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Table 1. Crystal data and structure refinement.



Identification code 
01src322    

Empirical formula 
C33H25F3NO2PPd

Formula weight 
661.91

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 9.911(2) Å
( = 90°


b = 29.932(6) Å
( = 104.20(3)°


c = 9.907(2) Å
(  = 90°

Volume
2849.3(10) Å3
Z
4

Density (calculated)
1.543 Mg / m3
Absorption coefficient
0.759 mm(1
F(000)
1336

Crystal
Block; yellow

Crystal size
0.50 ( 0.15 ( 0.02 mm3
( range for data collection
2.94 ( 26.00°

Index ranges
(10 ( h ( 12, (33 ( k ( 36, (12 ( l ( 9

Reflections collected
14475

Independent reflections
5317 [Rint = 0.0868]

Completeness to ( = 26.00°
94.9 % 

Max. and min. transmission
0.9850 and 0.7029

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5317 / 0 / 396

Goodness-of-fit on F2
1.098

Final R indices [F2 > 2((F2)]
R1 = 0.0429, wR2 = 0.1154

R indices (all data)
R1 = 0.0493, wR2 = 0.1188

Extinction coefficient
0.0010(5)

Largest diff. peak and hole
1.074 and (1.297 e Å(3


Diffractometer:  Nonius KappaCCD area detector (( scans and ( scans to fill Ewald sphere). Data collection and cell 

refinement: Denzo (Z. Otwinowski & W. Minor, Methods in Enzymology (1997) Vol. 276: Macromolecular Crystallography, 

part A, pp. 307(326; C. W. Carter, Jr. & R. M. Sweet, Eds., Academic Press). Absorption correction: SORTAV (R. H. Blessing,

Acta Cryst. A51 (1995) 33(37; R. H. Blessing, J. Appl. Cryst. 30 (1997) 421(426). Program used to solve structure: SIR97 (Cascarano et al., Acta Cryst. A52 (1996) C-79).  Program used to refine structure: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany).

Further information:  http://www.soton.ac.uk/~xservice/strat.htm 

Special details: 

Table 2. Atomic coordinates [( 104], equivalent isotropic displacement parameters [Å2 ( 103] and site occupancy factors. Ueq is defined as one third of the trace of the orthogonalized Uij tensor.

Atom 
x
y
z
Ueq
S.o.f.
Pd1
2087(1)
1648(1)
4376(1)
16(1)
1

P1
3099(1)
971(1)
4746(1)
15(1)
1

F1
(1684(4)
1508(1)
324(4)
109(2)
1

F2
(1242(4)
843(1)
787(3)
88(1)
1

F3
(492(3)
1146(1)
(777(2)
67(1)
1

O1
432(2)
1408(1)
2749(2)
22(1)
1

O2
1714(3)
1400(1)
1165(2)
29(1)
1

N1
1287(3)
2308(1)
4154(3)
20(1)
1

C1
1958(4)
2562(1)
5150(3)
24(1)
1

C2
3126(4)
2378(1)
6162(3)
21(1)
1

C3
3478(3)
1931(1)
5957(3)
20(1)
1

C4
4672(4)
1769(1)
6895(3)
25(1)
1

C5
5415(4)
2028(1)
7994(4)
30(1)
1

C6
4993(4)
2457(1)
8206(4)
33(1)
1

C7
3856(4)
2636(1)
7274(4)
30(1)
1

C8
634(3)
1355(1)
1555(3)
20(1)
1

C9
(685(4)
1221(1)
462(3)
28(1)
1

C10
218(3)
2511(1)
3084(3)
20(1)
1

C11
(1054(4)
2301(1)
2613(3)
24(1)
1

C12
(2077(4)
2504(1)
1607(4)
31(1)
1

C13
(1850(4)
2919(1)
1059(4)
33(1)
1

C14
(569(4)
3121(1)
1529(4)
33(1)
1

C15
460(4)
2920(1)
2531(4)
27(1)
1

C20
2102(3)
537(1)
3648(3)
18(1)
1

C21
2568(4)
302(1)
2644(3)
24(1)
1

C22
1741(4)
(28(1)
1874(4)
33(1)
1

C23
446(4)
(126(1)
2097(4)
32(1)
1

C24
(23(4)
105(1)
3097(4)
29(1)
1

C25
793(3)
432(1)
3868(3)
23(1)
1

C30
4811(3)
971(1)
4376(3)
18(1)
1

C31
6019(3)
813(1)
5292(3)
22(1)
1

C32
7294(4)
849(1)
4945(4)
27(1)
1

C33
7383(4)
1043(1)
3700(4)
30(1)
1

C34
6189(4)
1198(1)
2792(4)
28(1)
1

C35
4898(4)
1163(1)
3116(3)
24(1)
1

C40
3274(3)
720(1)
6453(3)
17(1)
1

C41
2829(4)
946(1)
7498(3)
23(1)
1

C42
2922(4)
747(1)
8775(3)
29(1)
1

C43
3448(4)
318(1)
9013(3)
31(1)
1

C44
3866(4)
87(1)
7981(3)
26(1)
1

C45
3768(3)
285(1)
6695(3)
21(1)
1



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



Pd1(C3
2.003(3)

Pd1(N1
2.122(3)

Pd1(O1
2.124(2)

Pd1(P1
2.2489(9)

P1(C30
1.821(3)

P1(C40
1.820(3)

P1(C20
1.823(3)

F1(C9
1.294(5)

F2(C9
1.330(5)

F3(C9
1.308(4)

O1(C8
1.257(4)

O2(C8
1.232(4)

N1(C1
1.292(4)

N1(C10
1.436(4)

C1(C2
1.441(5)

C1(H1
0.9500

C2(C7
1.393(5)

C2(C3
1.412(5)

C3(C4
1.399(5)

C4(C5
1.392(5)

C4(H4
0.9500

C5(C6
1.380(5)

C5(H5
0.9500

C6(C7
1.380(5)

C6(H6
0.9500

C7(H7
0.9500

C8(C9
1.533(5)

C10(C15
1.386(5)

C10(C11
1.383(5)

C11(C12
1.377(5)

C11(H11
0.9500

C12(C13
1.394(5)

C12(H12
0.9500

C13(C14
1.381(6)

C13(H13
0.9500

C14(C15
1.375(5)

C14(H14
0.9500

C15(H15
0.9500

C20(C21
1.386(4)

C20(C25
1.403(4)

C21(C22
1.386(5)

C21(H21
0.9500

C22(C23
1.387(5)

C22(H22
0.9500

C23(C24
1.379(5)

C23(H23
0.9500

C24(C25
1.377(5)

C24(H24
0.9500

C25(H25
0.9500

C30(C35
1.396(4)

C30(C31
1.395(5)

C31(C32
1.392(5)

C31(H31
0.9500

C32(C33
1.386(5)

C32(H32
0.9500

C33(C34
1.380(5)

C33(H33
0.9500

C34(C35
1.398(5)

C34(H34
0.9500

C35(H35
0.9500

C40(C45
1.391(5)

C40(C41
1.395(4)

C41(C42
1.380(5)

C41(H41
0.9500

C42(C43
1.385(5)

C42(H42
0.9500

C43(C44
1.379(5)

C43(H43
0.9500

C44(C45
1.388(5)

C44(H44
0.9500

C45(H45
0.9500

C3(Pd1(N1
81.67(12)

C3(Pd1(O1
172.80(11)

N1(Pd1(O1
92.12(10)

C3(Pd1(P1
93.41(10)

N1(Pd1(P1
175.00(8)

O1(Pd1(P1
92.85(7)

C30(P1(C40
107.78(15)

C30(P1(C20
105.93(14)

C40(P1(C20
100.00(15)

C30(P1(Pd1
111.62(10)

C40(P1(Pd1
117.38(11)

C20(P1(Pd1
113.00(11)

C8(O1(Pd1
119.0(2)

C1(N1(C10
117.7(3)

C1(N1(Pd1
111.0(2)

C10(N1(Pd1
131.2(2)

N1(C1(C2
118.9(3)

N1(C1(H1
120.6

C2(C1(H1
120.6

C7(C2(C3
122.7(3)

C7(C2(C1
120.8(3)

C3(C2(C1
116.5(3)

C4(C3(C2
115.5(3)

C4(C3(Pd1
132.9(3)

C2(C3(Pd1
111.5(2)

C5(C4(C3
121.7(3)

C5(C4(H4
119.1

C3(C4(H4
119.1

C6(C5(C4
121.0(3)

C6(C5(H5
119.5

C4(C5(H5
119.5

C5(C6(C7
119.2(3)

C5(C6(H6
120.4

C7(C6(H6
120.4

C6(C7(C2
119.6(3)

C6(C7(H7
120.2

C2(C7(H7
120.2

O2(C8(O1
129.3(3)

O2(C8(C9
117.6(3)

O1(C8(C9
113.1(3)

F1(C9(F3
107.4(3)

F1(C9(F2
103.8(4)

F3(C9(F2
104.2(3)

F1(C9(C8
113.4(3)

F3(C9(C8
114.4(3)

F2(C9(C8
112.6(3)

C15(C10(C11
120.0(3)

C15(C10(N1
119.8(3)

C11(C10(N1
120.2(3)

C12(C11(C10
119.5(3)

C12(C11(H11
120.3

C10(C11(H11
120.3

C11(C12(C13
121.0(4)

C11(C12(H12
119.5

C13(C12(H12
119.5

C14(C13(C12
118.9(4)

C14(C13(H13
120.6

C12(C13(H13
120.6

C15(C14(C13
120.6(4)

C15(C14(H14
119.7

C13(C14(H14
119.7

C14(C15(C10
120.2(4)

C14(C15(H15
119.9

C10(C15(H15
119.9

C21(C20(C25
118.8(3)

C21(C20(P1
124.2(3)

C25(C20(P1
117.0(2)

C20(C21(C22
120.0(3)

C20(C21(H21
120.0

C22(C21(H21
120.0

C23(C22(C21
120.6(3)

C23(C22(H22
119.7

C21(C22(H22
119.7

C24(C23(C22
119.8(3)

C24(C23(H23
120.1

C22(C23(H23
120.1

C23(C24(C25
120.0(3)

C23(C24(H24
120.0

C25(C24(H24
120.0

C24(C25(C20
120.9(3)

C24(C25(H25
119.6

C20(C25(H25
119.6

C35(C30(C31
119.3(3)

C35(C30(P1
116.4(2)

C31(C30(P1
124.3(2)

C32(C31(C30
120.0(3)

C32(C31(H31
120.0

C30(C31(H31
120.0

C33(C32(C31
120.7(3)

C33(C32(H32
119.6

C31(C32(H32
119.6

C34(C33(C32
119.4(3)

C34(C33(H33
120.3

C32(C33(H33
120.3

C33(C34(C35
120.7(3)

C33(C34(H34
119.6

C35(C34(H34
119.6

C30(C35(C34
119.9(3)

C30(C35(H35
120.1

C34(C35(H35
120.1

C45(C40(C41
119.1(3)

C45(C40(P1
119.7(2)

C41(C40(P1
121.0(2)

C42(C41(C40
120.7(3)

C42(C41(H41
119.6

C40(C41(H41
119.6

C41(C42(C43
119.5(3)

C41(C42(H42
120.2

C43(C42(H42
120.2

C44(C43(C42
120.5(3)

C44(C43(H43
119.7

C42(C43(H43
119.7

C43(C44(C45
120.0(3)

C43(C44(H44
120.0

C45(C44(H44
120.0

C44(C45(C40
120.1(3)

C44(C45(H45
120.0

C40(C45(H45
120.0



Symmetry transformations used to generate equivalent atoms: 



Table 4. Anisotropic displacement parameters [Å2( 103]. The anisotropic displacement

factor exponent takes the form: (2( 2[h2a*2U11 + ... + 2 h k a* b* U12 ].

Atom
U11
U22
U33
U23
U13
U12
Pd1
18(1) 
12(1)
18(1) 
(1(1)
7(1) 
1(1)

P1
17(1) 
13(1)
18(1) 
(1(1)
8(1) 
1(1)

F1
63(2) 
118(3)
107(3) 
(73(2)
(53(2) 
56(2)

F2
100(3) 
95(2)
51(2) 
12(2)
(15(2) 
(67(2)

F3
64(2) 
112(2)
27(1) 
(21(1)
12(1) 
(21(2)

O1
26(1) 
21(1)
20(1) 
(3(1)
9(1) 
1(1)

O2
29(1) 
31(2)
29(1) 
3(1)
15(1) 
(1(1)

N1
23(2) 
17(1)
22(1) 
0(1)
10(1) 
2(1)

C1
30(2) 
12(2)
30(2) 
(2(1)
8(2) 
3(1)

C2
24(2) 
18(2)
24(2) 
(2(1)
9(1) 
(1(1)

C3
21(2) 
20(2)
22(2) 
1(1)
12(1) 
1(1)

C4
25(2) 
18(2)
27(2) 
(3(1)
(2(1) 
4(2)

C5
24(2) 
31(2)
31(2) 
(3(2)
(3(2) 
(2(2)

C6
33(2) 
30(2)
31(2) 
(13(2)
(1(2) 
(7(2)

C7
32(2) 
21(2)
38(2) 
(8(2)
9(2) 
(1(2)

C8
26(2) 
9(2)
26(2) 
1(1)
8(1) 
1(1)

C9
35(2) 
24(2)
24(2) 
(1(1)
8(2) 
4(2)

C10
22(2) 
18(2)
22(2) 
(1(1)
9(1) 
7(1)

C11
26(2) 
21(2)
28(2) 
(2(1)
8(1) 
0(2)

C12
26(2) 
31(2)
33(2) 
(1(2)
1(2) 
4(2)

C13
31(2) 
35(2)
31(2) 
2(2)
3(2) 
10(2)

C14
42(2) 
26(2)
34(2) 
9(2)
13(2) 
5(2)

C15
28(2) 
22(2)
32(2) 
3(2)
10(2) 
3(2)

C20
21(2) 
15(2)
19(2) 
3(1)
9(1) 
2(1)

C21
27(2) 
21(2)
30(2) 
(7(1)
17(2) 
(6(2)

C22
42(2) 
30(2)
32(2) 
(12(2)
19(2) 
(9(2)

C23
38(2) 
25(2)
34(2) 
(6(2)
9(2) 
(12(2)

C24
23(2) 
29(2)
37(2) 
(1(2)
12(2) 
(7(2)

C25
22(2) 
25(2)
26(2) 
(3(1)
11(1) 
(1(2)

C30
18(2) 
11(2)
27(2) 
(4(1)
12(1) 
(1(1)

C31
24(2) 
18(2)
26(2) 
2(1)
9(1) 
1(1)

C32
19(2) 
24(2)
37(2) 
0(2)
7(2) 
2(2)

C33
25(2) 
24(2)
46(2) 
(2(2)
19(2) 
(1(2)

C34
31(2) 
24(2)
33(2) 
5(2)
17(2) 
0(2)

C35
25(2) 
17(2)
32(2) 
4(1)
13(2) 
3(2)

C40
17(2) 
18(2)
18(2) 
2(1)
7(1) 
0(1)

C41
26(2) 
19(2)
26(2) 
(5(1)
9(1) 
0(1)

C42
30(2) 
41(2)
22(2) 
(4(2)
15(2) 
(1(2)

C43
27(2) 
46(2)
21(2) 
12(2)
7(1) 
(1(2)

C44
26(2) 
23(2)
28(2) 
8(2)
7(2) 
1(2)

C45
23(2) 
21(2)
22(2) 
1(1)
9(1) 
2(1)



Table 5. Hydrogen coordinates [( 104] and isotropic displacement parameters [Å2 ( 103].

Atom 
x
y
z
Ueq
S.o.f.
H1
1686
2864
5214
25(9)
1

H4
4984
1475
6779
25(9)
1

H5
6225
1909
8608
27(10)
1

H6
5481
2626
8985
28(10)
1

H7
3571
2934
7390
25(9)
1

H11
(1220
2019
2981
10(8)
1

H12
(2950
2360
1282
43(12)
1

H13
(2564
3059
375
55(13)
1

H14
(397
3402
1157
58(15)
1

H15
1339
3062
2845
23(9)
1

H21
3453
368
2482
38(11)
1

H22
2066
(188
1188
60(14)
1

H23
(116
(352
1563
35(11)
1

H24
(909
38
3254
26(9)
1

H25
465
589
4557
25(9)
1

H31
5972
682
6152
26(10)
1

H32
8112
738
5569
49(13)
1

H33
8258
1069
3475
59(14)
1

H34
6246
1331
1936
43(12)
1

H35
4082
1269
2480
30(10)
1

H41
2459
1239
7329
21(9)
1

H42
2627
904
9486
26(10)
1

H43
3521
182
9894
21(9)
1

H44
4220
(208
8151
23(9)
1

H45
4039
124
5979
21(9)
1
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