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1) THH = Pg31 + PzJe , Pg +pr = 1 Formula 3
. 12 from the course)

3
.
96 = pg(1 . 90) + ( - pg) 11 . 70

Planche
= 0. 7898 = 79 %

=> Ptrans = 1-0. 7898 =21 %

2) At 180
:

we expect a maximum
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if corresponds to when the orbitals
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o go 180
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The 5-coupling depends on the dihedral angles mainly because

of U-orbitals overlap with the best overlap happening around 1800 and the

smallest happens around 600 following the "Karplus relation" 3. 11 from the course :

35HH = A + Bc8 + C coso
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