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

Table S1: NBDB: bond length (Å), 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
1 1.420 1.392 CA

6 CA
1 CA

2 118.4 118.0 CA
1 CB

1 CC
1 N -0.3 0.1

CA
1 CA

2 1.404 1.416 CA
1 CA

2 CA
3 120.6 120.6 CA

2 CA
1 NCB

1 -41.3 -28.1
CA

2 CA
3 1.390 1.380 CA

2 CA
3 CA

4 121.6 122.0 CB
2 CB

1 NCC
1 -42.5 -47.9

CA
3 CA

4 1.406 1.417 CA
3 CA

4 CA
5 117.2 116.6 CA

3 CA
4 C4′C3′ 34.8 22.1

CA
4 C4′ 1.481 1.459 CC

3 CC
4 C7C8 36.6 34.6

NCB
1 1.423 1.431 CB

6 CB
1 CB

2 119.0 120.1
CB

1 CB
2 1.404 1.402 CB

1 CB
2 CB

3 120.3 119.7
CB

2 CB
3 1.394 1.393 CB

2 CB
3 CB

4 120.6 120.4
CB

3 CB
4 1.397 1.397 CB

3 CB
4 CB

5 119.3 119.8

NCC
1 1.419 1.424 CC

6 CC
1 CC

2 118.3 119.0
CC

1 CC
2 1.405 1.405 CC

1 CC
2 CC

3 120.6 120.1
CC

2 CC
3 1.390 1.389 CC

2 CC
3 CC

4 121.6 121.5
CC

3 CC
4 1.406 1.408 CC

3 CC
4 CC

5 117.2 117.5
CC

4 C7 1.483 1.480 C12C7C8 118.0 118.3
C7C8 1.406 1.406 C7C8C9 121.0 120.8
C8C9 1.394 1.393 C8C9C10 120.3 120.2
C9C10 1.396 1.396 C8C9C11 119.4 119.6
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TAPC

Table S2: TAPC: bond length (Å), 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
1 1.420 1.406 CA

6 CA
1 CA

2 118.0 118.3 CA
1 CB

1 CC
1 N 0.0 0.1

CA
1 CA

2 1.400 1.411 CA
1 CA

2 CA
3 120.7 120.3 CA

2 CA
1 NCB

1 41.4 32.4
CA

2 CA
3 1.395 1.384 CA

2 CA
3 CA

4 122.1 122.1 CA
6 CA

1 NCC
1 41.9 32.6

CA
3 CA

4 1.402 1.411 CA
3 CA

4 CA
5 116.4 116.9 CB

2 CB
1 NCC

1 41.8 41.7
CA

4 CA
5 1.406 1.406 CA

4 CA
5 CA

6 122.2 121.8
CA

5 CA
6 1.390 1.390 CA

5 CA
6 CA

1 120.6 120.5
CA

6 CA
1 1.404 1.408

CA
4 C8 1.546 1.542

NC
B,C
1 1.422 1.422 C

B,C
6 C

B,C
1 C

B,C
2 118.4 119.2

C
B,C
1 C

B,C
2 1.404 1.405 C

B,C
1 C

B,C
2 C

B,C
3 120.5 120.0

C
B,C
2 C

B,C
3 1.393 1.390 C

B,C
2 C

B,C
3 C

B,C
4 121.6 121.5

C
B,C
3 C

B,C
4 1.401 1.404 C

B,C
3 C

B,C
4 C

B,C
5 117.5 117.8

C
B,C
4 C

B,C
7 1.511 1.508
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MTDATA

Table S3: MTDATA: bond length (Å), 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
1 1.421 1.410 CA

6 CA
1 CA

2 118.3 118.4 CA
1 CD

1 CE
1 N -0.1 0.0

CA
1 CA

2 1.404 1.409 CA
1 CA

2 CA
3 120.8 120.9 CA

1 CB
1 CC

1 N ′ 0.2 0.0
CA

2 CA
3 1.390 1.382 CA

2 CA
3 CA

4 120.9 121.0 CA
2 CA

1 NCD
1 41.9 39.1

CA
3 CA

4 1.404 1.416 CA
3 CA

4 CA
5 118.3 117.8 CA

3 CA
4 N ′CB

1 -43.9 -25.0
CA

4 N ′ 1.422 1.392 CB
3 CB

1 N ′CC
1 -41.6 -50.4

CC
3 CC

1 N ′CA
1 -39.4 -51.1

C
B,C
4 N ′ 1.421 1.433 C

B,C
6 C

B,C
1 C

B,C
2 119.2 119.9

C
B,C
1 C

B,C
2 1.405 1.402 C

B,C
1 C

B,C
2 C

B,C
3 120.6 120.3

C
B,C
2 C

B,C
3 1.393 1.394 C

B,C
2 C

B,C
3 C

B,C
4 120.3 119.9

C
B,C
3 C

B,C
4 1.396 1.397 C

B,C
3 C

B,C
4 C

B,C
5 118.9 119.8

CB
5 CB

7 1.512 1.511
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MPTAB

Table S4: MPTAB: bond length (Å), 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
1 1.421 1.400 CA

6 CA
1 CA

2 118.3 118.1 CA
1 CB

1 CC
1 N 0.2 -0.3

CA
1 CA

2 1.405 1.414 CA
1 CA

2 CA
3 120.8 121.0 CC

1 CD
1 CE

1 N ′ 0.3 -0.8
CA

2 CA
3 1.391 1.381 CA

2 CA
3 CA

4 120.8 121.0 CA
2 CA

1 NCB
1 43.3 31.9

CA
3 CA

4 1.404 1.414 CA
3 CA

4 CA
5 118.3 118.1 CB

2 CB
1 NCC

1 39.7 48.7
CC

2 CC
1 NCA

1 42.4 39.8
CB

1 N 1.420 1.432 CB
6 CB

1 CB
2 118.8 119.8 CC

3 CC
4 N ′CE

1 -44.4 -26.3
CB

1 CB
2 1.405 1.402 CB

1 CB
2 CB

3 120.4 119.8 CD
3 CD

4 N ′CC
1 -41.1 -49.0

CB
2 CB

3 1.393 1.393 CB
2 CB

3 CB
4 120.7 120.4 CE

3 CE
4 N ′CD

1 -39.4 -48.1
CB

3 CB
4 1.396 1.397 CB

3 CB
4 CB

5 119.1 119.8

CC
1 N 1.422 1.415 CC

6 CC
1 CC

2 118.3 118.4
CC

1 CC
2 1.404 1.408 CC

1 CC
2 CC

3 120.8 120.9
CC

2 CC
3 1.391 1.384 CC

2 CC
3 CC

4 120.8 121.0
CC

3 CC
4 1.404 1.414 CC

3 CC
4 CC

5 118.3 117.9
CC

4 N ′ 1.421 1.396

CD
4 N ′ 1.422 1.431 CD

6 CD
1 CD

2 120.2 120.7
CD

1 CD
2 1.400 1.397 CD

1 CD
2 CD

3 118.8 118.4
CD

2 CD
3 1.400 1.394 CD

2 CD
3 CD

4 121.4 121.0
CD

3 CD
4 1.402 1.402 CD

3 CD
4 CD

5 119.0 119.9
CD

2 CD
7 1.512 1.511

CE
4 N ′ 1.420 1.430 CE

6 CE
1 CE

2 119.1 119.6
CE

1 CE
2 1.396 1.397 CE

1 CE
2 CE

3 120.6 120.4
CE

2 CE
3 1.393 1.394 CE

2 CE
3 CE

4 120.3 120.0
CE

3 CE
4 1.405 1.402 CE

3 CE
4 CE

5 118.9 119.7
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MDTAB

Table S5: MDTAB: bond length (Å), 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
1 1.419 1.406 CA

6 CA
1 CA

2 118.3 118.2 CA
1 CB

1 CC
1 N -0.2 0.0

CA
1 CA

2 1.405 1.411 CA
1 CA

2 CA
3 120.6 120.6 CB

1 CD
1 CE

1 N ′ 0.6 0.0
CA

2 CA
3 1.390 1.385 CA

2 CA
3 CA

4 121.7 121.8 CA
2 CA

1 NCB
1 39.6 33.4

CA
3 CA

4 1.406 1.412 CA
3 CA

4 CA
5 117.1 116.9 CB

2 CB
1 NCC

1 43.2 38.0
CA

4 C4′ 1.480 1.468 CC
2 CC

1 NCA
1 41.6 49.2

CB
3 CB

4 N ′CE
1 -43.7 -29.2

CB
1 N 1.422 1.413 CB

6 CB
1 CB

2 118.4 118.3 CD
3 CD

4 N ′CB
1 -42.1 -47.5

CB
1 CB

2 1.404 1.409 CB
1 CB

2 CB
3 120.8 120.9 CE

3 CE
4 N ′CD

1 -40.5 -47.0
CB

2 CB
3 1.390 1.384 CB

2 CB
3 CB

4 120.8 120.9 CA
3 CA

4 C3′C4′ -33.9 -29.4
CB

3 CB
4 1.404 1.413 CB

3 CB
4 CB

5 118.4 118.0
CB

4 N ′ 1.422 1.399

CC
1 N 1.421 1.430 CC

6 CC
1 CC

2 119.2 119.8
CC

1 CC
2 1.405 1.402 CC

1 CC
2 CC

3 120.6 119.8
CC

2 CC
3 1.393 1.393 CC

2 CC
3 CC

4 120.3 120.4
CC

3 CC
4 1.397 1.397 CC

3 CC
4 CC

5 118.9 119.7

CD
4 N ′ 1.422 1.428 CD

6 CD
1 CD

2 120.3 120.7
CD

1 CD
2 1.397 1.397 CD

1 CD
2 CD

3 118.7 118.5
CD

2 CD
3 1.391 1.393 CD

2 CD
3 CD

4 121.3 121.0
CD

3 CD
4 1.405 1.397 CD

3 CD
4 CD

5 119.0 119.8
CD

6 CD
7 1.512 1.511

CE
4 N ′ 1.420 1.429 CE

6 CE
1 CE

2 119.1 119.6
CE

1 CE
2 1.396 1.397 CE

1 CE
2 CE

3 120.6 120.4
CE

2 CE
3 1.393 1.393 CE

2 CE
3 CE

4 120.3 119.9
CE

3 CE
4 1.405 1.402 CE

3 CE
4 CE

5 118.8 119.6
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