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Abstract
C16H14N2, monoclinic, P121/c1 (no. 14), a = 8.387(1) Å, 
b = 17.453(3) Å, c = 8.694(1) Å, b = 93.092(2)°, 
V = 1270.8 Å3, Z = 4, Rgt(F) = 0.046, wRref(F

2) = 0.129, 
T = 294 K.

Source of material 
The ti tle com pound was ob tained from the cou pling re ac tion of 2-
naphthaleneboronic acid and 2-iodo-4,6-dimethylpyrimidine as
de scribed in lit er a ture [1] and recrystallized from di chloro -
methane/pe tro leum ether so lu tion at room tem per a ture to give the 
de sired crys tals suit able for sin gle crys tal X-ray dif frac tion.

Experimental details
All the hy dro gen at oms were po si tioned geo met ri cally with
d(C—H) = 0.93 Å, Uiso(H) = 1.2 Ueq(C) for the ar o matic groups
and d(C—H) =  0.96 Å, Uiso(H) = 1.5 Ueq(C) for the methyl
groups. The H at oms of the methyl groups in the py rim i dine ring
are dis or dered over two po si tions with oc cu pa tion fac tors fixed at
0.5.

Discussion 
Cyclometalated irid ium com plexes have at tracted con sid er able
at ten tion in ma te rial re search be cause of their out stand ing per for -
mance in or ganic light-emitting di odes (OLED) [2,3]. In re cent
years, var i ous types of cyclometalated Ir(III) com plexes have
been de vel oped, such as homoleptic com plexes, heteroleptic neu -
tral com plexes and cationic com plexes [4-6]. In con trast to the
most fa mous sub sti tuted phenylpyridine lig ands, few ex am ples of 
naphthalenylpyridine irid ium com plexes have been re ported
[7,8]. 
The py rim i dine ring and naph tha lene ring in the crys tal struc ture
of the ti tle com pound are ap prox i mately coplanar with a di hed ral

an gle of 2.4°. There ex ist two types of intermolecular p-p
stack ing in ter ac tions. One p-p stack ing in ter ac tion is be tween the 
py rim i dine rings (the inter-plane dis tance is 3.400 Å). The other
p-p stack ing in ter ac tion is be tween py rim i dine ring and naph tha -
lene ring (the inter-plane dis tance is 3.748 Å). Both are at trib uted
to con struct the layer struc ture.
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Crystal: colorless block, size 0.03 × 0.31 × 0.42 mm
Wavelength: Mo Ka radiation (0.71073 Å)
m: 0.73 cm-1

Diffractometer, scan mode: Bruker SMART CCD, j/w 
2qmax: 51°
N(hkl)measured, N(hkl)unique:  7463, 2367
Criterion for Iobs, N(hkl)gt: Iobs > 2 s(Iobs), 1465
N(param)refined: 164
Programs: SHELXS-97, SHELXL-97, SHELXTL [9]

Table 1. Data collection and handling.

H(1) 4e 0.3477 0.5292 0.6776 0.058
H(3) 4e -0.0869 0.6172 0.5798 0.066
H(4) 4e 0.0189 0.7064 0.4241 0.069
H(6) 4e 0.2569 0.7642 0.3034 0.074
H(7) 4e 0.5251 0.7632 0.2707 0.081
H(8) 4e 0.6882 0.6728 0.3957 0.076
H(9) 4e 0.5846 0.5857 0.5581 0.066
H(13) 4e -0.1134 0.3600 0.9823 0.070
H(15A) 4e     0.50 0.3113 0.3528 0.9412 0.120
H(15B) 4e     0.50 0.1751 0.2913 0.9411 0.120
H(15C) 4e     0.50 0.2029 0.3466 1.0820 0.120
H(15D) 4e     0.50 0.1482 0.3076 1.0350 0.120
H(15E) 4e     0.50 0.2844 0.3692 1.0351 0.120
H(15F) 4e     0.50 0.2566 0.3138 0.8942 0.120
H(16A) 4e     0.50 -0.3891 0.4981 0.8181 0.109
H(16B) 4e     0.50 -0.3589 0.4632 0.9832 0.109
H(16C) 4e     0.50 -0.3923 0.4091 0.8411 0.109
H(16D) 4e     0.50 -0.3711 0.4154 0.9435 0.109
H(16E) 4e     0.50 -0.4013 0.4504 0.7784 0.109
H(16F) 4e     0.50 -0.3679 0.5045 0.9204 0.109

Ta ble 2. Atomic co or di nates and dis place ment pa ra m e ters (in Å2).

Atom Site   Occ. x y z Uiso

_____________
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334 C16H14N2

C(1) 4e 0.2820(2) 0.5648(1) 0.6258(2) 0.045(1) 0.051(1) 0.049(1) 0.0058(8) -0.0011(9) -0.0031(9)
C(2) 4e 0.1210(2) 0.5624(1) 0.6445(2) 0.042(1) 0.051(1) 0.045(1) 0.0045(8) 0.0020(8) -0.0076(9)
C(3) 4e 0.0225(2) 0.6175(1) 0.5672(2) 0.042(1) 0.061(1) 0.062(1) 0.0081(9) 0.0025(9) -0.004(1)
C(4) 4e 0.0861(2) 0.6710(1) 0.4744(2) 0.052(1) 0.057(1) 0.063(1) 0.0140(9) -0.002(1) 0.001(1)
C(5) 4e 0.2516(2) 0.6742(1) 0.4527(2) 0.054(1) 0.046(1) 0.050(1) 0.0043(9) 0.0003(9) -0.0070(9)
C(6) 4e 0.3211(3) 0.7280(1) 0.3549(2) 0.070(1) 0.052(1) 0.062(1) 0.004(1) 0.003(1) 0.005(1)
C(7) 4e 0.4810(3) 0.7274(1) 0.3351(3) 0.073(2) 0.062(1) 0.068(2) -0.009(1) 0.010(1) 0.007(1)
C(8) 4e 0.5793(2) 0.6732(1) 0.4111(2) 0.052(1) 0.069(1) 0.070(1) -0.009(1) 0.009(1) -0.003(1)
C(9) 4e 0.5174(2) 0.6209(1) 0.5071(2) 0.047(1) 0.059(1) 0.059(1) -0.0001(9) 0.0013(9) -0.002(1)
C(10) 4e 0.3515(2) 0.6195(1) 0.5306(2) 0.047(1) 0.048(1) 0.046(1) 0.0014(8) 0.0020(9) -0.0068(9)
C(11) 4e 0.0512(2) 0.5032(1) 0.7431(2) 0.043(1) 0.054(1) 0.044(1) 0.0009(9) 0.0017(8) -0.0110(9)
C(12) 4e 0.0910(2) 0.3986(1) 0.8973(2) 0.054(1) 0.056(1) 0.056(1) -0.0023(9) 0.007(1) -0.003(1)
C(13) 4e -0.0706(2) 0.3975(1) 0.9207(2) 0.057(1) 0.061(1) 0.058(1) -0.010(1) 0.009(1) -0.003(1)
C(14) 4e -0.1669(2) 0.4524(1) 0.8516(2) 0.045(1) 0.069(1) 0.051(1) -0.008(1) 0.0056(9) -0.014(1)
C(15) 4e 0.2053(3) 0.3423(1) 0.9721(3) 0.070(2) 0.071(1) 0.100(2) 0.008(1) 0.011(1) 0.024(1)
C(16) 4e -0.3426(2) 0.4560(1) 0.8756(3) 0.045(1) 0.095(2) 0.078(2) -0.007(1) 0.010(1) -0.007(1)
N(1) 4e 0.1527(2) 0.45174(8) 0.8067(2) 0.0465(9) 0.0518(9) 0.056(1) 0.0018(7) 0.0069(8) -0.0002(8)
N(2) 4e -0.1066(2) 0.50631(9) 0.7609(2) 0.0422(9) 0.065(1) 0.051(1) -0.0008(7) 0.0038(7) -0.0089(8)

Ta ble 3. Atomic co or di nates and dis place ment pa ram e ters (in Å2).

Atom Site x y z U11 U22 U33 U12 U13 U23
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