Table 1.  Crystal data and structure refinement for RV-61a.

Identification code 
99SRC104

Empirical formula 
C25 H30 O7

Formula weight 
442.49

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21
Unit cell dimensions
a = 9.2535(3) Å



b = 13.1779(4) Å
 = 113.1490(14)°.


c = 9.6444(2) Å


Volume
1081.36(5) Å3
Z
2

Density (calculated)
1.359 Mg/m3
Absorption coefficient
0.099 mm-1
F(000)
472

Crystal size
0.40 x 0.25 x 0.25 mm3
Theta range for data collection
2.30 to 26.37°.

Index ranges
-11<=h<=11, -16<=k<=16, -12<=l<=12

Reflections collected
19743

Independent reflections
4408 [R(int) = 0.0609]

Completeness to theta = 26.37°
99.9 % 

Absorption correction
Empirical, SORTAV

Max. and min. transmission
0.9757 and 0.9616

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
4408 / 1 / 410

Goodness-of-fit on F2
1.038

Final R indices [I>2sigma(I)]
R1 = 0.0369, wR2 = 0.0818

R indices (all data)
R1 = 0.0445, wR2 = 0.0856

Absolute structure parameter
0.3(6)

Extinction coefficient
0.025(3)

Largest diff. peak and hole
0.167 and -0.174 e.Å-3
Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2x 103) for RV-61a.  U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

_____________________________________________________________________________


x
y
z
U(eq)

______________________________________________________________________________

O(4)
525(1)
1482(1)
3777(1)
28(1)

O(1)
-3116(2)
4226(1)
-10771(1)
27(1)

O(2)
-4833(2)
2888(1)
-10179(1)
28(1)

O(3)
-1670(2)
144(1)
3251(1)
30(1)

O(6)
-2689(2)
917(1)
-3341(1)
23(1)

O(7)
373(1)
1977(1)
-1688(1)
31(1)

C(7)
-1287(2)
4296(1)
-6605(2)
23(1)

C(10)
-3670(2)
3314(1)
-8953(2)
21(1)

O(5)
-3326(2)
3540(1)
-4404(2)
32(1)

C(21)
-2502(2)
312(1)
526(2)
23(1)

C(17)
-1287(2)
1616(1)
-389(2)
20(1)

C(20)
-1574(2)
576(1)
1999(2)
23(1)

C(5)
-2739(2)
4048(1)
-9276(2)
22(1)

C(19)
-424(2)
1331(1)
2288(2)
23(1)

C(9)
-3384(2)
3082(1)
-7469(2)
23(1)

C(16)
-1114(2)
2215(1)
-1628(2)
21(1)

C(22)
-2330(2)
811(1)
-688(2)
22(1)

C(12)
-1473(2)
2227(1)
-4210(2)
22(1)

C(1)
-2190(3)
4966(2)
-11141(2)
29(1)

C(11)
-1923(2)
3335(1)
-4675(2)
24(1)

C(2)
-5752(2)
2110(2)
-9893(2)
28(1)

C(13)
-2338(2)
1970(1)
-3198(2)
21(1)

C(18)
-329(2)
1864(1)
1103(2)
22(1)

C(6)
-1552(2)
4529(1)
-8108(2)
23(1)

C(8)
-2184(2)
3577(1)
-6280(2)
22(1)

C(4)
1755(2)
2202(2)
4070(2)
32(1)

C(15)
265(2)
2068(2)
-3212(2)
27(1)

C(3)
-3047(3)
-429(2)
3051(3)
36(1)

C(23)
-3274(2)
462(1)
-2291(2)
23(1)

C(14)
-3772(2)
2672(2)
-3777(2)
26(1)

C(25)
-5021(2)
677(2)
-2772(2)
29(1)

C(24)
-3013(3)
-666(2)
-2461(2)
29(1)

______________________________________________________________________________

Table 3.   Bond lengths [Å] and angles [°] for RV-61a.

_____________________________________________________

O(4)-C(19) 
1.372(2)

O(4)-C(4) 
1.422(2)

O(1)-C(5) 
1.364(2)

O(1)-C(1) 
1.432(2)

O(2)-C(10) 
1.367(2)

O(2)-C(2) 
1.426(2)

O(3)-C(20) 
1.369(2)

O(3)-C(3) 
1.428(3)

O(6)-C(13) 
1.419(2)

O(6)-C(23) 
1.453(2)

O(7)-C(16) 
1.435(2)

O(7)-C(15) 
1.438(2)

C(7)-C(8) 
1.375(3)

C(7)-C(6) 
1.405(3)

C(10)-C(9) 
1.383(2)

C(10)-C(5) 
1.410(3)

O(5)-C(14) 
1.429(2)

O(5)-C(11) 
1.447(2)

C(21)-C(20) 
1.384(2)

C(21)-C(22) 
1.406(2)

C(17)-C(22) 
1.385(2)

C(17)-C(18) 
1.400(2)

C(17)-C(16) 
1.493(2)

C(20)-C(19) 
1.403(3)

C(5)-C(6) 
1.380(3)

C(19)-C(18) 
1.373(2)

C(9)-C(8) 
1.405(3)

C(16)-C(13) 
1.527(2)

C(22)-C(23) 
1.517(2)

C(12)-C(13) 
1.524(2)

C(12)-C(15) 
1.530(3)

C(12)-C(11) 
1.537(2)

C(11)-C(8) 
1.504(2)

C(13)-C(14) 
1.531(3)

C(23)-C(25) 
1.523(3)

C(23)-C(24) 
1.526(3)

C(19)-O(4)-C(4)
115.98(13)

C(5)-O(1)-C(1)
116.85(14)

C(10)-O(2)-C(2)
117.02(14)

C(20)-O(3)-C(3)
117.65(15)

C(13)-O(6)-C(23)
118.00(12)

C(16)-O(7)-C(15)
109.90(12)

C(8)-C(7)-C(6)
120.61(16)

O(2)-C(10)-C(9)
124.73(16)

O(2)-C(10)-C(5)
115.60(15)

C(9)-C(10)-C(5)
119.67(16)

C(14)-O(5)-C(11)
110.85(13)

C(20)-C(21)-C(22)
120.63(17)

C(22)-C(17)-C(18)
120.02(15)

C(22)-C(17)-C(16)
121.57(14)

C(18)-C(17)-C(16)
118.38(15)

O(3)-C(20)-C(21)
124.86(17)

O(3)-C(20)-C(19)
115.26(15)

C(21)-C(20)-C(19)
119.88(16)

O(1)-C(5)-C(6)
125.08(16)

O(1)-C(5)-C(10)
115.32(15)

C(6)-C(5)-C(10)
119.60(16)

O(4)-C(19)-C(18)
124.95(16)

O(4)-C(19)-C(20)
115.76(15)

C(18)-C(19)-C(20)
119.28(16)

C(10)-C(9)-C(8)
120.73(17)

O(7)-C(16)-C(17)
108.85(13)

O(7)-C(16)-C(13)
105.25(13)

C(17)-C(16)-C(13)
114.23(14)

C(17)-C(22)-C(21)
118.84(15)

C(17)-C(22)-C(23)
121.26(15)

C(21)-C(22)-C(23)
119.90(16)

C(13)-C(12)-C(15)
104.69(14)

C(13)-C(12)-C(11)
104.35(14)

C(15)-C(12)-C(11)
114.24(15)

O(5)-C(11)-C(8)
110.72(14)

O(5)-C(11)-C(12)
106.47(14)

C(8)-C(11)-C(12)
114.65(15)

O(6)-C(13)-C(12)
108.21(13)

O(6)-C(13)-C(16)
110.82(13)

C(12)-C(13)-C(16)
102.51(14)

O(6)-C(13)-C(14)
115.00(15)

C(12)-C(13)-C(14)
103.32(14)

C(16)-C(13)-C(14)
115.62(15)

C(19)-C(18)-C(17)
120.95(16)

C(5)-C(6)-C(7)
120.16(17)

C(7)-C(8)-C(9)
119.21(16)

C(7)-C(8)-C(11)
120.91(15)

C(9)-C(8)-C(11)
119.86(16)

O(7)-C(15)-C(12)
106.74(14)

O(6)-C(23)-C(22)
111.24(14)

O(6)-C(23)-C(25)
110.65(14)

C(22)-C(23)-C(25)
111.80(15)

O(6)-C(23)-C(24)
102.06(13)

C(22)-C(23)-C(24)
110.66(15)

C(25)-C(23)-C(24)
110.03(16)

O(5)-C(14)-C(13)
106.57(14)

_____________________________________________________________

Symmetry transformations used to generate equivalent atoms: 

Table 4.   Anisotropic displacement parameters (Å2x 103)for RV-61a.  The anisotropic

displacement factor exponent takes the form: -2p2[ h2a*2U11 + ... + 2 h k a* b* U12 ]

______________________________________________________________________________


U11
U22
U33
U23
U13
U12
______________________________________________________________________________

O(4)
27(1) 
35(1)
17(1) 
0(1)
5(1) 
-6(1)

O(1)
32(1) 
29(1)
20(1) 
2(1)
10(1) 
-5(1)

O(2)
27(1) 
31(1)
21(1) 
2(1)
5(1) 
-9(1)

O(3)
30(1) 
39(1)
20(1) 
6(1)
9(1) 
-6(1)

O(6)
29(1) 
21(1)
20(1) 
-2(1)
11(1) 
-3(1)

O(7)
20(1) 
50(1)
22(1) 
6(1)
9(1) 
2(1)

C(7)
22(1) 
20(1)
23(1) 
0(1)
6(1) 
0(1)

C(10)
19(1) 
20(1)
21(1) 
-1(1)
5(1) 
0(1)

O(5)
39(1) 
29(1)
33(1) 
10(1)
21(1) 
11(1)

C(21)
23(1) 
23(1)
24(1) 
0(1)
8(1) 
-2(1)

C(17)
21(1) 
19(1)
22(1) 
-1(1)
9(1) 
2(1)

C(20)
25(1) 
24(1)
21(1) 
4(1)
11(1) 
4(1)

C(5)
23(1) 
22(1)
20(1) 
2(1)
9(1) 
3(1)

C(19)
21(1) 
25(1)
22(1) 
-2(1)
7(1) 
2(1)

C(9)
24(1) 
21(1)
23(1) 
4(1)
9(1) 
0(1)

C(16)
22(1) 
22(1)
22(1) 
0(1)
10(1) 
-1(1)

C(22)
21(1) 
21(1)
22(1) 
0(1)
7(1) 
2(1)

C(12)
24(1) 
22(1)
20(1) 
1(1)
8(1) 
2(1)

C(1)
37(1) 
26(1)
28(1) 
3(1)
17(1) 
-3(1)

C(11)
26(1) 
23(1)
24(1) 
1(1)
9(1) 
2(1)

C(2)
24(1) 
29(1)
32(1) 
-3(1)
11(1) 
-6(1)

C(13)
24(1) 
20(1)
21(1) 
0(1)
10(1) 
-1(1)

C(18)
21(1) 
23(1)
23(1) 
-2(1)
10(1) 
-1(1)

C(6)
24(1) 
22(1)
26(1) 
0(1)
11(1) 
-1(1)

C(8)
23(1) 
21(1)
22(1) 
1(1)
8(1) 
4(1)

C(4)
25(1) 
44(1)
24(1) 
-1(1)
7(1) 
-9(1)

C(15)
28(1) 
30(1)
26(1) 
8(1)
13(1) 
4(1)

C(3)
35(1) 
42(1)
29(1) 
6(1)
11(1) 
-10(1)

C(23)
24(1) 
22(1)
22(1) 
1(1)
10(1) 
-3(1)

C(14)
25(1) 
28(1)
24(1) 
3(1)
8(1) 
2(1)

C(25)
25(1) 
34(1)
26(1) 
0(1)
8(1) 
-5(1)

C(24)
35(1) 
25(1)
27(1) 
-2(1)
14(1) 
-5(1)

______________________________________________________________________________

Table 5.   Hydrogen coordinates ( x 104) and isotropic displacement parameters (Å2x 103)

for RV-61a.

______________________________________________________________________________


x 
y 
z 
U(eq)

______________________________________________________________________________

H(15A)
750(20)
1419(17)
-3420(20)
28(5)

H(9)
-3990(20)
2567(15)
-7275(19)
17(4)

H(2C)
-6470(30)
1895(17)
-10910(30)
35(6)

H(16)
-1210(20)
2953(17)
-1479(19)
19(4)

H(7)
-410(30)
4653(15)
-5760(20)
27(5)

H(25B)
-5220(20)
1411(18)
-2670(20)
27(5)

H(25A)
-5440(20)
279(16)
-2130(20)
25(5)

H(21)
-3250(20)
-228(15)
340(20)
24(5)

H(14B)
-4630(20)
2304(13)
-4610(20)
17(4)

H(1A)
-2240(30)
5627(19)
-10690(20)
36(6)

H(12)
-1820(20)
1810(15)
-5080(20)
16(4)

H(15B)
910(30)
2651(19)
-3300(20)
37(6)

H(2A)
-5100(20)
1515(17)
-9320(20)
32(5)

H(4C)
2330(30)
2126(16)
5110(30)
39(6)

H(1B)
-2630(30)
4936(17)
-12320(30)
43(6)

H(6)
-920(20)
5080(15)
-8330(20)
22(5)

H(3A)
-3090(30)
-1000(20)
2500(30)
47(7)

H(25C)
-5600(30)
470(17)
-3820(30)
39(6)

H(14A)
-4090(20)
2958(14)
-2980(20)
18(4)

H(24B)
-1850(30)
-780(15)
-2140(20)
25(5)

H(3B)
-3010(30)
-592(16)
4050(30)
35(6)

H(4B)
2400(20)
1993(16)
3570(20)
31(5)

H(18)
500(20)
2415(15)
1320(20)
28(5)

H(4A)
1370(30)
2935(19)
3790(20)
33(5)

H(2B)
-6330(30)
2376(16)
-9300(20)
39(6)

H(1C)
-1100(30)
4772(16)
-10700(20)
34(6)

H(24A)
-3260(30)
-1065(19)
-1680(30)
49(7)

H(24C)
-3590(30)
-867(18)
-3540(30)
44(6)

H(11)
-1060(20)
3790(14)
-3990(20)
21(5)

H(3C)
-3980(40)
-70(20)
2490(30)
73(9)

______________________________________________________________________________

