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HOBBI JUHATPUJI: CHAHTE3, CTPYKTYPA U CHEKTPBI
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Table S1. Internuclear distances for 5, pyrazine-2,3-dicarbonitrile, benzene and benzothiazole
optimized at B3LYP/cc-pVTZ level.

Ta6auna S1. MexbsiiepHble pacCTOSIHHSI MOJICKYJT 5, Tupa3uH-2,3-1uKkapOoHUTprIIa, OEH30I1a U

Oen3oTHasoJa.

Internuclear distances, A | 5 Benzene | Benzothiazole | Pyrazine-2,3-dicarbonitrile
CoP-Cs™Y 1.404 | - - 1.407
C,PY-ceN 1.433 | - - 1.435
CON-NCN 1.151 | - - 1.151
N;PY-C,"Y 1.329 | - - 1.335
N;PY-Cg™Y 1.332 | - - 1.326
Cs™Y-Ce™Y 1.430 | - - 1.395
Ce™-C4™ 1.478 | - - -
C,"-Cg™ 1.399 | 1.391 - -
Cs™-Cg™ 1.383 | 1.391 - -
Ca™-Cs™ 1.398 | 1.391 - -
Ca™-C,B 1.464 | - - -
N3B-CoB 1.294 | - 1.286 -
N3B-C3,Bt 1.375 | - 1.385 -
C3a™"-C72t 1.412 | - 1.411 -
S1BLCra°t 1.742 | - 1.745 -
S,BLCoBt 1.778 | - 1.758 -
Caa""-CB 1.399 | - 1.397 -
Ca™-Cs® 1.382 | - 1.383 -
Cs™-Ce™ 1.402 | - 1.402 -
Ce™-C7B 1.386 | - 1.385 -
Cr""-C& 1.392 | - 1.393 -




Table S2. Natural charges at atoms calculated 2 in the framework of natural population analysis
for 5, pyrazine-2,3-dicarbonitrile, benzene and benzothiazole.

Ta6muma S2. HarypanbHble 3apsijibl Ha aTOMax, PACCYMTAHHBIC © B pAMKaX aHaIn3a
3aCeJIEHHOCTH HATypaJIbHBIX aTOMHBIX OpOuTasielt A 5, nupa3un-2,3-1uKapOOHUTPUIIA,
OeH301a 1 OeH30THA30a.

Natural charges 5 | Benzene | Benzothiazole | Pyrazine-2,3-dicarbonitrile
C.™Y 0.09 - - 0.09
Cs™ 0.09 - - 0.09
N4PY -0.36 - - -0.34
Cs™ 0.20 - - 0.03
Ce™Y 0.20 - - 0.03
N -0.36 - - -0.34
CcCN 0.24 - - 0.24
NCN -0.24 - - -0.23
C.™ -0.07 -0.20 - -
Co™ 017  -0.20 - -
Cs™ -0.16 -0.20 - -
C,™ -0.08| -0.20 - -
Co™! 0.11 - -0.07 -
N3B! -0.43 - -0.42 -
Caa®t 0.11 - 0.09 -
Cra®t -0.20 - -0.20 -
S,B 0.35 - 0.35 -
Cq™! -0.18 - -0.18 -
C -0.21 - -0.21 -
Cst -0.20 - -0.19 -
Ce™t -0.19 - -0.07 -

aB3LYP/cc-pVTZ

? Ha ocHOBe pe3yipTaToB pacueroB B3LYP/cc-pVTZ



Table S3. Wiberg bond indexes calculated?® for 5, pyrazine-2,3-dicarbonitrile, benzene and

benzothiazole.

Ta6auua S3. Iopsiaku cBsizeid mo Baiibepry, paccuntanusie ? st 5, nupasun-2,3-
JTUKapOOHUTpHIIA, OCH30JIa U OEH30THA3071a.

Wiberg bond indexes | 5 Benzene | Benzothiazole | Pyrazine-2,3-dicarbonitrile
CoP-C5YY 1.28 | - - 1.30
C,PY-coN 1.07 | - - 1.07
CON-NCN 2.87 | - - 2.88
N;PY-CoPY 1.39 | - - 1.40
N;™Y-Cg™Y 1.42 | - - 1.46
Cs™-Ce™Y 1.24 | - - 1.37
Ce™-C4™" 1.06 | - - -
C:PM-Ce™ 1.37 | 1.44 - -
CoPh-C5™ 1.48 | 1.44 - -
C™-Cs™ 1.37 | 1.44 - -
C-CB 1.09 | - - -
N3Bt-CoBt 1.61 | - 1.70 -
N3Bt-CaBt 1.19 | - 1.18 -
Caa "-Cra°t 1.27 | - 1.29 -
S1P-Cra™! 1.14 | - 1.14 -
S1BLC,B 1.11 | - 1.16 -
C3a™"-CqB! 1.32 | - 1.33 -
C4™-CsB 1.50 | - 1.50 -
Cs™"-Ce®! 1.39 | - 1.39 -
Ce™"-C72 1.47 | - 1.48 -
Cza™"-C/5t 1.37 | - 1.37 -

aB3LYP/cc-pVTZ

% Ha ocHOBe pe3ynbTaToB pacuetoB B3LYP/cc-pVTZ




Table S4. NICS(0) and NICS(1) values @ for 5, pyrazine-2,3-dicarbonitrile, benzene and
benzothiazole

Ta6auua S4. 3navenus uraexcoB NICS(0) u NICS(1) 2 must 5, mupasun-2,3-1ukapOOHUTPHUIIA,
OeH301a 1 OeH30THA30JIa.

Moiety Parameter 5| Benzene | Benzothiazole Si{:r:fblgﬁ;tzr,i?é
pyrazine moiety NICS(0) -4.3 - - -6.0

NICS(1) -7.9 - - -10.0
phenylene moiety NICS(0) -6.0 -8.2 - -

NICS(1) -8.1° -10.4 - -
thiazole moiety in NICS(0) -7.9 - -10.0 -
benzothiazole unit NICS(1) -7.8 - -9.5 -
benzene moiety in NICS(0) -8.7 - -9.3 -
benzothiazole unit NICS(1) -10.1 - -10.8 -

8 B3LYP/cc-pVTZ; P average value of the NICS at 1 A above and below the center of the
benzene ring.

2 ga ocHOBe pe3ynbTaToB pacyetoB B3LYP/cc-pVTZ; P cpennee 3nauenue nnmexcos NICS,
PACCUMTAHHBIX B TOYKAX, PACMOI0KEHHOM Ha 1 A BbIlle 1 HMXe HEHTpa GEH30ILHOTO KOJbIIA.

Table S5. Cartesian coordinates of 5 according B3LYP/cc-pVTZ calculations

Taﬁ.lmua Sh. KOOp,I[I/IHaTBI aTOMOB B MOJICKYJIC 5 B COOTBETCTBHH C pe3yjbTaTaMu pacucTOB
B3LYP/cc-pVTZ.
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Figure S1. Correlation dependence v = f(w): v and o - the positions of the band maxima in the
experimental and model spectra for 5, respectively; R — adjusted R squared.

Pucynok S1. Koppensimontas 3aBucuMocth v = f(®), riae v u o - monoxxeHuss MaKCUMyMOB
I0JIOC B DKCIIEPUMEHTAIIEHOM M MOJIETBHOM CIIEKTPax COSITUHEHUS 5, COOTBETCTBEHHO.



