Table SI The principal acquisition parameters and structure refinement values for single crystal eluxadoline nitrate compound
	Empirical formula
	C32H39N7O12

	Formula weight
	713.70


	293.15
	


	orthorhombic
	

	Space group
	P212121

	a/Å
	11.0475(6)

	b/Å
	13.4348(7)

	c/Å
	24.2645(9)

	α/°
	90

	β/°
	90

	γ/°
	90

	Volume/Å3
	3601.4(3)

	Z
	4

	ρcalcg/cm3
	1.316

	μ/mm‑1
	0.102

	F(000)
	1504.0

	Crystal size/mm3
	0.35 × 0.3 × 0.25

	Radiation
	Mo Kα (λ = 0.71073)

	2θ range for data collection/°
	5.836 to 52.74

	Index ranges
	-13 ≤ h ≤ 13, -16 ≤ k ≤ 16, -28 ≤ l ≤ 30

	Reflections collected
	24062

	Independent reflections
	7109 [Rint = 0.0543, Rsigma = 0.0663]

	Data/restraints/parameters
	7109/0/488

	Goodness-of-fit on F2
	1.018

	Final R indexes [I>=2σ (I)]
	R1 = 0.0811, wR2 = 0.2040

	Final R indexes [all data]
	R1 = 0.1214, wR2 = 0.2244

	Largest diff. peak/hole / e Å-3
	0.35/-0.24


