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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.
	


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
	


Torsion angles [°].

	


	


Hydrogen bonds [Å and °].

 D(H···A
d(D(H)
d(H···A)
d(D···A)
((DHA)

	


Hydrogen coordinates [( 104] and isotropic displacement parameters [Å2 ( 103].
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x
y
z
Ueq
S.o.f.
	


Table 1.  Crystal data and structure refinement for 04mbh0607.

Identification code 
04mbh0607

Empirical formula 
C8 H19 N O7

Formula weight 
241.24

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c

Unit cell dimensions
a = 7.388(3) Å
( = 90°.


b = 14.227(5) Å
( = 93.87(3)°.


c = 21.744(8) Å
(  = 90°.

Volume
2280.3(14) Å3
Z
8

Density (calculated)
1.405 Mg/m3
Absorption coefficient
0.123 mm(1
F(000)
1040

Crystal size
0.12 ( 0.03 ( 0.03 mm3
( range for data collection
3.11 to 27.48°.

Index ranges
(9(h(8, (18(k(18, (28(l(27

Reflections collected
23440

Independent reflections
5223 [Rint = 0.0618]

Completeness to ( = 27.48°
99.6 % 

Max. and min. transmission
0.9963 and 0.9854

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5223 / 6 / 321

Goodness-of-fit on F2
1.037

Final R indices [I>2((I)]
R1 = 0.0516, wR2 = 0.0952

R indices (all data)
R1 = 0.0954, wR2 = 0.1099

Largest diff. peak and hole
0.286 and (0.320 e.Å(3
Table 2.  _________________________________________________________

C(1)
1061(2)
5802(1)
1152(1)
15(1)

C(2)
3133(2)
5903(1)
1153(1)
16(1)

C(3)
4019(2)
5596(1)
1775(1)
15(1)

C(4)
6076(2)
5571(1)
1767(1)
16(1)

O(1A)
259(2)
6343(1)
1514(1)
18(1)

O(1B)
310(2)
5216(1)
803(1)
20(1)

O(2)
3857(2)
5316(1)
705(1)
19(1)

O(3)
3471(2)
4676(1)
1915(1)
19(1)

O(4A)
6967(2)
4922(1)
1980(1)
23(1)

O(4B)
6762(2)
6319(1)
1518(1)
20(1)

C(21)
6509(3)
3546(2)
4650(1)
33(1)

C(22)
6614(3)
4313(2)
4168(1)
29(1)

C(23)
6867(3)
3958(2)
3518(1)
24(1)

C(24)
5145(2)
3552(1)
3213(1)
20(1)

N(25)
5393(2)
3283(1)
2565(1)
17(1)

C(31)
8734(2)
6798(1)
3032(1)
15(1)

C(32)
10767(2)
6646(1)
2999(1)
15(1)

C(33)
11768(2)
6878(1)
3615(1)
17(1)

C(34)
13824(2)
6906(1)
3574(1)
17(1)

O(31A)
7980(2)
6203(1)
3386(1)
21(1)

O(31B)
7952(2)
7427(1)
2744(1)
25(1)

O(32)
11433(2)
7234(1)
2537(1)
18(1)

O(33)
11148(2)
7753(1)
3829(1)
22(1)

O(34A)
14596(2)
7637(1)
3758(1)
22(1)

O(34B)
14577(2)
6189(1)
3358(1)
23(1)

C(41)
8484(3)
5716(2)
5692(1)
34(1)

C(42)
8451(3)
6774(1)
5610(1)
23(1)

C(43)
8177(3)
7071(1)
4940(1)
21(1)

C(44)
7966(3)
8123(1)
4873(1)
23(1)

N(45)
7814(2)
8403(1)
4214(1)
19(1)

O(1W)
2859(2)
5668(1)
(477(1)
21(1)

O(2W)
430(2)
4297(1)
2445(1)
23(1)

________________________________________________________________________________

Table 3.   Bond lengths [Å] and angles [°] for 04mbh0607.

_____________________________________________________

C1(O(1B) 
1.234(2)

C1(O(1A) 
1.275(2)

C1(C(2) 
1.537(2)

C2(O(2) 
1.414(2)

C2(C(3) 
1.527(3)

C2(H(2) 
1.0000

C3(O(3) 
1.409(2)

C3(C(4) 
1.521(2)

C3(H(3) 
1.0000

C4(O(4A) 
1.208(2)

C4(O(4B) 
1.311(2)

O2(H(2O) 
0.8400

O3(H(3O) 
0.8400

O4B(H(4) 
0.8400

C21(C(22) 
1.520(3)

C21(H(21A) 
0.9800

C21(H(21B) 
0.9800

C21(H(21C) 
0.9800

C22(C(23) 
1.523(3)

C22(H(22A) 
0.9900

C22(H(22B) 
0.9900

C23(C(24) 
1.509(3)

C23(H(23B) 
0.9900

C23(H(23A) 
0.9900

C24(N(25) 
1.485(2)

C24(H(24B) 
0.9900

C24(H(24A) 
0.9900

N25(H(25A) 
0.9100

N25(H(25B) 
0.9100

N25(H(25C) 
0.9100

C31(O(31B) 
1.216(2)

C31(O(31A) 
1.296(2)

C31(C(32) 
1.524(2)

C32(O(32) 
1.420(2)

C32(C(33) 
1.522(3)

C32(H(32) 
1.0000

C33(O(33) 
1.415(2)

C33(C(34) 
1.529(2)

C33(H(33) 
1.0000

C34(O(34A) 
1.240(2)

C34(O(34B) 
1.266(2)

O31A(H(31) 
0.8400

O32(H(32O) 
0.8400

O33(H(33O) 
0.8400

C41(C(42) 
1.516(3)

C41(H(41A) 
0.9800

C41(H(41B) 
0.9800

C41(H(41C) 
0.9800

C42(C(43) 
1.517(3)

C42(H(42A) 
0.9900

C42(H(42B) 
0.9900

C43(C(44) 
1.511(3)

C43(H(43A) 
0.9900

C43(H(43B) 
0.9900

C44(N(45) 
1.484(3)

C44(H(44A) 
0.9900

C44(H(44B) 
0.9900

N45(H(45A) 
0.9100

N45(H(45B) 
0.9100

N45(H(45C) 
0.9100

O1W(H(1W) 
0.857(16)

O1W(H(2W) 
0.840(16)

O2W(H(21W) 
0.833(16)

O2W(H(22W) 
0.839(16)

O1B(C1(O(1A)
125.39(16)

O1B(C1(C(2)
118.04(16)

O1A(C1(C(2)
116.56(16)

O2(C2(C(3)
106.29(14)

O2(C2(C(1)
111.56(15)

C3(C2(C(1)
109.96(15)

O2(C2(H(2)
109.7

C3(C2(H(2)
109.7

C1(C2(H(2)
109.7

O3(C3(C(4)
106.47(14)

O3(C3(C(2)
110.18(15)

C4(C3(C(2)
111.47(15)

O3(C3(H(3)
109.6

C4(C3(H(3)
109.6

C2(C3(H(3)
109.6

O4A(C4(O(4B)
124.30(17)

O4A(C4(C(3)
122.13(17)

O4B(C4(C(3)
113.57(15)

C2(O2(H(2O)
109.5

C3(O3(H(3O)
109.5

C4(O4B(H(4)
109.5

C22(C21(H(21A)
109.5

C22(C21(H(21B)
109.5

H21A(C21(H(21B)
109.5

C22(C21(H(21C)
109.5

H21A(C21(H(21C)
109.5

H21B(C21(H(21C)
109.5

C21(C22(C(23)
114.65(18)

C21(C22(H(22A)
108.6

C23(C22(H(22A)
108.6

C21(C22(H(22B)
108.6

C23(C22(H(22B)
108.6

H22A(C22(H(22B)
107.6

C24(C23(C(22)
112.46(16)

C24(C23(H(23B)
109.1

C22(C23(H(23B)
109.1

C24(C23(H(23A)
109.1

C22(C23(H(23A)
109.1

H23B(C23(H(23A)
107.8

N25(C24(C(23)
111.21(15)

N25(C24(H(24B)
109.4

C23(C24(H(24B)
109.4

N25(C24(H(24A)
109.4

C23(C24(H(24A)
109.4

H24B(C24(H(24A)
108.0

C24(N25(H(25A)
109.5

C24(N25(H(25B)
109.5

H25A(N25(H(25B)
109.5

C24(N25(H(25C)
109.5

H25A(N25(H(25C)
109.5

H25B(N25(H(25C)
109.5

O31B(C31(O(31A)
125.37(17)

O31B(C31(C(32)
121.07(16)

O31A(C31(C(32)
113.56(16)

O32(C32(C(33)
108.89(14)

O32(C32(C(31)
109.80(15)

C33(C32(C(31)
110.45(15)

O32(C32(H(32)
109.2

C33(C32(H(32)
109.2

C31(C32(H(32)
109.2

O33(C33(C(32)
109.35(15)

O33(C33(C(34)
109.96(15)

C32(C33(C(34)
112.28(15)

O33(C33(H(33)
108.4

C32(C33(H(33)
108.4

C34(C33(H(33)
108.4

O34A(C34(O(34B)
126.24(17)

O34A(C34(C(33)
116.11(16)

O34B(C34(C(33)
117.65(16)

C31(O31A(H(31)
109.5

C32(O32(H(32O)
109.5

C33(O33(H(33O)
109.5

C42(C41(H(41A)
109.5

C42(C41(H(41B)
109.5

H41A(C41(H(41B)
109.5

C42(C41(H(41C)
109.5

H41A(C41(H(41C)
109.5

H41B(C41(H(41C)
109.5

C41(C42(C(43)
112.97(17)

C41(C42(H(42A)
109.0

C43(C42(H(42A)
109.0

C41(C42(H(42B)
109.0

C43(C42(H(42B)
109.0

H42A(C42(H(42B)
107.8

C44(C43(C(42)
112.06(16)

C44(C43(H(43A)
109.2

C42(C43(H(43A)
109.2

C44(C43(H(43B)
109.2

C42(C43(H(43B)
109.2

H43A(C43(H(43B)
107.9

N45(C44(C(43)
111.09(16)

N45(C44(H(44A)
109.4

C43(C44(H(44A)
109.4

N45(C44(H(44B)
109.4

C43(C44(H(44B)
109.4

H44A(C44(H(44B)
108.0

C44(N45(H(45A)
109.5

C44(N45(H(45B)
109.5

H45A(N45(H(45B)
109.5

C44(N45(H(45C)
109.5

H45A(N45(H(45C)
109.5

H45B(N45(H(45C)
109.5

H1W(O1W(H(2W)
107(2)

H21W(O2W(H(22W)
106(2)

_____________________________________________________________

Symmetry transformations used to generate equivalent atoms: 

Table 4.   Anisotropic displacement parameters (Å2( 103)for 04mbh0607.  The anisotropic

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

______________________________________________________________________________


U11
U22
U33
U23
U13
U12
______________________________________________________________________________

C(1)
13(1) 
16(1)
15(1) 
5(1)
(1(1) 
2(1)

C(2)
14(1) 
17(1)
17(1) 
0(1)
1(1) 
2(1)

C(3)
12(1) 
16(1)
17(1) 
(1(1)
1(1) 
1(1)

C(4)
16(1) 
19(1)
13(1) 
(4(1)
(1(1) 
1(1)

O(1A)
12(1) 
20(1)
21(1) 
(4(1)
1(1) 
1(1)

O(1B)
14(1) 
24(1)
23(1) 
(6(1)
(3(1) 
0(1)

O(2)
15(1) 
28(1)
13(1) 
(2(1)
1(1) 
5(1)

O(3)
12(1) 
21(1)
24(1) 
6(1)
4(1) 
0(1)

O(4A)
13(1) 
25(1)
32(1) 
8(1)
0(1) 
3(1)

O(4B)
10(1) 
20(1)
31(1) 
2(1)
0(1) 
0(1)

C(21)
26(1) 
49(2)
22(1) 
(3(1)
0(1) 
(3(1)

C(22)
29(1) 
36(1)
23(1) 
(6(1)
1(1) 
(6(1)

C(23)
23(1) 
28(1)
20(1) 
(1(1)
1(1) 
(5(1)

C(24)
19(1) 
24(1)
17(1) 
(2(1)
1(1) 
0(1)

N(25)
14(1) 
17(1)
20(1) 
0(1)
0(1) 
1(1)

C(31)
15(1) 
17(1)
15(1) 
(4(1)
1(1) 
(2(1)

C(32)
12(1) 
15(1)
19(1) 
0(1)
3(1) 
0(1)

C(33)
13(1) 
19(1)
19(1) 
0(1)
1(1) 
1(1)

C(34)
13(1) 
24(1)
14(1) 
5(1)
1(1) 
1(1)

O(31A)
10(1) 
25(1)
29(1) 
4(1)
3(1) 
1(1)

O(31B)
16(1) 
27(1)
32(1) 
10(1)
1(1) 
4(1)

O(32)
17(1) 
23(1)
13(1) 
(2(1)
2(1) 
(5(1)

O(33)
13(1) 
25(1)
28(1) 
(11(1)
1(1) 
(1(1)

O(34A)
13(1) 
25(1)
29(1) 
(5(1)
1(1) 
(2(1)

O(34B)
12(1) 
23(1)
33(1) 
(2(1)
3(1) 
0(1)

C(41)
36(1) 
32(1)
33(1) 
5(1)
6(1) 
6(1)

C(42)
22(1) 
29(1)
20(1) 
0(1)
3(1) 
2(1)

C(43)
19(1) 
23(1)
22(1) 
0(1)
3(1) 
0(1)

C(44)
27(1) 
23(1)
17(1) 
(3(1)
2(1) 
(1(1)

N(45)
16(1) 
19(1)
21(1) 
(2(1)
1(1) 
(1(1)

O(1W)
16(1) 
26(1)
20(1) 
(3(1)
1(1) 
(1(1)

O(2W)
16(1) 
21(1)
33(1) 
1(1)
3(1) 
1(1)

______________________________________________________________________________

Table 5.  Hydrogen bonds for 04mbh0607 [Å and °].

____________________________________________________________________________

D(H...A
d(D(H)
d(H...A)
d(D...A)
<(DHA)

____________________________________________________________________________

 O2(H2O...O(1W)
0.84
1.85
2.673(2)
167.7

 O3(H3O...O(2W)
0.84
1.84
2.649(2)
160.0

 N25(H25B...O(4A)
0.91
2.09
2.933(2)
152.7

 N25(H25B...O(3)
0.91
2.09
2.770(2)
130.1

 O33(H33O...O(34A)
0.84
2.06
2.5680(19)
118.0

 N45(H45B...O(33)
0.91
1.92
2.811(2)
167.2

 O4B(H4...O1Ai
0.84
1.75
2.5850(19)
171.5

 O32(H32O...O1Ai
0.84
1.83
2.6546(19)
168.5

 N25(H25A...O32ii
0.91
1.89
2.801(2)
176.2

 N25(H25C...O31Biii
0.91
1.91
2.796(2)
164.3

 O2W(H22W...O31Biii
0.839(16)
2.219(18)
2.957(2)
147(2)

 O2W(H22W...O32iii
0.839(16)
2.52(2)
3.243(2)
145(2)

 O31A(H31...O34Biv
0.84
1.69
2.5112(19)
166.3

 N45(H45A...O34Aiv
0.91
1.84
2.739(2)
169.2

 O2W(H21W...O4Aiv
0.833(16)
2.001(16)
2.831(2)
174(3)

 O33(H33O...O1Wv
0.84
2.23
2.944(2)
143.6

 O1W(H1W...O1Bvi
0.857(16)
1.856(16)
2.7095(19)
174(2)

 O1W(H2W...O2vii
0.840(16)
2.063(17)
2.8738(19)
162(3)

 N45(H45C...O2viii
0.91
2.17
2.999(2)
150.7

 N45(H45C...O1Bviii
0.91
2.23
2.930(2)
133.4

 N45(H45C...O3viii
0.91
2.65
3.145(2)
115.2

____________________________________________________________________________

Symmetry transformations used to generate equivalent atoms: 

(i) x+1,y,z    (ii) (x+2,y(1/2,(z+1/2    (iii) (x+1,y(1/2,(z+1/2 

(iv)  x(1,y,z    (v) x+1,(y+3/2,z+1/2    (vi) (x,(y+1,(z 

(vii) (x+1,(y+1,(z    (viii) (x+1,y+1/2,(z+1/2 
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