Table 2. Crystallographic data of the SD:4-ASA 1:1 form I cocrystal 9 compared to the form II cocrystal (based on PXRD calculations).
	Lattice parameter 
	Form I 
	Form II 

	Space group 
	[bookmark: _GoBack]Triclinic, P-1 
	Orthorhombic, P212121 

	Appearance 
	Prisms 
	Needles 

	Unit cell parameters 

	a 
	8.205 (6) Å 
	23.8057 (16) Å 

	b 
	9.449 (3) Å 
	7.8125 (5) Å 

	c 
	14.161 (2) Å 
	11.2661 (9) Å 

	α 
	107.02 (2) o 
	90 o 

	β
	92.29 (4) o 
	90 o 

	γ
	105.85 (4) o 
	90 o 

	Volume 
	1001.27 (1) Å 3 
	2095.3 (3) Å 3 

	Temperature (K) 
	298 
	298 

	ρ (calc.) / g cm-3 
	1.431 
	1.3342 

	Wavelength (Å) 
	– 
	1.5406 

	R-exp (%)* 
	– 
	1.682 

	R-p (%)* 
	– 
	5.142 

	R-wp (%)* 
	– 
	7.633 

	R_Bragg 
	– 
	5.84 

	χ 2 
	– 
	4.538 

	Starting angle (° 2θ) 
	– 
	5.0 

	Final angle (° 2θ) 
	– 
	95.0 

	Step width (° 2θ) 
	– 
	0.0086 




