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Abstract

Electrical conductivity of NaCIl-H,O fluid at elevated temperature and pressure is essential for
estimating the distribution and fluid fraction of fluids in the Earth’s crust. The conductivity of
NaCl-H,O fluid has been calculated by our molecular dynamics (MD) simulations. Here we
explain the background of MD simulations for understanding the reliability of MD simulations.
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PICIEETFHREICEVRETRETH LI, BFHHENKBEERRICEATE RN &, &TFHHE
BN ONDERDH Y T UbEERZ R O ITITERTRNWI &b, BATHRRIICIRET 5
R EARR

2.2. H,0 3H8ET )V DOBRFE

ABFFECILEIRAEE T H0 & X VIFEICE O 5 72dic, RQ)D 7 —r VHOHZhEMN 7 % )8
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BhEE & EE LT D, L L7R2S B ARRFIE TIZIAV R - £ /% T MD 38 & 326 5 729,
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Fig. 1 An example of auto-correlation functions of electric current.
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Figure 2. Schematic of two-dimensional periodic boundary conditions. White square is the unit cell surround
by image cells as shown in gray color. Particles in the cell were shown as open circles.
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Ao RTRER S, LY BT AEIX W A3 D (Sakuma and Ichiki, 2016b), = @
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3.38 wt.% NaCl
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fREIZI 1T D NaCl-H,0 WA DEXULEEIL, B - A A OSBE - IHFECTh 5 H,0 OFESR
OB EE 2 5T % (Quistand Marshall, 1968) . = Z THx & 2 b 285 & L= =N ot
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FEREFIH LTz, 20 X 972 HO OERSELL T Ol Tl BRUSBEEDEIMREMENIZ E A LT
v (Bannard, 1975; Quist and Marshall, 1968) = & 725, R « NaCl J2FE D 22 5% & 3 5%
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and Ichiki, 2016a), Z VLA EOIRE « [EASMETIEK 312H D L 9 ITIRE - [EIMRIEMENIERIE .
F 72 NaCl IR L THIEE CTH D, £ 2T, TNEUCH LT 2ROIEE T2 ELLZHEAD
FeBRC 2 242 L 7= (Sakuma and Ichiki, 2016a), o BARR 72202/ F A — % (% Sakuma and Ichiki
(2016a) = L TV =72 & 720,
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