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Figure S1 Calculation results of TKX-50 self-accelerated decomposition temperature (10.0 kg,
C600)
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Figure S2 Calculation results of TKX-50 self-accelerated decomposition temperature (25.0 kg,

C600)
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Figure S3 Calculation results of TKX-50 self-accelerated decomposition temperature (50.0 kg,

C600)
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Figure S4 The apparent activation energy fitting line ( isothermal conditions )
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Figure S5 Calculation results of TKX-50 self-accelerated decomposition temperature (10.0 kg,

isothermal conditions)
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Figure S6 Calculation results of TKX-50 self-accelerated decomposition temperature (25.0 kg,

isothermal conditions)
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Figure S7 Calculation results of TKX-50 self-accelerated decomposition temperature (50.0 kg,

isothermal conditions)
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Figure S8 Adiabatic temperature simulation of TKX-50 at different temperatures (isothermal
conditions)

Safety diagram (AHr=-1323.4£565 90y, Cp=1Jgl, Phi=1)
200+

195

190

185

180+

Ternperature {(°C)

1754

1704

165

160

T T T T
0 ] 10 14
Time (h)
Satety disgram (DefaHr=-1323 42565 90y, Cp=1MuM, Phi=1)

Figure S9 TMR,4 of TKX-50 at different temperatures (isothermal conditions)
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Figure S10 Calculation results of TKX-50 self-accelerated decomposition temperature (10.0 kg,
Thermal history conditions)
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Figure S11 Calculation results of TKX-50 self-accelerated decomposition temperature (25.0 kg,
Thermal history conditions)
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Figure S12 Calculation results of TKX-50 self-accelerated decomposition temperature (50.0 kg,
Thermal history conditions)
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