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Numerical data on the formation of endofullerenes X@C84  

associated with Figure 8. 

 

Isomer Partition σ χ 𝒉𝐂𝑵 𝒉𝐗@𝐂𝑵  𝑯𝒓𝒆𝒐𝒓𝒈
𝒔𝒕𝒓  

C84-1 (D2) 21×4 4 168 4.392 4.433 0.041 

C84-2 (C2) 42×2 2 84 5.392 5.421 0.029 

C84-3 (CS) 4×1 + 40 ×2 1 80 5.440 5.468 0.028 

C84-4 (D2d) 3×4 + 9×8  4 240 3.535 3.586 0.051 

C84-5 (D2) 21×4 4 168 4.392 4.433 0.041 

C84-6 (C2v) 4×2 + 19×4 2 160 4.488 4.527 0.039 

C84-7 (C2v) 4×2 + 19×4 2 160 4.488 4.527 0.039 

C84-8 (C2) 42×2 2 84 5.392 5.421 0.029 

C84-9 (C2) 42×2 2 84 5.392 5.421 0.029 

C84-10 (CS) 8×1 + 38×2 1 76 5.488 5.515 0.028 

C84-11 (C2) 42×2 2 84 5.392 5.421 0.029 

C84-12 (C1) 84×1 1 0 6.392 6.409 0.017 

C84-13 (C2) 42×2 2 84 5.392 5.421 0.029 

C84-14 (CS) 2×1 + 41×2 1 82 5.416 5.445 0.029 

C84-15 (CS) 4×1 + 40×2 1 80 5.440 5.468 0.028 

C84-16 (CS) 2×1 + 41×2 1 82 5.416 5.445 0.029 

C84-17 (C2v) 6×2 + 18×4 2 156 4.535 4.574 0.039 

C84-18 (C2v) 2×2 + 20×4 2 164 4.440 4.480 0.040 

C84-19 (D3d) 2×6 + 6×12 6 289 2.950 3.008 0.058 

C84-20 (Td) 1×12 + 3×24 12 373 1.950 2.020 0.069 

C84-21 (D2) 21 ×4 4 168 4.392 4.433 0.041 

C84-22 (D2) 21×4 4 168 4.392 4.433 0.041 

C84-23 (D2d) 1×4 + 10×8 4 248 3.440 3.492 0.052 

C84-24 (D6h) 3×12 + 2×24 12 349 2.236 2.302 0.066 

 


