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Table SI-1. Lattice parameters, Unit cell volume, R values obtained by Rietveld

Refinement Data for the CaS crystals.

Calcium Sulfide (CaS); space group Fm-3m (225) ICSD-41956, cubico; z = 1,

a=b=c=5689A,a=B=y=90°-V =184.12 A3

Parameters
Sample a=b=c (A) V (A3) ¥ R(F**2) wRp Rp (%)
(%) (%)
CaS — 4 min 5.647 180.0 2.480 0.03 0.07 0.05
CaS — 8 min 5.648 180.1 3.162 0.04 0.09 0.06
CaS — 16 min 5.647 180.0 2.434 0.02 0.07 0.05
CaS — 32 min 5.646 179.9 3.811 0.04 0.09 0.06
CaS - 64 min 5.645 179.9 3.299 0.03 0.08 0.06




(a) YDbserved (b) YOhserved
| Bragg peaks | Bragg peaks
R Cotculated
:'E Observed ~ | caleulated i Observed | cakulated
s 5
£ s
g &
2 z
5 | 2
1= 2
= €
11 1 : 1 : 1 |i T 1 N ‘1 A 1 A
[ | 1 [ [
dmi fompm ¥
T T T T T T T T T T T T T
20 30 40 50 60 70 80 90 100 20 30 40 50 60 70 80 90 100
2 6 (degrees) 2 0 (degrees)
(c) YObseWEd (d) Y()hser'@d
| Bragg peaks | Bragg peaks
T Tcakubted Y cacuted
Iy Y Osssrved ™ ¥calcuiatod ‘:‘E‘ Y oosersea ™ Veatcuitea
T c
S S
g 2
8 8
Z 2
EZl ‘@
g g
= J E N T
[ | Nl [ o i' ! I [ (.
- " i n
¥ L T L
T T T T T T T T T T T T T T
200 30 40 50 60 70 80 90 100 20 30 40 50 60 70 80 90 100
2 0 (degrees) 2 6 (degrees)
() o~
| Bragg peaks
Catoulated
;@ Observed ~ | calculated
'
S
&
&
=
‘@
g
E J |
11 | (W] (] I |
I | i "
T I-r T T T T T T T T T T
20 30 40 50 60 70 80 90 100

2 6 (degrees)

Figure SI-1: Rietveld refinement plot of CaS crystals prepared by MAS for (a) 4, (b) 8,

(c) 16, (d) 32 and (e) 64 min.



