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Crystal structure of [Nis(tpda)s(CN).], (2). Atoms are shown as 20% thermal

vibrational ellipsoids.
Crystal structure of [Nis(tpda)s(N3).], (3). Atoms are shown as 20% thermal
vibrational ellipsoids.
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Crystal structure of [Nis(tpda)4(CH3CN)2]2+, (5). Atoms are shown as 30%
thermal vibrational ellipsoids.

Molecular orbital diagram of Five Linear Nis system for [Nis(IIN)s(NCS,].
Magnetic data for [Nis(ps-tpda)a(N 3)2], (3). Solid line represents the result of
theoretical simulation. O is the observed xm and [ the observed [lef.

Magnetic data for [Nis(us-tpda)s(NCS),], (4). Solid line represents the result of
theoretical simulation. O is the observed ym and LI the observed s

Magnetic data for [Nis(ps-tpda)4(CH3CN)2]2+, (5). Solid line represents the
result of theoretical simulation. O is the observed Yy and [1 the observed e
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Orbital Energy
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Figure S4: Molecular Orbital Diagram of Five Linear Nis system for
[Nis(tpda),(NCS),] Complexes




-1

Xm / emu mol

0.016

0.014

0.012

0.010

0.008

0.006

0.004

0.002

0.000

T® —

Figure S5

.




-1

Xm / emu mol

0.030

0.025

0.020

0.015

0.010

0.005

T —

Figure S6

ueﬁ‘(B. M)




-1

Am / emu mol

0.035 5
0.030 —
-4
0.025 . A
| H3
0.020 -
~
-2 Y
0.015 @/
5
s
0.010
-1
0.005 —
l 1] l T I T l 1 | 0
100 150 200 250 300




