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Report:

Several datasets have been collected onhuman MMP12 complexed with acetohydroxamic acid (1) and with
antraguinone (2), on rat CutA1 (3) and on AphA complexed in turn with AU?* (4), adenosine (5) and NAD (6)
and on chlorocatechol dioxygenase (7). We have attempted to collect aMAD dataset on the latter crystals
(7), but the qualit of the crystals was very poor. The data reported are relative the Fe remote wavel ength

which was the only one of sufficient quality for data processing.
Here are the data collection statistics for the best datasets.
1) Human MM P12 with acetohydroxamic:

Spacegroup: P3;

Cell: 123.84 123.84 69.73 90.00 90.00 120.00
Resolution: 46-2.1

Unique reflections. 80485

Rsym: 0.082 (0.41)

I/s(l): 6.7 (1.9

Completeness: 99.9 (99.9)

Multiplicity: 6.7 (4.6)

2) Human MMP12 with antraquinone:

Spacegroup: P3;

Cell: 123.75 123.75 72.34 90.00 90.00 120.00
Resolution: 52-2.0

Unique reflections: 80325

Rsyym: 0.12 (0.42)




I/s(l): 4.1(1.8)
Completeness: 99.7 (99.2)
Multiplicity: 4.5 (2.8)

3) Rat CutAl:

Spacegroup: P212121

Cell: 66.92 88.46 125.57 90.00 90.00 90.00
Resolution: 73-2.5

Unique reflections: 29304

Rsym: 0.09 (0.52)

I/s(l): 4.8 (1.7)

Completeness: 99.6 (97.1)

Multiplicity: 7.1 (5.3)

4) AphA with AU

Spacegroup: C2

Cell: 90.94 66.81 86.05 90.00 116.95 90.00
Resolution: 76-1.2

Unique reflections: 92073

Rsym: 0.082 (0.29)

I/s(l): 4.4 (2.3)

Completeness: 94.4 (89.1)

Multiplicity: 2.7 (1.8)

5) AphA with adenosine:

Spacegroup: P2;

Cell: 84.74 66.70 88.56 90.00 117.13 90.00
Resolution: 75-1.35

Unique reflections. 123342

Rsym: 0.08 (0.39)

I/s(1): 4.1 (1.8)

Completeness. 92.2 (89.3)

Multiplicity: 2.9 (2.3)

6) AphA with NAD:

Spacegroup: C2

Cell: 90.25 67.31 91.55 90.00 120.95 90.0000
Resolution: 51-1.6

Unique reflections: 28449

Rsym: 0.24 (0.51)

I/s(l): 2.2 (1.4)

Completeness: 64.9 (57.6)

Multiplicity: 2.1 (1.6)

7) Fe remote wavelength on chlorocatechol dioxygenase

Spacegroup: P63

Cell: 89.92 89.92 315.59 90.0 90.0 120.0
Resolution: 25.0 —3.5

Unique reflections. 15823

Rsym: 0.14 (0.26)



I/s(): 7.3 (4.7)
Completeness: 88.8 (94.4)
Multiplicity: 2.1 (1.6)



