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Table S1 Crystal Data and Structure Refinements of Complexes 1, 5 and 6

1 5 6
empirical formula Ci9H5ClL,CrN C,4H,7ClL,CrN Cy6H31ClL,CrN
M,, 390.30 452.37 480.42
crystal system Monoclinic Monoclinic Orthorhombic
space group C2/c P2(1)/c Pna2(1)
a (A) 25.969(2) 10.4590(8) 15.3969(7)
b (A) 9.2271(8) 26.893(2) 18.3161(9)
c (A) 16.7645(14) 8.5983(6) 8.5618(4)
o (deg) 90 90 90
8 (deg) 110.1890(10) 113.7230(10) 90
y (deg) 90 90 90
V (A) 3770.3(6) 2214.1(3) 2414.5(2)
V4 8 4 4
Dcalcd (mg m3) 1.375 1.357 1.322
abs. coeff. (mm1) 0.889 0.768 0.708
20 mas (deg) 1.67-26.39 2.13-26.39 1.73-26.39

transmission range
reflections collected

independent reflections

R1% (WR,)*[1> 20(1)]

GOF (F2)
largest diff. peak
and hole/e A-3

0.8782-0.8493
10485

3838 [R(int) =
0.0386]

0.0452

0.1077

1.054
0.693
-0.273

0.8936-0.8679
12593

4521 [R(int) =
0.0367]

0.0457

0.1043

1.049
0.709
-0.265

0.9012-0.8772
12947

4864 [R(int) =
0.0353]

0.0455

0.1128

0.999
0.407
-0.296

aRlzzllFol - |Fc||/Z|Fo|-

P wRy = [Z[ w (F=F2)?] / Z w (Fo?)2]]Y2
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Distribution Plots
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Figure S1 GPC trace for poly(ethylene-co-1-hexene) sample (entry 18, Table 3, Mw = 6.48 x10* g/mol,

Mw/Mn = 2.68).
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Figure S2 GPC trace for poly(ethylene-co-1-hexene) sample (entry 21, Table 3, Mw = 8.20x10* g/mol,

Mw/Mn = 2.62).
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Figure S3 GPC trace for poly(ethylene-co-1-hexene) sample (entry 24, Table 3, Mw = 12.22x10*

g/mol, Mw/Mn = 2.08).
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Figure S4 GPC trace for poly(ethylene-co-1-hexene) sample (entry 27, Table 3, Mw

g/mol, Mw/Mn = 2.47).
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Figure S5 GPC trace for poly(ethylene-co-1-hexene) sample (entry 30, Table 3, Mw = 16.02x10*
g/mol, Mw/Mn = 2.45).
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Figure S6 GPC trace for poly(ethylene-co-1-hexene) sample (entry 33, Table 3, Mw = 20.31x10*
g/mol, Mw/Mn = 2.48).
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Figure S7 13C NMR spectra for poly(ethylene-co-1-hexene) sample (entry 21, Table 3).
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Figure S8 13C NMR spectra for poly(ethylene-co-1-hexene) sample (entry 24, Table 3).
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Figure S9 13C NMR spectra for poly(ethylene-co-1-hexene) sample (entry 27, Table 3).
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Figure S10 3C NMR spectra for poly(ethylene-co-1-hexene) sample (entry 30, Table 3).
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Figure S11 3C NMR spectra for poly(ethylene-co-1-hexene) sample (entry 33, Table 3).
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Figure S12 13C NMR spectra for poly(ethylene-co-1-hexene) sample (entry 36, Table 3).
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Figure S13 UV/Vis spectra of complex 1.
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Figure S14 UV/Vis spectra of complex 2.
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Figure S15 UV/Vis spectra of complex 3.

T T T T T T T 1
400 500 600 700 800

nm

Figure S16 UV/Vis spectra of complex 4.
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Figure S17 UV/Vis spectra of complex 5.
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Figure S18 UV/Vis spectra of complex 6.
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Figure S19 'H NMR spectrum of H,L3 (400 MHz, CDCls, 25 °C).
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Figure S20 3C {*H} NMR spectrum of H,L3 (100 MHz, CDCls, 25 °C).

160 140 120 100

180

20

40

60

S12



w 2
AR
° 6EL1
o _ . T
Dy = - e 88’1
ce L\ r.J B 3¢ 6121 )
i - e —=
S e - L o GEPL SR
Bl e . —= (8% o 1, 90°8L
w1 : BV L8l
ezzr T —— 88'S & 05°8L
oez h o g €88l
/ "8 o
6L , S o ow o 05 ]
e h 28 P pg9L
F s = aL'lL
S 8vLL
e o 91°zeh
96°€ Ry 2~ £v'ZZl
1 rg S ET TR TAR —
SEE \ o2 © p0'LZL]
F9T £ L2l
DR peLTh
o = 65821
e @ £8'8Z1
& 988711
o < 16°8Z11
e = AV TAR
z 96'621 |
o T 00°0€L |
© 0Z'0E 1
N 0F'0E L
| v ﬁ Ly gL
6 .
: st
02 u . ® £el
A e . L2 ix LE9EL |
g e = : 02°9€}
LVL E 612 9611
; . 16°9€ 1L
LE'L = Tm. H o e
Gl % e €L°8E L]
mwm - vw.oi
= 1Tk

S13

0

10

30 20

60 50 40

70

Qb Sb
1 (ppm)
Figure S22 3C {{H} NMR spectrum of H,L5 (100 MHz, CDCls, 25 °C).
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Figure $23 'H NMR spectrum of H,L6 (400 MHz, CDCls, 25 °C).
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Figure S24 3C {{H} NMR spectrum of H,L6 (100 MHz, CDCls, 25 °C).
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Figure S25 'H NMR spectrum of complex 1 (400 MHz, C¢Dg, 25 °C).
8‘0 6I0 | 4‘0 | 2I0 | 0 —1‘0 —5IO | —%O | —éO | —1I10

-30
1 (ppm)
Figure $26 'H NMR spectrum of complex 2 (400 MHz, C¢Dg, 25 °C).
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Figure S27 *H NMR spectrum of complex 3 (400 MHz, C¢Dg, 25 °C).
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Figure S28 'H NMR spectrum of complex 4 (400 MHz, C¢Dg, 25 °C).
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Figure S29 'H NMR spectrum of complex 5 (400 MHz, C¢Dg, 25 °C).
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Figure S30 'H NMR spectrum of complex 6 (400 MHz, C¢Dg, 25 °C).
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