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1) We obtained data of myoglobin at different pH and incubation time, see Table of
complete sets obtained. The beam was very good for this group and overall quality of
data good as summarized:

We got three data full (one bad) sets of myoglobin.

                                                          Resolution   Rmerge  Completeness    Rwork/Rfree
                                                                  Å            %               %                   %
pH 5.2 - native       (good)                 25 -1.35     6.1    82.5
pH 5.2 – native  (bad)                            1.40         can not integrate
pH 6.8 - 5 min with t-butyl-
hydrogenperoksid                  25- 1.35 Å –          4.6% -  96.5%

We did not get any crystals of methane monooxygenase.

Investigation of malat dehydrogenases (MDH) from Thermophilic bacteria

Two data set of a single site mutant (T187C) native crystal and a crystal soaked with Cd2+

of the MDH-gene from the green gliding thermophilic Chloroflexus Aurantiacus were
collected to 1.8 and 2.1 Å resolution. Probably, at least one of the dataset should be
possible to process. This very interesting mutant with an engineered disulphide bond.



Investigation of the dinuclear iron site of the R2 subunit of Mouse Ribonucleotide

Reductase (RNR)

5 full data sets were collected during the time allocated for experiments:

Data set 1: Diferrous form of R2

R2 crystals were soaked for about 3 hours in mother liquid containing 5 mM Fe2+ and 2

mM ascorbate to prevent oxidation. The crystals were flash-frozen in liquid nitrogen.

Data set 2: Diferric form of R2

R2 crystals were soaked for about 3 hours in mother liquid with 5 mM Fe2+ and 2 mM

ascorbate to prevent oxidation. Crystals were transferred to cryosolution containing 20

mM H2O2 and flash-frozen after 30 seconds.

Data set 3: Diferrous form of R2 with azide

R2 crystals were soaked for about 3 hours in mother liquid with 5 mM Fe2+ and 2 mM

ascorbate to prevent oxidation. Crystals were transferred to cryosolution with 100 mM

NaN3 and flash-frozen after 30 seconds.

Data set 4: Mn3+ form of R2

R2 crystals were soaked for about 3 hours in mother liquid with 5 mM Mn2+ and 2 mM

ascorbate to prevent oxidation. Crystals were transferred to cryosolution containing 20

mM H2O2 and flash frozen after 30 seconds.

Data set 5: Mn2+ form of R2 with azide

R2 crystals were soaked for about 3 hours in mother liquid with 5 mM Mn2+ and 2 mM

ascorbate to prevent oxidation. Crystals were transferred to cryosolution containing 100

mM NaN3 and flash frozen after 30 seconds.

4 of the 5 data sets are now processed and a summary is seen in Table 1. Refinements and

map interpretations are in progress. Hopefully, the manganese and iron complexes of R2

may serve as models for the dinuclear iron site of the R2 subunit of RNR in higher

organisms and other iron-oxygen proteins.



Refinements and map interpretations are in progress. Hopefully, the manganese and iron

complexes of R2 may serve as models for the dinuclear iron site of the R2 subunit of

RNR in higher organisms and other iron-oxygen proteins.

Table 1: Data collection statistics (Space group C2221)

Data set 1

R2-Fe(II)

Data set 2

R2 –

Fe(III)

Data set 3

R2-Fe(II)-

azid

Data set 4

R2-

Mn(III)

Data set 5

R2-

Mn(II)-

azid

Cell dim.

(Å)

76.09

107.47

91.83

75.78

106.42

91.44

76.07

107.43

91.90

76.67

107.07

91.96

Resolution

(Å)

2.4 1.7 2.4 2.4 2.2

No. of

reflection

13 956 36 387 13 419 14 131

Completene

ss

94.0 % 89.2 % 94.3 %

Rmerge (%) 11.9 6.1 12.6 7.3
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