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Fig. S1.  XRD spectrum of experimental materials: (a) XRD spectrum of CPC32.5; (b) XRD spectrum of FA.
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[bookmark: _Hlk127380674][bookmark: _Hlk128144600]Fig. S2.  PSD of experimental materials: (a) PSD of CPC32.5; (b) PSD of FA; (c) PSD of tailings.
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[bookmark: _GoBack]Fig. S3.  C–S–H model of four Ca/Si ratios: (a) 1.62; (b) 1.42; (c) 1.22; (d) 1.02.[image: ]
Fig. S4.  Process of constructing the initial cell model of FA.
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Fig. S5.  22wt% dosage of FA, Ca/Si ratio of 1.62 initial combination model.
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Fig. S6.  Models mainly discussed in molecular dynamics simulations. (162 means Ca/Si ratio of 1.62 and the number after it refers to the number of parts of fly ash, one part of fly ash is 22wt% of CSH mass fraction)
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