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* Programy: Avogadro, Psi4
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Vystavbovy model
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Molekulové vazby
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Castice v nekonecne jame
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Reakcni teplo

HY=EWY
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Nuclear Repulsion Energy =
One-Electron EkEnerqgy =
Two-Electron Energy =

DFT Exchange-Correlation Enerqgy =
Fmpirical Dispersion Energy =

PCM Polarization Energy =

EFP Energy =

Total Energy =
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cl,

Benzen @

-918,9640159785 Ha Chlorbenzen -689,6503230681 Ha

-230,7280030369 Ha HCl -460,0916379704 Ha
AE = Echlorbenzen T ECl2 — EHCl — Ebenzen

AE = —0,0499420231 Ha

AE = — 131.1227916375K]- mol!



By formula: CgHg + Cl; = CgHsCl + HCI

Quantity

Value

Units

Method

Reference

Comment

AH?

-134,

kJ/mol

Cm

Kirkbride, 1956

liquid phase; ALS




2H,+0, — 2H,0



-149,5360807 Ha H,O
-1,128826547 Ha

2AE = 2Ey o — 2Ey — Ey

2

AE =-0,14495683495 Ha

AE = -380,58419915259 KJ- mol!

-76,04182372 Ha

H2+02_> 2 HZO



Vysledky

Vlastnost

Reakcni energie
chlorbenzenu

Reakcni energie H,O

Mérena hodnota

131,123 kJ- mol?

380,580 kJ- mol-1

Teoreticka hodnota

134,000 kJ- mol+?

241,300 kJ- mol?
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