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Report:

We continued our search for heavy atom derivatives for the ADP/ATP carrier.

35 crystals were tested. Most of them showed a large mosaicity and bad

diffraction limits and were not collected. Two derivatives were collected and are

still analysed.

Derivatives |Unit cell (A) and | Resolution (A) |Rsym (%) |Completeness | redundar
Space group (%)
lodine 86.186.4102.7 |35 10.2 99 3.6




P2,2,2,

tungstate 86.285.8100.0 |3.5 1.2 99 4.8

P2,2,2,

We had 1.5 shiftsin 16 bunch mode. The beamline worked very well during the

whole time.

We worked with three types of crystals:

A)  Crystals of threonine synthase (TS) soaked with its cofactor pyridoxal
phosphate (PLP) and pre-frozen;

B) Crystalsof threonine synthase co-crystallised with its reaction product
threonine;

C) Crydtds of aspartate semialdehyde dehydrogenase (ASDH) for which we

want to solve the structure.

A) Crystals soaked in PLP. Wetried 4 pre-frozen crystals of which we
collected two data sets. All of them were highly mosaic (more than 1 degree),
but one data set was integrated and scaled with decent figures. The data were
integrated with MOSFLM and scaled with SCALA to 2.7A resolution.

The table below gives scaling figures:

N 1/d"2 Dmin(A) Rfac Rfull Rcum  Av_| SIGVA | /sigma sd M(l)/sd Nmeas Nref Ncent FRCBIAS
Nbi as



1 0.0137 8.54
55

2 0.0274 6.04
107

3 0.0412 4.93
182

4 0.0549 4.27
215

5 0.0686 3.82
286

6 0.0823 3.49
366

7 0.0960 3.23
406

8 0.1097 3.02
433

9 0.1235 2.85
466

10 0.1372 2.70
518
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The map calculated from this data set shows density in the active site that might

correspond to the PLP. Refinement isin process.

The second data set gave less good data to only 3.5A resolution and was not

considered any further.
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B) Co-crystallisation with threonine. One decent data set was collected. The

table below give scaling figures corresponding to the processing with

DENZO and scaling with SCALA.

N 1/resol~2 Dmin
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1 0.014 8. 47
0. 042

2 0.028 5.99
0. 046
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Again, the map calculated from this data set shows density in the active site
where the reaction product might be. Refinement is in process to assess if the

density remains and can be interpreted by a threonine.

C) ASDH crystals In spite of many trials with different crystallisation
conditions, no suitable crystal was found. One data set was collected in order to
measure preliminary data. This showed that the crystals are probably monoclinic
with unit cell dimensions of around 73 58 103 90. 106. 90.

The integration did not yield useable data.



