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Supplementary information for the crystal structure of 2
Explanation      Some details of Crystal Structure & refinement:

Table 1.  
Crystal data and structure refinement for 2.

Table 2.  
Atomic coordinates  ( x 104) and equivalent  isotropic displacement parameters (Å2x 103) for 2.  U(eq) is defined as one third of  the trace of the orthogonalized Uij tensor.

Table 3.   
Bond lengths [Å] and angles [°] for  2.

Table 4.   

Anisotropic displacement parameters  (Å2x 103) for 2.  The anisotropic


displacement factor exponent takes the form:  -22[ h2 a*2U11 + ...  + 2 h k a* b* U12 ]

Table 5.   
Hydrogen coordinates ( x 104) and isotropic  displacement parameters (Å2x 10 3) for 2.
Explanation:

Some details of Crystal Structure & refinement:

1. The asymmetric unit contains two ligands and three Pd-atoms with 0.5 occupancy.  All these atoms were located and refined anisotropically.  The aromatic rings were refined using the constraint of a regular hexagon.  Three of the carbon atoms namely C26A, C23 and C35B are refined isotropically as they are showing non-positive definite values when they are refined anisotropically.  

2. The nitrate anions and solvent molecules (acetone & DMSO) were disordered heavily which could not be resolved.  However total 59-peaks corresponding to solvates and anions were located and refined isotropically by considering 54 peaks as C-atoms and five peaks as O-atoms.

3. The formula included in the crystallographic details corresponds to only the sphere with nitrate anions.  

Table 1.  Crystal data and structure refinement for 2.
Identification code 
2
Empirical formula 
C192 H168 N36 O36 Pd6
Formula weight 
4194.13
Temperature 
193(2) K

Wavelength 
0.71073 Å

Crystal system 
Tetragonal

Space group 
P4(2)/nnm

Unit cell dimensions
a = 34.312(4) Å
= 90°.


b = 34.312(4) Å
= 90°.


c = 29.063(4) Å
 = 90°.

Volume
34217(7) Å3
Z
4

Density (calculated)
0.742 Mg/m3
Absorption coefficient
0.347 mm-1
F(000)
7800

Crystal size
0.20 x 0.20 x 0.20 mm3
Theta range for data collection
1.19 to 25.00°.

Index ranges
-40<=h<=40, -40<=k<=38, -26<=l<=34

Reflections collected
89663

Independent reflections
11580 [R(int) = 0.1662]

Completeness to theta = 25.00°
74.8 % 

Max. and min. transmission
0.9339 and 0.9339

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
11580 / 0 / 592

Goodness-of-fit on F2
1.397

Final R indices [I>2sigma(I)]
R1 = 0.1203, wR2 = 0.2800

R indices (all data)
R1 = 0.2748, wR2 = 0.3134

Largest diff. peak and hole
1.201 and -0.739 e.Å-3
 Table 2.  Atomic coordinates  ( x 104) and equivalent  isotropic displacement parameters (Å2x 103)

for 2.  U(eq) is defined as one third of  the trace of the orthogonalized Uij tensor.
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x
y
z
U(eq)

________________________________________________________________________________  
Pd(1)
1628(1)
8372(1)
155(1)
63(1)

Pd(2)
-99(1)
10099(1)
2434(1)
65(1)

Pd(3)
1620(1)
11621(1)
0
66(1)

C(11)
2149(2)
9926(5)
-2080(3)
111(8)

C(12)
2272(4)
10279(4)
-1896(5)
102(8)

C(13)
2526(4)
10283(3)
-1523(5)
101(7)

C(14)
2657(2)
9934(5)
-1334(3)
99(6)

C(15)
2534(4)
9581(3)
-1519(5)
98(5)

C(16)
2280(3)
9577(4)
-1892(5)
90(7)

N(11A)
679(1)
9893(2)
-2425(3)
61(3)

C(11A)
871(2)
9885(4)
-2846(3)
103(6)

C(12A)
1276(2)
9895(5)
-2860(2)
124(9)

C(13A)
1489(1)
9914(5)
-2454(3)
127(8)

C(14A)
1297(2)
9922(4)
-2033(2)
89(5)

C(15A)
892(2)
9912(3)
-2018(3)
68(4)

C(16A)
1926(3)
9920(13)
-2525(5)
195(14)

N(21A)
1943(3)
11301(3)
-426(3)
62(4)

C(21A)
2280(4)
11472(3)
-597(4)
89(6)

C(22A)
2516(3)
11267(4)
-901(5)
113(8)

C(23A)
2414(4)
10891(4)
-1034(6)
140(11)

C(24A)
2076(4)
10721(3)
-863(6)
114(8)

C(25A)
1841(3)
10926(3)
-559(4)
90(5)

C(26A)
2667(11)
10709(11)
-1392(13)
215(16)

N(31A)
1931(4)
8630(3)
-325(4)
97(5)

C(31A)
2275(4)
8458(3)
-473(5)
132(8)

C(32A)
2510(4)
8648(4)
-792(6)
142(10)

C(33A)
2400(4)
9010(5)
-963(5)
124(8)

C(34A)
2055(4)
9182(3)
-814(5)
113(8)

C(35A)
1821(3)
8992(3)
-495(5)
88(6)

C(36A)
2694(7)
9257(9)
-1294(11)
250(20)

C(21)
-92(7)
8030(3)
2320(3)
181(16)

C(22)
-423(5)
7882(4)
2107(6)
118(8)

C(23)
-387(4)
7611(5)
1754(5)
88(5)

C(24)
-20(6)
7488(3)
1615(3)
124(8)

C(25)
311(4)
7635(5)
1829(6)
174(16)

C(26)
275(5)
7906(5)
2182(6)
145(14)

N(11B)
-92(3)
9526(2)
2501(4)
82(4)

C(11B)
-95(5)
9373(2)
2944(3)
156(10)

C(12B)
-102(7)
8972(3)
3008(3)
199(14)

C(13B)
-106(6)
8724(2)
2630(3)
148(11)

C(14B)
-103(5)
8877(2)
2188(3)
104(7)

C(15B)
-96(4)
9278(2)
2123(3)
84(5)

C(16B)
-113(19)
8290(4)
2706(6)
400(30)

N(21B)
-1333(4)
8105(4)
494(4)
84(5)

C(21B)
-1508(4)
7774(4)
677(5)
106(7)

C(22B)
-1329(5)
7573(4)
1034(5)
133(10)

C(23B)
-975(5)
7702(5)
1208(5)
134(10)

C(24B)
-799(4)
8033(5)
1025(6)
127(9)

C(25B)
-979(4)
8234(4)
668(5)
128(9)

C(26B)
-789(7)
7472(12)
1593(13)
290(30)

N(31B)
1319(3)
8086(3)
638(3)
60(4)

C(31B)
1460(3)
7746(3)
839(4)
86(6)

C(32B)
1238(4)
7552(3)
1166(5)
142(11)

C(33B)
875(3)
7697(4)
1293(5)
146(11)

C(34B)
735(3)
8036(4)
1093(5)
105(7)

C(35B)
956(3)
8231(3)
765(4)
62(4)

C(36B)
653(8)
7428(8)
1586(15)
320(30)

O(101)
2256(4)
12256(4)
0
100(5)

O(102)
2500
12500
0
87(6)

O(103)
-2730(3)
12270(3)
5275(6)
95(4)

O(104)
982(3)
9018(3)
37(3)
56(3)

O(105)
-139(3)
10139(3)
3611(5)
114(5)

C(101)
-85(6)
10085(6)
1388(10)
106(9)

C(102)
-2500
12500
4612(9)
68(7)

C(103)
-2270(30)
12270(30)
5450(40)
320(60)

C(104)
1130(20)
8870(20)
-1260(40)
540(60)

C(105)
18(13)
9982(13)
4020(30)
370(40)

C(106)
3315(19)
11120(20)
-53(17)
360(30)

C(107)
506(15)
9494(15)
22(14)
260(30)

C(108)
2640(20)
10440(20)
110(16)
290(30)

C(109)
2740(30)
9980(100)
60(20)
350(40)

C(110)
495(12)
9505(12)
1061(18)
230(20)

C(111)
2745(11)
12221(11)
-1261(14)
240(15)

C(112)
764(9)
10797(9)
188(10)
200(14)

C(113)
-818(19)
9286(19)
1000(30)
370(40)

C(114)
-1367(18)
8920(16)
1730(20)
340(30)

C(115)
750(20)
9250(20)
-830(30)
380(50)

C(116)
-46(8)
8672(5)
948(6)
142(6)

C(117)
2649(14)
9595(15)
282(16)
261(18)

C(118)
-1133(12)
8671(13)
1969(15)
240(16)

C(119)
1498(8)
8502(8)
1802(12)
152(11)

C(120)
-1769(18)
8620(20)
1740(20)
390(30)

C(121)
4050(17)
11325(16)
-1566(19)
390(30)

C(122)
3490(12)
12500
-2500
220(17)

C(123)
3395(10)
10102(13)
950(12)
273(16)

C(124)
3591(10)
8591(10)
-1039(16)
231(19)

C(125)
1440(6)
9968(10)
-758(7)
162(7)

C(126)
3294(9)
8294(9)
395(17)
242(19)

C(127)
-1810(12)
11810(12)
3300(20)
310(30)

C(128)
-2500
12500
5340(19)
141(15)

C(129)
-1236(14)
8355(14)
2254(17)
292(19)

C(130)
1530(20)
8570(20)
-1723(13)
340(20)

C(131)
3853(12)
9630(13)
785(14)
264(18)

C(132)
-2276(10)
8690(9)
2626(13)
247(15)

C(133)
3652(14)
9970(20)
-742(16)
370(20)

C(134)
3269(8)
11731(8)
0
138(12)

C(135)
-33(15)
10033(15)
1240(30)
360(40)

C(136)
4440(30)
9440(30)
1780(50)
860(120)

C(137)
3523(12)
11464(12)
-1383(16)
255(17)

C(138)
2402(9)
12257(8)
-1503(11)
179(10)

C(139)
568(15)
9432(15)
-970(20)
280(30)

C(140)
-1238(14)
8953(12)
2335(16)
267(17)

C(141)
-1578(10)
8918(8)
2131(11)
170(9)

C(142)
2355(16)
10030(30)
168(15)
360(30)

C(143)
3589(11)
12013(11)
-2369(13)
258(15)

C(144)
3585(18)
11760(15)
-155(19)
320(30)

C(145)
3499(13)
9632(13)
977(15)
290(20)

C(146)
-1897(14)
8800(12)
2351(15)
280(18)

C(147)
3856(12)
10547(12)
-1192(14)
265(18)

C(148)
440(20)
9150(20)
1140(20)
550(50)

C(149)
-143(5)
10143(5)
4116(8)
85(7)

C(150)
3283(12)
11722(13)
-1921(18)
280(20)

C(151)
3695(16)
10574(17)
1047(19)
360(30)

C(152)
2860(20)
9730(30)
-40(20)
330(40)

C(153)
3776(14)
9602(15)
-876(17)
300(20)

C(154)
3950(20)
8950(20)
-950(40)
590(60)

________________________________________________________________________________ 

 Table 3.   Bond lengths [Å] and angles [°] for  2.

_____________________________________________________ 

Pd(1)-N(31A)#1 
1.951(9)

Pd(1)-N(31A) 
1.951(9)

Pd(1)-N(31B)#1 
2.015(8)

Pd(1)-N(31B) 
2.015(8)

Pd(2)-N(11B)#1 
1.977(5)

Pd(2)-N(11B) 
1.977(5)

Pd(2)-N(11A)#2 
1.990(5)

Pd(2)-N(11A)#3 
1.990(5)

Pd(3)-N(21B)#1 
1.980(9)

Pd(3)-N(21B)#2 
1.980(9)

Pd(3)-N(21A) 
1.987(8)

Pd(3)-N(21A)#3 
1.987(8)

C(11)-C(12) 
1.3900

C(11)-C(16) 
1.3900

C(11)-C(16A) 
1.503(15)

C(12)-C(13) 
1.3900

C(13)-C(14) 
1.3900

C(13)-C(26A) 
1.59(4)

C(14)-C(15) 
1.3900

C(15)-C(16) 
1.3900

C(15)-C(36A) 
1.40(2)

N(11A)-C(11A) 
1.3900

N(11A)-C(15A) 
1.3900

N(11A)-Pd(2)#2 
1.990(5)

C(11A)-C(12A) 
1.3900

C(12A)-C(13A) 
1.3900

C(13A)-C(14A) 
1.3900

C(13A)-C(16A) 
1.514(12)

C(14A)-C(15A) 
1.3900

N(21A)-C(21A) 
1.3900

N(21A)-C(25A) 
1.3900

C(21A)-C(22A) 
1.3900

C(22A)-C(23A) 
1.3900

C(23A)-C(24A) 
1.3900

C(23A)-C(26A) 
1.49(4)

C(24A)-C(25A) 
1.3900

N(31A)-C(31A) 
1.3900

N(31A)-C(35A) 
1.3900

C(31A)-C(32A) 
1.3900

C(32A)-C(33A) 
1.3900

C(33A)-C(34A) 
1.3900

C(33A)-C(36A) 
1.63(2)

C(34A)-C(35A) 
1.3900

C(21)-C(22) 
1.3900

C(21)-C(26) 
1.3900

C(21)-C(16B) 
1.434(17)

C(22)-C(23) 
1.3900

C(23)-C(24) 
1.3900

C(23)-C(26B) 
1.53(3)

C(24)-C(25) 
1.3900

C(25)-C(26) 
1.3900

C(25)-C(36B) 
1.54(3)

N(11B)-C(11B) 
1.3900

N(11B)-C(15B) 
1.3900

C(11B)-C(12B) 
1.3900

C(12B)-C(13B) 
1.3900

C(13B)-C(14B) 
1.3900

C(13B)-C(16B) 
1.503(15)

C(14B)-C(15B) 
1.3900

N(21B)-C(21B) 
1.3900

N(21B)-C(25B) 
1.3900

N(21B)-Pd(3)#2 
1.980(9)

C(21B)-C(22B) 
1.3900

C(22B)-C(23B) 
1.3900

C(23B)-C(24B) 
1.3900

C(23B)-C(26B) 
1.51(3)

C(24B)-C(25B) 
1.3900

N(31B)-C(31B) 
1.3900

N(31B)-C(35B) 
1.3900

C(31B)-C(32B) 
1.3900

C(32B)-C(33B) 
1.3900

C(33B)-C(34B) 
1.3900

C(33B)-C(36B) 
1.467(19)

C(34B)-C(35B) 
1.3900

O(101)-O(102) 
1.185(18)

O(102)-O(101)#4 
1.185(18)

O(103)-C(128) 
1.133(17)

O(103)-C(103) 
1.64(9)

O(103)-C(103)#5 
1.64(9)

O(105)-C(105) 
1.41(7)

O(105)-C(149) 
1.47(3)

C(103)-C(128) 
1.14(12)

C(103)-O(103)#5 
1.64(9)

C(105)-C(149) 
0.82(7)

C(106)-C(144)#6 
1.20(7)

C(108)-C(142) 
1.74(9)

C(108)-C(109) 
1.6(3)

C(109)-C(152) 
1.0(3)

C(109)-C(117) 
1.5(3)

C(109)-C(142) 
1.38(9)

C(110)-C(148)#1 
1.25(8)

C(110)-C(148) 
1.25(8)

C(111)-C(138) 
1.38(4)

C(111)-C(138)#4 
1.99(4)

C(112)-C(112)#3 
1.10(6)

C(114)-C(141) 
1.38(6)

C(114)-C(118) 
1.37(6)

C(114)-C(120) 
1.73(7)

C(114)-C(140) 
1.83(7)

C(115)-C(139) 
1.00(11)

C(117)-C(152) 
1.28(10)

C(117)-C(142) 
1.83(10)

C(118)-C(129) 
1.41(5)

C(118)-C(140) 
1.48(5)

C(118)-C(141) 
1.81(5)

C(120)-C(141) 
1.67(7)

C(120)-C(146) 
1.94(7)

C(121)-C(137) 
1.94(7)

C(121)-C(151)#6 
1.99(7)

C(122)-C(143)#7 
1.75(4)

C(122)-C(143) 
1.75(4)

C(123)-C(145) 
1.65(5)

C(123)-C(151) 
1.94(7)

C(124)-C(154) 
1.78(11)

C(128)-O(103)#5 
1.133(17)

C(128)-C(103)#5 
1.14(12)

C(129)-C(143)#8 
1.78(5)

C(129)-C(140) 
2.07(6)

C(131)-C(145) 
1.34(5)

C(132)-C(146) 
1.57(5)

C(132)-C(132)#9 
1.70(6)

C(133)-C(153) 
1.40(8)

C(134)-C(144) 
1.18(6)

C(134)-C(144)#6 
1.18(6)

C(138)-C(138)#4 
1.80(6)

C(138)-C(111)#4 
1.99(4)

C(140)-C(141) 
1.31(5)

C(141)-C(146) 
1.33(5)

C(143)-C(129)#10 
1.78(5)

C(143)-C(150) 
1.95(5)

C(144)-C(106)#6 
1.20(7)

C(144)-C(144)#6 
1.90(11)

C(151)-C(121)#6 
1.99(7)

N(31A)#1-Pd(1)-N(31A)
88.4(8)

N(31A)#1-Pd(1)-N(31B)#1
177.8(5)

N(31A)-Pd(1)-N(31B)#1
90.0(5)

N(31A)#1-Pd(1)-N(31B)
90.0(5)

N(31A)-Pd(1)-N(31B)
177.8(5)

N(31B)#1-Pd(1)-N(31B)
91.6(6)

N(11B)#1-Pd(2)-N(11B)
87.9(6)

N(11B)#1-Pd(2)-N(11A)#2
175.1(4)

N(11B)-Pd(2)-N(11A)#2
91.6(4)

N(11B)#1-Pd(2)-N(11A)#3
91.6(4)

N(11B)-Pd(2)-N(11A)#3
175.1(4)

N(11A)#2-Pd(2)-N(11A)#3
88.5(5)

N(21B)#1-Pd(3)-N(21B)#2
178.2(7)

N(21B)#1-Pd(3)-N(21A)
85.0(7)

N(21B)#2-Pd(3)-N(21A)
95.0(7)

N(21B)#1-Pd(3)-N(21A)#3
95.0(7)

N(21B)#2-Pd(3)-N(21A)#3
85.0(7)

N(21A)-Pd(3)-N(21A)#3
179.6(7)

C(12)-C(11)-C(16)
120.0

C(12)-C(11)-C(16A)
120(2)

C(16)-C(11)-C(16A)
119(2)

C(11)-C(12)-C(13)
120.0

C(14)-C(13)-C(12)
120.0

C(14)-C(13)-C(26A)
127.0(18)

C(12)-C(13)-C(26A)
112.7(18)

C(13)-C(14)-C(15)
120.0

C(14)-C(15)-C(16)
120.0

C(14)-C(15)-C(36A)
113(2)

C(16)-C(15)-C(36A)
127(2)

C(15)-C(16)-C(11)
120.0

C(11A)-N(11A)-C(15A)
120.0

C(11A)-N(11A)-Pd(2)#2
117.6(5)

C(15A)-N(11A)-Pd(2)#2
122.3(5)

C(12A)-C(11A)-N(11A)
120.0

C(11A)-C(12A)-C(13A)
120.0

C(14A)-C(13A)-C(12A)
120.0

C(14A)-C(13A)-C(16A)
126.2(8)

C(12A)-C(13A)-C(16A)
113.8(8)

C(15A)-C(14A)-C(13A)
120.0

C(14A)-C(15A)-N(11A)
120.0

C(11)-C(16A)-C(13A)
112.8(9)

C(21A)-N(21A)-C(25A)
120.0

C(21A)-N(21A)-Pd(3)
117.0(6)

C(25A)-N(21A)-Pd(3)
123.0(6)

C(22A)-C(21A)-N(21A)
120.0

C(21A)-C(22A)-C(23A)
120.0

C(24A)-C(23A)-C(22A)
120.0

C(24A)-C(23A)-C(26A)
123.9(16)

C(22A)-C(23A)-C(26A)
115.9(17)

C(25A)-C(24A)-C(23A)
120.0

C(24A)-C(25A)-N(21A)
120.0

C(23A)-C(26A)-C(13)
112(2)

C(31A)-N(31A)-C(35A)
120.0

C(31A)-N(31A)-Pd(1)
118.8(7)

C(35A)-N(31A)-Pd(1)
121.0(7)

N(31A)-C(31A)-C(32A)
120.0

C(33A)-C(32A)-C(31A)
120.0

C(32A)-C(33A)-C(34A)
120.0

C(32A)-C(33A)-C(36A)
120.4(11)

C(34A)-C(33A)-C(36A)
119.3(12)

C(33A)-C(34A)-C(35A)
120.0

C(34A)-C(35A)-N(31A)
120.0

C(15)-C(36A)-C(33A)
116.4(14)

C(22)-C(21)-C(26)
120.0

C(22)-C(21)-C(16B)
122(3)

C(26)-C(21)-C(16B)
117(3)

C(21)-C(22)-C(23)
120.0

C(24)-C(23)-C(22)
120.0

C(24)-C(23)-C(26B)
129(2)

C(22)-C(23)-C(26B)
111(2)

C(23)-C(24)-C(25)
120.0

C(26)-C(25)-C(24)
120.0

C(26)-C(25)-C(36B)
136(2)

C(24)-C(25)-C(36B)
104(2)

C(25)-C(26)-C(21)
120.0

C(11B)-N(11B)-C(15B)
120.0

C(11B)-N(11B)-Pd(2)
117.9(5)

C(15B)-N(11B)-Pd(2)
122.1(5)

C(12B)-C(11B)-N(11B)
120.0

C(11B)-C(12B)-C(13B)
120.0

C(12B)-C(13B)-C(14B)
120.0

C(12B)-C(13B)-C(16B)
119.4(9)

C(14B)-C(13B)-C(16B)
120.6(9)

C(13B)-C(14B)-C(15B)
120.0

C(14B)-C(15B)-N(11B)
120.0

C(21)-C(16B)-C(13B)
120.1(13)

C(21B)-N(21B)-C(25B)
120.0

C(21B)-N(21B)-Pd(3)#2
116.7(7)

C(25B)-N(21B)-Pd(3)#2
123.2(7)

N(21B)-C(21B)-C(22B)
120.0

C(23B)-C(22B)-C(21B)
120.0

C(22B)-C(23B)-C(24B)
120.0

C(22B)-C(23B)-C(26B)
118.1(13)

C(24B)-C(23B)-C(26B)
121.9(13)

C(25B)-C(24B)-C(23B)
120.0

C(24B)-C(25B)-N(21B)
120.0

C(23B)-C(26B)-C(23)
116.2(17)

C(31B)-N(31B)-C(35B)
120.0

C(31B)-N(31B)-Pd(1)
121.2(6)

C(35B)-N(31B)-Pd(1)
118.8(6)

N(31B)-C(31B)-C(32B)
120.0

C(33B)-C(32B)-C(31B)
120.0

C(32B)-C(33B)-C(34B)
120.0

C(32B)-C(33B)-C(36B)
113.2(11)

C(34B)-C(33B)-C(36B)
126.1(11)

C(35B)-C(34B)-C(33B)
120.0

C(34B)-C(35B)-N(31B)
120.0

C(33B)-C(36B)-C(25)
111.8(16)

O(101)#4-O(102)-O(101)
180.0(9)

C(128)-O(103)-C(103)
44(3)

C(128)-O(103)-C(103)#5
44(3)

C(103)-O(103)-C(103)#5
84(7)

C(105)-O(105)-C(149)
33(3)

C(128)-C(103)-O(103)#5
44(3)

C(128)-C(103)-O(103)
44(3)

O(103)#5-C(103)-O(103)
86(6)

C(149)-C(105)-O(105)
77(6)

C(142)-C(108)-C(109)
48(4)

C(152)-C(109)-C(117)
58(10)

C(152)-C(109)-C(142)
126(10)

C(117)-C(109)-C(142)
79(10)

C(152)-C(109)-C(108)
161(10)

C(117)-C(109)-C(108)
141(8)

C(142)-C(109)-C(108)
70(10)

C(148)#1-C(110)-C(148)
106(9)

C(138)-C(111)-C(138)#4
61(3)

C(141)-C(114)-C(118)
82(4)

C(141)-C(114)-C(120)
64(3)

C(118)-C(114)-C(120)
95(4)

C(141)-C(114)-C(140)
46(2)

C(118)-C(114)-C(140)
53(3)

C(120)-C(114)-C(140)
102(4)

C(152)-C(117)-C(109)
41(8)

C(152)-C(117)-C(142)
84(5)

C(109)-C(117)-C(142)
48(5)

C(114)-C(118)-C(129)
129(5)

C(114)-C(118)-C(140)
80(4)

C(129)-C(118)-C(140)
91(4)

C(114)-C(118)-C(141)
49(3)

C(129)-C(118)-C(141)
90(3)

C(140)-C(118)-C(141)
46(2)

C(114)-C(120)-C(141)
48(3)

C(114)-C(120)-C(146)
90(4)

C(141)-C(120)-C(146)
42(2)

C(137)-C(121)-C(151)#6
114(4)

C(143)#7-C(122)-C(143)
158(4)

C(145)-C(123)-C(151)
134(3)

O(103)-C(128)-O(103)#5
161(6)

O(103)-C(128)-C(103)
92.6(10)

O(103)#5-C(128)-C(103)
92.6(10)

O(103)-C(128)-C(103)#5
92.6(11)

O(103)#5-C(128)-C(103)#5
92.6(10)

C(103)-C(128)-C(103)#5
148(10)

C(118)-C(129)-C(143)#8
174(4)

C(118)-C(129)-C(140)
46(2)

C(143)#8-C(129)-C(140)
129(3)

C(146)-C(132)-C(132)#9
122(4)

C(144)-C(134)-C(144)#6
108(6)

C(111)-C(138)-C(138)#4
76(2)

C(111)-C(138)-C(111)#4
97(3)

C(138)#4-C(138)-C(111)#4
42.3(12)

C(141)-C(140)-C(118)
80(3)

C(141)-C(140)-C(114)
49(3)

C(118)-C(140)-C(114)
47(3)

C(141)-C(140)-C(129)
82(3)

C(118)-C(140)-C(129)
43(2)

C(114)-C(140)-C(129)
80(3)

C(146)-C(141)-C(114)
147(4)

C(146)-C(141)-C(140)
123(4)

C(114)-C(141)-C(140)
85(4)

C(146)-C(141)-C(120)
79(3)

C(114)-C(141)-C(120)
68(3)

C(140)-C(141)-C(120)
135(4)

C(146)-C(141)-C(118)
133(3)

C(114)-C(141)-C(118)
49(3)

C(140)-C(141)-C(118)
54(2)

C(120)-C(141)-C(118)
82(3)

C(109)-C(142)-C(108)
62(10)

C(109)-C(142)-C(117)
53(10)

C(108)-C(142)-C(117)
112(4)

C(122)-C(143)-C(129)#10
128(3)

C(122)-C(143)-C(150)
122(3)

C(129)#10-C(143)-C(150)
103(3)

C(106)#6-C(144)-C(134)
124(7)

C(106)#6-C(144)-C(144)#6
98(5)

C(134)-C(144)-C(144)#6
36(3)

C(131)-C(145)-C(123)
101(4)

C(141)-C(146)-C(132)
176(4)

C(141)-C(146)-C(120)
58(3)

C(132)-C(146)-C(120)
125(4)

C(105)-C(149)-O(105)
70(6)

C(123)-C(151)-C(121)#6
129(4)

C(109)-C(152)-C(117)
81(10)

_____________________________________________________________ 

Symmetry transformations used to generate equivalent atoms: 

#1 -y+1,-x+1,z    #2 -x,-y+2,-z    #3 y-1,x+1,-z      

#4 -x+1/2,-y+5/2,z    #5 -x-1/2,-y+5/2,z    #6 -y+3/2,-x+3/2,-z      

#7 x,-y+5/2,-z-1/2    #8 x-1/2,-y+2,z+1/2    #9 -x-1/2,y,-z+1/2      

#10 x+1/2,-y+2,z-1/2      

 Table 4.   Anisotropic displacement parameters  (Å2x 103) for 2.  The anisotropic

displacement factor exponent takes the form:  -22[ h2 a*2U11 + ...  + 2 h k a* b* U12 ]

______________________________________________________________________________ 


U11
U22 
U33
U23
U13
U12
______________________________________________________________________________ 

Pd(1)
67(1) 
67(1)
55(1) 
4(1)
-4(1) 
-6(1)

Pd(2)
39(1) 
39(1)
117(1) 
3(1)
-3(1) 
-1(1)

Pd(3)
66(1) 
66(1)
65(2) 
-2(1)
2(1) 
0(1)

C(11)
48(8) 
190(20)
92(13) 
93(16)
49(8) 
58(13)

C(12)
67(13) 
57(10)
180(20) 
75(12)
35(13) 
13(9)

C(13)
55(10) 
79(12)
170(20) 
-53(12)
66(12) 
-19(9)

C(14)
52(7) 
187(19)
57(9) 
-24(13)
9(6) 
17(12)

C(16)
48(9) 
130(17)
92(13) 
-71(12)
71(9) 
-45(10)

N(11A)
32(4) 
57(7)
94(8) 
-10(6)
10(6) 
-5(4)

C(11A)
54(9) 
170(20)
87(12) 
-12(11)
-13(8) 
-4(10)

C(12A)
54(8) 
260(30)
59(10) 
-8(13)
3(7) 
-33(13)

C(13A)
61(7) 
280(20)
45(9) 
-26(14)
4(7) 
-34(14)

C(14A)
52(7) 
135(15)
79(10) 
-28(11)
15(7) 
-23(10)

C(15A)
36(6) 
84(12)
85(10) 
-19(8)
11(6) 
-3(7)

C(16A)
37(6) 
500(40)
44(9) 
-40(20)
12(7) 
-50(20)

N(21A)
72(9) 
70(8)
45(8) 
-5(6)
26(6) 
-5(7)

C(21A)
64(11) 
120(14)
82(13) 
-50(10)
28(9) 
-33(10)

C(22A)
92(14) 
107(14)
141(18) 
-78(13)
43(13) 
-17(11)

C(23A)
83(14) 
123(16)
210(20) 
-115(17)
76(15) 
-18(12)

C(24A)
95(15) 
100(14)
148(19) 
-51(13)
68(14) 
-6(11)

C(25A)
91(13) 
99(13)
79(13) 
-18(10)
15(10) 
11(11)

N(31A)
79(11) 
72(9)
140(15) 
36(10)
0(10) 
-2(8)

C(31A)
133(19) 
160(20)
102(17) 
37(14)
52(14) 
17(16)

C(32A)
126(19) 
160(20)
140(20) 
58(17)
59(17) 
86(16)

C(33A)
150(20) 
114(16)
110(18) 
65(13)
68(14) 
28(14)

C(34A)
101(15) 
106(14)
131(18) 
61(12)
77(14) 
54(12)

C(35A)
84(12) 
50(10)
130(17) 
38(9)
43(11) 
17(8)

C(36A)
134(18) 
310(40)
300(30) 
240(30)
180(20) 
150(20)

C(21)
420(50) 
61(10)
64(13) 
58(9)
-60(30) 
-90(20)

C(22)
150(20) 
55(12)
150(20) 
73(13)
49(15) 
38(12)

C(24)
260(20) 
51(8)
63(11) 
12(7)
61(19) 
30(19)

C(25)
350(50) 
55(14)
120(20) 
80(14)
90(20) 
31(19)

C(26)
170(20) 
110(20)
150(30) 
110(18)
-106(19) 
-97(17)

N(11B)
105(10) 
45(5)
96(9) 
-8(6)
-12(8) 
10(6)

C(11B)
300(30) 
45(8)
126(16) 
-16(9)
-23(19) 
-6(15)

C(12B)
440(50) 
51(9)
107(15) 
0(9)
30(20) 
10(20)

C(13B)
340(30) 
41(7)
63(11) 
21(7)
11(16) 
56(13)

C(14B)
210(20) 
40(7)
65(10) 
2(6)
10(11) 
-3(10)

C(15B)
101(15) 
44(7)
106(12) 
24(8)
12(10) 
8(8)

C(16B)
1100(100) 
30(7)
56(12) 
-13(7)
60(40) 
0(30)

N(21B)
102(11) 
75(9)
75(10) 
52(7)
-17(8) 
-24(8)

C(21B)
90(13) 
98(14)
130(17) 
58(12)
-27(11) 
-38(11)

C(22B)
106(15) 
150(20)
139(19) 
94(16)
-64(14) 
-44(14)

C(23B)
106(15) 
127(18)
170(20) 
107(16)
-68(15) 
-51(13)

C(24B)
87(13) 
140(20)
160(20) 
101(17)
-42(13) 
-27(13)

C(25B)
93(14) 
147(19)
144(19) 
83(15)
-31(12) 
-20(13)

C(26B)
117(18) 
400(50)
340(50) 
310(40)
-100(20) 
-120(30)

N(31B)
88(9) 
71(9)
21(7) 
8(6)
-5(6) 
-24(7)

C(31B)
62(10) 
81(12)
114(15) 
48(11)
28(9) 
27(9)

C(32B)
103(15) 
118(16)
200(30) 
97(16)
96(16) 
44(13)

C(33B)
76(12) 
122(18)
240(30) 
106(19)
71(15) 
40(11)

C(34B)
103(14) 
67(12)
150(20) 
57(12)
20(12) 
10(10)

C(36B)
180(20) 
200(30)
590(70) 
310(40)
270(30) 
140(20)

______________________________________________________________________________ 

 Table 5.   Hydrogen coordinates ( x 104) and isotropic  displacement parameters (Å2x 10 3)

for 2.

________________________________________________________________________________ 


x 
y 
z 
U(eq)

________________________________________________________________________________ 

H(12)
2183
10517
-2024
123

H(14)
2830
9937
-1080
118

H(16)
2196
9336
-2018
108

H(11A)
726
9872
-3124
124

H(12A)
1408
9889
-3148
149

H(14A)
1442
9935
-1755
106

H(15A)
760
9918
-1731
82

H(16A)
2003
9687
-2704
234

H(16B)
1996
10153
-2708
234

H(21A)
2350
11728
-506
107

H(22A)
2747
11383
-1018
136

H(24A)
2007
10464
-954
137

H(25A)
1610
10809
-442
108

H(26A)
2938
10697
-1277
259

H(26B)
2665
10874
-1672
259

H(31A)
2351
8210
-357
159

H(32A)
2745
8530
-894
171

H(34A)
1980
9429
-931
135

H(35A)
1585
9109
-394
106

H(36A)
2916
9347
-1105
299

H(36B)
2799
9077
-1530
299

H(22)
-674
7967
2201
141

H(24)
5
7303
1373
149

H(26)
501
8007
2328
173

H(11B)
-92
9543
3202
187

H(12B)
-105
8867
3311
239

H(14B)
-106
8707
1929
125

H(15B)
-93
9383
1820
101

H(16C)
108
8226
2912
475

H(16D)
-355
8228
2876
475

H(21B)
-1751
7686
558
127

H(22B)
-1449
7347
1159
159

H(24B)
-557
8121
1144
152

H(25B)
-859
8460
543
153

H(26C)
-766
7197
1492
343

H(26D)
-968
7477
1860
343

H(31B)
1708
7647
752
103

H(32B)
1334
7319
1303
170

H(34B)
487
8135
1179
126

H(35B)
860
8463
628
74

H(36C)
829
7315
1820
385

H(36D)
550
7212
1395
385

________________________________________________________________________________ 

ORTEP diagram of 2
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