JRFRERIEROR 2010 44 (4): 447-450  1SSN: 1000-6931 CN: 11-2044/TL

e HE TR

R 7K MEAZ HL 3k koK s N AL BRI 5T
U ; i TE A 5 X1

e R BRES TR, JE77102206
W F 0T A& Inl E 9 4 R AT H

TG L NN E S KR P 7 T IR S B R AR R B SO LB, AT
VER A e, N A 5l Gaussian03, fEB3LY P/6-311+G(d)# i A5 A FAFFFY T He /K o™ i
RSN O, JFUE L TR RRE . S5 RN, BRSO RS AN G R N A R R RN 520 R0
SN IE S AU BERR S BRI S N (KI5 20 o AEROUE AT 02 el o 2 A s 9 It 92 DA 555 220 3 e e

AT
PS7 At

e

JsKHE BRI W HLER

Study on Reaction Mechanism of Iron With Water in Pres
surized Water Reactor

Lv Xue-feng; LU Dao-gang; LIU Bin

School of Nuclear Science and Engineering, North China Electric Power Uni
versity, Beijing 102206, China

Abstract The reaction mechanisms on hydrogen generation are the base of studying the microco
smic measure to reduce or control hydrogen generation in the severe accidents for the pressurize
d water reactor plants. The quantum chemistry software Gaussian03 was used to study the reacti
on mechanism of iron with water at the B3LY P/6-311+G(d) theory model of quantum chemistr
y. The active energy was calculated. The results show that the reaction of iron with water is atota

AIAE R

} Supporting info

» [PDF4 ] (432K B)
¥ [HTML 4= 3] (0K B)
F 275 30k

k55 55 J it

P UASCHETF SR AR
b SO S A

b 0 S A R
HHRAF B
;$ﬂ¢“@ﬁ“Emﬁ”Wlw%i
WA SR AH OGS

| reaction, dividing into two elementary reactions. The reaction rate of the total reaction is determi
ned by the second elementary reaction because of its higher active energy. It is concluded that th
e second elementary reaction should be the key elementary reaction to reduce the hydrogen gener
ation.
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