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Figure 3.14 Snapshots of the 7AI(AAW) cluster dynamics showing the time 
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Values correspond to the average over all ESQPT trajectories 
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Values correspond to the average over all ESQPT trajectories 
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(b) Average relative energies of excited state (S1), ground state 

(S0), and energy difference of S1 and S0 state (S1-S0) 
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Figure 3.18 Snapshots of the 7AI(WAW) cluster dynamics showing the time 

evolution of the ESQPT reaction through the hydrogen-bonded 

network. Normal (N), Proton transfer (PT), and Tautomer (T). 

Values correspond to the average over all ESQPT trajectories 
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Figure 3.19 Average values over ESQPT trajectories of the 7AI(WAW) 
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red, N'''–H3 and O2··H3 in blue, and O2–H4 and N2··H4 in green 

(b) Average relative energies of excited state (S1), ground state 

(S0), and energy difference of S1 and S0 state (S1-S0) 
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Figure 3.20 Snapshots of the 7AI(WAA) cluster dynamics showing the time 

evolution of the ESQPT reaction through the hydrogen-bonded 

network. Normal (N), Proton transfer (PT), and Tautomer (T). 

Values correspond to the average over all ESQPT trajectories 
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Figure 3.21 Average values over ESQPT trajectories of the 7AI(WAA) 
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evolution. N1–H1 and O1··H1 in black, O1–H2 and N'''··H2 in 

red, N'''–H3 and N''··H3 in blue, and N''–H4 and N2··H4 in green 

(b) Average relative energies of excited state (S1), ground state 

(S0), and energy difference of S1 and S0 state (S1-S0) 
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Figure 3.22 Snapshots of the 7AI(AWW) cluster dynamics showing the time 

evolution of the ESQPT reaction through the hydrogen-bonded 

network. Normal (N), Proton transfer (PT), and Tautomer (T). 

Values correspond to the average over all ESQPT trajectories 
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Figure 3.23 Average values over ESQPT trajectories of the 7AI(AWW) 

cluster. (a) Average breaking and forming of bonds showing time 

evolution. N1–H1 and N'··H1 in black, N'–H2 and O3··H2 in red, 

O3–H3 and O2··H3 in blue, and O2–H4 and N2··H4 in green (b) 

Average relative energies of excited state (S1), ground state (S0), 

and energy difference of S1 and S0 state (S1-S0) 
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Figure 3.24 Snapshots of the 7AI(AWA) cluster dynamics showing the time 

evolution of the ESQPT reaction through the hydrogen-bonded 

network. Normal (N), Proton transfer (PT), and Tautomer (T). 

Values correspond to the average over all ESQPT trajectories 
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Figure 3.25 Average values over ESQPT trajectories of the 7AI(AWA) 

cluster. (a) Average breaking and forming of bonds showing time 

evolution. N1–H1 and N'··H1 in black, N'–H2 and O3··H2 in red, 

O3–H3 and N''··H3 in blue, and N''–H4 and N2··H4 in green  

(b) Average relative energies of excited state (S1), ground state 

(S0), and energy difference of S1 and S0 state (S1-S0) 
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Figure 3.26 Snapshots of the 7AI(AAA) cluster dynamics showing the time 

evolution of the ESQPT reaction through the hydrogen-bonded 

network. Normal (N), Proton transfer (PT), and Tautomer (T). 

Values correspond to the average over all ESQPT trajectories 
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Figure 3.27 Average values over ESQPT trajectories of the 7AI(AAA) 

cluster. (a) Average breaking and forming of bonds showing time 

evolution. N1–H1 and N'··H1 in black, N'–H2 and N'''··H2 in red, 

N'''–H3 and N''··H3 in blue, and N''–H4 and N2··H4 in green (b) 

Average relative energies of excited state (S1), ground state (S0), 

and energy difference of S1 and S0 state (S1-S0) 
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