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Table S2. The Functions ���� (�, θθθθ, �) for L = 1−−−−4.
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L ���	 (0, θ, 0) 
1 cos	 � 
2 ���� �3	����	� − 1� 
3 ���� cos � �5	����	� − 3� 
4 ���� ��35	����	� − 30�	����	� + 3  

 

Table S3. Real Spherical Harmonics.
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Table S1. Relevant Part of the D2h Point Group Character Table. 
a 

 

    E C2(z) C2(y) C2(x)   i σ(xy) σ(xz) σ(yz) linear quadratic

Ag 1   1   1   1   1   1   1   1  x
2
, y

2
, z

2
 

B1u 1   1 −1 −1 −1 −1   1   1   z  

B2u 1 −1   1 −1 −1   1 −1   1   y  

B3u 1 −1 −1   1 −1   1   1 −1   x  
a 
The symmetry operations are E (identity), C2 (two-fold rotation), i (inversion) and σ

(reflection). x, y and z are the Cartesian coordinates.
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Figure S1. 4-panel representations of the scenarios L = 1, K = 0, 1 ��� 1 −10 and ��� 1 10	(part 
A); L = 2, K = 0, 2, ��� 1 −10 ��� 1 10 and (part B). 4-panel representations of the scenarios L 
= 1, K = 0, 1 ��� 1 −10 and ��� 1 −10	(part C); L = 2, K = 0, 2, ��� 1 −10 ��� 1 −10 and (part 
D). The potential, u, is represented in Cartesian coordinates in panels a and in spherical 

coordinates in panels c. The probability density function, exp(−u), is represented in Cartesian 

coordinates in panels b and in spherical coordinates in panels d. Further details are given in the 

text.  
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