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Cartesian coordinates of species for H-abstraction reactions PF + H/O/OH/HO, at the M062x/cc-pVTZ

level.
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-0.092629
0.741015
0.257451
-1.107484
-1.909362
-2.132486
0.334176
0.931442
-1.516590
-3.258390
2.081783
3.044245
4.016573
2.878251
-4.362761

PF-HO,-TS1

6
6
6
6
6
6
1

—

-2.661667
-1.315362
-0.921352
-1.821689
-3.163235
-3.584435
-2.987294
-0.592629
-1.463136
-3.877628
-4.630517

1.226975
1.449284
0.391963
-0.891950
-1.123479
-0.055341
2.033535
2.432745
-1.697277
-2.112967
-0.283367
0.711231
-0.063365
0.370605
-1.046762
-0.457944

1.303863
0.996473
-0.315090
-1.317104
-0.992836
0.317311
2.324805
1.759921
-2.328536
-1.767673
0.568362

0.204571
0.072129
-0.254014
-0.457035
-0.323213
0.002345
0.456685
0.212173
-0.705495
-0.471150
0.133492
-0.438079
0.103548
-0.151206
0.750558
0.241960

-0.233209
-0.371350
-0.181799
0.126887
0.259056
0.082424
-0.376154
-0.614783
0.254572
0.500135
0.187446

0 = 0

0.412433
1.406533
2.605716
1.382543
4.319396
4.442225
3.744440

PF-HO,-TS2

A O O O o O

—_ 0 0 o0 = O o

-1.323483
-0.367284
-0.591312
-1.855779
-2.853509
-2.595406
-1.101811
1.026770
-2.039874
-3.841005
-3.377955
0.388473
1.508710
2.190171
1.725980
2.079875
2.443825
2.506871

PF-HO,-TS3

6
6

0.319065
1.390491

-0.727574
0.007217
-0.574223
1.034043
0.437102
0.556884
0.810889

1.593078
0.658012
-0.696571
-1.154438
-0.234099
1.128582
2.651340
1.080041
-2.220060
-0.588411
1.837399
-1.619869
-1.677476
-2.405309
-1.057753
1.195788
1.625864
0.790233

2.580249
1.731849

-0.355832
0.119228
-0.137786
0.707162
-0.092507
0.858499
-0.193743

-0.079179
-0.377258
-0.337036
-0.004285
0.288240
0.255827
-0.103607
-0.726978
0.018954
0.548279
0.489414
-0.687391
0.050234
-0.398301
1.046654
-0.791799
0.484920
0.973910

0.255724
0.020173



—_— = O N N

—_— O\ OO0 =

o o0 o0

1.162670
-0.125848
-1.141134
-0.986841
0.500047
2.408525
-0.315217
-2.442840
-1.828933
2.280563
2.422134
3.360587
1.668399
-3.319564
-2.780384
-2.717512

PF-HO,-TS4

0.393953
-0.126575
0.761415
2.096891
3.624630
2.093328
-1.167811
0.139736
2.746882
-0.377594
-1.599120
-2.032028
-2.123815
-0.506187
-1.788999
-2.063946

-0.256685
-0.310735
-0.063158
0.221254
0.471768
0.042573
-0.529055
-0.086953
0.411383
-0.548745
0.005837
-0.354704
0.761161
-0.057980
-0.149836
0.773723

A O & O & &

—

—_ 0 0 o0 = O &

-0.807749
0.579536
1.301701
0.686521

-0.700295

-1.388552

-1.407191
1.088803
1.294652

-1.200948

-2.824247
2.684720
3.454693
4.501379
3.075105

-3.884440

-3.908065

-3.946128

-0.662670
-0.697478
0.445899
1.620382
1.664783
0.514904
-1.533249
-1.598840
2.486742
2.571566
0.448281
0.498957
-0.472446
-0.240299
-1.421399
0.209884
-1.183844
-1.443231

-0.449177
-0.554808
-0.249901
0.149931
0.255863
-0.046439
-0.680120
-0.860910
0.370671
0.565052
0.048046
-0.399000
0.130911
-0.090279
0.738843
0.129828
0.060318
0.989344



