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1.'H and 3C NMR Spectra

1.1 Spectra of compounds 1a-1.
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1.2 Spectra of compounds 2a-1.
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1.3 Spectra of compounds 3a-l.
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1.4 Spectra of compounds 4a-1.

z€TL9
86L°9
€86'9
0600
S0€0°L
vEE0L
085T'L
EWNNW
ETTE L —5
seces /f
0zTvL
T8EY'L
reovL
6SL1L
0TESL
098"
0888
67€T'6
SL5T6~

N~
N

4a

Foot

80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 0.0 -05 -1¢
ppm

8.5

9.0

12.0 11.5 11.0 105 100 95

YL9L
IT'LL V

mm.ﬂﬁ\

r'e0T —
0'STT
91°0CT /

Nq.mﬁ/
€1°L2T

mwhﬂ/
vE8TT L
78'8¢T -1
6T'67T \
S6'9ET ~
€6'LET
S6'TVT —

STLST—

gt bl

™

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

200

S35



[T} 2
7 N\ <
prd 4 p 3
o / n 1617 —
— o ° ;
4 o -
o
wn
-
o
J )
vE8ET — TN.m n
o~
<
o
n
o E
° vLOLN
< 9T'LL 7 g
8S'LL 3
wn
<
©
wn
€
o
SE'E0T —
21699 3
8.1L'9
97569 " 07STT
L7269 © 61°0CT
28669 = Fm.o L€°5TT _
(433404 ——— Reot 2 9121 / 3
2652'L % pore 79821 %
168T°L . T " 88'8CT > e ———
NMH:\ H\MO.N ~ 20621
TTry L — 507 96 ET — .
TvELL o L5°9€ET
0T9/°L 78°9€T \ _
SYES'L " £9°TYT ]
0198'L =
o
[e)]
18076 To .
| ————"To0t1 T LST— -
LT€T'6 > i
[e)]
=
o
-
wn
o
-
o
o
—
wn
o
-

-1

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

200

S36



Br

vveL 9
AATAC]
66T0°L
STYO0'L
6290°L
(34492
L6vE'L
LTLeL
LL9Y'L~E

0L6V°L
SVZa'L
LTSSL

S8TL'L
L9SL'L
v1E8’L
T8S98°L

9YTT6~_
16726~

oot

85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05
ppm

9.0

9.5

vL9L
oT'LL V

8S°LL \

67°€0T —

99°STT
65°8TT W
€0 TeT
ov'szT
8. L2T M
65°62T ~
S€0ET \
8eTET
299€T
18°9€T
srzvr /-

L6°9ST —

12.0 115 11.0 105 10.0

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

200

S37



v8CL9
TSSL9
EETO'L
CLYO'L
1690°L
SS9T'L
€LTEL
€GSEL
BLLE'L
LTLY'L
8T0S'L
6965°L
05¢9°L
CTEL'L
C6SLL
EEEV'L
0098°L
L9TT'6
CTIST'6

N

i

>

N~
N

4d

0T
J it

-0.5

30 25 20 15 10 05 0.0

35

4.0

85 80 75 70 65 60 55 50 45
ppm

9.0

9.5

vL9L
9T'LL V
8S°LL /

§9°C6 —
7S '€E0T —

0L'STT —
69°8TT —
6v°'S2T

vg szt M
79621 ~—
19°061
£9°9€T ~_
ov'LeT

St L€T

vt/

96'9ST —

12.0 11.5 11.0 10.5 10.0

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

200

S38



-1

w0
S 80'6TT — -
o
7 N\ o ]
Z
\ i N
O QO ° S
89°2CT — -
J— ~ 5
= <
Se
wn Q
- o
&
o
i 82°9¢T — - =
- T —
S
i =
88671 — = R
0 Tu = || -
(22]
vL9L
o
< S.RW
85°LL
n
<
S
wn
€
wn
o
T6vL'9 o et
SSLL9 © [A8749
06v0°2 JARTAS
v0L0°L 2 [AAT41
1260°L ) Fv (STt - _
185€'L o1 o 6v'STT
LL0V'L T 16821 — —
. . in . =
iy o e s
Smm.n\ 0'€ o 80°LET —
€89°L © 65 TYT
L9181 29°TvT — —
2€06'L o [AXTARNg B N
1796, L1°STT ~ 2 E
/336, o €2'57T — _ e
) > Lrset
L0ST'6~ J Toot €0°LST — -
vvLTe w
o o
ES
= 21'8eT — - !
o
- n
0
“ 55871 — - N
. £
o
o o=
o S
0 n
— (2]
- S
o
o~
-

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

200

S39



9EV8'E —

LEOL'9
C0EL9
7996'9
S886'9
6566'9
£500°L
86ET'L ~_
€L9T'L

L06T°L
9CTY'L
BISV'L

0c6eL’L
0ce8’L
T6V8'L

77076 ~_
68726~

N
NS
I

< Fst

Hﬁo.ﬁ

17T
7

_ H\.«oa

Froe

Foot

30 25 20 15 10 05 0.0 -05 -1«

35

4.0

85 80 75 70 65 60 55 50 45
ppm

9.0

9.5

r'ss —

vL9L
9T'LL V
8S°LL /

Sv'E0T —

LLETT —
6CSTT
86'61T —
6E'SIT
75 LTT "
0,821 —
v6°'62T \
€€°0€T

coosr/
€7 THT —

ETLST ~
(8'8ST -~

]

12.0 11.5 11.0 10.5 10.0

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

200

540



-1

0
<Q
/N i
o
Z
\ 0
o
o
o
3
wn
¥ 2 3
o
~
wn
~
o
(32]
0
(22]
vLoL
o
< S.RW ="
85'LL
0
<
6LEL9 o
. wn
57929 1
0000°z 4 E
120, " g
vev0L Ls'E0F —
v L o
wwmws ] < ov'SZT
2 80°£2T
TLTEL 0 (12T
[aZIR @ 6721
099e 2 98'87T -
EHadgm | & .
N ST'62T
o6vY'L 92621 7
CsLv'L /W " =
26111~ 1
98€9°L 1L9€T N
6299°L p: 96'9€T
11692 v8'6€T % -
816, " oT'TYT \ 1
£9€6'L 6 86'THT
L€v6'L
. o
beers °
SSTE~ - 97'LST — —
66/7'6 Foot n 3
[e)]

12.0 11.5 11.0 10.5 10.0

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

200

541



€610’ —

09€L'9 —
L186'0 —
(SLT L~
SLOY'L ~
9€€8'L ~_
5668'L T
€676'L 7
£967'8

08¢C'6 —

n
r o
_ 0T
09€L°9 o
/186'9 — - 80T L 2
R7IAN |
SLOVL~. — vy n
- N
ogegs L
cob8 > —— Frs | og
coz6 F ok
o
19678 — - o IT
=60 in
[~ o0
o
r o
08226 — - TQH L
0
r o
)
(&}
o~
I
(&)

N™

4h

0T
—80°T

vy

80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 0.0 -05 -1(
ppm

8.5

9.0

12.0 115 11.0 10.5 10.0 95

05521 —
26521 )
10°9CT V N
—
o
96921 — N
-
[ WEa:
TLLTT V 2
vLLTT N b
[&:W%a N
82T — ~
- S
3 a <
Sl
)
Se67T —
vLoL
T LL
85LL L8
-
29°€0T — n
L O
—
o
LS
-
29°€0T —
5SSt "
00°02T S5'STT — o
o0s°szT
26521 °
10'92T 00:00F — - e
9691 10921
oLt 96'971 | @
Rde 29°L21 / —
8Ll \900xa: W
cv'8zl viLTT Q
se62T F o
sf o
) 8967 — | @
vvSET bceT — @
TL€T Lz eT—
S0ZvT °
. |
v 15T — 3
50701 —
wn
L <
-
o
L wn
-
wn
L un
—
€' LGT —
o
L o
el

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

200

542



wn
Q
=
k o
v
o
My
~ °
i
LTSE—
wn
-
<
(o]
wn
~
<
(32]
wn
o
09v9°€ Mu Fose
vL9L
o
< 9T'LL A
v
n
<
<
wn
n E
g
2101 —
5807°9 2 60°20T
SNN..@W v00TT ~_
6553 a I -
Y129\
06529 " 2 LVECT
68869 -f ~ EIATARNG w
YI10'L €5°L2T — —=
0S€0°L 1 ST'67T -
6v2E L sorer /-
8LYE L )
2891, ] 86'8ET —
S/6VL rT YT —
. wn
€veLL <
S0SL°L
=
9€8T'6 ~_ o
. —— . ik — _
s0re Foot 86'95T

-1.(

12.0 11.5 11.0 10.5 10.0 9.5

170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

180

190

200

543



v195°9
zovL9
69929
ST00'L
9720°L
Svv0'L
£852°L
mNmN.NVr
650€'L —
L1002 /F
woz\.n\
oLLy'L
SETT'8
90v2'8

L6076~
£€€7°6

30 25 20 15 10 05 0.0 -05 -1«

35

4.0

85 80 75 70 65 60 55 50 45
ppm

9.0

9.5

vL9L
9T'LL V
8S°LL /

6£°€0T —
69'60T

TS'TTIT M
CECTT —
vLSTT —

19°'STT ~_
ov'zeT —
6,821
18'TET

78°0VT ~_
Sy TYT

65°0ST —
v9vST —

mmmememw UMMW S AT RO NP PO ———

i

o M o

12.0 11.5 11.0 10.5 10.0

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

200

S44



vezL9
S6vL'9
L£50°L
6v50°L
e€TT'L
1987
580€°L
S65€°L
9TLE'L
oLsv'L —
rsovs /-
o9,/
£SET'8 ~_
STIT'8

09726 ~_
€8Y7'6 <

Mm il

-0.5

30 25 20 15 10 05 0.0

35

4.0

85 80 75 70 65 60 55 50 45
ppm

9.0

9.5

vL9L
9T'LL V
8S°LL /

C6°€0T —

SEPTT ~
BY-gbE
(v'sTT

10971 V
29921
16821/

LT'6ET ~
8L°0VT

9€'SST —

Nl

12.0 11.5 11.0 10.5 10.0

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

200

545



-1.(

n
<@
o
/ — S
wn
zZ =]
A
o
o ~ S
wn
-
<
(o]
wn
~
<
N 3
wn z
o~
° vL'9L \
< aTLL 7
sl i
wn =
Am E
o 2
n
mE
o
o 5 —
o
S 9Tt
9€TS'9 ) n TS LTT
Mwmmm v M\ 90T © /9°LTT
€281
TL20°L / . < .
N F ot ~ 87'8CT
ozezs N > 20°67T =
vzoTL 7z . n 87621 ~- =
90v€'L €€l ~
€8TV L £6°'SET
Ty, M TZ'9€T .
S691°'L <61/
L96"L " ot/
oTeS'L oo
£879'L
6259°L 2
LESLL
68LL°L
0t'€9T —
TEBS'6 ~_ )
TC16'6 W oot

12.0 11.5 11.0 10.5 10.0 9.5

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

200

546



2. Absorption and Emission Spectroscopy of Compounds 4a-/

Table S1. Electronic absorption and fluorescence of compounds 4 in CHCl;%?

Absorption maxima Fluorescence® Quantum yield“
Compound Mavss (81%10%) Doaoss (£2%109) Daaoey (£5%10%) D @
4a 246 (2.40) 270 (1.88) 406 (2.72) 483 0.25
4b 245 (1.67) e 407 (1.66) 486 0.25
dc 245 (1.56) 278 (1.37) 409 (1.92) 485 0.23
4d 245 (1.38) 280 (1.24) 410 (1.68) 485 0.10
de 246 (1.40) 269 (1.17) 410 (1.79) 483 0.36
4f 250 (2.09) e 408 (2.52) 491 0.23
4g 249 (1.95) 291 (2.15) 412 (2.41) 491 0.32
4h 259 (239) e 412 (2.05) 494 0.29
i e 418 (1.06) 495 0.19
4k 258 (1.94) 291 (1.27) 428 (2.67) 498 0.26
41 243 (182) e 418 (0.99) 525 0.04

4} in nm; € in L-mol!-cm!

b Compounds 4i and 4j decompose in solution

€hex = 365 nm

dReferred to quinine sulfate in 0.1 M H,SOy (® = 0.546)
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5. X-ray Analysis Data

Table S2. X-ray Data Collection and Structure Refinement Details for Compounds 2a, 2h, 3g, 4a, 4d and 4e.

2a 2h 3g 4a 4d 4e
Formula CigH{ FeNOs  CypH;3Fe NOs  CyyHsFeNO, CysH{1NO CsHoINO Ci6H 0F3sNO
MW (g! mol) 377.13 427.18 437.22 221.25 347.14 289.25
Crystal size (mm?) 0.312x0.296x 0.430x0.326x 0.458x0.292x 0.442x0.403x 0.478x0.232x 0.486x 0.264 x
0.282 0.140 0.108 0.156 0.174 0.236
Crystal system Triclinic Monoclinic Triclinic Orthorhombic Monoclinic Monoclinic
Space group P-1 P2/c P-1 Pca2, P2,/n P2,/c
Cell parameters
a(A) 7.136(1) 10.5432(4) 9.1323(6) 15.2083(8) 6.492(4) 13.9430(15)
b(A) 10.037(1) 15.2269(5) 10.4497(7) 6.5450(3) 21.091(13) 12.7966(14)
c(A) 12.659(2) 12.0419(4) 11.6044(8) 21.7516(12) 9.629(6) 7.3613(8)
a(®) 92.570(2) 90 87.700(1) 90 90 90
B(°) 104.792(2) 91.721(1) 82.514(1) 90 102.311(10) 98.394(8)
7(°) 105.483(2) 90 69.343(1) 90 90 90
V (A3) 838.51(18) 1932.34(12) 1027.36(12) 2165.12(19) 1288.1(14) 1299.4(4)
4 2 4 2 8 4 4
d. Mg m) 1.494 1.468 1.413 1.357 1.790 1.479
Reflections collected 9209 11033 8848 13809 10484 10269
E?Egendem reflections, 3065 0.0206  3544,0.0290  3736,0.0436  4802,0.0442  2368,0.0629  2388,0.0650
Data / parameters 3065/ 226 3544 /262 3736 /271 4802 /307 2368 /163 2388 /247

Final R1, wR2 [I>20(])]

R1, wR2 (all data)
GoF on F?
CCDC number

0.0308, 0.0800
0.0332, 0.0818
1.062
1026201

0.0349, 0.0868
0.0448, 0.0934
1.016
1026202

0.0330, 0.0698
0.0414, 0.0737
0.945
1026203

0.0563, 0.1249
0.0808, 0.1431
1.024
1026204

0.0415, 0.0973
0.0548, 0.1033
1.063
1026205

0.0534, 0.1072
0.0926, 0.1219
1.034
1026206
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Figure S1. ORTEP view of 2a with thermal ellipsoids at 30% of probability level.

Table S3. Bond lengths [A] and angles [°] for compound 2a

Fe(1)-C(18) 1.804(2)

0(2)-C(16) 1.126(2)

C(3)-C(5) 1.478(2)

C(10)-C(11) 1.385(3)

Fe(1)-C(19) 1.807(2)

0(3)-C(17) 1.125(3)

N(4)-C(9) 1.337(3)

C(10)-C(15) 1.393(3)

Fe(1)-C(16) 1.825(2)

0(4)-C(18) 1.139(2)

N(4)-C(5) 1.338(2)

C(11)-C(12) 1.385(3)

Fe(1)-C(17) 1.829(2)

0(5)-C(19) 1.134(3)

C(5)-C(6) 1.389(3)

C(12)-C(13) 1.377(3)

Fe(1)-C(2) 2.110(2)

C(1)-C(2) 1.478(2)

C(6)-C(7) 1.379(3)

C(13)-C(14) 1.375(3)

Fe(1)-C(3) 2.124(2)

C(1)-C(10) 1.498(2)

C(7)-C(8) 1.369(3)

C(14)-C(15) 1.372(3)

O(1)-C(1) 1.220(2)

C(2)-C(3) 1.412(2)

C(8)-C(9) 1.371(3)

C(18)-Fe(1)-C(19)

C(16)-Fe(1)-C(3)

C(2)-CR3)-C(5)

C(11)-C(10)-C(1)

116.34(10) 94.37(7) 123.66(16) 122.96(16)
C(18)-Fe(1)-C(16) C(17)-Fe(1)-C(3) C(2)-C(3)-Fe(1) C(15)-C(10)-C(1)
87.77(8) 88.75(8) 69.99(10) 118.23(17)
C(19)-Fe(1)-C(16) C(2)-Fe(1)-C(3) C(5)-C(3)-Fe(1) C(12)-C(11)-C(10)
90.18(9) 38.97(6) 115.19(11) 120.14(19)
C(18)-Fe(1)-C(17) 0(1)-C(1)-C(2) C(9)-N(4)-C(5) C(13)-C(12)-C(11)
89.79(9) 121.61(16) 117.25(18) 120.2(2)
C(19)-Fe(1)-C(17) O(1)-C(1)-C(10) N(4)-C(5)-C(6) C(14)-C(13)-C(12)
89.15(9) 119.50(17) 122.13(17) 120.1(2)
C(16)-Fe(1)-C(17) C(2)-C(1)-C(10) N(4)-C(5)-C(3) 0(3)-C(17)-Fe(1)
176.87(8) 118.89(15) 118.39(16) 176.0(2)
C(18)-Fe(1)-C(2) C(3)-C(2)-C(1) C(6)-C(5)-C(3) 0(4)-C(18)-Fe(1)
108.18(8) 120.70(15) 119.46(17) 178.0(2)
C(19)-Fe(1)-C(2) C(15)-C(14)-C(13) C(7)-C(6)-C(5) 0(5)-C(19)-Fe(1)
135.36(9) 120.0(2) 119.2(2) 176.1(2)
C(16)-Fe(1)-C(2) C(14)-C(15)-C(10) C(8)-C(7)-C(6)
88.37(7) 120.8(2) 118.8(2)
C(17)-Fe(1)-C(2) 0(2)-C(16)-Fe(1) C(7)-C(8)-C(9)
94.26(8) 175.20(17) 118.5(2)
C(18)-Fe(1)-C(3) C(3)-C(2)-Fe(1) N(4)-C(9)-C(8)
146.79(9) 71.04(10) 124.002)
C(19)-Fe(1)-C(3) C(1)-C(2)-Fe(1) C(11)-C(10)-C(15)
96.81(9) 111.39(12) 118.79(18)
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Figure S2. ORTEP view of 2h with thermal ellipsoids at 30% of probability level.

Table S4. Bond lengths [A] and angles [°] for compound 2h

Fe(1)-C(21) 1.786(3)

0(3)-C(20) 1.131(3)

C(3)-C(14) 1.471(3)

C(9)-C(10) 1.403(5)

Fe(1)-C(19) 1.812(2)

0(4)-C(21) 1.141(3)

C(4)-C(5) 1.367(3)

C(10)-C(11) 1.358(4)

Fe(1)-C(20) 1.821(2)

0(5)-C(22) 1.126(3)

C(4)-C(12) 1.415(3)

C(11)-C(12) 1.419(3)

Fe(1)-C(22) 1.835(2)

N(1)-C(14) 1.338(3)

C(5)-C(6) 1.415(3)

C(12)-C(13) 1.414(4)

Fe(1)-C(2) 2.113(2)

N(1)-C(18) 1.339(3)

C(6)-C(7) 1.355(4)

C(14)-C(15) 1.387(3)

Fe(1)-C(3) 2.125(2)

C(1)-C(2) 1.482(3)

C(7)-C(13) 1.405(4)

C(15)-C(16) 1.376(4)

O(1)-C(1) 1.218(3)

C(1)-C(5) 1.498(3)

C(8)-C(9) 1.345(6)

C(16)-C(17) 1.360(5)

0(2)-C(19) 1.134(2)

C(2)-C(3) 1.415(3)

C(8)-C(13) 1.422(4)

C(17)-C(18) 1.377(5)

C(21)-Fe(1)-C(19)

C(22)-Fe(1)-C(3)

C(4)-C(5)-C(6)

C(7)-C(13)-C(8)

111.18(11) 87.15(10) 118.5(2) 123.13)
C(21)-Fe(1)-C(20) C(2)-Fe(1)-C(3) C(4)-C(5)-C(1) C(12)-C(13)-C(8)
88.56(11) 39.00(8) 123.6(2) 118.2(3)
C(19)-Fe(1)-C(20) C(14)-N(1)-C(18) C(6)-C(5)-C(1) N(1)-C(14)-C(15)
89.98(10) 116.9(2) 117.9(2) 122.5(2)
C(21)-Fe(1)-C(22) O(1)-C(1)-C(2) C(7)-C(6)-C(5) N(1)-C(14)-C(3)
88.66(11) 121.1(2) 120.9(2) 117.7(2)
C(19)-Fe(1)-C(22) O(1)-C(1)-C(5) C(6)-C(7)-C(13) C(15)-C(14)-C(3)
90.91(10) 119.3(2) 121.4(2) 119.7(2)
C(20)-Fe(1)-C(22) C(2)-C(1)-C(5) C(9)-C(8)-C(13) C(16)-C(15)-C(14)
177.21(10) 119.60(19) 121.3(3) 119.13)
C(21)-Fe(1)-C(2) C(3)-C(2)-C(1) C(8)-C(9)-C(10) C(17)-C(16)-C(15)
143.31(10) 120.4(2) 120.5(3) 118.9(3)
C(19)-Fe(1)-C(2) C(3)-C(2)-Fe(1) C(11)-C(10)-C(9) C(16)-C(17)-C(18)
105.33(9) 70.97(12) 120.5(3) 118.9(3)
C(20)-Fe(1)-C(2) C(1)-C(2)-Fe(1) C(10)-C(11)-C(12) N(1)-C(18)-C(17)
87.92(9) 110.32(14) 120.5(3) 123.7(3)
C(22)-Fe(1)-C(2) C(2)-C(3)-C(14) C(13)-C(12)-C(4) 0(2)-C(19)-Fe(1)
94.39(10) 123.8(2) 118.5(2) 179.8(2)
C(21)-Fe(1)-C(3) C(2)-C(3)-Fe(1) C(13)-C(12)-C(11) 0(3)-C(20)-Fe(1)
104.94(10) 70.04(12) 119.0(2) 174.9(2)
C(19)-Fe(1)-C(3) C(14)-C(3)-Fe(1) C(4)-C(12)-C(11) 0(4)-C(21)-Fe(1)
143.77(9) 114.67(15) 122.5(2) 177.4(2)
C(20)-Fe(1)-C(3) C(5)-C(4)-C(12) C(7)-C(13)-C(12) 0(5)-C(22)-Fe(1)
93.68(9) 121.9(2) 118.7(2) 176.6(2)
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Figure S3. ORTEP view of 3g with thermal ellipsoids at 50% of probability level.

Table S5. Bond lengths [A] and angles [°] for compound 3g

Fe(1)-C(24) 1.792(2)

C(1)-C(2) 1.474(3)

C(8)-C(9) 1.394(3)

C(15)-C(16) 1.381(3)

Fe(1)-C(23) 1.801(2)

C(2)-C(3) 1.412(2)

C(8)-C(11) 1.492(3)

C(15)-H(15) 0.9300

Fe(1)-C(22) 1.858(2)

C(2)-C(5) 1.481(3)

C(9)-C(10) 1.381(3)

C(16)-H(16) 0.9300

Fe(1)-C(1) 1.931(2)

C(3)-C(4) 1.415(3)

C(9)-H(9) 0.9300

C(17)-C(18) 1.387(3)

Fe(1)-C(3) 2.1037(19)

C(3)-H(3) 0.9800

C(10)-H(10) 0.9300

C(18)-C(19) 1.380(3)

Fe(1)-C(2) 2.1522(18)

C(4)-C(17) 1.481(3)

C(11)-C(12) 1.390(3)

C(18)-H(18) 0.9300

Fe(1)-C(4) 2.1612(19)

C(4)-H(4) 0.9800

C(11)-C(16) 1.391(3)

C(19)-C(20) 1.377(3)

O(1)-C(1) 1.194(2)

C(5)-C(6) 1.393(3)

C(12)-C(13) 1.390(3)

C(19)-H(19) 0.9300

0(2)-C(22) 1.135(2)

C(5)-C(10) 1.394(3)

C(12)-H(12) 0.9300

C(20)-C(21) 1.372(3)

0(3)-C(23) 1.139(2)

C(6)-C(7) 1.380(3)

C(13)-C(14) 1.368(3)

C(20)-H(20) 0.9300

0(4)-C(24) 1.141(2)

C(6)-H(6) 0.9300

C(13)-H(13) 0.9300

C(21)-H(21) 0.9300

N(1)-C(21) 1.342(3)

C(7)-C(8) 1.392(3)

C(14)-C(15) 1.380(3)

N(1)-C(17) 1.349(2)

C(7)-H(7) 0.9300

C(14)-H(14) 0.9300

C(24)-Fe(1)-C(23)

C(22)-Fe(1)-C(3)

C(23)-Fe(1)-C(4)

C(7)-C(8)-C(9)

100.30(10) 93.83(8) 166.10(8) 116.82(19)
C(24)-Fe(1)-C(22) C(1)-Fe(1)-C(3) C(22)-Fe(1)-C(4) C(7)-C(8)-C(11)
98.51(9) 72.15(8) 93.82(8) 121.10(19)
C(23)-Fe(1)-C(22) C(24)-Fe(1)-C(2) C(1)-Fe(1)-C(4) C(9)-C(8)-C(11)
92.28(9) 134.92(9) 80.45(8) 122.07(18)
C(24)-Fe(1)-C(1) C(23)-Fe(1)-C(2) C(3)-Fe(1)-C(4) C(10)-C(9)-C(8)
96.80(9) 97.44(8) 38.73(7) 121.76(19)
C(23)-Fe(1)-C(1) C(22)-Fe(1)-C(2) C(2)-Fe(1)-C(4) C(10)-C(9)-H(9)
90.30(9) 121.86(8) 68.76(7) 119.1
C(22)-Fe(1)-C(1) C(1)-Fe(1)-C(2) C(21)-N(1)-C(17) C(8)-C(9)-H(9)
163.75(8) 41.89(8) 116.65(19) 119.1
C(24)-Fe(1)-C(3) C(3)-Fe(1)-C(2) 0(1)-C(1)-C(2) C(9)-C(10)-C(5)
129.16(9) 38.73(7) 137.09(19) 121.13(19)
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C(23)-Fe(1)-C(3)

C(24)-Fe(1)-C(4)

O(1)-C(1)-Fe(1)

C(9)-C(10)-H(10)

128.36(8) 91.14(9) 145.11(17) 119.4
C(2)-C(1)-Fe(1) C(5)-C(10)-H(10) C(2)-C(3)-Fe(1) C(14)-C(13)-H(13)
77.10(11) 119.4 72.49(11) 119.6
C(3)-C(2)-C(1) C(12)-C(11)-C(16) C(4)-C(3)-Fe(1) C(12)-C(13)-H(13)
111.10(16) 117.40(19) 72.83(11) 119.6
C(3)-C(2)-C(5) C(12)-C(11)-C(8) C(2)-C(3)-H(3) C(13)-C(14)-C(15)
126.60(18) 120.75(19) 120.3 118.6(2)
C(1)-C(2)-C(5) C(16)-C(11)-C(8) C(4)-C(3)-H(3) C(13)-C(14)-H(14)
121.62(17) 121.8(2) 120.3 120.7
C(3)-C(2)-Fe(1) C(13)-C(12)-C(11) Fe(1)-C(3)-H(3) C(15)-C(14)-H(14)
68.78(10) 121.1(2) 120.3 120.7
C(1)-C(2)-Fe(1) C(13)-C(12)-H(12) C(3)-C(4)-C(17) C(14)-C(15)-C(16)
61.01(10) 119.5 121.83(17) 121.0(2)
C(5)-C(2)-Fe(1) C(11)-C(12)-H(12) C(3)-C(4)-Fe(1) C(14)-C(15)-H(15)
130.64(13) 119.5 68.44(10) 119.5
C(2)-C(3)-C(4) C(14)-C(13)-C(12) C(17)-C(4)-Fe(1) C(16)-C(15)-H(15)
118.99(17) 120.8(2) 121.35(13) 119.5
C(3)-C(4)-H(4) C(15)-C(16)-C(11) C(5)-C(6)-H(6) C(21)-C(20)-C(19)
112.8 121.02) 119.3 118.3(2)
C(17)-C(4)-H(4) C(15)-C(16)-H(16) C(6)-C(7)-C(8) C(21)-C(20)-H(20)
112.8 119.5 121.7(2) 120.8
Fe(1)-C(4)-H(4) C(11)-C(16)-H(16) C(6)-C(7)-H(7) C(19)-C(20)-H(20)
112.8 119.5 119.2 120.8
C(6)-C(5)-C(10) N(1)-C(17)-C(18) C(8)-C(7)-H(7) N(1)-C(21)-C(20)
117.24(18) 122.23(18) 119.2 124.5(2)
C(6)-C(5)-C(2) N(1)-C(17)-C(4) C(17)-C(18)-H(18) C(20)-C(21)-H(21)
120.70(18) 116.95(17) 120.2 117.7
C(10)-C(5)-C(2) C(18)-C(17)-C(4) C(20)-C(19)-C(18) N(1)-C(21)-H(21)
122.02(18) 120.81(19) 118.7(2) 117.7
C(7)-C(6)-C(5) C(19)-C(18)-C(17) C(20)-C(19)-H(19)
121.36(19) 119.6(2) 120.6
C(7)-C(6)-H(6) C(19)-C(18)-H(18) C(18)-C(19)-H(19)
119.3 120.2 120.6
0(4)-C(24)-Fe(1) 0(3)-C(23)-Fe(1) 0(2)-C(22)-Fe(1)
176.7(2) 177.9(2) 175.91(18)
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Figure S4. ORTEP view of 4a with thermal ellipsoids at 50% of probability level.

Table S6. Bond lengths [A] and angles [°] for compound 4a

O(1)-C(4) 1.236(5)

N(5)-C(6) 1.384(5)

C(11)-C(16) 1.397(6)

C(1)-C(10) 1.379(6)

N(5)-C(10) 1.393(5)

C(12)-C(13) 1.375(6)

C(1)-C(2) 1.381(7)

C(6)-C(7) 1.336(7)

C(13)-C(14) 1.388(7)

C(2)-C(3) 1.389(6)

C(7)-C(8) 1.405(6)

C(14)-C(15) 1.351(7)

C(3)-C(4) 1.428(5)

C(8)-C(9) 1.347(6)

C(15)-C(16) 1.391(7)

C(3)-C(11) 1.478(6)

C(9)-C(10) 1.425(5)

C(4)-N(5) 1.439(5)

C(11)-C(12) 1.385(6)

C(10)-C(1)-C(2) C(3)-C(4)-N(5) C(8)-C(9)-C(10) C(13)-C(12)-C(11)
119.3(4) 115.6(3) 121.8(4) 121.3(5)
C(1)-C(2)-C(3) C(6)-N(5)-C(10) C(1)-C(10)-N(5) C(12)-C(13)-C(14)
123.7(4) 119.5(4) 118.8(4) 119.9(5)
C(2)-C(3)-C(4) C(6)-N(5)-C(4) C(1)-C(10)-C(9) C(15)-C(14)-C(13)
119.1(4) 117.0(3) 123.7(4) 119.8(5)
C(2)-C(3)-C(11) C(10)-N(5)-C(4) N(5)-C(10)-C(9) C(14)-C(15)-C(16)
120.3(4) 123.5(3) 117.5(3) 120.8(5)
C(4)-C(3)-C(11) C(7)-C(6)-N(5) C(12)-C(11)-C(16) C(15)-C(16)-C(11)
120.6(3) 121.8(4) 117.8(4) 120.3(5)
0(1)-C(4)-C(3) C(6)-C(7)-C(8) C(12)-C(11)-C(3)
127.5(4) 120.5(4) 122.5(4)
O(1)-C(4)-N(5) C(9)-C(8)-C(7) C(16)-C(11)-C(3)
117.0(3) 118.9(4) 119.5(4)

S59




Figure S5. ORTEP view of 4d with thermal ellipsoids at 50% of probability level.

Table S7. Bond lengths [A] and angles [°] for compound 4d

1(1)-C(14) 2.095(4)

C(4)-N(10) 1.438(5)

C(11)-C(16) 1.393(5)

O(1)-C(4) 1.231(4)

C(5)-C(6) 1.331(6)

C(11)-C(12) 1.396(5)

C(1)-C(9) 1.370(5)

C(5)-N(10) 1.382(5)

C(12)-C(13) 1.378(6)

C(1)-C(2) 1.371(6)

C(6)-C(7) 1.409(6)

C(13)-C(14) 1.380(5)

C(2)-C(3) 1.386(5)

C(7)-C(8) 1.333(6)

C(14)-C(15) 1.377(5)

C(3)-C(4) 1.426(5)

C(8)-C(9) 1.426(6)

C(15)-C(16) 1.378(5)

C(3)-C(11) 1.474(5)

C(9)-N(10) 1.393(4)

C(9)-C(1)-C(2) C(6)-C(5)-N(10) N(10)-C(9)-C(8) C(12)-C(13)-C(14)
120.7(3) 122.4(4) 116.8(3) 120.2(4)
C(1)-C(2)-C(3) C(5)-C(6)-C(7) C(5)-N(10)-C(9) C(15)-C(14)-C(13)
122.7(4) 119.8(4) 119.6(3) 119.9(4)
C(2)-C(3)-C(4) C(8)-C(7)-C(6) C(5)-N(10)-C(4) C(15)-C(14)-I(1)
119.7(3) 119.0(4) 116.8(3) 119.7(3)
C(2)-C(3)-C(11) C(7)-C(8)-C(9) C(9)-N(10)-C(4) C(13)-C(14)-I(1)
121.1(3) 122.5(4) 123.6(3) 120.4(3)
C(4)-C(3)-C(11) C(1)-C(9)-N(10) C(16)-C(11)-C(12) C(14)-C(15)-C(16)
119.2(3) 118.1(3) 117.6(3) 119.8(4)
0(1)-C(4)-C(3) C(1)-C(9)-C(8) C(16)-C(11)-C(3) C(15)-C(16)-C(11)
127.5(3) 125.1(4) 121.8(3) 121.5(3)
0(1)-C(4)-N(10) C(6)-C(5)-N(10) C(12)-C(11)-C(3)
117.4(3) 122.4(4) 120.6(3)
C(3)-C(4)-N(10) C(5)-C(6)-C(7) C(13)-C(12)-C(11)
115.2(3) 119.8(4) 120.9(4)
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Figure S6. ORTEP view of 4e with thermal ellipsoids at 50% of probability level.

Table S8. Bond lengths [A] and angles [°] for compound 4e

0(1)-C(4) 1.229(2)

C(5)-N(10) 1.388(3)

C(13)-C(14) 1.384(3)

C(1)-C(9) 1.371(3)

C(6)-C(7) 1.405(4)

C(14)-C(15) 1.378(3)

C(1)-C(2) 1.378(3)

C(7)-C(8) 1.343(3)

C(14)-C(17) 1.479(4)

C(2)-C(3) 1.384(3)

C(8)-C(9) 1.412(3)

C(15)-C(16) 1.377(3)

C(3)-C(4) 1.424(3)

C(9)-N(10) 1.389(3)

C(17)-F(1) 1.351(5)

C(3)-C(11) 1.478(3)

C(11)-C(16) 1.395(3)

C(17)-F(2) 1.353(5)

C(4)-N(10) 1.436(3)

C(11)-C(12) 1.395(3)

C(17)-F(3) 1.349(6)

C(5)-C(6) 1.330(3)

C(12)-C(13) 1.370(3)

C(9)-C(1)-C(2) C(5)-C(6)-C(7) C(16)-C(11)-C(12) C(15)-C(16)-C(11)
120.7(2) 120.2(3) 117.6(2) 120.9(2)
C(1)-C(2)-C(3) C(8)-C(7)-C(6) C(16)-C(11)-C(3) F(1)-C(17)-F(2)
122.32) 119.3(2) 122.71(19) 104.7(4)
C(2)-C(3)-C(4) C(7)-C(8)-C(9) C(12)-C(11)-C(3) F(3)-C(17)-F(2)
19.63(19) 121.7(3) 119.64(19) 105.8(5)
C(2)-C(3)-C(11) C(1)-C(9)-N(10) C(13)-C(12)-C(11) F(3)-C(17)-F(1)

120.58(18) 118.10(19) 121.22) 105.9(5)
C(4)-C(3)-C(11) C(1)-C(9)-C(8) C(12)-C(13)-C(14) F(1)-C(17)-C(14)
119.78(18) 124.4(2) 120.5(2) 112.2(5)
0(1)-C(4)-C(3) N(10)-C(9)-C(8) C(15)-C(14)-C(13) F(2)-C(17)-C(14)
127.2(2) 117.5(2) 119.2(2) 113.1(5)
0(1)-C(4)-N(10) C(5)-N(10)-C(9) C(15)-C(14)-C(17) F(3)-C(17)-C(14)
117.34(19) 119.80(19) 121.02) 114.3(6)
C(3)-C(4)-N(10) C(5)-N(10)-C(4) C(13)-C(14)-C(17)
115.48(18) 116.76(18) 119.8(2)
C(6)-C(5)-N(10) C(9)-N(10)-C(4) C(16)-C(15)-C(14)
121.5(2) 123.42(18) 120.5(2)
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