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10.2.1. Isokinetics Thermostat (Evans & Morriss)
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10.2.2. Berendsen Thermostat

SRR IR AE— DRIz, MRS E — D RS AR AR SR 7

SEBRAR R AETE N R L5 N HT A BRI 1
PEHE: IENRZE T AR R 7040 kA Maxwell-Boltzmann 437 :

f(p):[—fi{rexp(—éggJ,I%Tzzénwz

2zm
Hrm &k s, VRN FEE, p=mviEkifrais. Wi LXF

(0)=[ap-p" (p) =77

(9)=[op o' (p)=15( |

RN 2N

anh
[aysd

(10.12)

(10.13)

(10.14)

(10.15)

(10.16)

(10.17)



2

MR B 1R 5 220

2/ .2\2
)N () 019

10.2.3. Andersen Thermostat
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10.2.4. NoséHoover Thermostat
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10.2.5. NoséHoover Chains
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10.2.6. Berendsen Barostat (constant NPT)
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10.2.7. Hoover Barostat (constant NPT)
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10.2.8. Langevin Dynamics
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