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Fig. S1: Illustration of the polarized IR microspectroscopy approach, where Ө corresponds to the maximum absorbance angle.  

Fig. S2: Quantum Computational Modelling Approach
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Fig. S3: Monte Carlo Simulation Approach
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Table S1: Summary of all possible combinations along with binding energy curves and minimum energy.

S/N Configuration Illustration Binding Energy Curve
Minimum 

Energy
(kcal mol-1)

1.0 Back-Back -119.04

1.1 Back-Back(90) -13.48

2.0 Back-Edge1 -0.78

2.1 Back-Edge1(90) -0.27

3.0 Back-Edge2 -12.41

3.1 Back-Edge2(90) -18.69
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S/N Configuration Illustration Binding Energy Curve
Minimum 

Energy
(kcal mol-1)

4.0 Back-Front -119.80

4.1 Back-Front(90) -13.40

5.0 Front-Front -12.98

5.1 Front-Front(90) -62.16
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S/N Configuration Illustration Binding Energy Curve
Minimum 

Energy
(kcal mol-1)

6.0 Front-Edge1 -12.23

6.1 Front-Edge1(90) -12.55

7.0 Front-Edge2 -12.37

7.1 Front-Edge2(90) -12.34

8.0 Head-Front -122.11
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S/N Configuration Illustration Binding Energy Curve
Minimum 

Energy
(kcal mol-1)

9.0 Head-Back -121.91

10.0 Head-Edge1 Unstable N/A

11.0 Heade-Edge2 Unstable N/A

12.0 Head-Head Unstable N/A


