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Figure S1. UV-Vis spectra of 1(red) and 2(blue) in CH,Cl,.

Table S1 Crystallographic data of 1 and 2.

730

1 2
Chemical formula C17H13N3 C18H17F3N3
Formula weight 264.34 332.34
Temperature / K 296 296
Crystal size / mm3 0.85 x 0.73 x 0.20 0.78 x 0.32 x 0.12
Space group P2,/n (No. 14) Cc (No. 9)
alA 9.6624(13) 5.592(2)
b/A 9.8119(11) 18.904(7)
clA 15.7422(18) 15.882(5)
ple 104.595(4) 92.487(11)
VA3 1444.3(3) 1677.3(11)
Z 4 4
deae 1 g cm’ 1.216 1.316
&/ mm! 0.074 0.103
F(000) 564 692
6 (min, max) / ° 2.469, 29.355 2.508,22.273

Index ranges

Measured reflection
Independent reflection (R,
Observed reflection (I > 20([))
Goodness of fit on F?

R, R, (1= 20(I))

R, R,, (all data)

Resd density (min, max) / e A3

A13<h<13,-10<k<13,
21<1<17

13831

3762 (0.0357)

2323

0.860

0.0523, 0.1345

0.0929, 0.1683
-0.345,0.192

6<h<7,-19<k<24,
-17<1<20

4642

2871 (0.0559)

1725

1.060

0.0662, 0.1736

0.1132, 0.2069

-0.264, 0.348
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DFT output data of 2

Archive data for doublet

1|1|UNPC-UNK|SP|UB3LYP|6-31G(d)| C18H17F3N3(2) | PCUSER|14-Oct-2014 | 0| | #
UB3LYP/6-31G* SP GUESS=READ GEOM=CHECK SCF=TIGHT INTEGRAL(GRID=ULTRAFI
NE)| | 1Ph3tBu7CF3BT _doublet| |0,2|N|N,1,2.39377347|N,1,1.35661148,2,89.1
8344174|C,3,1.38171172,1,123.24329982,2,0.31238734,0| C,2,1.33027063,1,
26.3109674,3,179.69666548,0|C,2,1.36847704,1,89.53100047,5,179.9158756
7,0|C,4,1.41100184,3,122.17799176,1,-178.23522057,0| H,7,0.93082205,4,1
20.89826527,3,-0.99974639,0|C,7,1.37023757,4,118.13403283,3,178.987715
86,0|C,9,1.47014886,7,119.10774099,4,178.65144275,0|C,6,1.39227986,2,1
20.28723371,1,179.78437156,0| H,11,0.9301006,6,119.49889886,2,1.8856304
6,0|C,5,1.51359887,2,117.57206426,1,-175.15907115,0| C,3,1.4505948,1,11
4.05478374,5,179.30872633,0|C,11,1.38030681,6,121.05948431,2,-178.1939
1678,0|H,15,0.93057899,11,120.02930697,6,179.72271128,0|C,14,2.7346396
2,3,176.49075442,1,-7.8681205,0|H,17,0.93152676,14,178.60935886,3,16.2
1710676,0|C,17,1.35743181,14,60.48464982,3,-74.78120811,0 | H,19,0.93046
531,17,119.76469863,14,-178.54668427,0| C,13,1.5353807,5,110.93481026,2
,-35.33233596,0| H,21,0.95966145,13,109.47244256,5,-55.30225757,0 | H,21,
0.9590682,13,109.51423809,5,-175.27535955,0 | H,21,0.96036685,13,109.502
44059,5,64.65622146,0|C,13,1.51867423,5,107.91092342,2,83.54587696,0 | H
,25,0.95949535,13,109.47927048,5,-67.06181632,0| H,25,0.96044151,13,109
.5020378,5,172.96502717,0|H,25,0.95964463,13,109.4778211,5,52.91239408
,0/C,19,1.38035663,17,120.45615255,14,1.37551767,0| H,29,0.93003259,19,
120.62295764,17,177.31708367,0|C,17,1.36312468,14,60.39092103,3,106.80
80627,0|H,31,0.93068758,17,120.29288761,14,179.37915018,0| C,14,1.35122
951,3,120.17175814,1,96.40304891,0| H,33,0.93043896,14,120.24031455,3,3
.29718523,0|C,13,1.52022933,5,111.73685395,2,-156.26489911,0| H,35,0.96
082197,13,109.43747643,5,-56.5860485,0 | H,35,0.96086629,13,109.46929765
,5,-176.54457193,0| H,35,0.95896958,13,109.55098973,5,63.39112562,0 | F,1
0,1.29073143,9,114.32000901,7,-88.29794266,0| F,10,1.25979992,9,115.561
27086,7,31.45830105,0| F,10,1.29560205,9,115.03929118,7,155.73282918,0|

| Version=x86-Win32-GO3RevB.04 | State=2-A| HF=-1159.5717576|52=0.76342 | S2
-1=0.|S2A=0.750107 | RMSD=5.681e-009 | Dipole=-0.1943726,0.0899699,-1.1312
034|PG=C01 [X(C18H17F3N3)]| | @

Table S2 Calculated energies of triplet and broken symmetry singlet for 2 at UB3LYP/6-31G(d) level.

E (HF) N %A
Triplet state -2319.1453881  2.02689  2.000421
Broken symmetry singlet state  -2319.1453862  1.026865  0.216298
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