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Figure S1: Local structures and relative energies (kJ/mol) of high spin state (S=5/2)
[FeO]" at different positions of ZSM-5.
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Figure S2: Local structures of low spin state (S=3/2) [FeO]" at different positions of
ZSM-5.
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Figure S3: Local structures of isolated dual [FeO]" and their self-organization at
different positions of ZSM-5.



Table S1. Geometric parameters of iron-containing specie involved in Figure 11.

No.
(according to local structures r(Fe-Ogr)/A r(F/eIZ‘XOF)
Figure 11)
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1.620, 1.645
1.667 2.161
1.665 2.213
2 1.855 2.197
1.851 2.193
1.770 2.030
1.764 2.118
3 1.771 2.129
1.780 2.003
4 1.806 2.077
1.799 2.052
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