CDB tau fibrils singlet 107.0 7.5 0.0 15.9 76.6 0.0 LYS274 GLU380
6VHA 4R CDB tau fibrils singlet 107.0 37 0.0 74.8 21.5 0.0 LYS274 GLU380
6NWP 4R -3R CTEI 75.0 6.9 0.0 66.0 27.1 74.7 SER305 ARG379
8BYN 4R -3R CTEI 75.0 9.3 0.0 61.3 294 75.1 SER305 ARG379
7QL1 4R -3R CTE I/l 73.0 11.0 0.0 479 41.1 76.7 VAL306 PHE378
6NWQ 4R -3R CTEII 75.0 9.3 0.0 27.6 63.1 313 SER305 ARG379
7QW 4R -3R CTEII 75.0 8.0 0.0 58.7 333 79.5 SER305 ARG379
7QKX 4R -3R CTEII 73.0 10.1 0.0 61.6 283 76.5 VAL306 PHE378
7QLO 4R -3R CTEII 69.0 77 0.0 51.4 40.9 778 VAL309 THR377
7QL3 4R -3R CTE III 71.0 7.0 0.0 46.5 46.5 77.0 ILE308 PHE378
7QK5 4R (266/297-391) CTE-like fold 74.0 7.2 0.0 64.9 279 76.7 VAL306 ARG379
7QKV 4R (266/297-391) CTE-like fold 69.0 7.2 0.0 522 40.6 78.4 VAL309 THR377
7P66 4R GGT1I 108.0 74 0.0 55.2 374 75.8 GLY272 ARG379
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