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Databases of virtual inorganic crystal structures and their applications T

Armel Le Bail 2

Graphical abstract : The PCOD (Predicted Crystallography Open Database) contains more than
1000000 entries including this nanosphere with B3,04g formulation as proposed by the GRINSP
software.
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Figure S1. Positive search match by the EVA-Bruker program combined with the P2D2 database.
Identification of B,O3 form | as being predicted by GRINSP.




Supplementary Material (ESI) for PCCP
This journal is © the Owner Societies 2010

3 EVA - [ZEOS1.EVA *]

E— Fie Edit View Window Help Scan ”m Peak ] Area I Label J Level | X
08| &| QS[R30 BlB%(B|0] Wi BnE ] #5cma A= 2wz x|w] 2 0 =k Bla
- Screen X-unit Y-unit Y-scale Slits (Pat) Current WL Senp *» SS5VWW-PPPP | Compound Name |Formua &
|— |[1segment ~||[2Theta = |[Counts ~][Linear ~|[Fixed | : = 00-047-0716  Sodium Alumi... _Na2.12A125208.06
! e I e ¥ | 0@ 99-0950-1406 PCODS161406  SI02 L
ement A 04 99-092-1232 PCOD8181230  Si02
- ] A 1@ 99-090-7777 PCOD8167777  Si02
. . 04 99.093-1983 PCOD8191980  SIO2
lied by v ¥ 1@ 990950059 PCODS210054 502
o = : 014 95-094-4397 PCODS204393  Si02
: 5 - o ; - g 7 = = s 7| 0@ 99-095-3382 PCOD8213377  SI02 =
o 04 99-095-8469 PCODS218464  SIO2 =
He 018 990943875 PCOD8203871  Si02
== | 7% 99-092-6678 PCODS1SE676  SO2
e 145 900920822 PCODS180820  SiO2
1 Q| 19 99-094-3041 PCODB203037  SIO2
4 04  99-090-1921 PCODS161921  Si02
b i 018 99-093-9406 PCODS199403 Sin2 %
at| Ao < | >
[ Gray All Except Current ltems Selected: 1 =
b Lu | { i
4o Ln
Naz21
ilis:
Kent v
earch
AMLJ*\ AJLJ\ U AHJLJJ\. LA[L— J\MAM&AJ\/L v
| >

<

i@ ZEOST1E..
[ 2-Theta : 23.417, d : 3.79570 ] - [ Counts : 12997, Y% : 46.23 ]

Figure S2. Positive search-matching for the "supposed to be" zeolite LZ-200 by using the EVA-Bruker
software combined with the ICDD PDF (Powder Diffraction File). The matching PDF card 00-047-
0716 (unindexed) does not explain all peaks suggesting that the sample contains impurities.
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Figure S3. The poor quality and uncertainly indexed powder pattern of 5-Zn,P,0O; of which the crystal

structure can be proposed as a challenge to the ICSP communi

ty for its prediction.



