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SUPPLEMENTAL

Table S1. Unit-cell parameters indexed for the 6 grains of C23 Fe2S analyzed in this study. 

Table S2. Reduction and refinement parameters for the 6 grains of C23 Fe2S analyzed in this 

study. 

Table S3. Atomic fractional coordinates and thermal parameters refined for 6 grains of C23 

Fe2S. 
Grain 1: C132, Map 16 

Atom 
 x  y  z   U11   U22 U33 U23 U13 U12 Ueq 

 Fe1   coordinate 0.9698 0.25 0.6738 0.0054 

error 0.0002 0.0002 0.0003 

 Fe2   coordinate 0.8530 0.25 0.0662 0.0049 

error 0.0002 0.0001 0.0003 

 S3     coordinate 0.7518 0.25 0.3808 0.0049 

error 0.0002 0.0002 0.0004 

Grain 2: C132, Map 23 

Atom 
 x  y  z   U11   U22 U33 U23 U13 U12 Ueq 

 Fe1   coordinate 0.9700 0.25 0.6740 0.0074 0.0032 0.0055 0 0.0004 0 0.0054 
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error 0.0002 0.0002 0.0005 0.0008 0.0003 0.0003 0.0002 

 Fe2   coordinate 0.8529 0.25 0.0661 0.0056 0.0048 0.0047 0 0.0002 0 0.0050 

error 0.0002 0.0001 0.0006 0.0009 0.0004 0.0003 0.0002 

 S3     coordinate 0.7518 0.25 0.3806 0.0053 

error 0.0003 0.0002 0.0000 

Grain 3: C132, Map 31 

Atom 
 x  y  z   U11   U22 U33 U23 U13 U12 Ueq 

 Fe1   coordinate 0.9699 0.25 0.6736 0.0043 

error 0.0007 0.0002 0.0004 

 Fe2   coordinate 0.8529 0.25 0.0666 0.0035 

error 0.0009 0.0002 0.0005 

 S3     coordinate 0.753 0.25 0.3811 0.0036 

error 0.001 0.0004 0.0005 

Grain 4: C132, Map 32 

Atom 
 x  y  z   U11   U22 U33 U23 U13 U12 Ueq 

 Fe1   coordinate 0.9705 0.25 0.6719 0.0115 

error 0.0003 0.0002 0.0008 

 Fe2   coordinate 0.8538 0.25 0.0660 0.013 

error 0.0003 0.0002 0.001 

 S3     coordinate 0.7500 0.25 0.3807 0.0125 

error 0.0005 0.0004 0.0009 

Grain 5: C132, Map 32 

Atom 
 x  y  z   U11   U22 U33 U23 U13 U12 Ueq 

 Fe1   coordinate 0.968 0.25 0.6733 0.0034 

error 0.001 0.0004 0.0007 

 Fe2   coordinate 0.854 0.25 0.0665 0.0040 

error 0.001 0.0004 0.0008 

 S3    coordinate 0.754 0.25 0.3807 0.0027 

error 0.002 0.0006 0.0009 

Grain 6: C132, S1 

Atom 
 x  y  z   U11   U22 U33 U23 U13 U12 Ueq 

 Fe1   coordinate 0.9704 0.25 0.6725 0.0091 

error 0.0003 0.0002 0.0007 

 Fe2   coordinate 0.8539 0.25 0.0662 0.0087 

error 0.0003 0.0002 0.0007 

 S3     coordinate 0.7511 0.25 0.3810 0.0091 

error 0.0004 0.0005 0.0007 
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