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HOLVED EXAMPLE S

oz

A3 L

, A40. 1 then used the function defined by the module in ‘I

ial. Excel has a 3D plotting routine. You use it by first che

plotted, (A3 1o AF40 in my example) and then choosing a 3D surface plot. I used the
all of the values. I then went back and edited the vertical axis of the plot so

thut the major

AS,

doulate all of the numerical values.

\i

PO Cell B was named wag and cell 12 was named sp, where sp refers (o the spacing
I then used the three-dimensional (3D) plotting routines in Excel to produce a di

A and 2 points, T listed values of ¢ in cells B3, C3, ..,

ul the pote
e linhs

0,

. The potential looks like a deep valley

074 A, a=1.74 A

Fipure 7.G.1 shows a diagram of the potential when w = 109 kcal/mol, wa
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Part A

i

he parabola. The contour with arms and legs is indicative of a saddle point.
ar contours are indicative of a potential that goes smoothly from reactants (o

7.G.3 shows another view of the potential in this case from above. There are
¢tien ol parabola-shaped contours leading up to the saddle point. Then there is a
it looks somewhat like a flat body with two arms and two legs. Then there are a serics
rabolic contours are indicative of the potential rising in the direction of the

" contours.

I'he
center of
e circul

ul et

I'here are no connections from reactants to products below the saddle point. However,

Wl ol the contours above the saddle point connect from reactants to products.
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1

,a=12A"" (elevation = 15, rotation = 60, perspective = 30, chart depth = 100).

Figure 7.G.1 A diagram of the potential when w
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