[bookmark: _GoBack]Table 1S. Major impurity components and unit cell edges of the synthesized pyrites
	№ sample.
	Composition, mol.%
	а, nm**

	
	
	Observed
	Calculated (by equation 1)

	
	
	
	сm=0.00016
	сV=dV=0.00037

	
	CoS2
	CuS2*
	FeSe2
	
	
	

	1
	0.66
	0.4 (60)
	-
	0.54182
	0.54179
	0.54188

	2
	0.6
	0.76 (100)
	-
	0.54205
	0.54184
	0.54200

	3
	1.19
	1.1(100)
	-
	0.54225
	0.54197
	0.54220

	4
	0.44
	0.6 (100)
	1.59
	0.54253
	0.54239
	0.54251

	5
	1.26
	1.22 (100) 
	-
	0.54223
	0.54200
	0.54225

	6
	0.76
	0.77 (100)
	-
	0.54221
	0.54186
	0.54203

	7
	0.58
	0.56 (52)
	-
	0.54183
	0.54181
	0.54193

	8
	0.73
	1.37 (50)
	0.01
	0.54200
	0.54196
	0.54225

	9
	0.59
	0.76 (?)
	3.12
	0.54274
	0.54300
	0.54316

	10
	1.14
	1.39 (64)
	0.28
	0.54222
	0.54211
	0.54240

	11
	0.9
	0.85 (100)
	-
	0.54212
	0.54189
	0.54207

	12
	0.99
	0.98 (89)
	0.68
	0.54234
	0.54218
	0.54238

	13
	0.85
	1.75 (43)
	-
	0.54202
	0.54203
	0.54240

	14
	1.15
	1.09 (100)
	0.42
	0.54240
	0.54212
	0.54235

	15
	0.52
	0.69 (100)
	0.17
	0.54224
	0.54189
	0.54203


*The values in parentheses are estimates of the structural fraction of the CuS₂ impurity (%). For sample 9, there is poor agreement between the observed unit cell edge and the calculated values, possibly due to non-uniform Se distribution.
**Coincide or neighbor values are highlighted in the same color.

Table 2S. Correlations between distribution and cocrystallization coefficients in the pyrite–hydrothermal solution system
	DTE – DTE/Fe
	r

	Co – Co/Fe
	-0.11

	Ni – Ni/Fe
	0.16

	Cu – Cu/Fe
	-0.03

	Mn – Mn/Fe
	0.1

	Pt – Pt/Fe
	0.15

	Zn – Zn/Fe
	0.71

	As – As/Fe
	0.62

	Pd – Pd/Fe
	0.67

	Au – Au/Fe
	0.6



