
Table  (Deposited material).  The fractional z(S2-) coordinate in alkaline and thallium rare-earth sulfides (α -NaFeO2 structural type).

Reference/

ICSD/

PDF-4

z(S)_Li+ Reference/

ICSD/

PDF-4

z(S)_Na+ Reference/

ICSD/

PDF-4

z(S)_K+ Reference/

ICSD/

PDF-4

z(S)_Rb+ Reference/

ICSD/

PDF-4

z(S)_Cs+ Reference/
ICSD

z(S)_Tl+

MLaS2 Fábry et al.  
(2014)

0.23717(11) Bronger et 

al. (1996)/ 

ICSD: 

81394/

PDF-4: 

04-011-4782

0.2337(1) Bronger et  

al. (1993)/

ICSD: 

73532/

PDF-4: 

04-013-

8021

0.2302(4)

MCeS2 Plug & 

Verschoor 

(1976)/

ICSD: 351/

PDF-4:

00-030-0922/ 

04-008-8072

0.23654(4) Bronger et 

al. (1996)/ 

ICSD: 

81395/

PDF-4:

04-011-4769

0.2334(3) Bronger et  

al. (1993)

ICSD: 

73533/

PDF-4: 

04-013-

8022

0.2298(6)

MPrS2 Fábry et al.  
(2014)

0.23618(7) Bronger et 

al. (1996)/ 

ICSD: 

0.2329(2) Bronger et  

al. (1993)

ICSD: 

0.2294(2)



81396/

PDF-4:

04-011-4770

73534/

PDF-4: 

04-013-

8023

MNdS2 Verheijen 

et al. 

(1975)/

Lattice 
parameters 
taken from 
Ballestracci 
(1965)

0.2353(5) Bronger et 

al. (1996) /

ICSD: 

81397/

PDF-4:

04-011-4771

0.2327(1) Bronger et  

al. (1993)

ICSD: 

73535/

PDF-4: 

04-013-

8024
0.2294(3)

Duczmal & 

Pawlak 

(1994)/ 

ICSD:54291/

PDF-4:

01-075-6430/ 

01-073-7058

0.2317

MPmS2

MSmS2 Ballestracci 

(1965)/

ICSD: 

44944/

PDF-4: 
01-089-4263

0.232 Bronger et 

al. (1996)/ 

ICSD: 81398 

/

PDF-4:

04-011-4772

0.2321(1) Bronger et  

al. (1993)

ICSD: 

73536/

PDF-4: 

04-013-

8025

0.2285(9)

MEuS2 Fábry et al.  
(2014)

0.23536(4) Bronger et 

al. (1996) 

0.2319(1) Bronger et  

al. (1993)

0.2281(5)



ICSD:81399 

/

PDF-4:

04-011-4773

ICSD: 

73537/

PDF-4: 

04-013-

8026

MGdS2 Sato et al.  

(1984) / 

ICSD: 

37332/

PDF-4:

00-037-
1146/
04-005-1530

/
This study

0.241

/
0.24332(12)

Fábry et al.  
(2014)

0.23501(17) Bronger et 

al. (1996) 

ICSD: 

81400/

PDF-4:

04-011-4774

0.2320(1) Bronger et  

al. (1993)

ICSD: 

73538/

PDF-4: 

04-013-

8027

0.2287(3)

Duczmal & 

Pawlak 

(1994) / 

ICSD:57323/

PDF-4:

01-073-8686

0.2303

MTbS2 Bronger et 

al. (1996) 

ICSD: 

81401/

PDF-4: 

04-011-4775

0.2315(1) Bronger et  

al. (1993)

ICSD: 

73539/

PDF-4: 

04-013-

8028

0.2280(8)

MDyS2 Ohtani et  0.246 Ballestracci 0.231 Bronger et 0.2312(1) Bronger et  0.2276(5) Duczmal & 0.2303



al. (1987)/

ICSD: 

44958/

PDF-4:

04-005-
1451

(1965)/

ICSD: 44946

/PDF-4:

01-089-4265

al. (1996) 

ICSD: 

81402/

PDF-4:

04-011-4776

al. (1993)

ICSD: 

73540/

PDF-4: 

04-013-

8029

Pawlak 

(1994) / 

ICSD:57244/

PDF-4:

01-073-8643

MHoS2 Ohtani et  

al. (1987)/

ICSD: 

44959/

PDF-4:

04-005-
1450

0.247

Ballestracci 

& Bertaut 

(1964)/ 

ICSD: 

56229/

PDF-4:

01-075-
6377/
03-065-6738

0.240 Ballestracci 

(1965)/

ICSD: 44947

/PDF-4:
 01-089-4266

0.23

Bronger et 

al. (1996) 

ICSD:81403/

PDF-4:  

04-011-4777

0.2309(2) Bronger et  

al. (1993)

ICSD: 

73541/

PDF-4: 

04-013-

8030
0.2275(2)

MErS2 Ohtani et  

al. (1987)/

ICSD: 

44960/

PDF-4:

04-005-
1452

0.248

Ballestracci 

& Bertaut 

(1964)/ 

ICSD: 

30250/

PDF-4: 

01-075-0906

0.242 Ballestracci 

(1965)/

ICSD: 44948 

/

PDF-4:

01-074-5813/
01-089-4267

0.2295

Bronger et 

al. (1996)/ 

ICSD:81404/

PDF-4:

04-011-4778

0.2311(4) Bronger et  

al. (1993)

ICSD: 

73542/

PDF-4: 

04-013-

8031
0.2271(3)

Duczmal & 

Pawlak 

(1994) / 

ICSD:106620/

PDF-4:

01-072-8809

0.23

MTmS2 Schleid & 0.24269(8) 0.231 Bronger et 0.2305(2) Bronger et  0.2270(7)



Lissner 

(1993)/

ICSD: 

73482/

PDF-4: 

01-081-2053

al. (1996) / 

ICSD:81405/

PDF-4:

04-011-4779

al. (1993)

ICSD: 

73543/

PDF-4: 

04-013-

8032

MYbS2 Schleid & 

Lissner 

(1993)/

ICSD: 

73483

PDF-4: 

01-081-2054

0.24277(9) Ballestracci 

(1965)/

ICSD:44949/

PDF-4: 
01-089-4268

0.229

Bronger et 

al. (1996) / 

ICSD:81406 

/

PDF-4:

04-011-4780

0.2308(1) Bronger et  

al. (1993)

ICSD: 

73544/

PDF-4: 

04-013-

8033
0.2271(4)

Duczmal & 

Pawlak 

(1994) / 

ICSD:57119 /

PDF-4:

04-011-8515

0.2296

MLuS2 Schleid & 

Lissner 

(1993)/

ICSD: 

73484

PDF-4: 

01-081-2055

/
This 

0.24284(9)

/
0.24146(17)

Fábry et al.  
(2014)

0.23369(15) Bronger et 

al. (1996) /

ICSD: 81407 

/

PDF-4:

04-011-4781

0.2303(2) Bronger et  

al. (1993)

ICSD: 

73545/

PDF-4: 

04-013-

8034

0.2270(7)



study
MYS2 This 

study
0.24260(10) Fábry et al.  

(2014) 0.23444(8)
Fábry et al.  

(2013)

0.23090(15)


