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Figure S1: HOMO electron density contouring of NBDB, TAPC, MPTAB, MDTAB, and
MTDATA.



Table S1: NBDB: bond length (A), planar and dihedral angles (degrees) of the neutral
(M) and cationic (M™) species referred to the labeling in the figure.

bond planar angle dihedral angle

M M M M M M*
NCA 1420 1.392 | CLCiCs 118.4 118.0 | CACBCYN -0.3 0.1
C{ACy 1.404 1416 | CACsCy 120.6 120.6 | C3\CANCE -41.3  -28.1
Cstct 1.390  1.380 | Gy CsCf 121.6 122.0 | CBCBENCS 425 -47.9
C4Cf 1406 1417 | cicicd 117.2 1166 | CLAC1ACHCy 348 221
C{Cy 1481 1.459 C{CSC7Cy 36.6 34.6

NCE 1423 1431 | CEBcECE 119.0 120.1
CBCE 1.404 1.402 | CBCBCE 120.3 119.7
CPCP 1.394 1.393 | CPCECP 120.6 120.4
CBCP 1.397 1.397 | CPCBCE 119.3 119.8

NCY 1419 1424 | C§COCs 118.3 119.0
CeCY 1.405 1.405 | cCCSCs 120.6 120.1
ceCcy 1.390 1.389 | cSCSCS 121.6 121.5
C{CY 1406 1.408 | CcSC{Cy 117.2 117.5

C$Cr; 1483 1.480 | C12C7Cy 118.0 118.3
C:Cs 1406 1.406 | C-CsCy 121.0 120.8
CsCo 1394 1.393 | C3CyCg 120.3  120.2
CoCho 1396 1.396 | C3CyCy 119.4 119.6




Table S2: TAPC: bond length (A), planar and dihedral angles (degrees) of the neutral
(M) and cationic (M™) species referred to the labeling in the figure.

bond planar angle dihedral angle

M Mt M Mt M Mt
NC{ 1.420 1.406 | CECiCs 118.0 118.3 | CACPCEN 00 0.1
cicy 1.400 1.411 | cicsCyt 120.7 120.3 | C3'C{ANCPE 414 324
cscf 1.395 1.384 | CCsCt 122.1 122.1 | CEC{ANCE 41.9 32.6
ciop 1.402 1411 | cfcitcd 116.4 116.9 | CBCENCSE 41.8 41.7
ciod 1.406 1.406 | C'CACE 122.2 121.8
caos 1.390 1.390 | CAC{CH 120.6 120.5
cact 1.404 1.408
C{Cy 1.546 1.542

NCEC 1.422 1.422 | ¢PCCBCclC 1184 1192
CBCCPC 1404 1405 | CPCCPCCPC 1205 1200
cBCclC 1393 1.390 | cBCCECCEC 1216 1215
CPCCPC 1401 1404 | CPCoPColC 1175 1178
CPecPC 1511 1.508




MTDATA

Table S3: MTDATA: bond length (A), planar and dihedral angles (degrees) of the neutral
(M) and cationic (M™) species referred to the labeling in the figure.

bond planar angle dihedral angle

M M M M M M*
NCi 1.421 1.410 | C&CiCy 118.3 118.4 | Cf{CPCEN 0.1 0.0
cicy 1.404 1.409 | cACC 120.8 120.9 | CACBCE N’ 02 0.0
ciof 1.390 1.382 | CtCsC) 1209 121.0 | C*CANCP 419  39.1
cief 1.404 1.416 | CiCfcA 118.3 117.8 | CACAN'CE -43.9 -25.0
C{N' 1.422  1.392 CBCEN'CE -41.6  -50.4

CSCEN'CY -39.4  -51.1

CPON' 1421 1433 | c2CcPColC 1192 1199
CPCCPC 1405 1402 | CPCCPCCPC 1206 120.3
CPCCPC 1393 1394 | CPCCECCPC 1203 1199
CBCCBC 1396 1.397 | c2CCPCCPC 1189 1198
chob 1.512 1.511




Table S4: MPTAB: bond length (A), planar and dihedral angles (degrees) of the neutral
(M) and cationic (M™) species referred to the labeling in the figure.

bond planar angle dihedral angle
M Mt M Mt M M
NC{t 1421 1.400 | c{cicy 118.3 118.1 | C{{CECEN 02 -0.3
C{ACst 1.405 1414 | C{CsCP 120.8 121.0 | CCCPCEN’ 0.3 -0.8
Cief 1391 1.381 | Ccitestop 120.8 121.0 | C4}CANCE 43.3 319
C4AC8 1404 1.414 | Céicfod 118.3 118.1 | CBCENCY 39.7 487
CSCYNCH 42.4  39.8

CBEN 1420 1.432|CBCECE 118.8 119.8 | CSCSYN'CE 444 -26.3
CBCP 1405 1402 | CEchob 1204 1198 | CPCPN'CE -41.1 -49.0
CBCE 1393 1.393 | CECBCP 120.7 1204 | CECEN'CP -394 -48.1
cBCP 1396 1.397 | CBCcBCE 119.1 119.8

CEN 1422 1415 | c§cecy 118.3 118.4
CECY  1.404 1408 | cfcscs 120.8 120.9
CceCcy 1391 1.384 | C§CSCS 120.8 121.0
C{C$ 1404 1414 | C§CScE 118.3 117.9
CYN' 1421 1.396

CPN' 1422 1.431|cPcbcy 120.2  120.7
cbcP 1400 1.397 | cpcbcP 118.8 118.4
cPCP 1400 1.394 | cPcbcP 121.4 121.0
cPcP 1402 1.402 | cPcbcP 119.0 119.9
cPcP 1512 1511

CEN' 1420 1.430 | CECECF 119.1 119.6
CECP 1396 1.397 | CECECE 120.6 120.4
CECE 1393 1.394 | CFCFCF 120.3  120.0
CEPCF 1.405 1.402 | CECECE 118.9 119.7




MDTAB

Table S5: MDTAB: bond length (A), planar and dihedral angles (degrees) of the neutral
(M) and cationic (M™) species referred to the labeling in the figure.

bond planar angle dihedral angle

M Mt M Mt M M
NC{* 1419 1.406 | C{CAcy 118.3 118.2 | CACECEN 0.2 0.0
C{Ct 1405 1411 | cicod 120.6 120.6 | CECPCEN’ 06 0.0
Citof 1390 1.385 | CitCios 121.7 121.8 | C3'C{ANCPE 39.6  33.4
C4Aod 1406 1.412 | cstctod 117.1 116.9 | CBCBENCSE 432 38.0
C{Cy 1480 1.468 CYCENCH 41.6  49.2

CBCEN'CE 437 -29.2
CBN 1422 1413 | CBCBCE 1184 1183 | CPCPN'CB 421 -475
CBCE 1404 1.409 | CBCBCE 1208 1209 | CECEN'CP  -405 -47.0
CBCE 1.390 1.384 | CBCBCE 1208 1209 | CACACyCy  -33.9 -29.4
CBCE 1404 1413 | CBCBCE 1184 118.0
CBN'  1.422 1.399

CEN 1421 1430 | c{cecy 119.2 119.8
CeCY 1405 1.402 | Cecscs 120.6 119.8
cses 1393 1.393 | ¢SS S 120.3 120.4
cses 1397 1.397 | C§CSCE 118.9 119.7

CPN' 1422 1428 |cPobch 120.3 120.7
cbcP 1397 1.397 | cPcbcp 118.7 1185
cPcP 1391 1.393 | cPcbcp 121.3 121.0
cPcP 1405 1.397 | cPcPbcP 119.0 119.8
cPcb 1512 1.511

CEN' 1420 1.429 | CECECE 119.1 119.6
CECP 1396 1.397 | CECECE 120.6 120.4
CECP 1393 1.393 | CECECE 120.3 119.9
CECF 1405 1.402 | CFCFCE 118.8 119.6




