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List of the optimized geometries for the studied abstraction reactions
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-1.24804
0.04349
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1.5984
1.39309
0.41567
0.07707
0.01137
-0.72467
0.6734
-0.68314
-1.25835
0.04365
-1.37015

-0.22343000
-0.60334200
0.20738900
0.73524000
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-1.06077900
0.10408100



—Z T O O m O - T O

H

isopentyne + OH

C

Z - O T T T O T O m O O m

H

-0.25219000
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1.07915300
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2.28324500
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0.41211300
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-1.51889500
0.73570800
-1.71316100

0.37212300
0.64201400
0.06851400
-0.27783600
-1.22536600
-0.46563600
-0.28101600
-0.45836800
0.47741500
-0.75057500
-1.22263400
0.78538200
0.50643200
1.75149300
0.88842900

-0.16247600
-0.43063400
0.14559000
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H

1.53823000
-0.91391700
-2.17117500
-2.32776100
-1.21705900

0.04288900

0.20401200
-0.79770500
-3.02863300
-3.30676400
-1.32941600

0.90728600

1.50900100

1.66353500
-0.98095600
-1.24069000

but-3-yn-2-ylbenzene + OH

C

T - T O O O O 0 a0 o O T

2.94164100
3.64178800
2.16072500
1.19453300
-0.62511800
-1.94752900
-2.89579800
-2.51439900
-1.19232900
-0.23646700
0.11676100
-2.23635100
-3.92502800

0.82006900
0.68791900
0.12246300

-1.02376700
-1.60318600
-1.03999100

0.11455600

1.59242700
0.58376300

-1.46478300

-2.50031600

-1.49325500
1.70937700
1.17389700
1.98659900
1.07092200

0.79777500
1.43445300
0.08301900
-0.77999500
0.07163100
0.40913700
0.32166900
-0.10389100
-0.44032700
-0.35808400
0.14965600
0.74352700
0.58868400

0.51500400
0.99126300
0.83685200
0.06920600

-0.52966100
-0.36781900

0.38752700

1.57523300

1.30689600

-0.05727800
-1.12341100
-0.83399600
-0.12111000
1.53998800
-1.44060500
-1.64376500

-0.83363700
-1.31670000
-0.27133700
0.41068300
-1.13956200
-1.39298400
-0.38369800
0.88103300
1.13230500
0.12550900
-1.92481200
-2.38024100
-0.58000200



T T T O T O =& T T

-3.24548800
-0.89407300
1.36615300
1.29550200
0.64794300
1.41192900
2.42803000
0.70919800
1.24392700

-0.16701100
-0.76059000
-0.66293300
2.24160700
2.08368300
-2.25232100
-2.56366600
-2.88202800
-2.38830300

1.67554900
2.12310300
1.48276900
1.16679400
0.45819900
0.02733200
0.26300700
0.57131400
-1.04039600

Product complexes (PC) of the studied abstraction reactions by OH:

propyne + OH
C

T X o TX =T T a a o

—Z O - T O O T O

-butyne + OH

1.21596100
1.41936700
1.01001400
0.74576100
-2.13331100
-0.27363000
1.54939600
-2.13102500
-1.34403900

-0.71420100
-1.45320500
0.16057400
1.13654200
-1.81077700
1.60421100
-1.75507100
-1.54872700

-1.22134000
-2.26419500
-0.02389300
1.32598200
-0.23648200
1.66780700
2.04071900
-0.13522300
-0.61056000

1.89880300
2.59889900
1.13166300
0.22727600
-1.24573900
0.35434900
-1.40920400
-0.54466400

-0.00587400
-0.00693600
-0.00373900
0.00268500
-0.88428600
0.10079400
-0.08160300
0.07007500
0.35300100

-0.23664300
-0.54095400
0.11069500
0.48156400
0.97584300
1.44812800
0.03172000
-0.33697600



= T O

H

I-pentyne + OH

C

Z - O & T O T O X =m O O m

H

penta-1,4-diyne + OH

C

QO = O T T O O =

1.50022900
2.54609300
0.88448700
1.31962000

1.83039
2.67633
0.85259
-0.25833
1.14495
-0.21557
0.94811
1.28313
-1.4858
-2.35992
-1.51207
-1.57411
-2.51171
-0.75853
-1.52001

0.96829600
1.53047600
0.30296000
-0.42782500
2.76066500
0.12166800
2.64681400
2.45633600
-1.81574900

-0.94540400
-1.21656200
-1.81008900
-0.73658600

-0.36466700
-0.22867900
-0.09889800
-1.41791100

-1.18844  -0.53892

-1.36574 -1.15692

-1.0335 0.16524

-0.81808  0.95548

2.16463  1.01258

-1.15187  1.98384

2.13635  0.07384

1.27956 -0.21055

-0.10733  0.48081

-0.64234  0.86176

0.88246  0.95109

0.05474 -1.02959

0.53407 -1.30578

0.67615 -1.39525

-0.91212  -1.5296

-1.86901900
-2.77003400
-0.86083500
0.32454100
1.23261100
1.25046800
1.20857700
0.28567900
0.34310000

-0.02347300

-0.06454800
0.02397400
0.08555400

-0.90559300
0.20211700
0.04712400
0.24127100
0.01045600



C
H

4-penten-1-yne + OH
C

- T O O - O T =T O O =T

H
isopentyne + OH
C

-z QO &m =& T O @m O m O O T

-3.02129400
-4.08198800

-1.90101700
-2.85189500
-0.82151700
0.43288700
0.02063700
0.52444400
-0.87518400
-1.25886600
1.55336000
1.56355700
2.46396000
2.46805200
0.67151600

-1.87901700
-2.87656000
-0.71857700
0.58709300
-1.20001500
-0.80732100
-1.24038300
1.25836600
2.28117700
1.31647700
0.71799800
1.26983100
1.27478500

0.38209100
0.41338700

0.99670500
0.94508400
1.07309500
1.14440100
-2.01371100
1.79626600
-2.19726200
-1.32477100
0.41772200
-0.43429600
-0.95878000
0.56038200
-0.61213000

1.35105000
1.71609000
0.99276100
0.53354100
-2.62570200
-2.19169500
-1.33275300
0.15687300
0.53922700
-0.93460500
0.52999200
0.19404700
-0.89366000

-0.05379100
-0.10656100

-0.50491300
-0.97726400
0.02871400
0.64984500
0.68142800
1.50721500
0.38905000
0.25910100
0.21157000
-0.85012500
-1.13207600
0.77374500
-1.43509200

-0.00780400
-0.00393900
-0.01098300
-0.01041800
-0.65656400
0.10323000
0.14906200
-1.28945200
-1.31690100
-1.35881000
-2.15593100
1.27326300
1.40414500



H
H

2.31015800
0.76874900

3-phenyl-1-propyne + OH

C

O T T T T T T =T— O O O o o o o o =

H

-3.35784000
-4.17029100
-2.43814900
-1.38266900
0.98395000
2.31500500
2.68944200
1.71679000
0.38346100
-0.01212200
0.68781600
3.06720700
3.73178600
2.00603900
-0.37383800
-1.63010700
-1.61586300
-0.87079500
-0.12360100

but-3-yn-2-ylbenzene + OH

C

QO O O O O T

2.92842800
3.63052000
2.13129000
1.23289600
-0.70101000
-2.05484800
-2.93397700

0.52563400
0.63969800

-1.38421200
-2.00179200
-0.67870200
0.13790400
0.76698100
0.53045300
-0.61058500
-1.51393900
-1.28506000
-0.13639700
1.65702000
1.23474800
-0.79473500
-2.40191500
-1.98646700
2.43124400
1.04097500
2.93864000
2.35314000

-1.75921700
-2.50491300
-0.91433700
0.08876900
-1.29706900
-1.44669600
-0.40069000

1.25645700
2.12901100

0.07867400
0.37414300
-0.26510000
-0.65786600
-0.77949700
-0.49620900
0.20698500
0.62573900
0.34977400
-0.35996300
-1.32052100
-0.82439900
0.42681400
1.17120200
0.67401200
1.10059600
-1.20629000
0.80433100
0.95457800

-0.09998400
-0.38252000
0.23616000
0.60708000
-0.10784700
-0.33347000
-0.06974900



T T T O T O @m T T =-m T T O O O

-2.43923000
-1.08440000
-0.18131700
-0.02152100
-2.43178700
-3.99318400
-3.11455400
-0.71714700
1.46783500
0.91378600
0.04834100
1.78062800
2.85231500
1.59276700
1.30536100

0.79988700
0.95806400
-0.08923500
-2.11259600
-2.38436800
-0.52046300
1.61951500
1.90210800
0.82901500
1.60551500
1.32258200
1.37443400
1.29834300
2.18548200
1.63772700

0.42472500
0.65646900
0.39531000
-0.31494500
-0.71873000
-0.24951000
0.62941900
1.03299700
-2.02194700
-2.13894100
-1.83061300
1.14645700
1.30583200
0.43718800
2.09345300



