Table S10- Structural and energetic parameters of L-LA tricedculated at B3LYP/6-311++G(d,p) level of theory

Dihedral / © I-Tri I-Tri W-Tri V=T T VT i [ VT [VIET IK-Tri XTri XHTr XIFTr Xl ITri [ XIV-Tri [XV-Tri o KVISTri . XVIETi XMI-Tri
N a -68| _ 14.8 _ -435 -48.2| 482 -93.8| -156.7 40.4 -43.3 164.1 164.0 171.4 172.8 -56.5

S 21| 05| -ua2| 1021 12 7o 1580  1343| 1474| o961| 1202| -322| ~-1593| -326| -267| -196 1488 124.9
OCiOet 0.4 “on -2.6 0.9 54 06 37 -8.9 -4.2 -4.8 -9.4 -1.0 0.2 3.8 -35 -0.7 -3.2 -85
c_—ol (1:5 _g -1281 | ool 877 56| 79| —731 -76.7 717 | -91.4| -746| -74.9 -87.4 -70.8 -75.7 -91.7 -79.2 -84.2 -65.1

LA 2T 3 -154.5 : 167.5 ' ) : -169.1 168.0| 180.0| 162.8| 164.3 174.4 162.9 -170.5 163.2 162.5 168.1 162.6
015-C1C15=0 167.8 165.7 | -171.4| 166.2

e e -4.0 64 0.0 230 3 An -3.8 -40| -12 -0.6 -1.0 8.2 6.8 -2.6 2.4 -1.2 -15 -7.0
c_—c1)3 _é _él <7641 _i4as| 83| _j3971| _1185| -1365| ~1326 -148.9| -80.5| -153.9| -155.5 -82.4 -81.6 -130.0 -79.7 -78.2 -83.8 -142.5
013_C E_Cﬂ_O“ -90| 3| 1692 59| —1741| -1718| ~1666 173.3| 175.2| 176.0| 177.2| -1155 -114.4 -167.9 -135 168.3 174.7 -12.8

E 21 23— . — . . . — — - - — -

OmCo O 0.2 01 25 02| 1780 e 178.1 0.9 1.8 | -179.9| -179.6 179.6 178.0 178.3 0.6 3.3 2.2 176.6
AE™ / kI mol™? 0.0 15 1.9 2.0 2.1 31 75 9l3 10.6 12.4 1p.5 12.6 15.4 20.1 21.4 22.1 25.0 26.9
% See Fig. S2 for atom labeling.|-Tri — SSSSK'ASG'SC;II-Tri — G'SKSG'ASSK'SC; IlII-Tri — SSSG'ASG'AC; IV-Tri — SSSG'ASSK'SC;V-Tri — SSSG’ASSK'AT;

VI-Tri — SSSG'ASSK'AC; VII-Tri — G'’ASG’ASSK’AT; VIII-Tri — G’SKSG’ASSK’AC; IX-Tri — GSKSSK'ASG’AC; X-Tri — SK'SKSG'ASSK'AT; XI-Tri — ASKSG'ASAAT,
XlI-Tri — GG'SG’ASG’'SK'T; XllI-Tri — G’ASG’ASG'SK'T; XIV-Tri — AG'SG’ASSK’AT; XV-Tri — ASSSK'ASG’SC; XVI-Tri — ASSG’ASG’AC; XVII-Tri — ASKSG’ASG'AC;
XVIII-Tri — G'SKSG’ASSK'ST.



