Table 2
Hydvogen bond in 42 X -ray clucidated proteins

Sevusdary Strusturs

Hydrogen Bomds Reatdues Sives AGroups Helix/ Turn PBs ABS Bheet
FProtein L NO RO NE EE Sum D A D A L A " r n I a I I I
510 Cytochrome O551 (oxidized), 146 4 82 7l a 7 (] 3 55 51 67 &8 51 49 3 683 0 o0 0 0 (683
{Almassy & Dickerson, 1978}
ZACT  Actinidin, 20 A 218 146 2/ 35 29 238 163 135 18D 172 136 149 12 (482 2 0B 10 0204 0208 (0-T33
{Baker, 1980}
ZAFF  Penicillopepain, 18 A 323 190 57 44 38 32 23 I 280 261 233 55 22 0390 13 drl88 21 0-502 (508 DE73
(fames & Hielecki, 18R3)
2AZA  Azurin (oxidized), 18 A 129 72 16 17 20 125 BO 83 112 10 B3 a5 6 0434 4 0202 B 0h372 04D6 DETE
(Norrie of of, 1RRE)
1BF2  Phospholipase A2, 17T A 123 16 16 15 I8 LRG BA a 110 1 B0 B4 5 0780 0 0 4 (F30 0130 0854
(Dijlotrn of ol 1681}
20A2  Carbonic anhydrase, 19 A 256 137 45 B 46 26 1TE 176 2R 222 18T 1M 15 (k418 7 Or128 1F Oe358 0-422 0-THT
{Erikacon ef ai., 1968
20DV Cytochrome 3, 18 107 S 16 14 16 Iz [ il 81 76 61 61 6 370 4 0065 4 112 0178 0673
(Higuchi o of, 1984)
SCHA  Alphs chymotrypsin A, 147 A 27T 1% 6 26 14 181 140 135 176 169 141 136 11 04325 12 (017 14 O-414 0418 (688
{Bleving & Tulinsky, 1955)
S0PA  Carboxypeptidsse 4 Alpha, 154 A T w42 ] 48 368 233 2016 284 261 221 223 14 596 11 (FIB9 5 0111 O-241 (H811
(Fopes of al., 1983}
ICRN  Crambin, 15 & 4 n a 3 2 52 28 b3 a5 i a2 b} 3 0630 0 0 2 108 o108 0730
{Hendrickson & Teetor, 1881)
20TE  Citrate synthaase, 20 437 8T 48 48 A0 a2 520 M3 GRB 3T 328 306 17 762 2 0008 4 02T 0037 OFTET
(Remington « ol , 195%)
SCYT  Cytachrome e (reduced). 145 4 w75 18 W i B8  # B0 T2 0T 62 T 078 0 2 4R B8 0767
(Taksno & Dickerson, 1981)
ANFR Tihydrofolate mductase, 17 A 158 106 18 L I I (T TV O AE O T O TG R 2R3 5 (214 (k421 0742
{Bolin « ol 1932)
1ECD  Hamoglabin {erythrocmoring, 14 A 196 161 14 6 15 100 108 90 132 116 106 104 4 T 0 [ ] o o DOTE
{Weber et ol 1878}
4FXN  Plavodoxin (semiquinons form), 16 A 1EE 11 1 0 W0 e B0 093 10T 103 94 94 & 0587 6 0268 0 0 0288 0E10
(Bmith «f al., 1977)
TR Ganvme- 11 cqau.l.lin.]l'-.l 174 a1 20 24 2 IS8 1200 112 152 1as 113 113 o 17E 0 012 0552 0552 0TIB
(Wistow e af,, 1953)
1GD Glycershlehyde-5-F debydruo., 16 A 331 R Ja Rad +8 F76 248 226 B0S 277 153 Ias 17 r34% 13 0233 11 (r180 Oe388 OrBET
(Bkarzynski f al., 1987)
VWGP Gilutathione peroxidsse, 20 4 3 ] 1 z [ [ T 1} [ TR 1 ] 3ot 0 WoE LT Tl Orad
(Epp o al., 1983}
BUES  Glutethione reductase, 1454 A 461 368 47 32 Gt 487 316 M6 382 360 324 314 22 03D 11 0128 18 0217 0330 0-B33
(Karplos & Schulz, 1987
IHMQ Hemerythrin (met), 20 I 123 & [ AL ] a7 & 11 Ma L] B0 4 OrB58 0 (LI ] ] 0 CH58
(Btenkamp of al,, 1985)
IHOE Amylase inhibitor, 20 A 4 L] 0 S B2 48 4 B 5l 46 48 3 0Nz 0 07 (448 O-B4B 0-TET
{Plugrath « al.. 1586}
1INS  Insulin, 15 4 &1 il 4 L] 2 kil a7 Edl L b5l 30 32 3 6T 0 0 T (k118 kI8 072G
{Bakor of al  MIRR)
2LHE Hemoglobin v {cvano, metl. 240 A 148 185 16 18 5 2 e MW7 1% 120 117 14 3 BRI O oo [} LU
(Hendrickson ef al., 1673)
ILZl  Lymozyme, 154 LT [ 1 16 18 158 6 & 121 108 ] 95 @ 0BIG 2 Rl 4 0146 0246 0923
(Blake et al., 1983)
SLEM  Lynozyme, 1-7 A 1 0T 20 o 4T OLE 119 3 144 137 126 TorEE 0 4 iHEE 0098 0827
(Weaver & Matthews, 1987)
TMBO Myoglohin (oxy), 146 4 153 14 17 13 @0 24d 130 18 AR 4R 198 129 4 a4l 0 00 0 o iMl
(Phillips, 1980}
BOVO  Ovomucoid third domain, 15 4 s @ o8 12 N B85 8% 4B 43 37 37 9 04l 0 0 3 DOSD 0260 DAYE
(Papamekos e al., 1982}
OPAP  Papain, 145 & o132 Mg #1027 Bl 22 W46 132 LB 164 138 141 1 0481 4 0038 0 DIHE 0B16 DT
(Kamphuis et al., 1964)
2PCY  Apo-Plastoeysnin, 1-8 A 9 5 & 12 # B0 63 2 75 68 59 B0 T r3B4 4 0202 7 (e4BR O-BBG (FE3R
(Guss & Froeman, 1983)
4PEP  Pepsin, 1'8 A S0 193 30 3T B0 280 223 B0R Z0R 4@ 212 210 23 0977 10 01 22 0460 0555 0R28
{Bieleckt f al,, 1990}
1FPT  Avisn pancrestie polypeptide, 137 A kL] 33 1 @ i 33 Bl 20 2 20 21 W 1 iréed 0 [T i o i
(Glover e of., 1983)
aFTT  Trypsin ihibitor, 1A a8 b 4 L} 2 m 20 0 a2 kL ) s 3 3 0 0 2 IRl (ZBE 0618
(Wlodawer o al., 1987)
1RIM; Kubredoxn, 14 A [} [ o ] 41 @2 ¥ @8 @3 W I8 o oriE 04 (rFEH 036E 0923
(Pierrot, ef al., 1976)
2ZRHE Ig Bence-Jones protein, 1-6 A 114 (1] 13 12 11 w T6 i L] i 68 m B ORETT 4 WPL14 B UrDEH UMBIE UFSBE
(Furey « al., 1983)
IRNT Lyu?inbmm.l.om Ti, 18 A 14 85 15 12 12 14 a5 62 R2 6 (1] &1 T 462 0 07 M6 0346 07H0
(Koepke ef ol , 1050)
TRSA  Ribonucleass A, 126 A 124 74 25 13 I8 130 8 &% 110 105 Bp B2 5 0378 2 (082 6 04iB dddd OF00
(Wlodawer o al., 1982)
18N3  Scorpion neurstoxin, 18 A 5] M 5 L] 3 48 33 a2 40 k] 30 32 8 raTT 0 G 3 R CEER 0754
{Almasay o al.. 1983
18NC  Staphylosoceus nucleass, 1465 A 135 1l 13 1% 18 151 103 B 123 109 922 1w B (530 2 0080 6 0306 0306 (EER
(Lol & Tattman, 10RA)
3TLN  Thermolysin, 16 A 416 265 3 ] Bl 6 240 235 303 281 252 240 14 (506 5 0088 12 D218 0282 (E30
(Halmes & Matthaws 10R2)
ITPF  Beta-trypsin, 14 A 220 123 25 k- 16 10 121 M1 ITE 164 136 140 12 k6 0 012 (427 0427 0708
(Bode & Schwager, 1975)
1UBQ  Ubiquitin, 1§ T 52 ] 1 4 TH 49 il al a7 53 50 6 kETH 4 0276 5 0530 OGEZ 0895
(Vifny Kumar of al., 1087}
2WRP Trp repressor, 165 & 15 137 @ ki i 156 a2 75 a3 a2 B kL 3 oG 0 oo 1} o 05
(Zhang of al., 1987}
G704 4870 THT D TIT TR0 4605 4353 4616 566 0087 M5 G308 0811
Bunmnscy ol nwmbers sod types of bydisgen bonds in 42 high-resolulion proteins from the Brookhaven (Berostein = al., 1077) protein date bees (PDE), analyzed as deoeribed in Muteriols and

Methods. The Table containa 22 columns. Columns 1 to 3 identify each protein and include: (1) PTIB identifier, {2) protein name and resolution of structure, sod (3) number of residues in the
protein. Columns & to & list the number of hydrogen bomds: (4) bsekbooe dunos o beck booe scoeptor (8.0}, (5) side=cluin done g backbone acceptor (160}, (6) backbone donor to side-chain
acceptor (N:R), and (7) side-chain donor to side-chain aseeptor (R:R), and (8) total hydrogen bonds (£ columns 4 to 7). Columns 8 to 14 list the count of donors (1) and scoeptors (A): (8) number of
donor peaidies, [10] Bumber of aceeptor realdues, (11) aumber of donor stoms, (12) number of acosptor atoms, (13) reduced number of doors, sad (14) redoeced suober of seveptors, The Tesser
vulues of columns 13 and 14, shown in baldface, is ®{protein). Columns 15 to 22 list secondary structure by type: (15) number of contiguons segments of kelix and/or hydrogen bonded turns, {18)
traction |f) of protem in helux sndjor hydrogen-bonded turns, {17} nimber of contiguous segmenta of parallel f-sheer (PBS), (18) fraction of protein in parallel f-shset, (18) number of contiguous
segments of antiparallel fi-sheet (ABS), (20} fraction of protein in parallel f-sheet. (21} fraction of protein in sheet, the logical-or of columns 18 and 20 (ie. am.ipura.l.lolfu]mm-m parallel §-
shoet), and (22) fraction of protein in helix and sheet, the logical-or of columns 16 and 22 {L.e. helx persus shoet), NOke: resiiues at the interface between 2 Y SIructure may be
counted twice, once in each sagment. For this reason, the bogical-or of f-sheet. in codumn 21, and the logical-or of all secondary structure, in column 22, are typically Mthm the: arithmetic sum of
their components,




