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(A) Sub-mechanisms of n-decane and n-dodecane

No. reaction A n E

1 PXC12Ha5+H(+M)=nCoH6(+M) 3.60x10" 0 0.0

2 C7H14+pXCsH11=55XC 1oHos 3.00x10M 0 7300.0

3 CgH16+pCaHg=55XC1oH,s 3.00x10M 0 7300.0

4 C,Ha+pXC1oH21=pXC1oHo5 3.00x10% 0 7300.0

5 PXC1oH5=55XC1oHos5 2.80x10% 0 18400.0

6 PXC1oH21+CoH5=NC1oHy6 1.88x10% -0.5 0.0

7 pXC9H19+nC3H7:nC12H26 1.88x1014 '05 00

8 pXCgH17+pCyHg=nC15H2 1.88x10% -0.5 0.0

9 pXC7H15+pXC5H11=nC12H26 1.88X1014 -0.5 0.0

10 pXCgH13+pXCsH13=NC1oHy6 1.88x10% -0.5 0.0

11 | NCyoHp+0=pxCyoHos+OH 1.90x10% 2.7 3716.0

12 | nCyHpe+0=55XCqHs+OH 1.90x10% 2.7 3716.0

13 | NCypHye+HO,=pxXCioH,s+H,0, 4.76x10% 25 16490.0

14 | nCyyHagtHO,=55XC1oH,s+H,0, 4.76x10% 25 16490.0

15 | NCyoHp+CH3=pXCipHos+CH, 1.81x10% 36 7153.0

16 | NCypHpg+CHa=55XCqoHas+CH, 1.81x10% 36 7153.0

17 | NCypHpe+0,<=>pxCyoH5+HO, 7.00x10% 0 27800.0
Reverse arrhenius coefficients: 1.00x10% 0 0.0

18 | NCyHy+0,<=>85XC 1, Hs+HO, 7.00x10"2 0 27800.0
Reverse arrhenius coefficients: 1.00x10% 0 0.0

19 | nCyyHye+OH<=>pxC1oHps+H,0 5.00x10% 1.9 58.5
Reverse arrhenius coefficients: 6.15x10% 1.9 21910.0

20 | NCyHys+OH<=>s5XC;,H,ps+H,0 5.00x10% 1.9 58.5
Reverse arrhenius coefficients: 6.15x10% 1.9 21910.0

21 | NCyHagtH=>pXCyioHps+H, 1.00x10% 2 2500.0

22 | NCyoHpg+H=>85XCy,Hs+H, 1.00x10% 2 2500.0

23 PXC1oH5+0,<=>C;1,H,500 3.00x10% 0 0.0
Reverse arrhenius coefficients: 2.51x10% 0 27400.0

24 | $5XCypHps+0,<=>C1,H,500 3.00x10" 0 0.0
Reverse arrhenius coefficients: 2.51x10% 0 27400.0

25 | CyHp;s00<=>C,H,00H 1.51x10% 0 19000.0
Reverse arrhenius coefficients: 1.00x10% 0 11000.0

26 | CyHp00H+0,<=>00C;,H,,00H 3.56x10%° 0 0.0
Reverse arrhenius coefficients: 2.51x10% 0 27400.0

27 | 00C,HO0H<=>0C;,H,;00H+0OH 8.91x10% 0 17000.0

28 | OC1,H»00H=>CH,0+C,H,+CsH;;CO+OH+C;3Hq 1.98x10% 0 43000.0

29 | CsHy;,CO+0,=>nC3H;+C,Ha+CO+HO, 3.16x10" 0 10000.0

30 | CsHy;CO+0,=>nC3H7+C,H;+CO+HO, 3.16x10% 0 10000.0

31 | pxCgHig+CH35=nCyoHa, 1.93x10% -0.3 0.0
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32 | pxCgHy7+CoHs=nCioHa, 1.88x10™ -0.5 0.0

33 | pxC;Hys+nCsH7=nCyoHo, 1.88x10™ -0.5 0.0

34 pXCgH13+pC4Hg=nC1oH2, 1.88x10™ -0.5 0.0

35 | pxCsHi1+pxCsH11=nCyoHy, 1.88x10% -0.5 0.0

36 | NCygHy+0=pxCioHx+OH 1.90x10% 2.7 3716.0

37 | NCyoHyp+0=54xCyoH,1+OH 9.52x10% 2.7 2106.0

38 | NCyoHpp+HO,=pxCyoH,1+H,0, 4.76x10% 2.5 16490.0

39 | NCygHyp+HO,=54xCoH+H,0, 1.90x10% 2.6 13910.0

40 | NCygHy+CH=pxCioH+CH, 9.03x10™" 3.6 7153.0

41 | NCygHa+CH;3=54XCyoH,1+CH, 3.00x10% 3.5 5480.0

42 | NCyoHz+0,=pxCyoHp+HO, 3.00x10" 0 27800.0
Reverse arrhenius coefficients: 1.00x10'2 0 0.0

43 | NCyoHy+0,=54XC1gH,1+HO, 3.00x10" 0 27800.0
Reverse arrhenius coefficients: 1.00x10'2 0 0.0

44 | nCyoHa+OH=pxXCyoHz+H,0 5.00x10% 1.9 58.5
Reverse arrhenius coefficients: 6.15x10% 1.9 21910.0

45 | NCyHa+OH=54XC1gH,1+H,0 5.00x10% 1.9 58.5
Reverse arrhenius coefficients: 6.15x10% 1.9 21910.0

46 | NCygHpp+H=pXCyoH,i+H, 1.00x10% 2 2500.0

47 | NCyoHpptH=54xC1oHp+H, 1.00x10% 2 2500.0

48 | pXCygHy+0,<=>CioH 00 3.00x10" 0 0.0
Reverse arrhenius coefficients: 2.51x10% 0 27400.0

49 | S4XCioHz+0,<=>C1oH; 00 3.00x10" 0 0.0
Reverse arrhenius coefficients: 2.51x10% 0 27400.0

50 | CyoHp00<=>CioH000H 1.51x10" 0 19000.0
Reverse arrhenius coefficients: 1.00x10% 0 11000.0

51 | CioHO0H+0,<=>00C;oH,,00H 3.56x10™ 0 0.0
Reverse arrhenius coefficients: 2.51x10% 0 27400.0

52 | O0C;oH,000H<=>0C;oH;e00H+OH 4.10x10" 0 17000.0

53 | OCyH1s00H=>CH,0+C5H;;CO+OH+C;3Hg 9.98x10" 0 43000.0

54 | CsHg+H(+M)=CsHyo(+M) 3.60x10% 0 0.0

55 | CgHg+H=CHgz+C,H; 2.00x10% -2 11000.0

56 | CsHg+HO,=CH,0+0OH+C4H; 2.40x10" 0 0.0

57 | CsHg+HCO=CsHy,+CO 6.00x10" 0 0.0

58 | CsHig+tH(+M)=pxCsH;;(+M) 1.33x10" 0 3260.7

59 | CsHyo+H=CyH,4+nCsH; 8.00x10% 2.4 11180.0

60 | CsHyg+H=C3Hg+CyHs 1.60x10% 2.4 11180.0

61 | CsHyo+H=CsHg+H, 6.50x10% 2.5 6756.0

62 | CsHy+O=pC,4He+HCO 3.30x10% 1.4 -402.0

63 CsH19+0=CsHg+OH 1.50x10" 0 5760.0
dup

64 CgHy0+0=Cs5Hy+OH 2.60x10" 0 4470.0
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dup

65 | CsHio+OH=CsHg+H,0O 7.00x10% 2.7 527.0

66 | CsHig+0,=CsHg+HO, 2.00x10" 0 50930.0

67 | CsHyp+HO,=CsHg+H,0, 1.00x10% 0 14340.0

68 | CsHig+CHs=CsHg+CH, 4.50x10" 3.6 7153.0

69 | C,H4+nC3H,=pxCsHyy 3.00x10% 0 7300.0

70 | pxCsHi+H=nC3H;+C,Hs 3.70x10% 29 12505.0

71 | pxCsHy+H=CsHyot+H, 1.80x10" 0 0.0

72 | pxCsHi1+0=pC4Hq+CH,0 9.60x10% 0 0.0

73 | pxCsHy#OH=C5Hyo+H,0 2.40x10% 0 0.0

74 pXCsH11+0,=CsH;p+HO, 9.00x10%° 0 0.0

75 | pxCsHi;+HO,=pC,4Hg+OH+CH,0 2.40x10" 0 0.0

76 | pxCsHii+CH3=CsH;g+CH, 1.10x10" 0 0.0

77 CeH11+H(+M)=CgH1(+M) 3.60x10% 0 0.0

78 | CgHyy+H=CH3+CsHq 2.00x10% 2 11000.0

79 | CgHy+HO,=CH,0+OH+CsHq 2.40x10" 0 0.0

80 | CgHy+HCO=CgH»,+CO 6.00x10" 0 0.0

81 | C,Hs+aCsHs=CsHg 3.00x10% 0 7300.0

82 | CgHyotH(+M)=pXxCsH13(+M) 1.33x10% 0 3260.7

83 | CgHyp+tH=C,H,+pCyHs 8.00x10% 24 11180.0

84 | CgHyp+H=C3Hg+nCsH- 1.60x10% 2.4 11180.0

85 | CgHyp+tH=CgHy+H, 6.50x10% 25 6756.0

86 | CgHi+O=pxCsHy+HCO 3.30x10% 1.4 -402.0

87 | CgHyp+O=CgHy1+OH 1.50x10% 0 5760.0
dup

88 CgH,+0=C¢Hy;+OH 2.60x10% 0 4470.0
dup

89 | CgHyp+OH=C¢Hy;+H,0 7.00x10% 2.7 527.0

90 | CgHyp+0,=CgHy+HO, 2.00x10" 0 50930.0

91 CgH1p+HO,=CeH11+H,0; 1.00x10% 0 14340.0

92 | CgHip+CH3=CgHy1+CH,4 4.50x10! 3.6 7153.0

93 | CH4+pCyHe=pxCgHis 3.00x10% 0 7300.0

94 | pxCgHigtH=pCyHg+C,Hs 3.70x10% 2.9 12505.0

95 | pxCgHigtH=CgHip+H, 1.80x10% 0 0.0

96 | pxCgHya+O=pxCsHy+CH,0 9.60x10% 0 0.0

97 | pxCgHig+tOH=CgH;,+H,0 2.40x10% 0 0.0

98 | pxCgHigt0,=CgHi,+HO, 9.00x10%° 0 0.0

99 | pxCgHig+HO,=pXxCsH1;+OH+CH,0 2.40x10" 0 0.0

100 | pxCgHyis+CH3=CsH1+CH, 1.10x10% 0 0.0

101 | CsHiz+H(+M)=CsH14(+M) 3.60x10" 0 0.0

102 | C;Hy3+H=CH3+CqHy; 2.00x10% 2 11000.0

103 | C;H;3+HO,=CH,0+OH+C¢H; 2.40x10% 0 0.0
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104 | C;H;3+HCO=C;H,,+CO 6.00x10% 0 0.0

105 | CoH4+CsHe=C7Hi5 3.00x10™ 0 7300.0

106 | CsH14+H(+M)=pxC;H15(+M) 1.33x10% 0 3260.7

107 | CsH4+H=C,Hs+pxCsHy 8.00x10% 2.4 11180.0

108 | CsH14+H=C3Hg+pCsHy 1.60x10% 2.4 11180.0

109 | C;Hy+H=C;Hi3+H, 6.50x10% 25 6756.0

110 | C7Hy4+O=pxCgH13+HCO 3.30x10% 14 -402.0

111 | C;Hy4+0=C;H3+OH 1.50x10% 0 5760.0
dup

112 | C;Hy4+0O=C;H3+OH 2.60x10% 0 4470.0
dup

113 | C;H14+OH=C;H3+H,0 7.00x10% 2.7 527.0

114 | CsH4+0,=C;Hy5+HO, 2.00x10% 0 50930.0

115 | C;H4+HO,=C;H3+H,0, 1.00x10% 0 14340.0

116 | C;H14+CHy=C;Hy5+CH, 45010 36 7153.0

117 | C,H4+pxCsH11=pxCsH;s 3.00x10™ 0 7300.0

118 | pxC;Hys+H=pxCsH11+C,Hs 3.70x10% 2.9 12505.0

119 | pxC;Hys+H=C;Hys+H, 1.80x10% 0 0.0

120 | pxCsHy5+O0=pxCsH13+CH,0 9.60x10™ 0 0.0

121 | pxC;Hys+OH=C;H,+H,0 2.40x10" 0 0.0

122 | pxCsHy5+0,=C;Hy,+HO, 9.00x10%° 0 0.0

123 | pxC;Hys+HO,=pxCqHy3+OH+CH,0 2.40x10% 0 0.0

124 | pxC;Hys+CH3=C;Hy4+CHy 1.10x10" 0 0.0

125 | CgHis+H(+M)=CgH1(+M) 3.60x10% 0 0.0

126 | CgHis+H=CHa+C7Hys 2.00x10% -2 11000.0

127 | CgHi5+HO,=CH,0+OH+C;Hy5 2.40x10% 0 0.0

128 | CgH;5+HCO=CgH;+CO 6.00x10% 0 0.0

129 | C,H+CgHi1=CgHis 3.00x10M 0 7300.0

130 | CgHig+H(+M)=pxCgH17(+M) 1.33x10% 0 3260.7

131 | CgHig+H=C,H,4+pxCgHi3 8.00x10% 24 11180.0

132 | CgHig+H=C3Hg+pxCsHyy 1.60x10% 24 11180.0

133 | CgHig+H=CgH;5+H, 6.50x10% 25 6756.0

134 | CgHyg+O=pxC;H5+HCO 3.30x10% 1.4 -402.0

135 | CgHqg+0O=CgH;5+OH 1.50x10" 0 5760.0
dup

136 | CgHy6+O=CgHys+OH 2.60x10% 0 4470.0
dup

137 | CgHi6+OH=CgH;5+H,0 7.00x10% 2.7 527.0

138 | CgHig+0,=CgHys+HO, 2.00x10% 0 50930.0

139 | CgHig+HO,=CgHy5+H,0, 1.00x10% 0 14340.0

140 | CgHig+CH3y=CgHys+CH, 45010 36 7153.0

141 | C,H4+pxCgH15=pxCgH17 3.00x10M 0 7300.0
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142 | pxCgHy7+H=pxCgsH13+C,Hs 3.70x10% 2.9 12505.0

143 | pxCgHy7+H=CgHyg+H, 1.80x10"2 0 0.0

144 | pxCgHy7+0=pxC;H;5+CH,0 9.60x10" 0 0.0

145 | pxCgHy7+OH=CgHys+H,0 2.40x10" 0 0.0

146 | pxCgH17+0,=CgH15+HO, 9.00x10" 0 0.0

147 | pxCgHy7+HO,=pxC;H5+OH+CH,0 2.40x10" 0 0.0

148 | pxCgHy7+CH3=CgHy+CHy 1.10x10% 0 0.0

149 | CoHig+H(+M)=pxCqH1o(+M) 1.33x10" 0 3260.7

150 | CgHig+H=C,H,+pxCsH s 8.00x10% 2.4 11180.0

151 | CgHg+H=C3Hg+pxCgH1s 1.60x10% 2.4 11180.0

152 | CgHyg+O=pxCgH;7+#HCO 3.30x10% 1.4 -402.0

153 | C,Ha+pxCsH15=pxCoHig 3.00x10% 0 7300.0

154 | pxCoHyg+H=pxC7H;5+CoHs 3.70x10% 2.9 12505.0

155 | pxCoHyg+H=CqHig+H, 1.80x10"2 0 0.0

156 | pxCgH1o+O=pxCgH;7+CH,0 9.60x10" 0 0.0

157 | pXCoH1g+OH=CgHy5+H,0 2.40x10" 0 0.0

158 | pxCgH1g+0,=CgHg+HO, 9.00x10% 0 0.0

159 | pxCoH1g+HO,=pxCgH;7+OH+CH,0 2.40x10" 0 0.0

160 | pxCoH1g+CH3=CgHyg+CHy 1.10x10% 0 0.0

161 | C,H4+pXxCgH17=pXC1oHa1 3.00x10M 0 7300.0

162 | pxCigHa1+H=pxCgH;7+C,Hs 3.70x10% 2.9 12505.0

163 | pxCigHp+0=pxCoH;o+CH,0 9.60x10% 0 0.0

164 | pxCioHp+HO,=pxCoHye+OH+CH,0 2.40x10% 0 0.0

165 | pCyqHg+CeH1o=54XC1oHa1 3.00x10% 0 7300.0

166 | C;H14+nC3H;=s4XCioHo 3.00x10" 0 7300.0

167 | pXxCigH1=54XC1oHa1 3.67x10% 06 14400.0
(B) Sub-mechanisms of ethycyclohexane

No. | reaction A n E

1 cCeH11+C,H5=C,HscCeH14 1.95x10™ 03 0.0

2 C,HscCeH11=CgHis 1.67x10% 0 87232.0

3 C,H5cCgH11+H=5XC,H,cCqH11+H, 1.30x10% 2.4 4471.0

4 C,HscCgH1;+H=C,H553xcCqH1o+H, 2.60x10% 2.4 4471.0

5 C,H5cCH11+0=8XC,H,CcCgHy1+OH 3.10x10% 2.5 2225.0

6 C,H5cCsH11+0=C3H553xcCeH;o+OH 9.52x10% 2.7 2106.0

7 C,H5CCgH 11 +0=C,H354xcCeH 0+ OH 4.76x10% 2.7 2106.0

8 C,H5CCgH11+OH=XC,H,cCeHy3+H,0 7.05x10% 0.9 504.7

9 C,H5CCeH11+OH=C;Hss3xcCeH;0+H,0 1.94x10% 2.5 1164.4

10 | CyHsCCgHyy+OH=C,Hss4xcCeH;0+H,0 9.71x10% 2.5 1164.4

11 | CyHsCCeHy3+0,=5XxC,H,cCeHy; +HO, 4.00x10" 0 47590.0

12 | CyHsCCgHy3+0,=C,H5s3xcCqHyo+HO, 8.00x10" 0 47590.0

13 | CyHsCCgHy3+0,=CoH5s4xcCeHyo+HO, 4.00x10" 0 47590.0

14 | CyHsCCgHyy+HO,=5XC,H,cCoHy1+H,0, 9.64x10% 2.6 13910.0
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15 | CoHscCgH11+HO,=C,H353xcCoHyotH,0, 1.93x10% 2.6 13910.0
16 | CyHscCgH1+HO,=C,Hs54xcCsHyotH,0, 9.64x10% 2.6 13910.0
17 | CoHscCgH11+CH3=sXCoHacCeH11+CH, 1.51x10% 35 5480.0
18 | C,HscCgH11+CH3=C,Hs53xcCqH10+CH,4 3.00x10% 35 5480.0
19 | C,HscCgH11+CH3=CyHs54xcCqH10+CH,4 1.50x10% 35 5480.0
20 | SXCoHaCCgHy+H(+M)=C,HscCsH11(+M) 4.80x10% 0 0.0

21 | CoHss3xcCqHigtH(+M)=C,HscCqH 1 (+M) 4.80x10% 0 0.0

22 | CoHss4xcCqHigtH(+M)=C,oHscCqH 1 (+M) 4.80x10% 0 0.0

23 | C,HscCsHqy+H=C,Hs54xcCoH 0+H, 1.30x10% 2.4 4471.0
24 | C,Hs54xCcCqH1o(+M)=pXxCH,C7H13(+M) 6.03x10% 0.1 27982.9
25 | sXCyH4CCqH11=CoHss4xcCsH1g 1.19x10% 0.9 22700.0
26 | CyHss4xcCqH1g+H=cCqHyy+CoHs 2.80x10% -3.9 15916.0
27 | CyHss3xcCqH1o(+M)=pXC,H,CeH11(+M) 3.01x10% 0.1 27982.9
28 | sXC,H4cCsH1,=C,Hs53xcCqH 1o 4.65x10% 1 28687.0
29 | C,Hss3xcCqHig+H=cCsH11+CoHs 2.80x10% 3.9 15916.0
30 | pXCH,CsH15(+M)=C4H7+CyHgy(+M) 1.76x10M" 0.6 28791.6
31 | PXCH,CsH15(+M)=CgH10+CoHs(+M) 1.76x10M" 0.6 28791.6
32 | pXCH,CsH5(+M)=CHzsaxCsH(+M) 1.55x10% 2.8 15566.2
33 | CgHyg+H=C,H;+C,H, 1.60x10% 24 11180.0
34 | aCsHs+aCzHs=CgHyo 1.02x10% 0 262.0
35 | CgHyo+rH=saxCgHg+H, 3.30x10% 2.5 2490.0
36 | CgHigtOH=saxCqHg+H,0 4.14x10% 2 -298.0
37 | CgHio+CHz=saxCgHg+CH, 2.94x10% 35 5675.0
38 | C4Hg+CoHa=saxCeHs 4.20x10" 0 1300.0
39 | CHa3sa%,C7H1p(+M)=C4Hg+sC4Hg(+M) 3.39x10% 0.7 31262.9
40 | SXC,H,CCqH11(+M)=pxCgHys(+M) 6.03x10% 0.1 26982.9
41 | SXC,H4CCqHy1+H=cCqH11+CoHs 2.80x10% 3.9 15916.0
42 | pXCgHi5(+M)=saxCgHys(+M) 1.46x10M" 0 10516.8
43 | pXCgH15(+M)=pxCgH11+CoHa(+M) 9.12x10™ 0.3 27237.8
44 | saxCgHys5(+M)=CsHg*+nC3H-(+M) 3.39x10M 0.7 32262.9
45 | CsHg+H=C,H4+CH,CHCH 1.46x10% -4.3 21647.0
46 | CgHg+H=C4Hg+CH, 2.00x10"2 0 7000.0
47 | CgHg+H=C,Hg+CHs 2.00x10% 0 7000.0
48 | CsHg+H=ICsH,+H, 1.73x10% 25 2490.0
49 | CgHg+OH=ICsHs+H,0 3.10x10% 2 -298.0
50 | CsHg+CH,=ICsH,+CH, 2.20x10% 35 5675.0
51 | nC4Hs+CH3=CsHg 7.23x10% 0 0.0

52 | pxCeHi1(+M)=saxCyH;+CyH4(+M) 1.04x10"2 0.4 25124.2
53 | saxC4H(+M)=CsHg+H(+M) 4.70x10% 1.3 44697.6
54 | saxC4H7+H(+M)=C4Hgy(+M) 2.00x10™ 0 0.0

55 | C4Hg+H=saxC,H;+H, 5.40x10% 25 -1900.0
56 | C4Hg+OH=saxC,H;+H,0 3.00x10% 2 -1520.0

S7




57 | C4qHg+CH,=saxCyH;+CH, 1.00x10% 0 7300.0
58 | cCgHyp+H=cCqHy+H, 7.80x10% 2.4 4471.0
59 | cCgH1p+0=cCgHy;,+OH 2.86x10% 2.7 2106.0
60 | cCgHyo+OH=CcCgHy1+H,0 5.83x10% 2.5 1164.4
61 | cCgHy+0,=cCeHy,+HO, 2.40x10™ 0 47590.0
62 | cCgHyp+HO,=CCeH11+H,0, 5.78x10% 2.6 13910.0
63 | cCgHy+H(+M)=cCqHyo(+M) 4.80x10% 0 0.0
64 | cCeHy+H=C¢H;, 2.80x10% -39 15916.0
65 | cCeH1,=CeHin 5.01x10% 0 88232.0
66 | cCgHyo+CH4s=cCqHy+CH, 9.00x10% 35 5480.0
67 | CsHp=aCsHs+nC3H; 1.07x10% -2 74958.0
68 | CgHy=CsHg+CsHs 7.08x10% 1.6 53752.0
69 | CeHyo+H=52xCeHy+H, 1.30x10% 2.4 4471.0
70 | CgH16=pxCsHy +aCsHs 1.07x10% 2 74958.0
71 | pXCsHii(+M)=C,H,+nC3H7(+M) 1.00x10% 0 28366.4
72 | PXCoHaCsHi1(+M)=52xCgH11+CoHa(+M) 9.12x10™ 0.3 27237.8
73 | pxCoHaCgH1(+M)=C,HssaxCgH1o(+M) 1.55x10% 2.8 15566.2
74 | s2xCgH11(+M)=pXxCH,CsHg(+M) 7.59x10% 1.8 6447.8
75 | pxCH,CsHg(+M)=C4Hg+C,Hs(+M) 4.90x10% 0.1 11139.1
76 | CHgsaxCgH1o(+M)=C4Hg+iC3H7(+M) 3.39x10M 0.7 31262.9
(C) Sub-mechanisms of p-xylene
No. | reaction A n E
1 pCgH4(CH3),+H=CsHsCH3+CHs 1.80x10'® 0 8090.0
2 pCeH(CH3),=CeH4CH3+CH; 5.80x10% 0 90951.0
3 pCeH(CH3),=pCeHq*+H 2.57x10Y 0 83360.0
4 pCeH4(CH3),+H=pCgHg+H, 4.00x10* 0 8370.0
5 pCsH4(CH3),+0=pCqgHy+OH 2.60x10% 0 3062.0
6 pCsH4(CH3),+OH=pCgHg+H,0 2.00x10% 0 2180.0
7 PCsH4(CH3),+HO,=pCgHg+H,0, 7.94x10% 0 14069.0
8 PCeH4(CH3),+CH3=pCgHg+CH, 1.77x10% 0 8754.0
9 pCgH4(CH3),+0,=pCgHg+HO, 3.00x10™ 0 43062.0
10 | pCgH4(CHs),+aCsHs=pCgHg+CsHg 5.00x10'2 0 14019.0
11 | pCgH4(CHs),+C,Hs=pCgHg+C,Hs 1.01x10%" 0 9514.0
12 | pCgHa(CH3)+CeHs=pCsHg+CeHs 1.00x10" 0 4400.0
13 | pCgH4(CH3)y+CeHsCH3=pCsHg+CsHsCHs 2.10x10% 0 4400.0
14 | pCgH4(CH3),*+nCsHs=pCeHg+C4Hg 6.00x10% 0 7500.0
15 | pCgHa(CH3),+CoHa=pCqHg+CoH, 4.00x10% 0 7500.0
16 | pCgHy=CsHg+C3Hs 1.00x10% 0 71000.0
17 | pCeHg+O=CgH,CH5+CH,0 1.00x10% 0 0.0
18 | pCgHg+H=CgH,C,H,+H, 1.00x10"® 0 8365.0
19 | pCeHe=CeHsCoH,+H 1.00x10% 0 86124.0
20 | pCgHy=CgH3+CHz+CHy 1.00x10* 0 76200.0
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21 | pCgHy=CsH,CH3+C,H, 1.00x10% 0 70000.0
22 | pCqHy=CeHsC,Hz+H 1.00x10" 0 61500.0
23 | pCgHg+CsHsOH=pCgH4(CHs),+CeHsO 2.05x10M 0 9500.0
24 | pCgHg+OH+H=CgHsCH3+CH,OH 6.00x10" 0 5155.5
25 pCgHg+0,=CeH4C,H4+HO, 3.00x10% 0 43062.0
26 | pCsHg+HO,=CgH,4CoH,+H,0, 1.00x10% 0 7895.0
27 | CgH4CoH4=0CeH,+CoH, 2.00x10% 0 83000.0
28 | CsH4CH3=CgHg+H 6.02x10" 0 0.0

29 | CgH4CHa+H=CgHsCH,4 7.80x10" 0 0.0

30 | CgH4CH3+CyH =CsHsCH3+CyHs 1.00x10% 0 6206.0
31 | CgHg+CoH3=CgHsC,oHz+H 3.60x10"2 0 6400.0
32 | CgHs+CoH=CsHsCoHs+H 5.10x10" 0 6190.0
33 | CgHs+CyH3=CeHsCoHs 1.90x10% -10.5 17489.0
34 | CgHsC,H3=CgHsCCH,+H 6.00x10% 9.1 118323.0
35 | CgHsC,Hs+H=CqHsCCH,+H, 3.33x10% 25 9240.0
36 | CgHsC,H3+OH=CeH;CCH,+H,0 1.55x10% 2 430.0
37 | CgHsC,H3=CeHsCHCH+H 9.50x10%* -11.4 130224.0
38 | CgHsC,oHa+H=C4HsCHCH+H, 6.65x10% 25 12240.0
39 | CgHsC,Ha+OH=C¢HsCHCH+H,0 3.10x10% 2 3430.0
40 | CgHs+CyHy=CgHsCCH,+H 1.80x10% -4.6 31652.0
41 | CgHsCCH,+0,=C¢HsCO+CH,0 4.60x10% -14 1010.0
42 | CgHsCHCH+H=CgHsCCH,+H 2.30x10% -6 35164.0
43 | C4HsCCH,+OH=CzHsCHO+CH, 4.00x10" 1.8 220.0
44 | CgHsC,H+H=C4HsCCH, 5.00x10% -12.8 17185.0
45 | CgHsCCH,+H=CsHsC,H+H, 3.00x10" 0 0.0

46 | CgHsCCH,+OH=CgHsC,H+H,0 5.00x10" 0 0.0

47 | C¢HsCCH,+0=CH,CO+CgHs 4.80x10% 0 0.0

48 | CgHs+C,oH3=CsHsCHCH+H 1.50x10% -4.9 35504.0
49 | CgHs+C,H,=CsHsCHCH 7.70x10% 9.2 13400.0
50 | CgHsCHCH+0,=C¢HsCHO+HCO 4.60%x10% 1.4 1010.0
51 | CgHsC,H+H=C4HsCHCH 5.00x10% -12.8 17185.0
52 | CegHsCHCH+H=CgHsC,H+H, 3.00x10% 0 0.0

53 | CgHsCHCH+OH=CgzHsC,H+H,0 2.50x10"2 0 0.0

54 | CsHs+C3H3=CeHsC,H3 1.64x10° -15.9 27529.0
55 | CgHsC,yH3+0O=C4HsCCH,+OH 1.51x10% 1.9 3740.0
56 | CgHsCoH3+O=CgHsCHCH+OH 1.51x10% 1.9 3740.0
57 | CgHsCoH3+0=CqH:CH,+HCO 1.92x10% 1.8 220.0
58 | CgHsC,oH3+0=CqH:CO+CH,q 1.92x10% 1.8 220.0
59 | CgHsC,H3+0O=C¢HsCHO+CH, 3.84x10% 1.8 220.0
60 | CgHs+C,H,=CgHsCoH+H 7.50x10% -4 17100.0
61 nC,Hs+C4H,=CsHsC,H+H 3.16x10" 0 1800.0
62 | CgHsC,H+OH=CH,CO+CgHs 1.10x10% 0 7170.0
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63 ‘C6H5C2H+O:HCCO+C6H5

1.63x10%

E

| 1900.0

ki = AT"exp(—=E/RT) Aunit: mol, cm, s; E unit: cal/mol.
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