Anexo

Enlaces de hidrégeno entre el dominio SAM de SCM y el dominio PNT de dL(3)MBT:
La cadena A simboliza el dominio SAM y la cadena B, simboliza el dominio PNT.

Cadena principal - Cadena principal:

DONOR ACCEPTOR PARAMETERS
POS CHAIN RES ATOM POS CHAIN RES ATOM MO Dd-a Dh-a A(d-H-N) A(a-0=0)
838 A ALA N 1361 B LEU o} - 34 375 62.62 147.44
Dd-a = Distance Between Donor and Acceptor
Dh-a = Distance Between Hydrogen and Acceptor

A(d-H-N) = Angle Between Donor-H-N

A(a-0=C) = Angle Between Acceptor-O=C

MO = Multiple Occupancy

Note that angles that are undefined are written as 999.99

Cadena principal - Cadena lateral:

DONOR ACCEPTOR PARAMETERS
POS CHAIN RES ATOM POS CHAIN RES ATOM MO Dd-a Dh-a A(d-H-N) A(a-0=0)
837 A LYS NZ 1362 B ASN 0] - 272 999 999.99 144 31
837 A LYS NZ 1363 B LEU OXT - 288 999 999.99 9273
843 A ASN ND2 1335 B LEU 0] 1 274 1.98 126.38 131.06
843 A ASN ND2 1335 B LEU 0] 2 274 281 75.15 131.06
1362 B ASN oD1 833 A GLU 0] 1 349 272 129.08 158.69
1362 B ASN oD1 833 A GLU 0 2 349 442 26.23 158.69
1362 B ASN ND2 833 A GLU 0] 1 299 202 152.83 149.93
1362 B ASN ND2 833 A GLU (0] 2 299 367 4275 149.93
Dd-a = Distance Between Donor and Acceptor
Dh-a = Distance Between Hydrogen and Acceptor

A(d-H-N) = Angle Between Donor-H-N

A(a-O=C) = Angle Between Acceptor-O=C

MO = Multiple Occupancy

Note that angles that are undefined are written as 999.99

Cadena lateral — Cadena lateral:

DONOR ACCEPTOR PARAMETERS
POS CHAIN RES ATOM POS CHAIN RES ATOM MO Dd-a Dh-a A(d-H-N) A(a-0=C)
835 A ASP oD1 1362 B ASN 0D1 1 2.96 34 5434 999.99
835 A ASP oD1 1362 B ASN 0D1 2 2.96 2.68 93.82 999.99
843 A ASN OD1 1336 B MET sD 1 3.59 3.06 111.09 999.99
843 A ASN OD1 1336 B MET SD 2 3.59 432 41.12 999.99
843 A ASN ND2 1336 B MET SD 1 344 2.89 113.02 999.99
843 A ASN ND2 1336 B MET sD 2 344 4.07 46.39 999.99
850 A TYR OH 1341 B GLU QE2 - 2,78 9.99 999.99 999.99
1340 B LYS NZ 850 A TYR OH - 2.86 9.99 999.99 999.99
1358 B SER oG 833 A GLU QE1 - 2.89 9.99 999.99 999.99
1362 B ASN OD1 835 A ASP 0D1 1 2.96 316 69.50 999.99
1362 B ASN ODl1 835 A ASP 0Dl 2 2.96 2.82 86.63 999.99
Dd-a = Distance Between Donor and Acceptor
Dh-a = Distance Between Hydrogen and Acceptor

A(d-H-N) = Angle Between Donor-H-N

A(a-0=C) = Angle Between Acceptor-O=C

MO = Multiple Occupancy

Note that angles that are undefined are wnitten as 999 99




Enlaces de hidrégeno entre el dominio SAM de SCM y el dominio BTB de PSQ-A: La
cadena A simboliza el dominio SAM, y la cadena C, el dominio BTB.

Cadena principal — Cadena principal:

DONOR ACCEPTOR PARAMETERS
POS CHAIN RES ATOM POS CHAIN RES ATOM MO Dd-a Dh-a A(d-H-N) A(a-0=C)
838 A ALA N 1361 B LEU o} - 341 375 6262 147 44
855 A GLU N 100 c THR o} - 325 231 156.31 115.63
98 C ASP N 852 A GLY o} - 346 3.87 58.34 150.71
99 C VAL N 852 A GLY e} - 3.23 3.66 56.10 111.17
Dd-a = Distance Between Donor and Acceptor
Dh-a = Distance Between Hydrogen and Acceptor

A(d-H-N) = Angle Between Donor-H-N

A(a-0=C) = Angle Between Acceptor-O=C

MO = Multiple Occupancy

Note that angles that are undefined are written as 999 99

Cadena principal — Cadena lateral:

DONOR ACCEPTOR PARAMETERS
POS CHAIN RES ATOM POS CHAIN RES ATOM MO Dd-a Dh-a A(d-HN) A(a0=0C)
827 A ASp oD1 35 C ATA (o] 1 333 354 69.82 93.57
827 A ASp oD1 35 C ATA (o] 2 333 241 14213 93.57
830 A ARG NH1 35 C ATA (o] 1 268 3.06 3903 13519
830 A ARG NH1 35 C ATA (o] 2 268 175 149 86 13519
831 A LYS NZ 95 C GLY (o] - 267 999 99999 139.06
837 A LYS NZ 1362 B ASN (o] - 333 999 99999 125.07
843 A ASN ND2 1335 B LEU (o] 1 291 205 136.69 12408
843 A ASN ND2 1335 B LEU (o] 2 291 324 62.50 12408
850 A TYR OH 1336 B MET (o] - 334 999 99999 173.86
855 A GLU OE1 100 C THR (o] 1 321 293 9575 62.99
855 A GLU OEl 100 c THR. (a] 2 321 379 30.71 62.99
855 A GLU OEl 100 c THR. OXT 1 2,67 2.36 94.13 86.83
855 A GLU OEl 100 c THR. OXT 2 2,67 3.68 17.50 86.83
855 A GLU OE2 100 c THR. (a] 1 342 317 94.18 49.95
855 A GLU OE2 100 c THR. (a] 2 342 4.10 44.97 49.95
855 A GLU OE2 100 c THR. OXT 1 1.74 1.13 104.31 139.50
855 A GLU OE2 100 c THR. OXT 2 1.74 238 4231 139.50
1362 B ASN ND2 833 A GLU (a] 1 346 347 80.54 162.06
1362 B ASN ND2 833 A GLU (a] 2 346 272 129.90 162.06
58 C THR N 816 A GLU OE2 - 2.78 2.26 115.07 14234
59 C TYR N 816 A GLU OEL - 294 298 78.12 86.52
59 C TYR N 816 A GLU OE2 - 292 235 117.85 87.60
Dd-a = Distance Between Donor and Acceptor
Dh-a = Distance Between Hydrogen and Acceptor

A(d-H-N) = Angle Between Donor-H-N

A(a-O=C) = Angle Between Acceptor-O=C

MO = Multiple Occupancy

Note that angles that are undefined are written as 999 99




Cadena lateral — Cadena lateral:

DONOR ACCEPTOR PARAMETERS
POS CHAIN RES ATOM POS CHAIN RES ATOM MO Dd-a Dh-a A(d-H-N) A(a-0=0C)
831 A LYS NZ 96 C GLU CEl - 2.56 9.99 999.99 999.99
831 A LYS NZ 96 C GLU OE2 - 262 9.99 999.99 999.99
832 A HIS ND1 1357 B TYR OH - 292 2.09 152.90 999.99
835 A ASP 0OD1 1362 B ASN 0OD1 1 335 3.35 80.67 999.99
835 A ASP oD1 1362 B ASN oD1 2 335 343 76.72 999.99
835 A ASP oD1 1362 B ASN ND2 1 301 351 54.26 999.99
833 A ASp oD1 1362 B ASN ND2 2 301 239 11421 999.99
837 A LYS NZ 1362 B ASN 0OD1 - 2.56 9.99 999.99 999.99
843 A ASN 0OD1 1336 B MET SD 1 3.89 3.28 117.20 999.99
843 A ASN oD1 1336 B MET sD 2 389 4.62 40.66 999.99
843 A ASN ND2 1336 B MET sD 1 3.69 3.04 120.12 999.99
843 A ASN ND2 1336 B MET SD 2 3.69 430 4747 999.99
843 A GLU OE1 1336 B MET sD 1 319 361 5837 999.99
845 A GLU QEl 1336 B MET SD 2 319 2.26 14236 999.99
849 A LYS NZ 1341 B GLU QE1l - 285 9.99 999.99 999.99
849 A LYS NZ 1341 B GLU OE2 - 287 9.99 999.99 999.99
850 A TYR OH 1341 B GLU OE2 - 279 9.99 999.99 999.99
834 A LYS NZ 84 C ASpP oD1 - 263 9.99 999.99 999.99
854 A LYS NZ 84 C ASP 0oD2 - 2.59 9.99 999.99 999.99
1357 B TYR OH 832 A HIS ND1 - 292 9.99 999.99 999.99
1357 B TYR OH 846 A MET sD - 388 9.99 999.99 999.99
1358 B SER oG 833 A GLU CEl - 288 9.99 999.99 999.99
1362 B ASN oD1 835 A ASpP oD1 1 335 316 90.76 999.99
1362 B ASN 0OD1 833 A ASP 0OD1 2 335 4.05 4191 999.99
1362 B ASN ND2 835 A ASP 0OD1 1 301 2,79 91.32 999.99
1362 B ASN ND2 835 A ASP oD1 2 30 3.50 53.29 999.99
58 C THR 0G1 816 A GLU OE1 - 275 9.99 999.99 999.99
58 C THR 0G1 816 A GLU OE2 - 2.80 9.99 999.99 999.99
62 C LYS NZ 816 A GLU OE1 - 2.66 9.99 999.99 999.99




