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Computational details

Atom coordinates for °LF"BF; structure optimized at M06-2X/6-31+G(d,p) level.
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structure optimized at M06-2X/6-31+G(d,p) level.
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Atom coordinates for °L*"BCl, structure optimized at M06-2X/6-31+G(d,p) level.
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Atom coordinates for PLP"BF;
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Atom coordinates for PLP"BCI, structure optimized at M06-2X/6-31+G(d,p) level.
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Atom coordinates for °LF"BBr; structure optimized at M06-2X/6-31+G(d,p) level.
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Atom coordinates for PLP"BBr; structure optimized at M06-2X/6-31+G(d,p) level.
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Atom coordinates for °LP"BI, structure optimized at M06-2X/LANL2DZ level.
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2.888756
2.541468
1.479991
3.051888
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-3.194355
-2.740776
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0.016379
2.009852
1.402118
4.412193
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3.394598
3.822807
1.950108
-0.340871

Atom coordinates for PLP'BI, structure optimized at M06-2X/ LANL2DZ level.

H -3.489123 3.348243 1.500361
H -0.452675 2.018084 2.897751
H -1.168435 3.596685 2.552372
H 0.128736 2.959175 1.501002
H 1.096783 -0.182285 3.050918
N -0.006344 0.147593 -0.060628
C -0.006201 0.003937 1.304080
C 2453275 0.009159 1.361545
N 2516501 0.152706 -0.001732
C 1.207637 0.030570 2.011141
B 1.268262 0.766866 -0.648946
| 1.249596 3.043597 -0.048534

I 1.320976 0.666734 -2.896686

H 1.182462 0.196764 3.072844
N -1.173822 0.019185 1.992711
N 3.587397 0.029607 2.103920
C 4918623 0.199859 1.532802
C 3.505939 -0.123783 3.549028
C -2477677 0.183738 1.360141
C -1.159275 -0.134255 3.440024
C -0.899548 -0.686840 -0.812755
C -0.911650 -2.060506 -0.573943
C -1.790905 -2.886264 -1.274808
C -2.649433 -2.341608 -2.226315
C -2.626948 -0.966868 -2.471922
C -1.760542 -0.139856 -1.766029
C 3.447526 -0.677716 -0.711154
C 3.454419 -2.051354 -0.471890
C 4369140 -2.873194 -1.130683
C 5.268931 -2.324701 -2.040982

Selected NMR spectra:
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4.349825
-1.740887
-3.290486
-3.329860
-1.794123
-0.225717
4.333723
5.947703
5.977241
4.368059
2.736656
4.881235
5.568268
5.334863
4.502216
3.129479
2.853468
-0.516396
-0.809432
-2.171607
-2.405467
-2.872046
-3.164569

0.460329
1.227898
1.321480
0.655461

-0.950061
-0.126896
0.931672
-0.536180
-2.982529
-3.954684
-2.476115
0.944553
-0.516405
-2.962600
-3.941608
-2.469994
0.924958
0.599802
-0.741134
-0.334334
0.790693
-0.959620
-0.967285
0.781738
-0.349296
0.908750
-0.759102
0.581254

2.354712
0.030240
-1.600471
-0.896097

-2.287545
-1.623115
-1.940526
-3.214968
-2.777545
-1.083075
0.160329
-1.798455
-2.998726
-2.559631
-0.938891
0.229498
0.719856
2.312312
1.157273
3.935926
4.023059
3.818071
3.739184
3.931214
3.779937
0.549488
0.966075
2.108344
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