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(87) Abstract: This electron density estimation method comprises: calculating a first electron density by inputting first
input data to an electron density predictor; calculating a second electron density by executing a numerical simulation
using the first input data and the first electron density, in which the numerical simulation is a process for setting the first
input data and the first electron density to initial values and performing at least once a process of updating the electron

Rl



WO 2020/049994 AT | {1000 00RO

NA, NG, NI, NO, NZ, OM, PA, PE, PG, PH, PL, PT,
QA,RO, RS, RU, RW, SA, SC, SD, SE, SG, SK, SL,
SM, ST, SV, SY, TH, TJ, TM, TN, TR, TT, TZ, UA,
UG, US, UZ, VC, VN, ZA, ZM, ZW.

(84) FEEE (FRTDBRWRY ., £TOEED LK
EHHHEE) : ARIPO (BW, GH, GM, KE, LR, LS,
MW, MZ, NA, RW, SD, SL, ST, SZ, TZ, UG, ZM,
ZW), 1—35 7 (AM, AZ, BY, KG, KZ, RU, TJ,
T™M), 3—A v /¥ (AL, AT, BE, BG, CH, CY, CZ,
DE, DK. EE. ES. FI, FR, GB, GR, HR, HU, IE. IS, IT,
LT.LU, LV, MC, MK, MT, NL, NO, PL, PT, RO, RS,
SE. SI, SK, SM, TR), OAPI (BF, BJ, CF, CG. CL, CM,
GA, GN, GQ, GW.KM, ML, MR, NE, SN, TD, TG).

RN ARER -

— ERFEERS (RHE8215%0))

density using the density functional theory, and the second electron density is not a convergence value obtained by using
the density functional method; training the electron density predictor by calculating parameters of the electron density
predictor, which minimize a difference between the first electron density and the second electron density; acquiring second
input data from a test database; inputting the second input data to the electron density predictor in which the calculated
parameters are set; estimating a third electron density; and outputting the estimated third electron density.
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