
The year is 100,000,000. (The age of the Earth and of the solar system, is ~ 4,568,000,000)
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RECONSTRUCTING THE GIANT IMPACT - pyrolite melts

Density (g/cm3)

Te
m

pe
ra

tu
re

 (
K

)

“lavas”

SC

L+V

L



RECONSTRUCTING THE GIANT IMPACT - pyrolite melts

Density (g/cm3)

Te
m

pe
ra

tu
re

 (
K

)

“lavas”

SC

L+V

L



Mg

Fe

Ca

Na

Al

Si

O

ρ = 1.313 g/cm3

T = 4000K
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1. (Thermo)dynamics from (PI)MD simulations

Compute the supercritical domes 

Place the supercritical points 

Build the liquid/vapor equilibrium “curves”

Equation of states of the liquid

Thermodynamic properties of the liquid and gas

Speciation in the vapor phase

Isotope and chemical partitioning functions

2. Electronic/optical properties

GW calculations on atomic clusters of the gas phase

GW calculations on the liquid phase (snapshots)

Optical signatures for identification 

TO DO list: 


