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Powder diffraction data at high pressure 
inorganic material



First publication with Alba data
dx.doi.org/10.1021/ic302116b | Inorg. Chem. 2013, 52, 355−361



Summary of the experiment at bl04
Powder diffraction data vs. pressure



Room Pressure Phase of Stromeyerite, AgCuS
Cmc21, Z=4, a=4.06Ǻ, b=6.64 Ǻ
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Starting point: room temperature phase
known structure
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0.7 GPa

12.1 GPa

1.4 GPa
P=1.4 GPa
(when decreasing the pressure)

The peaks can be indexed with
Space group P4/nmm a=3.90Ǻ, c=18.52 Ǻ



Strategies to index the new phase

– Group subgroup relationships (Bilbao crystallographic 
server)

– Ab initio calculations 
– Already known phases of the same family of compounds





















- Solve the structure -> ab-initio structure solution.
- file.pow & xlens_pd6 (tomorrow’s talk).

-Deduce the structure, from space group relationships 
or/and with the aid of ab-initio calculations (energetic)

From this point on …
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