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All of our contributors and users will be pleased to know that the National
Institutes of Health have awarded funds to the Protein Data Bank to help support
our services. These funds will assist us in bearing the increasing costs of
processing a higher volume of new data and of maintaining a rapidly growing data
base.

Table 3, which lists the currently available atomic coordinate holdings, has
been reorganized so that the structures which were not derived directly from
experimental data are identified as "model” and listed separately. These data
sets have also been grouped separately (at the end) on our distribution tape
(DATAPRTP) and microfiche (DATAPRFI).

We are trying a simpler method of preparing the tables for this Newsletter.
If anyone has a strong opinion, favorable or not, about their legibility please
let us know. Postal costs limit us to three sheets of paper; this then implies
small print.

Enrique Abola will be attending the August Snowmass ACA meeting and will be
happy to receive comments from users. As always, inquiries and suggests may be
addressed to any the persons listed below. The request form on pages 5-6 of this
Newsletter may be used to order data from Brookhaven or Cambridge; users in
Australia or Japan should contact their centers for detailed information.

Area Address of Center Name
The Americas  Protein Data Bank E. E. Abola 516-282-4383
Chemistry Department F. C. Bernstein 516-282-4382
Brookhaven National Laboratory T. F. Koetzle 516-282-4384
Upton, New York 11973 USA
Europe and University Chemical Laboratory 0. Kennard 0223-66499
Worldwide Lensfield Road S. Bellard

Cambridge CB2 1EW, England

Australia CSIRO Central Information Service C. Garrow 03-419-1333
P. 0. Box 89, East Melbourne
Victoria 3002 Australia

Japan Institute for Protein Research N. Yasuoka (06) 877-5111
Osaka University ext. 3912
Yamadaoka, 3-2, Suita, 565 Japan

Supported by the U. S. National Science Foundation and U. S. National Institutes
of Health.
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TABLE 1. PROTEIN DATA BANK, INFORMATION AVAILABLE ON MAGNETIC TAPE TABLE 2. PROTEIN DATA BANK, INFORMATION AVAILABLE ON MICROF ICHE
06-JuL-83 06-JUL-83
CODE ITEM NO.TAPES  AVAILABILITY CODE ITEM AVAILABILITY
800 1600 6250 US UK JA AUS US UK JA AUS
DATAPRTP ALL CURRENT PROGRAMS, BIBLIOGRAPHIC ENTRIES, 2 2 1 X X X X OATAPRFI AL CURRENT PROGRAMS. BIBLIOGRAPHIC ENTRIES, X X X
COORDINATE ENTRIES (TABLES 3, 4, 7) COORDINATE ENTRIES (TABLES 3, 4,
NONSTITP STRUCTURE FACTOR HOLDINGS (PART I -~ TABLE 5) 2 1 1 X X X NONSTIFI STRUGTURE FACTOR HOLDINGS (PARY I - TABLE 5) X X X
NONST2TP  STRUCTURE FACTOR HOLDINGS (PART 2 - TABLE 6) 2 1 1 X X X NONST2FI  STRUCTURE FACTOR HOLDINGS (PART 2 - TABLE 6) X X x
BENDERTP PARAMETERS FOR BENT-WIRE MODELS 111X CORRI2FI LIST OF CORRECTIONS NO. 12 (JAN/B3 - JUL/B3) X X X X
BLOKITTP MODEL BUILDER'S KIT PLEASE INQUIRE AT US CENTER BENDERFI PARAMETERS FOR BENT-WIRE MODELS X
CONECTTP CONNECTIVITY SPECIFICATIONS FOR ALL ATOMS 2 1 1 X BLDKITFI MODEL BUILDER'S KIT PLEASE INQUIRE AT US CENTER
DGPLOTTP DIAGONAL PLOTS (LINE PRINTER) 11 10X CONECTFI CONNECTIVITY SPECIFICATIONS FOR ALL ATOMS X
DIHORLTP COMPLETE TORSION ANGLES 2 1 1 X DGPLOTFI DIAGONAL PLOTS (LINE PRINTER) X
DSTNCETP CONNECTIVITY SPECIFICATIONS WITH DISTANCES 2 1 1 X DIHDRLFI COMPLETE TORSION ANGLES X
FISIPLTP PHI/PSI PLOTS (LINE PRINTER) 1T 11X DSTNCEFI CONNECTIVITY SPECIFICATIONS WITH DISTANCES X
PHIPSITP LISTS OF PHI/PSI/OMEGA VALUES TR T B FISIPLFI PHI/PSI PLOTS (LINE PRINTER) X
PHIPSIFI LISTS OF PHI/PSI/OMEGA VALUES X
*  NEW OR REPLACEMENT ENTRY SINCE APR-83 NEWSLETTER
*  NEW OR REPLACEMENT ENTRY SINCE APR-83 NEWSLETTER
TABLE 4. PROTBIN DATA BANK, AVAILABLE PROGRAMS TABLE 5. PROTEIN DATA BANK, STRUCTURE FACTOR HOLDINGS (PART 1, SEE
ALSO TABLE 6)
06-JUL-83
06-JUL-83
NAME PURPOSE AUTHOR(S) REV DATE/
SUPPORTED IDENT DATE/
CODE MOLECULE DEPOSITOR CODE
BENDER PARAMETERS FOR BENT-WIRE MODELS G.WILLIAMS 4/82 YES
BLDKIT MODEL BUILDER*S KIT E.ABOLA 5/82 YES RIACTSF  ACTINIDIN E.BAKER 7/77 SF
CHIRAL CHECK CHIRALITY £.ABOLA 1/82 YES CHYMOF  ALPHA-CHYMOTRYPSIN (TOSYL) 0.BLOW 4773 SF
CONECT GENERATE FULL CONNECTIVITY F .BERNSTEIN 8/82 YES RCARPQO4  CALCIUM-BINDING PARVALBUMIN R.KRETSINGER 2/74 SF
CONTCT  INTERMOLECULAR CONTACTS L ANDREWS a/82 NoO RCARPOS  CALCIUM-BINDING PARVALBUNIN R.KRETS INGER 2/74 SF
DGPLOT DIAGONAL PLOTS ON PRINTER E.SNANSON F.BERNSTEIN 1/83 YES R2BSCSF  CYTOCHROME B5 F.S.MATHEWS 12/77 SF
DIHORL COMPLETE TORSION ANGLES E.A 3/80 YES R3CYTSF  CYTOCHROME C (ALBACORE, OXIDIZED) T.TAKANO,R.DICKERSON ~ 7/80 SF
DSTNCE CALC DISTANGES FROM CONECT RECORDS F . BERRATEIN 8/82 YES RYCYTSF  CYTOCHROME C_(ALBACORE, REDUCED) T.TAKANO,R.DICKERSON ~ 7/80 SF
FISIPL PHI/PSI PLOTS ON PRINTER F.BERNSTEIN 5/79 YES RCYC5501  CYTOCHROME C550 R.TIMKOVICH 4/76 SF
HASRP  HEAVY ATOM SEARCH-REF INEMENT PACKGE TERNILL]GER EISENBERG,KIM  2/83 NO RIZNASF  DNA(Z',CGCG,HIGH-SALT,SYNTHETIC) H.DREW,R.DICKERSON 1/81 SF
LSM COLOR-CODED ALPHA-CARBON MODELS RMATELAR. FLETTERICK 3782 NO RIBNASF  DNA(B,CGCGAATTCGCG, SYNTHETIC,290 DEG K) H.DREW.R.DICKERSON 1781 SF
NAMOD ~ BALL-AND-STICK MODEL DISPLAY Y.BEl 11778 NO RGPDO4 G YCERAL DEHYDE-3-P-DEHYDROGENASE (LOBSTR) M. ROSSMANN s
PHIPSI MAIN-CHAIN TORSION ANGLES ANDRENS NILL[AMS BERNSTEIN 2/79 YES R2GPDSF  APO-GL YCERALDEHYDE -3-P-DEHYDROGENASE M.ROSSMANN 9 SF
STEREO EXTRACT X,Y,Z FROM STEREQ DIAGRAMS M.ROSSM 6/79 NO REMHBSF  HEMOGLOBIN (HORSE, AQUO MET AND CO) LADNER, HE IDNER, PERUTZ s/so sF
TAPDIR PRINT DIRECTORY OF TAPE CONTENTS H. BERNSTEIN F.BERNSTEIN 11/79 YES RIFDHSF  HEMOGLOBIN (HUMAN, FETAL, DEOXY) J.FR 0 SF
THEOD ~ MEASURE COORDINATES WITH THEODOLITE L. LEBIO 1/82 NO RHUMDEH02 HEMOGLOBIN (HUMAN,DEOXY) M. PERUTZ G.FERMI S SF
TORSRU COMPLETE TORSION ANGLES G.RE 10779 NO LAMPRY1  HEMOGLOBIN (LAMPREY) FENDR ] CKSON, L OVE ,KARLE 5,73 oF
TOTALS VALIDATION OF MASTER RECORD L.ANDRENS.F.BERNSTEIN 3/82 YES RLDHO6 LACTATE DEHYDROGENASE M.ROSSMANN 8/75 SF
RLDHO7 ~ LACTATE DEHYDROGENASE/NAD/PYRUVATE M ROSSMANN 8/75 SF
*  NEW OR REPLACEMENT ENTRY SINCE APR-83 NEWSLETTER RSLDHSF  LACTATE DEHYDROGENASE/S-LAC/NAD (PIG)  U.GRAU,M.ROSSMANN 1781 SF
RILZHSF  LYSOZYME (HEN EGG-WHITE, MONOCLINIC)  C.BLAKE,D.RICE 6/81 SF
SUPPORTED PROGRAMS ARETHOSE FOR WHICH STAFF OF THE PROTEIN DATA BANK WILL R2LZHSF  LYSOZYME (HEN EGG-WHITE, ORTHORHOMBIC) C.BLAKE,D.RICE 6/81 SF
PROVIDE CORRECTIONS FOR DEMONSTRATED ERRORS. RMETMYSF1 MYOGLOBIN (SPERM WHALE, MET) T.TAKANO 6/76 SF
RDEMYSF1 MYOGLOBIN (SPERM WHALE, DEOXY) T.TAKANO 6/76 SF
RRUBY02 ~ RUBREDOXIN L. JENSEN 3/74 SF
RYTNASF  TRANSFER RNA (YEAST, PHE) A.JACK,J.LADNER,A.KLUG 6/80 SF
CODES
TABLE 6. PROTEIN DATA BANK, STRUCTURE FACTOR HOLDINGS (PART 2, SEE SF STRUCTURE FACTORS
ALSO TABLE 5)
06-JUL-83
LDENT DATE/ TABLE 7. PROTEIN DATA BANK, BIBLIGGRAPHIC ENTRIES
CODE MOLECULE DEPOSITOR 06-UUL-83
RICCRSF  *CYTOCHROME C (RICE) H.OCHI ,N. TANAKA 3/83 SF
R35ICSF CYTOCHROME C551 (OXIDIZED) T.TAKANO,R.DICKERSON ~ 9/81 SF o I DO A ARSI TIC)
RYSICSF  CYTOCHROME C551 (REDUCED) T.TAKANO,R.DICKERSON ~ 9/81 SF R ADH D IME THILSULFOXIDE €Ol
RIANASF  DNA(A,D-10DO-CCGG)SPACE GROUP P 43 21 2 B.CONNER.R.DICKERSON  6/82 SF AP AP R AL RTATE AMINOTRANSFERASE
RIANAPZ  DNA(A,D-10D0-CCGG)SPACE GROUP P 21 B.CONNER,R.DICKERSON ~ 6/82 SF S AN A A et AHINOTRANSEE
R2BNASF  DNA(B,CGCGAATTCGCG, SYNTHETIC, 16 DEG k) H.DREW.R.DICKERSON 11781 SF S A L L U A e BOVINE)
R3BNASF  DNA(B,9~BR-CGCGAATTCGCG,20 DEG C KOPKA,FRATINI ,DICKERSON2/82 SF 0ICB CALCILM-BIND OTROR o ok 2 hoRM,
RUBNASE  DNA (B, S-BR-COCAATTCACG. 7 DEG &) KOPKA ,FRAT INI 'DICKERSON2/82 SF A N oA TS LN e oASE
RIGAASF  GLUTAMINASE-ASPARAGINASE (ACINETOBACTER) H.AMMON 12/82 SF D DA AN A T B AT IDASE  oASE)
RIGASSF  GLUTAMINASE -ASPARAG INASE (PSEUDOMONAS 7A)H . AMMON 12/82 SF 0200 DyALANYL D ALANINE PEPTIDA 2+ 6
RIHMQSF  *HEMERYTHRIN(MET) STENKAMP, SIEKER, JENSEN 2/83 SF AR A A i S R
RIHMZSE  *HEMERYTHRIN(AZIDO,MET) STENKAMP , SIEKER, JENSEN 2/83 SF COND ConCaNAvALINA € L
R2INSSF  [NSULIN(BOVINE ,2-ZINC)DES-PHE Bl C.REYNOLDS,G.DODSON  5/82 SF 0CRO PR oo IN 11 (CALF)
RILHISF  LEGHEMOGLOBIN(ACETATE MET) VAINSHTE IN, HARUTYUNYAN 4/82 SF QGCR  GAMMA-CRYSTALL A L ACCHAROMYCES CEREVISIAE)
RELHISF  LEGHEMOGLOBIN(ACETATE MET) VAINSHTE [N, HARUTYUNYAN 4/82 SF B T R D AR RS IaE)
RILH2SF  LEGHEMOGLOBIN(AGUO MET) VAINSHTE IN.HARUTYUNYAN 4/82 SF S TR 3 PESULEOUIBRIC DESULFURICANS NOF
R2LH2SF  LEGHEMOGLOBIN(AQUO MET) VAINSHTE [N, HARUTYUNYAN 4/82 SF S e G AT ROB LN
RILH3SF  LEGHEMOGLOBIN(CYANO MET) VAINSHTE IN,HARUTYUNYAN 4/82 SF B L AL ATOXIN | ckEN LIVER)
RELH3SF  LEGHEMOGLOBIN(CYANO MET) VAINSHTE IN,HARUTYUNYAN 4/82 SF O DIHYDROPOLATE REDUCTA H
RILH4SF  LEGHEMOGLOBIN (DEOXY) VAINSHTE IN,HARUTYUNYAN 4/82 SF QANS  DNA(GGTATACC)
RELH4SF  LEGHEMOGLOBIN (DEOXY) VAINSHTE IN,HARUTYUNYAN 4/82 SF OANB  DNA (GG+UA+UACC)
RILHSSF  LEGHEMOGLOBIN(FLUORO MET) VAINSHTE IN,HARUTYUNYAN 4/82 SF S L A o e opLEX O
RELHSSF  LEGHEMOGLOBIN (FLUORO MET) VAINSHTE IN,HARUTYUNYAN 4/82 SF OETU  ELONGATION FACTOR TU COMPLEX (E. COL
RILHGSF  LEGHEMOGLOBIN(NICOT INATE MET) VAINSHTE N, HARUTYUNYAN 4/82 SF OEBX ERABUTOXIN B FOVIBRIO VULGARIS)
RELHESF  LEGHEMOGLOBIN (NICOTINATE MET) VAINSHTE IN;HARUTYUNYAN 4/82 SF X EAvOROXIN ST OVIBRIO WukCARIS)
RILH7SF  LEGHEMOGLOBIN (FERRO) /NI TROSOBENZENE VAINSHTE IN,HARUTYUNYAN 4/82 SF e LAy OO IN RO D, L OTR DL
R2LH7SF  LEGHEMOGLOBIN(FERRO) /NI TROSOBENZENE VAINSHTE IN,HARUTYUNYAN 4/82 SF o L T O A AuaTOR PROIE
PIMITEE  LeSOZYME (HEN EGG-WHITE ,MONOCLINIC) R D S R AR L o 82 S 0GD! D-GLYCERALDEHYDE 3-PHOSPHATE DEHYDROGENASE (BACILLUS STEAROTHERMOPHILUS)
RIOVOSF  OVOMUCOID FRAGMENT E.PAPAMOKOS ,R.HUBER  1/82 SF OHMG  HEMAGGLUTININ oxy
REBP2SF  PROPHOSPHOL IPASE A2 (BOVINE) DIJKSTRA,HOL ,DRENTH  9/81 SF 0DCH  HEMOGLOBIN (COBALT.DEOXY)
RIPYPSF  INORGANIC PYROPHOSPHATASE E.HARUTYUNYAN ET AL.  2/83 SF OHBG  HEMOGLOBIN (GLYCERA DIBRANCHIATA)
5 : OPHH P-HYDROXYBENZOATE HYDROXYLASE (PSEUDOMONAS FLUORESCENS)
RIRN3SF  RIBONUCLEASE A BORKAKOTI ,MOSS ,PALMER  6/82 SF
0AUI  IMMUNOGLOBUL IN, BENCE-JONES FRAGMENT (KAPPA) AU
RYRSASFX RIBONUCLEASE A (XRAY) A.WLODAKER 6/62 SF
OROY IMMUNOGLOBUL IN, BENCE-JONES FRAGMENT (V-MONOMER,KAPPA) ROY
RYRSASFN RIBONUCLEASE A (NEUTRON) A WLODAWER 6/82 SF
OMCP  IMMUNOGLOBUL IN'FAB (KAPPA) MCPBO3
R3TLNSF  THERMOLYSIN(NATIVE) B.MATTHEWS,M.HOLMES ~ 2/82 SF PA) e
R2PTNSF  TRYPSIN(ORTHORHOMBIC,2.4M (NH4)2S04)  J.WALTER,R.HUBER 10781 SF 0IG1  IMMUNOGLOBUL IN G1 (KAPPA) DO
RITPOSF  TRYPSIN(ORTHORHOMBIC) BODE , WAL TER , HUBER 9/82 SF OINL INSULIN (PORCINE)
R3PTNSF  TRYPSIN(TRIGONAL ,2.4M (NH4)2504) J.WALTER,R.HUBER 10/81 SF N A ORI OF LAMBDA REPRESSOR
R3PTBSF  TRYPSIN(BENZAMIDINE INHIBITED) BODE , SCHWAGER ,WALTER ~ 9/82 SF OLRE  N-TERMINAL DOMAIN AMBDA
RITPPSF  TRYPSIN/P-AMIDINO-PHENYL—PHYRUVATE WALTER, BODE , HUBER 9/82 SF OLZ1  LYSOZYME C(HUMAN)
0L75 LYSOZYME (HEN EGG-WHITE, NEUTRON STUDY)
RYPTISF  TRYPSIN INHIBITOR(BOVINE ,PANCREAS) R.HUBER,J.DE ISENHOFER  9/82 SF B L IE s NELTRON S
REPTCSF  TRYPSIN/TRYPSIN INHIBITOR COMPLEX R.HUBER, J.DEISENHOFER  9/82 SF e Ly S T O e e AE
RITPASF  TRYPSIN(ANHYDRO) /TRYPSIN INHIBITOR HUBER, BODE , DE ISENHOFER 9/82 SF 0CTF L7/LI2 (E. COLI, C Nus)
R2TGASF  TRYPSINOGEN(2.4M MGSO4) J.WALTER,R.HUBER 10/81 SF S I e I L AC I PERATURE STUDIES)
RITGCSF  TRYPSINOGEN(.5 CH3OH,.5 HOH) J.WALTERR.HUBER 10/81 SF D I o AL, N, T RATIRE STV
RITGTSF  TRYPSINOGEN(173 DEG K, .7 CH30H,.3 HOH) J.WALTER.R.HUBER 10781 SF O AL e O e o ILUS)
R2TGTSF  TRYPSINOGEN(103 DEG K, .7 CH3OH,.3 HOH) J.WALTER.R.HUBER 10781 SF o RUCIOK INASE (BACILLLS STEAROTHE LU
R2TGPSF  TRYPSINOGEN/TRYPSIN INHIBITOR R.HUBER ET AL. 9/82 SF P aPrioRIrASE A2 (RETTLESNAKE)
R3TPISF  TRYPSINOGEN/TRYPSIN INHIBITOR/ILE-VAL  R.HUBER ET AL. 9/82 SF OPPA  PHOSPHORYLASE 4 (RADEIT
R2TPISF  TRYPSINOGEN/PTI/ILE-VAL (MERCURATED)  J.WALTER,R.HUBER 10/81 SF R one o (RemaIT)
RITGSSF  TRYPSINOGEN/PSTI RIHUBER ET AL. 9/82 SF GSR RIBOWELER A ovier
. g ORST RIBONUCLEASE ST (STREPTOMYC YTHREUS)
NEW OR REPLACEMENT ENTRY SINCE APR-83 NEWSLETTER ORNT RIBONUCLEASE T1-2 (PRIME)-GUANYLIC ACID (ASPERGILLUS ORYZAE)
CODES OTT4 *THIOREDOXIN REDUCTASE (BACTERIGPHAGE T4)
OFMT  INITIATOR TRANSFER RNA (E. COLI, F/MET)
6  STRUCTURE FACTORS OTAl TRANSFER RNA (YEAST, ASP, A FORM)

O0TA2 TRANSFER RNA (YEAST, ASP, B FORM)

OTR! TRANSFER RNA (YEAST, PHE)

OMTS METHIONYL TRANSFER RNA SYNTHETASE

0YPI *TRIOSE PHOSPHATE [SOMERASE (SACCHAROMYCES CEREVISIAE)
OGNS GENE 5 DNA-UNWINDING PROTEIN (E. COLI)

OUTG UTEROGLOBIN (RABBIT)

0STV  VIRUS (SATELLITE TOBACCO NECROSIS)

OTMV  VIRUS PROTEIN DISK (TOBACCO MOSAIC)

0TBV VIRUS (TOMATO BUSHY STUNT)

*  NEW OR REPLACEMENT ENTRY SINCE APR-83 NEWSLETTER
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TABLE 3. PROTEIN DATA BANK, ATOMIC COORDINATE HOLDINGS
06-JuUL-83

IDENT DATE/
CODE DEPOSITOR(S) STATUS
2APE  ACID PROTEINASE(ENDOTHIA PARASITICA) T.BLUNDELL 9/81
2APP  ACID PROTEINASE (PENICILL JUMJUANTHINELLUM)A. SIELECKI M. JAMES 1/83 R
1APR  ACID PROTEINASE (RHIZOPUS CHINENSIS) D.DAVIES 8/79
2ACT ACTINIDIN E.BAKER 11779
1ACX  ACTINOXANTHIN V.PLETNEV,A.KUZIN 12/82
2ADK ADENYLATE KINASE (PORC]P\E MUSCLE) G.SCHULZ 3/77
1AGA  AGARO! S.ARNOTT 5/78
2WGA AGGLUTININ (WHEAT GERM) C.WRIGHT 5/80
“4ADH ALCOHOL DEHYDROGENASE (APO) C.-1.BRANDEN 8/79
1ALP  ALPHA LYTIC PROTEASE BRAYER, DELBAERE , JAMES /79
2TAA  TAKA-AMYLASE KUSL.NOKI HATSUWA KAKUDO 10/82
1ABP L-ARABINOSE-BINDING PROTEIN F.QUIOCHO.G.GILLILAND 5/80
IAAT  CYTOSOLIC ASPARTATE AMINOTRANSFERASE HARUTYUNYAN , MALASHKEV I CH 4/82 A
2ATC  ASPARTATE CARBAMOYL TRANSFERASE HALIPSCONB /92
3ATC  ASPARTATE CARBAMOYL TRANSFERASE/CTP W.L 2 R
1AZU  AZURIN E.ADMAN L SIEKER,L .JENSEN S/BO

L BACTERIOCHLOROPHYLL A-PROTEIN B.MATTHE] 9 A
1ABX  ALPHA-BUNGAROTOXIN D.AGARD, S SPENCER,R.STROUD "0/80 A
ICPV  CALCIUM-BINDING PARVALBUMIN SET BA R.KRETSINGE 8/7
2CPV  CALCIUM-BINDING PARVALBUMIN SET BH R.KRETSINGER B/7‘¢
3CPV  CALCIUM-BINDING PARVALBUMIN SET 61 R.KRETSINGER 8/74
ICAP  CAPSULAR POLYSACCHARIDE (E. COLI M41) S.ARNOTT 5/78
ICAB  CARBONIC ANHYDRASE B (HUMAN) K.KANNAN 6/76
ICAC  CARBONIC ANHYDRASE C (HUMAN) K. KANNAN 5/76
3CPA  CARBOXYPEPTIDASE A/GLYCYLTYROSINE D.REES,W.LIPSCOMB 3/82 R
4CPA  CARBOXYPEPTIDASE A/POTATO INHIBITOR D.REES,W.LIPSCOMB 3/82
SCPA  CARBOXYPEPTIDASE A/WATER (BOVINE) D.REES,W.LIPSCOMB 5/82
ICPB  CARBOXYPEPTIDASE B (BOVINE) M.SCHMID,J.HERRIOTT 6/76 A
1CAR  CARRAGEENAN S.ARNOTT 5/78
3CAT CATALASE (BEEF LIVER) M.ROSSMANN 7/82 R
YCAT CATALASE (PENICILLIUM VITALE) B.VAINSHTEIN ET AL. 2/83 BN
1C4S  CHONDROITIN-4-SULFATE S.ARNOTT 5/78
2C4S  CHONDROITIN-4-SULFATE (CA SALT) S.ARNOTT 5/78
2CHA  ALPHA-CHYMOTRYPSIN (TOSYL) D.BLOW 1775
3CHA  ALPHA-CHYMOTRYPSIN A.TUL /76
2GCH GAMMA~CHYMOTRYPSIN COHEN,DAVIES,SILVERTON 5/80
ICHG CHYMOTRYPSINOGEN J. KRAUT J. BIRKT OF T 3/75
ICTX ALPHA COBRATOXIN W. SAENGER M. WALK INSHAW 3/8:i
2CNA  CONCANAVALIN A G.REEKE , J.BECKER, G.EDELMAN I'}/75
3CNA  CONCANAVALIN A K. HARDMAN 9
1CN1 CONCANAVALIN A (DEMETALLIZED) M. SHOHAM B!
ICRN CRAMBIN W.HENDRICKSON,M. TEETER 5/91
2B5C CYTOCHROME BS (OXIDIZED) F.S.MATHEWS
166B CYTOCHROME BS62 (E.COLI,0XIDIZED) BETHGE , CZERN[NSKI ZMATHEWS 8/79
3CYT CYTOCHROME C (ALBACORE, OXIDIZED) T. TAKANO R.DICKERSON
4CYT CYTOCHROME C (ALBACORE, REDUCED) T.TAKANO,R.DICKERSON 7/80
1ICYC CYTOCHROME C (BONITO, HEART) M.KAKUDO 8/76
ICCR CYTOCHROME C (RICE) H.OCHI,N. TANAKA 3/83
1CCY CYTOCHROME C.PRIME. P. NEBER R.SALEMME 8/81
1C2C  CYTOCHROME C2 J.KRAUT 3/73
ICOV  CYTOCHROME C3(D. VULGARIS MIYAZAKI) HIGUCHI , YASUOKA KAKUDO 1/82 A
155C CYTOCHROME C550 R. TIMKOV /76
351C CYTOCHROME C551 (OXIDIZED) MATSUURA, TAKANO DICKERSON 7/81
451C CYTOCHROME C551 (REDUCED) MATSUJRA.TAKANO.DICKERSON 7/81
3DFR  DIHYDROFOLATE REDUCTASE (L.CASEI) J.BOLIN,D.MATTHEWS, J.KRAUT 6/82 R
4DFR. DIHYDROFOLATE REDUCTASE (E. COLI) d BOLIN,D.MATTHEWS, J.KRAUT 6/82 R
IANA  DNA(A,5(PRIME)-D-10D0-CCGG-3 (PRIME) ) CONNER R. DI‘CKERSON 6/82
1BNA  DNA(B, CGCGAATTCGCG SYNTHETIC,290 DEG K) H.DREW,R.DICKERSON 1/81
2BNA  DNA(B,CGCGAATTCGCG, SYNTHETIC, 16 DEG K) H. DREW,R.DICKERSON 11/81
3BNA  DNA (B, 9-BR- CGCGAATTCGCG 20 DEG c) KOF‘KA'FRATINI ,DICKERSON 2/82
4BNA DNA(B.Q-BR-CGCGAATTCGCG. 7 DEG C) KOPKA ,FRATINI ,DICKERSON 2/82
1ZNA DNA(Z',CGCG,HIGH-SALT,SYNTHETIC) H.DREW,R.DICKERSON 1/81
IEST ELASTASE (PORCINE, TOSYL) H.WATSON 5/76
1ECD ERYTHROCRUORIN (REDUCED, DEOXY) W.STE IGEMANN, E . WEBER 3/79
1ECO  ERYTHROCRUORIN (CARBONMONOXY ) W.STEIGEMANN, E . WEBER 3/79
1IECA ERYTHROCRUORIN (AQUO, MET) W.STEIGEMANN, E .WEBER 3/79
1ECN ERYTHROCRUORIN (CYANO, MET) W.STEIGEMANN, E . WEBER 3/7
2FD!  FERREDOXIN (AZOTOBACTER VINELANDII) STOUT, GHOSH, FUREY , ODONNELL 1 1/81
IFDX FERREDOXIN (PEPTOCOCCUS AEROGENES) E. ADNAN L.SIEKER, L JENSEN 8/76
3FXC  FERREDOXIN (SPIRULINA PLATENSIS TSUKIHARA,KATSUBE.KAKLDO 12/81
3FXN  FLAVODOXIN (CLOSTRIDIUM MP,OXIDIZED) M.LUDWIG 12777
4FXN  FLAVODOXIN (CLOSTRIDIUM MP,SEMIQUINONE) M.LUDWIG 12/77
1GCN  GLUCAGON T.BLUNDELL 10/77
IPGI  GLUCOSE-6-PHOSPHATE 1SOMERASE H.MUIRHEAD /77
2GRS GLUTATHIONE REDUCTASE (HUMAN) G.SCHULZ 11/81
1GPD  GL YCERALDEHYDE-3-P-DEHYDROGENASE (LOBSTRIM. ROSSMANN 7/75
2GPD  APO-GL YCERALDEHYDE~3-P-DEHYDROGENASE M. ROSSMANN 12/79
3GPD *GL YCERALDEHYDE -3-P-DEHYDROGENASE (HUMAN) H.WATSON, J.CAMPBELL 6/83 P
IHRB HEMERYTHRIN B W.HENDRICKSON 6/76 A
IHMQ  HEMERYTHRIN(MET) STENKAMP, SIEKER , JENSEN 2/83 R
1HMZ  HEMERYTHRIN(AZIDO,MET) STENKAMP,SIEKER, JENSEN 2/83
1HDS HEMOGLOBIN (DEER, SICKLE CELL) E.AMMA,R.GIRLING /79
2MHB  HEMOGLOBIN (HORSE, AQUO MET) R.LADNER,HE IDNER,PERUTZ e/77
2DHB  HEMOGLOBIN (HORSE, DEOXY) M.PERUTZ,G.FERMI 11773
IHHB  HEMOGLOBIN (HUMAN, DEOXY) M.PERUTZ,G.FERMI 4/75
1HCO HEMOGLOBIN (HUMAN , CARBONMONOXY ) J.BALDWIN 8/79
2HCO  HEMOGLOBIN (HUMAN , CARBONMONOXY , NRG REFND) .BALDWIN 8/79
1HHO *HEMOGLOBIN (HUMAN 0OXY) B.SHANNAN 6/83 N
IFDH HEMOGLOBIN (HUMAN, FETAL, DEOXY) J.FRIER 8/76
IHBS HEMOGLOBIN S (HUMAN,SICKLE CELL) E.PADLAN,W.LOVE 6/82
ILHB HEMOGLOBIN (LAMPREY) HENDRICKSON LOVE ,KARLE 3/73
2YHX HEXOKINASE (YEAST) FORM BIII STEITZ, ANDERSON, STENKAMP 3/78
IHKG HEXOKINASE A - GLUCOSE COMPLEX (YEAST) W.BENNETT JR.,T.STEITZ 12/80
IHIP  HIGH POTENTIAL IRON PROTEIN J.KRAUT 4/75
IHYA  HYALURONIC ACID (NA SALT, 3-FOLD HELIX) S.ARNOTT 11/77
2HYA  HYALURONIC ACID (NA SALT, 4-FOLD HELIX) S.ARNOTT 5/78
3HYA  HYALURONIC ACID (NA SALT, 2-FOLD HELIX) S.ARNOTT 5/78
4YHYA  HYALURONIC ACID (CA SALT, 3-FOLD HELIX) S.ARNOTT 5/78
1FB4 *IMMUNOGLOBUL IN FAB (LAMBDA) KOL M.MARQUART ,R.HUBER 5/83 N
3FAB  IMMUNOGLOBUL IN FAB.PRIME. NEW R.POLJAK 9/81
IMCG  IMMUNOGLOBUL IN B-J INTACT MCG SCHIFFER,EDMUNDSON ET AL. 5/78 A
IRET  IMMUNOGLOBUL IN B-J FRAGMENT (V-DIMER)REI O. EPP,R.HUBER 3/76
2RHE * IMMUNOGLOBUL IN ‘B-J FRAGMENT (V-MNMER) RHE FUREY,WANG, YOO, SAX 6/83 RN
IFC1  IMMUNOGLOBULIN FC (HUMAN) J. DEISENHOF 5/81
1FC2  IMMUNOGLOBUL IN FC-FRAGMENT B COMPLEX J.DE[SENHOFER 5/81
11G2 *IMMUNOGLOBUL IN G1 (LAMBDA) KOL M.MARQUART ,R.HUBER 5/83 N
1INS  INSUL IN(PORCINE,2-ZINC) G.DODSON, D . HODGK IN 7/80
2INS  INSULIN(BOVINE,2-ZINC) DES-PHE BI C.REYNOLDS, G.DODSON 5/82
IGF1  INSULIN-LIKE GROWTH FACTOR I (MODEL) BLUNDELL ,BEDARKAR,HUMBEL  12/82
1GF2  INSULIN-LIKE GROWTH FACTOR Il (MODEL) BLUNDELL ,BEDARKAR,HUMBEL 12/82
1KGA KDPG ALDOLASE A. TU.INSK 8/78 A
1IKES KERATAN SULFATE S ARNOTT 5/78
4LDH LACTATE DEHYDROGENASE (DOGF ISH) EVENTOFF M.ROSSMANN 4/77
3LDH LACTATE DEHYDROGENASE/NAD/PYRUVATE (DOGF )M.ROSSMAI 11774
SLOH LACTATE DEHYDROGENASE/S-LAC/NAD (PIG) U.GRAU, M ROSSMANN 10/80
ILDX LACTATE DEHYDROGENASE (MOUSE TESTES) W.MUSICK,M.ROSSMANN 8/78
ILH1 - LEGHEMOGLOBIN(ACETATE MET) VAINSHTE IN, HARUTYUNYAN 4/82 R
2LH1 LEGHEMOGLOBIN(ACETATE MET) VAINSHTE IN,HARUTYUNYAN 4/82
ILH2 LEGHEMOGLOBIN(AQUO MET) VAINSHTE IN, HARUTYUNYAN 4/82

2LH2
1LH3
2LH3
1LHY
2LH4
1LHS
2LHS
1LHE
2LHE
1LH7
2LH7

1PPT
8PAP
1PAD
2PAD
3PAD
YPAD
5PAD
6PAD
1PEP
1PFC
3PGK
2PGK
3PGM
18P2
28pP2
38P2
1P2P
1PCY
2PAB
256A
3568
1PYP
1PYK
1RHD
4RSA
1RN3
1RNS
2RXN
3RXN
25NS
ass1
1587
2seT
250D
3TLN
YTLN
STLN
TTLN
1SRX
4TNA
6TNA
8TNA
1TIM
2PTN
1TPO
3PTN
3PTB
1TPP
3PTP
YPTI
2PTC
1TPA
1TGN
2TGA
176C
1TGT
2767
1768
2T6P
3TPI
2TPI
1765
1751
2sBv
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LEGHEMOGLOBIN(AQUO MET)
LEGHEMOGLOBIN(CYANO MET)
LEGHEMOGLOBIN(CYANO MET)
LEGHEMOGLOBIN (DEOXY)
LEGHEMOGLOBIN (DEOXY)
LEGHEMOGLOBIN(FLUORO MET)
LEGHEMOGLOBIN(FLUORO MET)
LEGHEMOGLOBIN(NICOTINATE MET)
LEGHEMOGLOBIN(NICOTINATE MET)
LEGHEMOGLOBIN (FERRO) /N1 TROSOBENZENE
LEGHEMOGLOBIN (FERRO) /NI TROSOBENZENE
LYSOZYME (BACTERIOPHAGE T4)
LYSOZYME (HEN EGG-WHITE,
LYSOZYME (HEN EGG-WHITE,
LYSOZYME (HEN EGG-WHITE,
LYSOZYME (HEN EGG-WHITE,
LYSOZYME (HEN EGG-WHITE,
(HEN EGG-WHITE,
(HEN EGG-WHITE,
HEN EGG-WHITE,

TRICLINIC)
INACTIVATED)

‘_
L
<}
N
=
#

LYSOZYME (HEN,NAM-NAG-NAM SUBSTRATE ONLYJJ.KELLY,M.JAMES

LYSOZYME (HEN EGG-WHITE,MONOCL INIC)
LYSOZYME (HEN EGG-WHITE,ORTHORHOMBIC)
LYSOZYME (HEN EGG-WHITE ,MONOCL INIC)
LYSOZYME (TURKEY EGG-WHITE)

MALATE DEHYDROGENASE
MELITTIN

MYOGLOBIN (SEAL, MET)
MYOGLOBIN (SPERM WHALE,
MYOGLOBIN (SPERM WHALE,
MYOGLOBIN (SPERM WHALE,
MYOGLOBIN (SPERM WHALE,
MYOGLOBIN (SPERM WHALE,

MYOGLOBIN (SPERM WHALE, CO I‘EUTROND
MYOHEMERYTHRIN

NEUROTOXIN B (LATICAUDA SEMIFASCIATA)
SCORPION NEUROTOXIN(VARIANT

OVOMUCOID THIRD DOMAIN(JAPABESE QUAIL)
AVIAN PANCREATIC POLYPEPTIDE

PAPAIN (NATIVE)

PAPAIN (ACE-ALA-ALA-PHE-ALA, CYS-25)
PAPAIN (CYS DERIV OF CYS-25)

PAPAIN (OXIDIZED CYS-25)

PAPAIN (TOS-LYS, CYS-25)

PAPAIN (BZOXY-GLY-PHE-GLY, CYS-25)
PAPAIN (BZOXY-PHE-ALA, CYS-25)

PEPSIN (PORCINE)

PFC FRAGMENT OF AN IGG

PHOSPHOGL YCERATE KINASE (YEAST)
PHOSPHOGL YCERATE KINASE (HORSE)
PHOSPHOGL YCERATE MUTASE

PHOSPHOL IPASE A2 (BOVINE)

PROPHOSPHOL IPASE A2 (BOVINE)

NET)
MET)
DEOXY)
DEOXY)

*PHOSPHOL IPASE A2 (BOVINE) TRANSAMINATED

*PHOSPHOL IPASE A2 (PORCINE)
PLASTOCYANIN

PREALBUMIN (HUMAN, PLASMA)
PROTEINASE A(STREPTOMYCES GRISEUS)
PROTEINASE B(STREP. GRISEUS)/OMTKY3
INORGANIC PYROPHOSPHATASE

PYRUVATE KINASE (CAT)

RHODANESE

RIBONUCLEASE A (XRAY+NEUTRON)
RIBONUCLEASE A

RIBONUCLEASE S
RUBREDOXIN(CLOSTRIDIUM PASTEURIANUM)
RUBREDOXIN(DESULFOVIBRIO VULGARIS)
STAPHYLOCOCCAL NUCLEASE

SUBTILISIN INHIBITOR (STREPTOMYCES)
SUBTILISIN BPN.PRIME.

SUBTILISIN NOVO

SUPEROXIDE DISMUTASE
THERMOLYSIN(NATIVE)

THERMOL YSIN (L -LEU-NHOH)

THERMOL YSIN (HONH-BZMALONYL -A-G-NTROANLD)

THERMOL YSIN (CH2CO (N-OH) LEUOCH3)
THIOREDOXIN (E. COLI, OXIDIZED)
TRANSFER RNA (YEAST, PHE)

TRANSFER RNA (YEAST, PHE)

TRANSFER RNA (YEAST, PHE)

TRIOSE PHOSPHATE [SOMERASE
TRYPSIN(ORTHORHOMBIC,2.4M (NH4)2504)
TRYPSIN(ORTHORHOMBIC)
TRYPSIN(TRIGONAL ,2.4M (NH4)2504)
TRYPSIN(BENZAMIDINE INHIBITED)
TRYPSIN/P-AMIDINO-PHENYL-PYRUVATE
TRYPSIN (DIP INHIBITED)

TRYPSIN INHIBITOR (BOVINE, PANCREAS)
TRYPSIN/TRYPSIN INHIBITOR COMPLEX
TRYPSIN(ANHYDRO) /TRYPSIN INHIBITOR
TRYPSINOGEN

TRYPSINOGEN(2.4M MGSO4)

TRYPSINOGEN( .S CH30H, .5 HOH)

TRYPSINOGEN(173 DEG K, .7 CH30H, .3 HOH)
TRYPSINOGEN(103 DEG K,.7 CH30H, .3 HOH)

TRYPSINOGEN (WITH CA, FROM PEG)
TRYPSINOGEN/TRYPSIN INHIBITOR
TRYPSINOGEN/TRYPSIN INHIBITOR/ ILE-VAL
TRYPSINOGEN/PTI/ILE-VAL (MERCURATED)
TRYPSINOGEN/PSTI

TYROSYL TRANSFER RNA SYNTHETASE

BH,
VIRUS COAT PROTEIN(SOUTHERN BEAN MOSAIC)M.ROSSMANN

MODEL STRUCTURES

2ZNA
3ZNA
1DNN
IMLP
1IRLX
2RLX
3RLX
YRLX
1TNC

DNA(Z-1,CGCGCG, SYNTHETIC,MODEL )
DNA(Z-11,CGCGCG, SYNTHET IC,MODEL )
DNA (ATCGGCTAAG. . . ,MODEL )

MURE IN L IPOPROTE IN (MODEL)

RELAXIN(MODEL ,CONFORMATION A,UNREFINED) A.EVANS,A.NORTH
RELAXIN(MODEL ,CONFORMATION B,UNREFINED) A.EVANS,A.NORTH

RELAXIN(MODEL.CONFORMATION A,REF INED)
RELAXIN(MODEL ,CONFORMATION B,REF INED)
TROPONIN (CA-BINDING COMPONENT ,MODEL )

*  NEW OR REPLACEMENT ENTRY SINCE APR-83 NEWSLETTER

STATUS CODES

BLANK STANDARD ENTRY AVAILABLE FOR DISTRIBUTION

DTVZW>

ALPHA CARBON ATOMS ONL
BACKBONE ONLY

NEW ENTRY AWAITING APPROVAL BY DEPOSITOR

IN PREPARATION

RECENT (1982-1983) REPLACEMENT FOR AN OUT-OF-DATE PARAMETER SET

VAINSHTE IN, HARUTYUNYAN 4/82
VAINSHTE IN, HARUTYUNYAN 4/82
VAINSHTE IN,HARUTYUNYAN 4/82
VAINSHTE IN, HARUT YUNYAN 4/82
VAINSHTE IN, HARUT YUNYAN 4/82
VAINSHTE IN, HARUT YUNYAN 4/82
VAINSHTE IN, HARUT YUNYAN 4/82
VAINSHTE IN, HARUT YUNYAN 4/82
VAINSHTE IN, HARUTYUNYAN 4/82
VAINSHTE IN, HARUTYUNYAN 4/82
VAINSHTE IN, HARUTYUNYAN 4/82
B.MATTHE| 3/77
R.DIAMOND,D.PHILLIPS 2/75
R.DIAMOND,D.PHILLIPS 2/75
R.DIAMOND,D.PHILLIPS 2/75
R.DIAMOND,D.PHILLIPS 2/75
R.DIAMOND,D.PHILLIPS 2/75
R.DIAMOND,D.PHILLIPS 2/75
A.YONATH 5/77
S.OATLEY 9/77
j 12/79
ARTYMIUK ,BLAKE ,RICE ,WILSON 6/81 A
ARTYMIUK,BLAKE ,RICE ,WILSON 6/81 A
HOGLE ,RAO, SUNDARAL INGAM ~ 7/82
R.BOTT,R.SARMA 9/81 A
J.BIRKTOFT, L .BANASZAK 3/83
TERWILL IGER, E 1SENBERG 8/81
H.SCOULOUDI 3/79
H.WATSON 4/73
T.TAKANO 9/76
T.TAKANO 9/76
S.PHILLIPS 8/81
S.PHILLIPS
HANSON , NORVELL , SCHOENBORN 11/82 N
W.HENDRICKSON 6/76 A
D.TSERNOGLOU G.PETSKO 8/80
C.BUGG ET Al 12/82
E.PAPAMOKOS R.HUBER 1/82
T.BLUNDELL 1/81
J.DRENTH 11776
J.DRENTH 11/76
J.DRENTH 11/76
J.DRENTH 11/76
J.DRENTH 11776
J.DRENTH 11776
J.DRENTH 11776
N.ANDREEVA ET AL. 7/78 A
L.M. AMZE| L 10/81
H.WATSO 7/82
P.EVANS C.BLAKE 9/76 B
H.WAT u/ae R
B.DIJKSTRA J.DRENTH 4/81
B.DIJKSTRA,W.HOL , d DRENTH 5/31
B.DIJKSTRA, J.DRENT! 6/83 P
B.DIJKSTRA ET AL. 6/83 P
J.GUSS ,H.FREEMAN 8/80
S.0ATLEY,C.BLAKE 9/77
M.JAMES,A.SIELECKI 1/83 R
A.SIELECKI ET AL. 1/83
E£.HARUTYUNYAN ET AL. 2/83 N
H.MUIRHEAD 1/80 A
W. HOL 12/77
A.WLODAWER 6/82 R
BORKAKOT ,MOSS , PALMER 10/81
H.WYCKOFF ,F .RICHARDS 4/73
L. JENSEN 1/75
E.ADMAN,L.SIEKER,L.JENSEN 9/80
M.LEGG,F.A.COTTON,E.HAZEN 5/82 R
Y.MITSUI ET AL. 4/80
J.KRAUT 8/72
J.DRENTH 9/76
J.RICHARDSON, D . R1CHARDSON 3/80
B.MATTHEWS ,M.HOLMES 2/82 R
B.MATTHEWS ,M.HOLMES 2/82
B.MATTHEWS ;M. HOLMES 2/82
B.MATTHENS.M.HOLMES 1/83 R
B.-0. SODERBE| 5/76 A
ALJACK,J. LADNER A.KLUG 4/78
S.-H.KIM ET A 11/78
M.SUNDARALINGAM 2/79
1.WILSON,D.PHILLIPS 9/76
J.WALTER,R.HUBER,W.BODE  10/81
W.BODE,J.WALTER,R.HUBER  9/82
J.WALTER,R.HUBER,W.BODE _ 10/81
W.BODE ,P.SCHWAGER, J.WALTER 9/82 R
J.WALTER,W.BODE,R.HUBER  9/82
J.CHAMBERS,R.STROUD 12/77
R.HUBER, J.DE I SENHOFER 9/82 R
R.HUBER, J.DE I SENHOFER 9/82 R
HUBER, BODE , DE I SENHOFER 9/82
A.KOSSIAKOFF ,R.STROUD 9/79
J.WALTER,R.HUBER,W.BODE ~ 10/81
J.WALTER,R.HUBER,W.BODE ~ 10/81
J.WALTER,R.HUBER,W.BODE  10/81
J.WALTER,R.HUBER,W.BODE  10/81
BODE , FEHUHAMMER , HUBER 3/79
R.HUBER ET AL. 9/82 R
R.HUBER ET AL. g/82 R
J.WALTER,R. HUBER W.BODE  10/81
R.HUBER ET Al 9/82
AT ,BLOW, BRICK NYBORG 7/82 A
5/82 R
A.RICH 2/81
A.RICH 2/81
J.SUSSMAN,, E . TRIFONOV 11/82
A.MCLACHLAN 8/78
3/78
3/78
A.EVANS,A.NORTH 3/78
A.EVANS, A.NORTH 3/78
R.KRETSINGER,C.BARRY 6/80 A
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TABLE 8. SUBSTANTIVE CORRECTIONS TO COORDINATE ENTRIES AND PROGRAMS

06-JuUL-83
THE CORRECTIONS IN THIS TABLE ARE GIVEN IN THE FORM OF 'UPDATE'

MODIFICATIONS AND CONSIST OF 'UPDATE' DIRECTIVES PLUS NEW DATA RECORDS THAT ARE

TO BE INSERTED OR THAT REPLACE ERRONEOUS RECORDS IN CERTAIN DATA BANK

ENTRIES. 'UPDATE' IS THE CDC LIBRARY-FILE MANAGEMENT SYSTEM UNDER WHICH THE
MASTER PROTEIN DATA BANK FILE IS MAINTAINED. FOR A DESCRIPTION OF 'UPDATE’

USERS ARE REFERRED TO THE 'UPDATE REFERENCE MANUAL' PUBLICATION NUMBER

60342500, CONTROL DATA CORPORATION, ARDEN HILLS, MN, 1974. BRIEFLY, EACH DATA
ENTRY IS GIVEN AN IDENTIFICATION CODE WHICH ALSO SERVES AS THE UPDATE 'DECK®
NAME. EACH RECORD IN THE FILE IS IDENTIFIED WITH TWO TAGS. THE FIRST TAG IS
SIMPLY THE 'DECK' NAME (OR AN 'IDENT' NAME —-SEE BELOW) AND THE SECOND IS A
SEQUENCE NUMBER WITHIN THE 'DECK' (OR 'IDENT'). THESE TAGS ARE INCLUDED IN

CHARACTERS 73-80 OF THE RECORDS IN EAC’H DATA ENTRY AS DISTRIBUTED.

CORRECTIONS MAY BE MADE USING 'UPDATE® DIRECTIVES TO 'INSERT' NEW
RECORDS OR 'DELETE' OLD ONES. EACH CORRECTION SET BEGINS WITH A '*IDENT"
DIRECTIVE. THIS IDENTIFIES THE CORRECTION SET, E.G. AS 'IMBNA' FOR THE

(CHRONOLOGICALLY) FIRST CORRECTION TO DECK 'IMBN' FOR SPERM-WHALE MYOGLOBIN,

*IMBNB' FOR THE SECOND CORRECTION, ETC. '*DELETE' DIRECTIVES SPECIFY A RECORD
OR INCLUSIVE RUN OF RECORDS TO BE DELETED, IF DATA RECORDS OCCUR IMMEDIATELY
FOLLOWING '#DELETE', THESE ARE TO BE INSERTED IN PLACE OF THE RECORDS DELETED.

**INSERT' DIRECTIVES ARE USED TO SPECIFY A PARTICULAR RECORD AFTER WHICH

INFORMATION IS TO BE INSERTED. THE RECORDS TO BE INSERTED FOLLOW IMMEDIATELY
AFTER '*INSERT' IN THE CORRECTION SET. WITHIN EACH CORRECTION NEW RECORDS

PLACED IN THE FILE ARE GIVEN THE 'IDENT' NAME AND NUMBERED SEQUENTIALLY.

*IDENT, 1AZUC

*INSERT, 1AZUB. 13

REMARK 8

REMARK 8 CORRECTION. FIX ATOM NUMBERING FOR RESIDUE 3. FIX CONECT
REMARK 8 RECORDS ACCORDINGLY. 07-MAR-83.

*DELETE, 1AZU.75,79

ATOM 16 CA CYS 3 38.580 29.790 -2.890 1.00 0.00
ATOM 17 C Cys 3 37.520 28.810 -2.340 1.00 0.00
ATOM 18 0 CYS 3 36.440 28.390 -2.810 1.00 0.00
ATOM 139 CB CYS 3 39.100 28.730 -4.060 1.00 0.00
AT! 20 SG C 3 40.750 28.870 -4.810 1.00 0.00
*DELETE, 1AZU. 1007, 1008

CONECT 20 19 184

CONECT 194+ 20 193

*DELETE, 1AZUB. 14

MASTER 59 0 1 0 0 0 0 6 931 I 7 10
*IDENT, 1 INSE

*INSERT, 1 INSD.2

REMARK

REMARK 13 CORRECTION. CORRECT MTRIX TRANSFORMATION. REVISE REMARKS
REMARK 13 5 AND 7. CORRECT FORMUL RECORD. 07-MAR-83.
*DELETE,1INS. 108,113

REMARK 5 QUASI-TWO-FOLD AXIS THAT TRANSFORMS MOLECULE [ INTO

REMARK 5 MOLECULE Il IS GIVEN IN THE MTRIX RECORDS BELOW. APPLYING
REMARK 5 THE THREE-FOLD CRYSTALLOGRAPHIC AXIS YIELDS A HEXAMER
REMARK 5 AROUND THE AXIS. THERE ARE TWO ZINC IONS SITUATED ON THIS
REMARK 5 THREE-FOLD AXIS. COORDINATES FOR THE ZINC IONS AND SOME
REMARK 5 WATER MOLECULES ARE INCLUDED BELOW WITH A BLANK CHAIN
REMAR 5 INDICATOR.
*DELETE, 1 INS. 126,131
REMAY 7 *ZN1* COMPRISES RESIDUE HIS B 10 AND WATER HOH 4201 AND
REMARK 7 THEIR TWO CRYSTALLOGRAPHICALLY-RELATED EQUIVALENTS. SITE
REMARK 7 *ZN2* COMPRISES RESIDUE HIS D 10 AND WATER HOH 4513 AND
REMARK 7 THEIR TWO CRYSTALLOGRAPHICALLY-RELATED EQUIVALENTS. SITE
7

*ZN1* IS OCTAHEDRALLY COORDINATED AROUND ZN! AND SITE *ZN2*
REMARK 7 1S OCTAHEDRALLY COORDINATED AROUND ZN2. THE TWO SITES ARE
*DELETE, 1INS. 175

FORMUL 7 HOH  *88(H2 Ol1)

*DELETE, 1INS.213,215

MTRIX1 1 -.878620 -.476960 .023050 0.00000 1

MTRIX2 1 -.477430 .878370 -.022860 0.00000 1

MTRIX3 1 -.009350 -.031090 -.999470 0.00000 1

*DELETE, 1 INSD. H

MASTER 15 11 2 6 2 4 12 8 917 4 12 10

*IDENT, 1AATA

*INSERT, IAAT B4

REMARK

REMARK 7 CORRECTION. INSERT ARGININE AS RESIDUE 120 AND ADJUST
REMARK 7 CA COORDINATES FOR RESIDUES 1165-127. REVISE SEGRES
REMARK 7 RECORDS ACCORDINGLY. CORRECT COMMENTS ON HELIX RECORDS.
REMARK 7 INSERT TITLE AND REVISE AUTHOR LIST FOR REFERENCE 2.
REMARK 7 CORRECT SPELLING ERROR IN REMARK 4. 07-MAR-83.

*DELETE, 1AAT.17,18

REMARK 1 AUTH  YU.M.TORCHINSKY,E.G.HARUTYUNYAN,V.N.MALASHKEVICH,

REMARK 1 AUTH 2 M.KOGHKINA,V.L.MAKAROV,A.E.BRAUNSTEIN

REMARK 1 TITL  ASPARTATE TRANSAMINASE FROM CHICKEN HEART CYTOSOL.

REMARK 1 TITL 2 THREE DIMENSIONAL STRUCTURE AND REORIENTATION OF
MARK 1 TKTL 3 THE COENZYME IN THE ACTIVE SITE

*DELETE, 1AAT.51

REMARK 4 BY AVERAGING ELECTRON DENSITIES FOR THE TWO SUBUNITS.
*DELETE, 1AAT. 105

HELIX 9 H8 ASN 232 SER 245 1 HAS A BEND NEAR N-TERMINUS
*DELETE, 1AAT. 108

HEL IX 12 Hi2 GLN 314 SER 343 1 HAS A BEND IN THE MIDOLE
*DELETE, 1AAT.65,96

SEGRES 1 411 ALA ALA SER ILE PHE ALA ALA VAL PRO ARG ALA PRO PRO
SEQRES 2 411 VAL ALA VAL PHE LYS LEU THR ALA ASP PHE ARG GLU ASP

SEQGRES 31 411 LEU THR THR LYS ASN LEU ASP TYR VAL ALA LYS SER ILE

SEQRES 32 411 HIS GLU ALA VAL THR LYS ILE GLN

*DELETE, 1AAT.239,536
843 CA OGLY

115 .300 1.100 -23.000 1.00 0.00
ATOM 847 CA ALA 116 -2.300 9.300 -20.700 1.00 0.00
ATOM 852 CA GLU 117 1.100 7.800 -19.100 1.00 0.00
ATOM 861 CA PHE 118 3.000 10.100 -18.200 1.00 0.00
ATOM 872 CA LEU 119 -.600 12.400 -17.400 1.00 0.00
ATOM 880 CA ARG 120 -.300 10.400 -14.100 1.00 0.00
ATOM 8391 CA ARG 121 3.900 9.500 -14.800 1.00 0.00
ATOM 902 CA TRP 122 4.700 12.900 -14.400 1.00 0.00
ATOM 916 CA TYR 123 2.000 15.600 -12.700 1.00 0.00
ATOM 928 CA ASN 124 -1.700 16.200 -89.100 1.00 0.00
ATOM 936 CA GLY 125 4.100 14.400 -7.500 1.00 0.00
ATOM 840 CA ASN 126 6.800 11.200 -8.700 1.00 0.00
ATOM 948 CA ASN 127 3.400 8.600 -8.900 1.00 0.00
ATOM 956 CA ASN 128 -.200 11.200 -8.300 1.00 0.00
ATOM 964 CA THR 129 -3.100 8.300 -8.300 1.00 0.00
ATOM 971 CA ALA 130 -5.800 10.800 -7.500 1.00 0.00
ATOM 3206 CA LYS 410 -46.100 -.100 -28.200 1.00 0.00
ATOM 3215 CA ILE 411 -42.600 -.700 -26.500 1.00 0.00
ATOM 3223 CA GLN 412 -43.000 1.600 -24.000 1.00 0.00
TER 3232 GLN 412

*DELETE, 1AAT.537
MASTER 66 0 0 15 7 0 0 6 411 1 0 32

*IDENT, 3CATB
*INSERT,3CATA.3
MARK 8

REMARK 8 CORRECTION. FIX ATOM NUMBERING FOR RESIDUE 5. 07-MAR-83.
*DELETE,3CAT. 143,147
ATOM 34 CA ASP

5 -3.879 21.699 33.558 1.00 20.00
ATOM 35 C ASP 5 -4.494 22.048 32.138 1.00 20.00
ATOM 36 0 ASP 5 -5.646 21.701 31.841 1.00 20.00
ATOM 37 CB ASP 5 -4.013 20.200 34.018 1.00 20.00
38 CG ASP 5 -3.485 18.100 33.065 1.00 20.00
‘DELETE 3CATA.4
MASTER 87 0 1 13 El o 0 9 4029 0 43 39
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*DENT ,4CPAB
*INSERT ,4CPAA .8
REMARK 8
REMARK 8 CORRECTION. CORRECT RESIDUE NUMBERING FOR PCI (CHA IN n.
REMARK 8 CHANGE RESIDUE GLU I 2 (FORMERLY GLU I 1) TO GLX I
REMARK 8 REVISE SEQRES RECORDS. 07-MAR-83.
*DELETE ,4CPA.66,68
SEQRES 11 38 GLX GLX HIS ALA ASP PRO ILE LYS ASN LYS PRO CYS LYS
SEQRES el 38 THR HIS ASP ASP CYS SER GLY ALA TRP PHE CYS GLN ALA
SEQRES 31 38 CYS TRP ASN SER ALA ARG THR CYS GLY PRO TYR VAL
*DELETE,4CPA.2573, 2868
ATOM 2449 N X I 2 ~14.463 -16.664 -1.443 1.00 23.73
ATOM 2450 CA OGLX I 2 -13.386 -16.604 -2.426 1.00 29.49
ATOM 2451 C GLX I e -12.828 -15.227 -2.806 1.00 31.92
ATOM 2452 0 GLX I 2 -11.632 -15.318 -3.276 1.00 37.34
ATOM 2453 CB OGLX I 2 -13.815 -17.228 -3.786 1.00 23.88
ATOM 2454 CG OLX I 2 -13.280 -16.825 -5.123 1.00 25.96
ATOM 2455 CD OGLX I 2 -12.527 -17.668 -6.090 1.00 35.96
ATOM 2456 AEl GLX I 2 -11.768 -18.704 -5.944% 1.00 40.06
ATOM 2457 AE2 GLX I 2 -le.724 -17.305 -7.323 1.00 35.50
ATOM 2458 N HIS I 3 -13.533 -14.127 -2.991 1.00 29.25
ATOM 2453 CA HIS I 3 -12.977 -12.861 -3.454 1.00 25.22
ATOM 2731 CG! VAL I 38 -14.265 .381 11.058 1.00 3.00
ATOM 2732 CG2 VAL I 38 -15.015 .865 13.397 1.00 3.88
ATOM 2733 OXT VAL I 38 -12.092 .329 15.226 1.00 20.39
TER 2734 VAL I 38
ATOM 2735 N GLY G 1 -11.303 403 17.922 1.00 3.00
ATOM 2736 CA OGLY G 1 -12.735 .680 17.882 1.00 4.29
ATOM 2737 C GLY G 1 -13.053 2.177 18.164% 1.00 8.80
ATOM 2738 GLY G 1 -13.624 2.944 17.307 1.00 8.96
ATOM 2739 OXT GLY G 1 -13.281 2.47% 18.404 1.00 15.06
274 GLY G 1
*DELETE, ‘\‘CPAA 9
MASTER 2 1 8 8 36 0 9 27e8 3 0 28
*[DENT, 2INSA
*[NSERT,2INS. 155
REMARK

REMARK 9 CORRECTION. CORRECT JOURNAL NAME FOR REFERENCES 2 AND ‘.
REMARK 9 UPDATE JRNL REFERENCE TO REFLECT PUBLICATION. CORRECT
REMARK 9 MTRIX TRANSFORMATION. REVISE REMARKS 5 AND 7. 07-MAR-83.
‘DELETE.EINS. 11,1
JRNL REF

ACTA CRYSTALLOGR.,SECT.B V. 38 3028 1982

JRNL REFN  ASTM ACBCAR DK 1SSN 0567-7408 107
*DELETE,2INS.25,26
REMARK 1 REF ACTA CRYSTALLOGR.,SECT.A . 34+ 782 1978
REMARK | REFN  ASTM ACACBN DK ISSN 0567- 739‘4 108
*DELETE,2INS.36,37
REMARK 1 REF ACTA CRYSTALLOGR.,SECT .32 311 1976
REMARK | REFN ASTM ACACBN DK ISSN 0557 739'0 1

*DELETE,2INS. 115,120
REMARK 5 QUASI-TWO-FOLD AXIS THAT TRANSFORMS MOLECULE [ INTO

REMARK 5 MOLECULE I1 IS GIVEN IN THE MTRIX RECORDS BELOW. APPLYING
REMARK 5 THE THREE-FOLD CRYSTALLOGRAPHIC AXIS YIELDS A HEXAMER
REMARK 5 AROUND THE AXIS. THERE ARE TWO ZINC IONS SITUATED ON THIS
REMARK 5 THREE-FOLD AXIS. COORDINATES FOR THE ZINC IONS AND SOME
REMARK 5 WATER MOLECULES ARE INCLUDED BELOW WITH A BLANK CHAIN

REMARK 5 INDICATOR.
*DELETE, EINS 133,138
REMARK *ZN1* COMPRISES RESIDUE HIS B 10 AND WATER HOH 201 AND

REMARK 7 THEIR TWO CRYSTALLOGRAPHICALLY-RELATED EQUIVALENTS. SITE
REMARK 7 *ZN2* COMPRISES RESIDUE HIS D 10 AND WATER HOH 513 AND
REMARK 7 THEIR TWO CRYSTALLOGRAPHICALLY-RELATED EQUIVALENTS. SITE
REHARK 7 *ZN1* 1S OCTAHEDRALLY COORDINATED AROUND ZN! AND SITE *ZN2*
REMARK 7 1S OCTAHEDRALLY COORDINATED AROUND ZN2. THE TWO SITES ARE
*DELETE,2INS.219,221

MTRIX1 1 -.880000 -.480000 .020000 0.00000 1

MTRIX2 1 -.480000 .880000 -.020000 0.00000 1

MTRIX3 1 -.010000 -.030000 -1.000000 0.00000 1

*DELETE,2INS. 1202
MASTER 148 11 2 6 2 Y4 12 S 8B4 4 12 10

.

*1DENT, 1AATB

*INSERT, 1AATA. 12

REMARK 8

REMARK 8 CORRECTION. INSERT SCALE RECORDS. 19-APR-83.
*INSERT, 1AAT . 122

SCALE 1 -.012320 -.002000 -.009930 .80000

SCALER -.005240 -.000600 .006630 .69800

SCALE3 -.001150 .007950 .000180 -44800

'DELETE lAATA 3'06

MAS’ 0 0 15 7 0 0 9 411 1 0 32

*DENT,CONTCT3
*DELETE,CONTCT2. 1
C LAST REVISION. 5/83
*INSERT,CONTCT2.3

C
c CORRECTION. REPLACE BAD RECORDS. 12-MAY-83.
*DELETE,CONTCT1.492,493

DIMENSION A(S), B(S9)

*IDENT, 1MBNQ

*INSERT, IMBNP.3

REMARK 22

REMARK 22 CORRECTION. CHANGE RESIDUE 122 FROM ASN TO ASP. ADD
REMARK 22 REFERENCE. 12-MAY-8!

*INSERT, IMBNG.6

REMARK 1 REFERENCE 1

REMARK 1 AUTH  J.C.KENDREW

REMARK 1 TITL  MYOGLOBIN AND THE STRUCTURE OF PROTEINS (NOBEL
REMARK 1 TITL 2 LECTURE, DECEMBER 11, 1962)

REMARK 1 REF PRIX NOBEL 103 1963
REMA! 1 REFN ASTM PRIXAL SW ISSN 0546-8175 835
“DELETE IMBNG

REMARK 1 REFERENCE 2

*DELETE, IMBNG. 13
REMARK 1 REFERENCE 3
*DELETE, IMBN.48

SEQRES 10 153 ARG HIS PRO GLY ASP PHE GLY ALA ASP ALA GLN GLY ALA
*DELETE, IMBN. 1041, 1048

OM 870 N ASP 1 18.100 4.900 19.700 1.00 0.00
ATOM g71 CA ASP 122 17.100 5.800 20.100 1.00 0.00
ATOM g72 C  ASP 122 15.900 6.000 18.200 1.00 0.00 1
ATOM 873 0O  ASP 122 14.800 6.400 19.700 1.00 0.00 1
ATOM 874 CB ASP 122 18.000 7.100 20.300 1.00 0.00 1
ATOM 975 CG ASP 122 19.400 6.800 20.700 1.00 0.00 1
ATOM 976 0Dl ASP 122 19.600 6.600 22.100 1.00 0.00 1
ATOM 0D2 ASP 122 20.300 6.700 20.000 1.00 0.00 1
*DELETE, INBNP 5
MASTER 92 6 1 8 0 3 3 6 1260 1 46 12
*DENT, 3MBNG
*INSERT, 3ﬂBI‘F 3
REMARK

REMARK lE CORRECTION. CHANGE RESIDUE 122 FROM ASN TO ASP UPON
REMARK 12 DEPOSITOR,S INSTRUCTIONS. 12-MAY-83.
"DELETE 3MBN. 52
10 153 ARG HIS PRO GLY ASP PHE GLY ALA ASP ALA GLN GLY ALA
"DELETE 3PEN 1092 1099

= 17.454 4.599 19.755 3.81 1.71

ATOM 971 CA ASP 1e2 16.566 5.681 20.207 3.18 1.51
ATOM 972 C ASP 122 15.6189 6.313 19.184+ 2.75 1.85
ATOM 973 0 ASP 122 14.856 7.2 19.507 4.32 1.32
ATOM 974 CB ASP 122 17.410 6.836 20.792 1.04 2.50
ATOM 975 CG ASP 122 18.506 6.317 21.688 25 1.10
ATOM 976 O0D1 ASP 122 19.789 6.767 21.391 4.21 1.865
ASP 1e2 18.346 5.510 22.586 4.21 1.65

ATOM 977 002
*DELETE, 3MBNF . 4
MASTER 83 0 3 8 0 0 0 6 1327 1 45 12
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REQUEST FORM (Please include a self-addressed label)

1. Name Date

Address Telephone

2. Documentation desired (no charge).

Latest Newsletter

Introduction to The Protein Data Bank (July 1982)

Sources of Visual Aids for Macromolecular Structure (May 1982)

Atomic Coordinate Entry Format Description for DATAPRTP and

DATAPRFI (December 1981)

( ) DNon-Standard Entries (Structure Factors) format description for
NONST1TP and NONST1FI (April 1983)

( ) Non-Standard Entries (Structure Factors) format description for
NONST2TP and NONST2FI (April 1983)

( ) Data Deposition form

NN A

3. Please send the following magnetic tape items (from Table 1). Each
l-tape item costs $181 (£106 from Cambridge); each 2-tape item costs
$220 (£129). Domestic postage is included.

Item Number of Tapes Cost

Total

Special Instructions (to be completed for Brookhaven requests only).
Please check the appropriate box.

( ) We are especially interested in the pending entries with the
following Ident Codes: . Please delay
shipment until the date if any of these entries are
expected to be available by that date.

( ) Normal order-will be processed as soon as possible.

4. Tape format desired (all tapes are unlabelled)

Availability
Uus UK
( ) 9 track, 6250 cpi, EBCDIC yes yes
( ) 9 track, 1600 cpi, EBCDIC yes yes
( ) 9 track, 800 cpi, EBCDIC yes yes
( ) 9 track, 6250 cpi, ASCII yes yes
( ) 9 track, 1600 cpi, ASCII yes yes
( ) 9 track, 800 cpi, ASCII yes yes
( ) 7 track, 800 cpi, BCD yes please inquire

All tapes are distributed in blocked form with fixed record length and
block size. Brookhaven normally uses a block size close to, but less than,
5120 characters. Please indicate here any difficulties this might cause.
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5. Please send the following microfiche items (from Table 2). Each
microfiche item costs $111 (£65), postage included. Correction fiche

are free.

Item Cost

Total

6. Please send the following printed listings. Each listing costs $70,
(£41), postage included.

Ident Code (From Table 3) Cost

Total

7. Foreign air mail postage from Brookhaven to destinations outside the
U. S. and Canada or from Cambridge to destinations outside the United
Kingdom. A postage surcharge of $15 (£9) is required per magnetic tape
(not per item).

Number of tapes x $15.00 (£9) =

8. Total charges
Magnetic tape charges (3 above)
Microfiche charges (5 above)
Printed listing charges (6 above)

Foreign air mail postage charges (7 above)

Total

For Brookhaven only:

Brookhaven requires that either a check or actual purchase order be received

before data are shipped. Inclusion of check with order will expedite
processing.

Payment to the order of Brookhaven National Laboratory

by ( ) check is () enclosed
( ) purchase order number ( ) sent separately to the
Protein Data Bank

Please return to

Ms. F. C. Bernstein or Dr. S. Bellard
Chemistry Department University Chemical Laboratory
Brookhaven National Laboratory Lensfield Road

Upton, New York 11973 USA Cambridge CB2 1EW, England

Pt o



