Allure des orbitales, en coupe, par un tracé de courbes iso-probabilité
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amplitude :=proc(x :: float, z :: float, typo :: string) :: float;
local
r, th, aa :: float,

ro= \/xz—l—zz;

if (»=10.00) then # = 0.00;
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else th := arcsin ;
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end if;
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elif ypo = "d3z2" then aa := (3-40) ( A J -exp[— 4 j-(3-cosz(th)—1);
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elif npo = "d3zx" then aa = (3:40) ( A j -exp[— A )-sin(2-th);
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else aa == 0.00;
end if;
aa = evalf (aa);
return (aa);
end proc: #amplitude
AmpliMax :=proc(typo :: string) :: float,
local
aa :: float;
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if ypo ="s3" then aa = amplitude (0., 0., "s3"); #

elif Hpo = "p3x" then aa = amplitude( (2 - \/7) -a0, 0., ”p3x"); # 1 30a0) ~ (2 - \/7)
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exp(-2+2);



elif Hpo = "p3z" then aa = amplitude(O., (2 — \/7) -a0, ”p3z”); # 3:d0) (2 — \/7)

3
2
-exp( -2+ \/7),
3
, . .. (3:a0) *
elif Hpo = "d3z2" then aa := amplitude (0., 6-a0, "d3z2"); # ———-8-exp(-2);
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elif Hpo = "d3zx" then aa = amplitude(3 -ﬁ-aO, 3.2 a0, "d3zx"); # SLCAC) “4-exp(
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else aa == 0.00;
end if;
aa = evalf (aa);
return(aa);
end proc: #4mpliMax
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AmpliMax := simplify (subs (r = 0, amplitude) )
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AmpliRel = simplify ( —AmpliMax )
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ProbaRel = Subs<a0 =1,r=Jx*+2%, simplijj/(AmpliRelz) )
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plots| contourplot | (ProbaRel, x =-4 .4, z=-4 .4, filledregions = true, numpoints = 50000, coloring
= ["White", "Maroon" ], contours = [0.004, 0.03, 0.15, 0.5]);
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AmpliMax := simplify (subs (r = 0, amplitude) )
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plots[ contourplot | (ProbaRel, x =-12..12, z=-12..12, filledregions = true, numpoints = 50000,
coloring = ["White", "Maroon" ], contours = [0.004, 0.03, 0.15, 0.5]);
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plots[ contourplot | (ProbaRel, x =-12 ..12, z=-12..12, filledregions = true, numpoints = 50000,
coloring = ["White", "Maroon" ], contours = [0.004, 0.03, 0.15, 0.5]);



