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Figure S2(A) The simulated diffractograms of γ- (orange) and α-INM (blue). The corresponding CCDC 

entries are INDMET (T.J. Kistemmacher & R.E. Marsh, 1972) and INDMET04 (M. Arisawa, et al 2011). 

Numbers were presented 2θ angles and Miller indexes h, k, and l were in parenthesis. 
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Figure S2(B) The simulated diffractograms of DCF. The corresponding CCDC entries are SIKLIH (P. 

Moster, et al. 1990) for HD1 crystal, SIKLIH02 (C. Castellari & A. Ottani, 1997) for HD1 , and SIKLIH04 

(N. Jaiboon, et al. 2001) for HD3. Numbers were presented 2θ angles and Miller indexes h, k, and l

were in parenthesis. 
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Figure S2(C) The simulated diffractograms of A- (black) and B-FAM (blue). The corresponding CCDC 

entries are FOGVIG01 (L. Golic, et al., 1989) and FOGVIG02 (K. Shankland, et al. , 2002). Numbers 

were presented 2θ angles and Miller indexes h, k, and l were in parenthesis. 4
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Figure S2(D) The simulated diffractograms of A- (red), B- (blue), C- (green) and z-CIM (black). The 

corresponding CCDC entries are CIMETD02 (S.R. Critchley, 1979), CIMETD06 (M.C.G. Afonso, et al., 

2019), CIMETD04 (A. Arakcheeva, et al., 2013) and CIMETD01 (L.Parkanyi, et al., 1984).
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Figure S2(E) The simulated diffractograms of the β-CyD cage (burgundy), corresponding to the CCDC 

entry BCDEXD03 (T.Steiner et al., 1994), and the observed pattern of the plain β-CD with a cage form.
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Figure S2(F) The simulated diffractograms of the β-CyD channel (black) corresponding to the CCDC 

entry OFAXID (E-J. Wang et al.,2007), and the observed pattern of CIM/β-CD with a channel form.
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Figure S3(A) The 400 MHz 1H-NMR spectrum of the plain β-CD in DMSO-d6
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9Figure S3(B) The 400 MHz 1H-NMR spectrum of the neat DCF in DMSO-d6
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10Figure S3(C) The 400 MHz 1H-NMR spectrum of the DCF/β-CD mixture in DMSO-d6
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Figure S3(D) The 400 MHz 1H-NMR spectrum of the neat FAM in DMSO-d6
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12Figure S3(E) The 400 MHz 1H-NMR spectrum of the FAM/β-CD mixture in DMSO-d6
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Figure S5(A) The 1-st singular vector (red) in the SVD for the diffractograms of API/β-CD mixtures, 

compared with the diffractogram of β-CD cage form (green)  
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Figure S7(H) The 5-th singular vector (blue) compared with the patterns of the α- and γ-INM crystals. 
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Figure S7(I) The 6-th singular vector (indigo) compared with the patterns of the INMs and CDs. 
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Figure S8 (A) Diffractograms of INM and their mixtures reproduced with 1st-7th components obtained by 
SVD on 1751×35 matrix. Those of neat INM (burgundy), α-INM (magenta), the SM-prepared INM/β-CD 

mixtures at various molar ratios, neat β-CD (indigo), and PM-treated INM/β-CD (brown). 
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Figure S8 (B) Diffractograms of DCF and their mixtures reproduced with 1st-7th components obtained by 
SVD on 1751×35 matrix. Those of neat DCF (burgundy), the SM-prepared DCF/β-CD mixtures at various 

molar ratios, neat β-CD (indigo), and PM-treated DCF/β-CD (brown). 
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Figure S8 (C) Diffractograms of FAM and their mixtures reproduced with 1st-7th components obtained by 
SVD on 1751×35 matrix. Those of neat FAM (burgundy), the SM-prepared FAM/β-CD mixtures at various 

molar ratios, neat β-CD (indigo), and PM-treated FAM/β-CD (brown). 
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Figure S8 (D) Diffractograms of CIM and their mixtures reproduced with 1st-7th components obtained by 
SVD on 1751×35 matrix. Those of neat CIM (burgundy), the SM-prepared CIM/β-CD mixtures at various 

molar ratios, neat β-CD (indigo), and PM-treated CIM/β-CD (brown). 
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