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S$101 Input previous evaluation value

§102 Convert value of evaluation value

$103 Normalize synthesis condition and evaluation value

S$104 Select untried synthesis condition

5105 Predict evaluation value for untried synthesis condition

5106 Calculate expected value with which evaluation value is improved

S$107 Evaluate expected value

5108 Revert synthesis condition having greatest expected value to before normalization
$109 Qutput synthesis condition

AA  Repeatedly execute on untried synthesis conditions

(57) Abstract: A synthesis condition generation method according to one embodiment of the present invention generates a
synthesis condition in a trial run in which generation of a substance that conforms to the synthesis condition, measurement
of an evaluation value for evaluating the substance, and generation of the synthesis condition are executed in the stated
order. In the synthesis condition generation method, a computer executes: an evaluation value conversion procedure in
which, when there exists a trial run n' in which the evaluation value y
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(n' € {1, ..., N}) of a substance could not be measured among the past N rounds of trial runs, an evaluation value y,

in the trial run n' is replaced with the worst evaluation value; a prediction procedure in which the evaluation value y of
an untried synthesis condition x is predicted using a synthesis condition x; and an evaluation value y,, in a trial run (n=1,
..., N); and a generation procedure in which a synthesis condition that yields a better evaluation value than the best value
of an evaluation value y, (n=1, ..., N) is generated, as a synthesis condition xy in a trial run N+1, using the result of
having predicted the evaluation value y of the synthesis condition x of the untried trial run.
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