Quantum chemical insights into porous s-triazine and tri-s-triazine carbon nitrides
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Figure S1. Atomic charges in single-pore models of PTI (top, left), CsNj3 (top, right), TGCN (bottom, left)
and HGCN (bottom, right). The charges are calculated using the NBO scheme.


mailto:fhjp@chem.uni-sofia.bg

@.229
@.636-8:559

ﬂ"“—e—.ﬁﬁe 2.464
-8.526 0.462 8885 g, 5a6-0.404
8.625. é -
8.229 =605 ; 8.555
-8.527 8.628 ? ’ @-537.g-485 ©.626 g.228
0.290 -8549 -8.555 8.565 2.29
8.625 0.637 P /
il 8.520-8<603 a.208-228 a.537 %" -e.548 |
& / 2.459 -e.64s -0.565 ‘ 0.461 0:628 %53
8.626 <548 2.629°8-532 063727555 y
é 2 8.qe@-683
8.469-604 £ L
9. 468603 6§04
1 ¢ 0.158:8 2.636-0.559
08.636 8.637
¢ i o 8:636.0.550 il 8355 5 s
-2.550 . )
-8.5865 -8.565 ath 4
a.aa?va,_ém e 0.637-8-604 8.537.5 geg
0.636 2B
] 4 0.637 8.637.4, 0.537
; 2565 0,537 2355 O et 2:565 o.53707404
i 0.537-8:604 -8-684 -0.665 ‘ 2.460
* P 8.461 0.6370°565
8.537 8565
a.468-604
°.537-8-
a_?ﬁs B.461
o.460 -0.565 0.637-0-604
o 65
-oeboa @.537, 8.537 a
D S erss 8.537 Mm
i o0 6070028 -0.k65 ‘ ©.460
-8.665 il gcaeL 2537 27707
0pa7 >03 [
3 o.a08-404
584
L @.63%0:565
8.837-9:565
S5 o.aet LR I
-8.865
g8 0.537-8:684 . 0.537 5 des
9.637.5 des 0.637
a.ae?'°'{“
8604 “a.ks 0.461
8.461 a 537' 65
0. 450604

10-PTI

Figure S2. Representative atomic charges (for the pores numbered as 1, 2 and 3) in the PTI model with 10
nanopores. The charges are calculated using the NBO scheme.
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Figure S3. Representative atomic charges (for the pore numbered as 1 and 2) in C3N3 model with 7
nanopores. The charges are calculated using the NBO scheme.
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10-TGCN

Figure S4. Representative atomic charges (for the pore numbered as 1, 2 and 3) in TGCN model with 10
nanopores. The charges are calculated using the NBO scheme.
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6-HGCN

Figure S5. Representative atomic charges (for the pore numbered as 1 and 2) in HGCN model with 6
nanopores. The charges are calculated using the NBO scheme.



