Number. 41 PROTEIN DATA BANK , July 1987
NEWSLETTER

The Protein Data Bank is extremely pleased that the number of new structures
being deposited is increasing significantly, as can be seen in the list of
coordinate and structure factor entries in preparation (Table 9 on page 4). We
are attempting to prepare these entries for release as quickly as possible, and we
ask for your patience as we do this work.

Recently there has been no demand for data distribution on 800 cpi density
magnetic tape, so that we are considering discontinuing this option. Any user who
would be seriously inconvenienced by not being able to obtain 800 cpi tapes should
contact Brookhaven as soon as possible.

Tom Koetzle will be attending the XIV IUCr Congress in Perth, Australia,
August 12-20. Tom will present a poster on the Protein Data Bank, as part of a
demonstration of crystallographic databases coordinated by the Data Commission of
the IUCr. Tom plans to be in Perth for the entire Congress, and he will be happy
to receive comments and suggestions from Data Bank users and contributors.

Inquiries may be addressed to any of the persons listed below. The order
form on pages 7-8 of this newsletter may be used to order data from Brookhaven.
Please note that this form should be used only for Brookhaven orders; users in
Japan or Australia should contact their centers for detailed information.

Area Address of Center Name Phone
Worldwide Protein Data Bank Data Bank Inquiries 516-282-4382
except Chenmistry Department E. E. Abola 516-282-4383
Australia Brookhaven National Laboratory F. C. Bernstein 516-282-4382
and Japan Upton, New York 11973, USA S. H. Bryant 516-282-4375
(BITNET address: ABOLA@BNLDAG) T. F. Koetzle 516-282-4384
J. C. Weng 516-282-4382
Australia CSIRO Central Information Service T. Graddon 03-418-7266

P. 0. Box 89, East Melbourne
Victoria 3002, Australia

Japan Institute for Protein Research Y. Katsube (06) 877-5111
Osaka University K. Yoshida : ext. 3912
Yamadaoka, 3-2, Suita,
Osaka 565, Japan

Supported by the U. S. National Science Foundation and U. S. National Institutes
of Health.
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INFORMATION AVAILABLE ON MAGNETIC TAPE
16-JUL-87

TABLE 1. PROTEIN DATA BANK,

CODE ITEM AVAILABILITY
USA JAP AUS

DATAPRTP  ALL CURRENT COORDINATE ENTRIES (TABLE 8), COMPUTER X X X
PROGRAMS (TABLE 3, PART A), ALL CURRENT BIBLIOGRAPHIC
ENTRIES (TABLE 10 - NO COORDINATES IN BIB ENTRIES)

YEARS6TP NEW OR REVISED COORDINATE ENTRIES FOR 1986 X
PART87TP NEW OR REVISED COORDINATE ENTRIES 1987 (TO DATE) X
PDBPGMTP  COMPUTER PROGRAMS AND MISCELLANEOUS FILE X
(TABLE 3, PARTS A AND B)
NONSTITP STRUCTURE FACTOR HOLDINGS (PART 1 - TABLE 4) X X
NONST2TP  STRUCTURE FACTOR HOLDINGS (PART 2 - TABLE 5) X X
NONST3TP  STRUCTURE FACTOR HOLDINGS (PART 3 - TABLE 6) X X
NONST4TP  STRUCTURE FACTOR HOLDINGS (PART 4 - TABLE 7) X X
BENDERTP PARAMETERS FOR BENT-WIRE MODELS X
BLOKITTP MODEL BUILDER*S KIT PLEASE INQUIRE AT US CENTER
CONECTTP CONNECTIVITY SPECIFICATIONS FOR ALL ATOMS X
DGPLOTTP DIAGONAL PLOTS (LINE PRINTER) X
DIHORLTP COMPLETE TORSION ANGLES X
DSTNCETP . CONNECTIVITY SPECIFICATIONS WITH DISTANCES X
FISIPLTP PHI/PSI PLOTS (LINE PRINTER) X
PHIPSITP LISTS OF PHI/PSI/OMEGA VALUES X
*  NEW OR REPLACEMENT ENTRY SINCE APR-87 NEWSLETTER
TABLE 2. PROTEIN DATA BANK, INFORMATION AVAILABLE ON MICROF ICHE
16-0UL-87
COoDE ITEM AVAILABILITY
USA JAP Al
DATAPRFI  ALL CURRENT COORDINATE ENTRIES (TABLE 8), COMPUTER X
PROGRAMS (TABLE 3, PART A), ALL CURRENT BIBL 10GRAPHIC
ENTRIES (TABLE 10 - NO COORDINATES IN BIB ENTRIES)
YEARBEFI NEW OR REVISED COORDINATE ENTRIES FOR 1986 X
PARTB7F1 NEW OR REVISED COORDINATE ENTRIES 1887 (TO DATE) X
CORR20FI LIST OF CORRECTI NO. 20 (JAN/87 - JUL/87) X X X
NONSTIFI STRUCTURE FACTOR HOLDINGS (PART 1 - TABLE 4) X X
NONST2F1 STRUCTURE FACTOR HOLDINGS (PART 2 - TABLE S5) X X
NONST3F1 STRUCTURE FACTOR HOLDINGS (PART 3 - TABLE 6) X X
NONST4FI STRUCTURE FACTOR HOLDINGS (PART 4 - TABLE 7) X X
BENDERF1 PARAMETERS FOR BENT-WIRE MODELS X
BLDKITFI MODEL BUILDER*S KIT . PLEASE INQUIRE AT US CENTER
CONECTFI CONNECTIVITY SPECIFICATIONS FOR ALL ATOMS X
DGPLOTFI DIAGONAL PLOTS (LII{ PRINTER X
DIHORLF1 COMPLETE TORSION X
OSTNCEFI  CONNECTIVITY SPECIFICATI(NS WITH DISTANCES X
FISIPLFI PHI/PSI PLOTS (LINE PRINTER X
PHIPSIFI LISTS OF PHI/PSI/OMEGA VALLES X
*  NEW OR REPLACEMENT ENTRY SINCE APR-B87 NEWSLETTER
TABLE 3. PROTEIN DATA BANK, COMPUTER PROGRAMS AND MISCELLANEOUS FILES
16-JUL-87
NAME PURPOSE AUTHOR(S) REV DATE/
SUPPORTED
PART A - AVAILABLE ON DATAPRTP, DATAPRFI, PDBPGMTP
BENDER PARAMETERS FOR BENT-WIRE MODELS G.WILLIAMS 4/82 YES

BLOKIT MODEL BUILDER*S KIT E.ABOLA 2/84 YES

BRUKTP MAKE VAX/VMS FILES FROM PDB TAPE H.BOSSHARD 8/85 NO
CONECT GENERATE FULL CONNECTIVITY F.BERNSTEIN 8/82 YES
CONTCT  INTERMOLECULAR CONTACTS L . ANDREWS 5/83 NO
DGPLOT DIAGONAL PLOTS ON PRINTER E.SWANSON, F .BERNSTE IN 1/83 YES
DIHORL COMPLETE TORSION ANGLI E.ABOLA 3/80 YES
DRCTRY DIRECTORY OF PDB DISTRIBUTION TAPE E.ABOLA 7/86 YES
DSTNCE  CALC DISTANCES FROM CONECT RECORDS F.BERNSTEIN 8/82 YES
FISIPL PHI/PSI PLOTS ON PRINTER F .BERNSTEIN 5/79 YES
LSM COLOR-CODED ALPHA-CARBON MODELS R.MATELA,R.FLETTERICK 3/82 NO
NAMOD  BALL-AND-STICK MODEL DISPLAY Y.BEPPU 11/78 NO
PHIPSI MAIN-CHAIN TORSION ANGLES ANDREWS ,WILL1AMS,BERNSTEIN 2/79 YES
REFMTE REFORMAT DATA FOR SUPERTAB,SUPERB L. RELLICK J. DUANE 12/83 NO
STEREO EXTRACT X,Y,Z FROM STEREQ DIAGRAMS M.ROSSMANN 6/79

NO
TAPDIR PRINT DIRECTORY OF TAPE CONTENTS H. ERNSTEIN F.BERNSTEIN 11/79 YES
THEOD  MEASURE COORDINATES WITH THEODOLITE L.LEBIODA NO
TORSRU COMPLETE TORSION ANGLES G.REEKE 0/79 NO
TOTALS VALIDATION OF MASTER RECORD L . ANDREWS ,F .BERNSTE IN 3/82 YES

PART B - AVAILABLE 'ON PDBPGMTP

SECONDARY STRUCT. CALC., PREDICTION A.FINKELSTEIN,O.PTITSYN
CRYSTAL DATA BASE - PROTEIN CRYSTALLIZATION G.GILLILAND

*  NEW OR REPLACEMENT ENTRY SINCE APR-87 NEWSLETTER

SUPPORTED PROGRAMS ARE THOSE FOR WHICH STAFF OF THE PROTEIN DATA BANK WILL
PROVIDE CORRECTIONS FOR DEMONSTRATED ERRORS.

10/85 NO
12/84 NO

TABLE 4. PROTEIN DATA BANK, STRUCTURE FACTOR HOLDINGS (PART 1, SEE
ALSO TABLES 5.6,
16-JUL-87

IDENT DATE/
CODE MOLECULE DEPOSITOR CODE
RIACTSF  ACTINIDIN E.BAKER 7/77 SF
Ci ALPHA-CHYMOTRYPSIN (TOSYL) D.BLOW 4/73 SF
RCARPO4  CALCIUM-BINDING PARVALBUMIN R.KRETSINGER 2/T4 SF
RCARPOS ~ CALCIUM-BINDING PARVALBUMIN R.KRETSINGER 2/T4 SF
ReBSCSF  CYTOCHROME BS F .S.MATHEWS 12/77 SF
R3CYTSF  CYTOCHROME C (ALBACORE, OXIDIZED) T.TAKANO,R.DICKERSON  7/80 SF
R4CYTSF  CYTOCHROME C (ALBACORE, REDUCED) T.TAKANO,R.DICKERSON  7/80 SF
RCYCS501 CYTOCHROME CS50 R.TIMKOVICH 4/76 SF
RIZNASF  DNA(Z(PRIME),CGCG,HIGH-SALT,SYNTHETIC) H.DREW,R.DICKERSON 1/81 SF
RIBNASF  DNA(B, CGCBMTTCGCG SYNTI-'ETIC 290 K) H.DREW, R DICKERSON 1/81 SF
RGPDO4 GLYCERALEEHY[[ 3-P-E£HYU?OGENASE(LOBSTR)M ROSSM/ 8/75 SF
R2GPDSF  APO-GL YCERAL DEHYDE - 3-P-DEHYDROGENA M. SM 9 SF
R2MHBSF  HEMOGLOBIN (HORSE, AQUO MET AND CO) LAMR HEIDI‘ER PERUTZ 6/80 SF
RIFDHSF  HEMOGLOBIN (HMAN. FETAL, DEOXY) 0 SF
RHUMDEHO2 HEMOGLOBIN (HUMAN,DEOXY) M F‘ERUTZ G.FERMI 75 SF
LAMPRY!  HEMOGLOBIN (LAMPREY) I-ENJ?ICKSON LOVE ,KARLE 5/73 SF
RLDHO6 LACTATE DEHYDROGENASE M.ROSSMANN 8/75 SF
RLDHO7 LACTATE DEHYDROGENASE/NAD/PYRUVATE M. ROSSM, m 8/75 SF
RSLI LACTATE DEHYDROGENASE/S-LAC/NAD (PIG)  U.GRAU,M.ROSSMANN 1/81 SF
RILZHSF  LYSOZYME (HEN EGG-WHITE, MONOCLINIC) C.BLAKE,D.RICE 6/81 SF
R2LZHSF  LYSOZYME (HEN EGG-WHITE, ORTHORHOMBIC) C.BLAKE,D.RICE 6/81 SF
RMETMYSF1 MYOGLOBIN (SPERM WHALE, MET) T.TAKANO 6/75 SF
RDEMYSF1 MYOGLOBIN (SPERM WHALE, DEOXY) T.TAKANO 6 SF
R4TNASF  TRANSFER RNA (YEAST, PIE) A.JACK,J.LADNER,A.KLUG 6/80 SF
CODES
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TABLE 5. PROTEIN DATA BANK, STRUCTURE FACTOR HOLDINGS (PART 2, SEE
ALSO TABLES 4,6,7)
16-JUL-87

IDENT DATE/

CODE MOLECULE DEPOSITOR [of
RICCRSF CYTOCHROME C (RICE) H.OCHI ,N. TANAKA 3/83 SF
R351CSF CYTOCHROME C551 (OXIDIZED) T.TAKANO,R.DICKERSON  9/81 SF
R4S1CSF CYTOCHROME C551 (REDUCED) T.TAKANO,R.DICKERSON  9/81 SF
RIANASF DNA (A,D-10D0-CCGG)SPACE GROUP P '43 21 2 B.CONNER,R.DICKERSON  6/82 SF
RIANAP2  DNA(A,D-10D0-CCGG)SPACE GROUP P B.CONNER,R.DICKERSON  6/82 SF
R2BNASF DNA (B,CGCGAATTCGCG,SYNTHETIC, ]S K) H.DREW,R.DICKERSON 11/81 SF
R3BNASF W(B.S-E?-CGCGMTTCGCG.EO MG <) KOPKA, FRATINI DICKERSON2/82 SF
R4BNASF DNA (B, 9-BR-CI TTCGCG, 7 DEG C) KOPKA ,FRATINI ,DICKERSON2/82 SF
RSBNASF DNA (B,CGCGAATTCGCG, SYNTI-ETIC)/CISPLATIN WING, PJJ?A DREN DCKRSN 8/83 SF
RIGAASF GLUTAMINASE ASPARAGINASE(ACII{TOBACTER) H.AMMON 12/82 SF
R1GASSF GLUTAMINASE -ASPARAG INASE (PSEUDOMONAS 7A)H. AMMON 12/82 SF
RIHMGSF  HEMERYTHRIN(MET) STENKAMP ,SIEKER, JENSEN 2/83 SF
RIHMZSF HEMERYTHRIN(AZIDO,MET) STENKAMP,SIEKER,JENSEN 2/83 SF
R2INSSF INSUL IN(BOVINE ,2-ZINC)DES-PHE Bl C. REYNQ.DS G. DODSO 5/82 SF
RILHISF LEGHEMOGLOBIN(ACETATE MET) VAINSHTE IN,HARUTYUNYAN 4/82 SF
R2LHISF  LEGHEMOGLOBIN(ACETATE MET) VAINSHTEIN,HARUTYUNYAN 4/82 SF
RILH2SF LEGHEMOGLOBIN(AQUO MET) VAINSHTEIN.HARUTYLNYAN 4/82 SF
H2SF LEGHEMOGLOBIN(AQUO MET) VAINSHTE IN,HARUTYUNYAN 4/82 SF

RILH3SF LEGHEMOGLOBIN(CYANO MET) VAINSHTE IN,HARUTYUNYAN 4/82

LEGHEMOGLOBIN(CYANO MET) VAINSHTE IN,HARUTYUNYAN 4/82

RILH4SF LEGHEMOGLOBIN (DEOXY) VAINSHTE IN,HARUTYUNYAN 4/82

RELH4SF LEGHEMOGLOBIN(DEOXY) VAINSHTE IN,HARUTYUNYAN 4/82

RILHSSF | LEGHEMOGLOBIN(FLUORO MET)

ReL LEGHEMOGLOBIN(FLUORO MET)
LEGHEMOGLOBIN(NICOTINATE MET)

RaLl LEGHEMOGLOBIN(NICOTINATE MET)
RILH7SFR  LEGHEMOGLOBIN(FERRO) /NI TROSOBENZENE
R2L LEGHEMOGLOBIN(FERRO) /NI TROSOBENZENE
RILYMSF  LYSOZYME (HEN EGG-WHITE ,MONOCL INIC)

RIMLTSF  MELITTIN
RIOVOSF  OVOMUCOID FRAGMENT (JAPANESE QUAIL)
2SF  PROPHOSPHOL IPASE A2 (BOVINE)
RIPYPSF INORGANIC PYROPHOSPHATASE
RIRN3SF  RIBONUCLEASE A
R3TLNSF  THERMOLYSIN(NATIVE)
TNSF TRYPSIN(ORTHORHOMBIC,2.4M (NH4)2504)
RITPOSF  TRYPSIN(ORTHORHOMBIC)
R3PTNSF  TRYPSIN(TRIGONAL ,2.4M (NH4)2504)
R3PTBSF  TRYPSIN(BENZAMIDINE INHIBITED)
RITPPSF  TRYPSIN/P-AMIDINO-PHENYL-PYRUVATE
R4PTISF  TRYPSIN INHIBITOR(BOVINE,PANCREAS)
.R2PTCSF  TRYPSIN/TRYPSIN INHIBITOR COMPLEX
RITPASF - TRYPSIN(ANHYDRO) /TRYPSIN INHIBITOR
R2TGASF  TRYPSINOGEN(2.4M MGSO4)
RITGCSF  TRYPSINOGEN(.5 CH30H, .5 HOH)
RITGTSF  TRYPSINOGEN(173 K, .7 CH30H, .3 HOH)
R2TGTSF  TRYPSINOGEN(103 K, .7 CH30H, .3 HOH)
R2TGPSF  TRYPSINOGEN/TRYPSIN INHIBITOR
R3TPISF  TRYPSINOGEN/TRYPSIN INHIBITOR/ ILE-VAL
R2TPISF  TRYPSINOGEN/PTI/ILE-VAL (MERCURATED)
RITGSSF  TRYPSINOGEN/PSTI
CODES

SF STRUCTURE FACTORS

VAINSHTE IN,HARUTYUNYAN 4/82
VAINSHTE IN,HARUTYUNYAN 4/82
VAINSHTE IN,HARUTYUNYAN 4/82
VAINSHTE IN,HARUTYUNYAN 4/82
VAINSHTE IN,HARUTYUNYAN 2/83
VAINSHTEIN HARUTYUNYAN 4/82
HOGLE ,RAO, SUNDARAL INGAM7/82
TERNILLIGER EISENBERG B/Bl
E .PAPAMOKOS,R.HUBER /82
DIJUKSTRA, HZL DRENTH S/Bl
E.HARUTYUNYAN ET AL. 2/83
BORKAKOTI ,MOSS,PALMER  6/82
B.MATTHEWS,M.HOLMES 2/82

J.WALTER,R.HUBER 10/81
BODE ,WALTER, HUBER 9/82
J.WALTER,R.HUBER 10/81
BODE , SCHWAGER ,WALTER ~ 9/82
WALTER, BODE , HUBER 9/82

R.HUBER,J.DEISENHOFER 9/82
R.HUBER,J.DEISENHOFER 9/82

»BODE ,DEISENHOFER 9/82
WALTER,R.HUBER 10/81
WALTER,R.HUBER 10/81
WALTER,R.HUBER 10/81

dLITDCCCC

TABLE 6. PROTEIN DATA BANK, STRUCTURE FACTOR HOLDINGS (PART 3, SEE
. ALSO TABLES 4,5,7)

IDENT

CODE MOLECULE

RICATSF  CATALASE (BEEF LIVER)
R4CHASF  ALPHA-CHYMOTRYPSIN(BOVINE)
R2GCHSF  GAMMA-CHYMOTRYPSIN

RacaC! CYTOCHROME C2(OXIDIZED)
R3C2CSF  CYTOCHROME C2(REDUCED)

R2ANASF  DNA(A,GGGGCCCC,SYNTHETIC)

REBNASF  DNA{B,CGCGAATTCGCG,SYNTHETIC) /NETROPSIN
R7BNA DNA (B,CGCGAATTCGCG,ANISO TEMP FACTORS)
RIFXISF  FLAVODOXIN(D.VULGARIS,UNREF INED)
RIGPISF  GLUTATHIONE PEROXIDASE (BOVINE)
2HHBSF  HEMOGLOBIN (HUMAN, DEOXY)
RIHHOSF OBIN(HUMAN, OXY)
RIMCPSF  IGA. FAB(KAPPA)MCPCE03

IGA" FAB(KAPPA)MCPCE03/PHOSPHOCHOL INE
RIPFCSF  IGG PFC FRAGMENT

RILZTSF  LYSOZYME (HEN EGG-WHITE,TRICLINIC)

MYOGLOBIN(SPERM WHALE ,OXY)

OVOMUCOID THIRD DOMAIN(SILVER PHEASANT)

RIPPDSF  PAPAIN D

R3RP2SF  PROTEINASE [I(RAT MAST CELL)

RSPTISFX PTI(X-RAY)

RSPTISFN  PTI (NEUTRON)

RSRSASFX  RIBONUCLEASE A(X-RAY)

RSRSASFN  RIBONUCLEASE A (NEUTRON)
RUBREDOXIN(C.PASTEURIANUM)

R2VSBSF  VIRUS COAT PROTEIN(SBMV, T=1
R4SBVSF  VIRUS COAT PROTE IN(SOUTFHERN EAN MOSAIC
CODES

SF STRUCTURE FACTORS

A 00099 99994949449949499999499999

16-JUL-87

DATE/
DEPOSITOR CODE
ROSSMAIN II/BI SF
H. TSUKAD; /84 SF
COHEN, DAVIES SILVERTON 7/8‘1 SF
B-IATIA FINZEL KRAUT 11/83 SF
BHATIA.FINZEL.KRAUT 11/83 SF
MCCALL ,BROWN,KENNARD ~ 8/85 SF
M.KOPKA ,R.DICKERSON 8/84 SF
HCLE’!OO( DICKERSON,KIM 1/85 SF
NATEN’AUGH SIEKR, JENSN10/8% SF
0.EPP,R. LADENSTE IN 6/85 SF
G. FERMI M.PERUTZ 3/84 SF
B SHAANAN 3/84 SF
G.COHEN ET Al 7/84 SF
PADLAN, CC»-EN DAVIES 10/84 SF
S.BRYANT ET AL. 4/85 SF
+BRWN,SIEKR, JENSN 4/85 SF
S.PHILLIPS 3/84 SF
W.BODE,0.EPP 6/85 SF
J. JANSONIUS 10/84 SF
S.REMINGTON,B.MATTHEWS 9/84 SF
A.WLODAKER R HUBER 10/84 SF
A.WLODAKWER,R.HUBER ID/B"I SF
A. M_ODAIrER 85 SF
A.WLOD. /85 SF
NATEI\PALBH SIEKR, \.ENSNID/B'-D SF
JANN 4/85 SF
)M ROSSMANN 4/85 SF

TABLE 7. PROTEIN DATA BANK, STRUCTURE FACTOR HOLDINGS (PART 4, SEE
ALSO TABLES 4,5,6)

16-JUL-87

1DENT DATE/
CODE MOLECULE DEPOSITOR c
R2APRSF  *RHIZOPUSPEPSIN(ACID PROTE INASE) K.SUGUNA,D.DAVIES /87 SF
R3WGASF  AGGLUTININ(WHEAT GERM, ISOLECTIN 2) C WRIGHT g/g SF
R2AZASF  AZURIN(ALCAL IGENES DENITRIFI CANS) E.BAKER,G.NORRIS 10/86 SF
R3ICBSF  CALCIUM-BINDING PROTEIN(INTESTINAL) D. SZEKNYI K.MOFFAT 9/86 SF
R2CCYSF  CYTOCHROME C(PRIME) B FINZEL ET AL. 8/85 SF
R2CYPSF  CYTOCHROME C PEROXIDASE (YEAST) F INZEL ,POULOS , KRAUT 8/85 SF
RBBNASF  DNA(CGCGAATTCGCG, SYNTHETC) /HOECHST 33258P. PJURA,R. DICKERS(N 8/86 SF
RIDN4SF  DNA(-| E?-CG‘E?-CG-W-CG SYNTHTC, 18 DEG C)D.MORAS E 12/86 SF
RIDNSSF  DNA (-BR-CG-BR-CG-BR-CG,SYNTHTC, 37 DEG C)D MORAS ET AL 12/86 SF
RIRSMSF  LYS 7-DNP-LYS 41 RIBO\UCLEASE A FINZEL ET AL. 8/85 SF
RICTFSF  L7/L12 50S RIBOSOMAL PROTEIN(C- TERMINAL)M LEIJONMARCK,A.LILJAS 9/86 SF

VS RHINOVIRUS 14 (HUMAN) ROSSMANN, ARM)LD VRIEND 5/86 SF

*  NEW OR REPLACEMENT ENTRY SINCE APR-87 NEWSLETTER

SF STRUCTURE FACTORS
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TABLE 8. PROTEIN DATA BANK, ATOMIC COORDINATE HOLDINGS
16-JuL-87
DATE/
MOLECULE DEPOSITOR(S) STATUS
ACID PROTEINASE (ENDOTHIA PARASITICA) T.BLUNDE 6/86 R
ACID PROTEINASE(F‘ENICILLILNJANTHH‘ELLLMIA SIELECKI M. JAMES 1/83
*ACID PROTEINASE (RHIZOPUS CHINENSIS) K.SUGUNA,D.DAVIES 3/87 R
ACTINIDIN E.BAKER 11779
ACTINOXANTHIN V.PLETNEV,A.KUZIN 12/82
AENYLATE KINASE (PORCINE MUSCLE) G.SCHULZ 3/77
AGAROSE S.ARNOTT 5/78
AGGLUTININ(WHEAT GERM, ISCLECTIN 2) C.PRIGHT 3/86 R
ALCOHOL DEHYDROGENASE (APO C.-1.BRANDEN 8/79
ALCOHOL EEHYWOGENASE(APO)/AW-RIBOSE H.EKLUND, T.A.JONES 1/84
ALCOHOL DEHYDROGENASE (HOLO) /NADH/DMSO  H.EKLUND 1784
ALCOHOL DEHYDRGNSE ( ISONICOTINIMIDVLATEDIB PLAPP H.EKLUND 1/84
ALPHA-LYTIC PROTEASE UJINAGA M.JAMES /85 R
TAKA-AMYLASE KUSLNOKI MATSU.RA KAKUDO 10/82
ALPHA 1-ANTITRYPSIN(MODIF IED, TETRAGONAL )R.HUBER ET 10/84
ALPHA 1-ANTITRYPSIN(MODIF IED,HEXAGONAL ) R HUBER ET AL 10/84
L-ARABINOSE-BINDING PROTEIN F.QUIOCHO,G.GILLILAND 5/80
CYTOSOL IC ASPARTATE AMINOTRANSFERASE HARUTYUNYAN,MALASHKEVICH 4/82 A
ASPARTATE CARBAMOYL TRANSFERASE W.LIPSCOMB 3/82
ASPARTATE CARBAMOYL TRANSFERASE W.LIPSCOMB 4/84
ASPARTATE CARBAMOYL TRANSFERASE/CTP W.LIPSCOMB ’-0/9‘4
AZURIN(ALCAL IGENES DENITRIF ICANS) E.BAKER,G. 1S
AZURIN (PSEUDOMONAS AERUG INOSA) E.A[MAN L.SIEKER,L.JENSEN S/BO
BACTERIOCHLOROPHYLL A-PROTEIN B.M WS 'S A
PHA-BUNGAROTOXIN R.LOVE.R.STR(I.O F_’/BG R
CALCIUM-BINDING PARVALBUMIN SET BA .KRETSINGER 8/74
CALCIUM-BINDING PARVALBUMIN SET 6H R.KRETSINGER 8/74
CALCIUM-BINDING PARVALBUMIN SET 61 R.KRETSINGER 8/74
CALCIUM-BINDING PROTEINCINTESTINAL) D.SZEBENYI ,K.MOFFAT 9/86 R
CALMODUL IN(CHICKEN) Y.BABU,C.BUGG,W.COOK 1/87 A
CAPSULAR POLYSACCHARIDE(E. COLI M41) S.ARNOTT 5/78
CARBONIC ANHYDRASE B(HUMAN) K.KANNAN 10/83
CARBONIC ANHYDRASE C(HUMAN) K.KANNAN 5/76
CARBOXYPEPTIDASE A/GLYCYLTYROSINE D.REES,W.L IPSCOMB 3/82
CARBOXYPEPTIDASE A/POTATO INHIBITOR D.REES,W.LIPSCOMB 3/82
CARBOXYPEPTIDASE A/WATER(BOVINE) D.REES,W.LIPSCOMB 5/82
CARBOXYPEPT IDASE B(BOVINE) M.SCHMID, J.HERRIOTT 6/76 A
D-ALANYL -CARBOXYPEPT I DASE - TRANSPEPT IDASEJ. KELLY.J.KNOX.P.MOENS 10/85 A
CARRAGEENAN S.Al 5/78
CATALASE (BEEF LlVER) I.FITA,M.ROSSMANN 11/84
CATALASE (BEEF LIVER 1.FITA,M.ROSSMANN 11/84
CATALASE(PEN]CILLILM VITALE) B.VAINSHTEIN ET AL. 2/83 B
ITIN-4-SULFATE S. T 5/78
CHONDROITIN-4-SULFATE (CA SALT) S.ARNOTT 5/78
ALPHA-CHYMOTRYPSIN(TOSYL ) D.BLOW 1775
ALPHA-CHYMOTRYPSIN (BOVINE) H.TSUKADA,D.BLOW 11/84
ALPHA-CHYMOTRYPSIN (BOVINE ) R.BLEVINS,A. TUL INSKY 1/85 R
ALPHA-CHYMOTRYPSIN (BOVINE) /PEBA A. TU.INSKY R.BLEVINS 2/87
GAMMA-CHYMOTRYPSIN COHEN, DAVIES SILVERTON 5/80
CHYMOTRYPSINOGEN J KRAUT J.BIRKTOFT 3/75
CHYMOTRYPSINOGEN A (BOVINE) D.WANG,W.BODE ,R.HUBER 1/87

CITRATE SYNTHASE (PIG) REMINGT(N NIEGANJ HUBER 1/84
CITRATE SYNTHASE (P1G,COA,CITRATE CMPLX) REMINGTON,WIEGAND,HUBER 1/84
CITRATE SYNTHASE(CHICKEN COA,CITRATE) REMINGTON, WIEGAND,HUBER 1/84
CITRATE SYNTHASE (PIG, OXALOACETATE CMPLX)REMINGTON, WIEGAND , HUBER 1/8'-0
ALPHA COBRATOXIN W.SAENGER,M. WALK INSHAW

3/8i
CONCANAVAL IN A G.REEKE ,J.BECKER, G.EDELMAN '-0/75
/77

CONCANAVALIN A K HARDMAN

CQ\CANAVALIN A(DEMETALL 1ZED) M. SHOHAM l2/9|
CRAMBIN N HENDRICKSON,M. TEETER 5/81
GAMMA-11 CRYSTALLIN(CALF) BLUNDELL 8/85
CYTOCHROME BS(OXIDIZED) F S.MATHEWS 12/77
CYTOCHROME BS62(E.COLI,O0XIDIZED) BETHGE ,CZERWINSKI ,MATHEWS 8/79
CYTOCHROME C(ALBACWE.OXIDIZED) T.TAKANO,R.DICKERSON 7/80
CYTOCHROME C (ALBACORE ,REDUCED) T.TAKANO,R.DICKERSON 7/80
CYTOCHROME C(BONITO,HEART) M.KAKUDO 8/76
CYTOCHROME C(RICE) H.OCHI,N. TANAKA 3/83
CYTOCHROME C(PRIME) B.FINZEL ET AL. 8/85
CYTOCHROME C PEROXIDASE (YEAST) B.FINZEL,T.POULOS,J.KRAUT 8/85

CYTOCHROME C2(OXIDIZED)
CYTOCHROME C2(REDUCED)
c3

G.BHATIA,B.FINZEL ,J.KRAUT 11/83
G.BHATIA,B.FINZEL,J.KRAUT 11/83
R.HASER,M.FREY,F.PAYAN 6/85

CYTOCHROME C3(DESULFOVIBRIO VULGARIS) N.YASUOKA ,M.KAKUDO 11/83
CYTOCHROME CS(OXIDIZED AZOTOBACTER VNLD)C.D.STOUT,D.CARTER 8/84
CYTOCHROME C! R.TIMKOVICH 8/76

CYTOCHROME CSSI(OXIDIZED)

CYTOCHROME C551 (REDUCED)

*CYTOCHROME P450CAM(PSEUDOMONAS PUTIDA)
DIHYDROFOLATE REDUCTASE (L.CASEI)

HATS}.RA TAKANO,DICKERSON  7/81

MATSUURA, TAKANO,DICKERSON = 7./81
T.POULOS,B.FINZEL ,A.HOWARD 4/87
J.BOLIN,D. MATTI-ENS J.KRAUT 6/82

DIHYDROFOLATE REDUCTASE (E. COLI) J.BOLIN,D. MATTI-ENS J.KRAUT 6/82
DNA(A,5(PRIME)-D-10D0-CCGG-3(PRIME) ) B.CONNER KERSON 6/82
DNA (A,GGGGCCCC,SYNTHETIC) M.MCCALL , .BR ,O.KENNARD 8/85
DNA (B,CGCGAATTCGCG,SYNTHETIC,290 K) H.DREW,R.DICKERSON 1/81

DNA (B,CGCGAATTCGCG,SYNTHETIC, 16 K) H.DREW,R.DICKERSON 11/81
DNA (B, 9-BR-CGCGAATTCGCG, SYNTH 20 DEG C) KOPKA,FRATINI,DICKERSON 2/32
DNA (B, 9-BR-CGCGAATTCGCG,SYNTH, 7 DEG C) KOPKA,FRATINI,DICKERSON 2/82
DNA (B,CGCGAATTCGCG, SYNTHETIC) /CISPLATIN WING, PJJRA DREN DICKERSON 8/83
DNA (B, 9- BR—CGCGAATTCGCG SYNTH) /NETROPSINM.KOPKA ,R. DICKERSON

DNA (B,CGCGAATTCGCG,ANISO TEMP FACTORS) HOLBROU( DICKERSON,KIM 1/85
[NA(CGCGAATTCGCG SYNTHTC) /HOECHST 33258 PJURA, GRZESKONIAK DICKERSN 8/86

DNA(Z(PRIME) , CGCG HIGH-SALT,SYNTHETIC) H.DREN R.DICKERSOI

DNA (-BR-CG-BR-CG- BR-CG, SYNTHTC 18 DEG C)D.MORAS ET AL 12/86
W(—B?—CG—BR—CG-B?—CG.SYNTHTC,37 DEG C)D.MORAS ET AL 12/86
GENE-5 DNA BINDING PROTEIN G.BRAYER, A.MCPHERSON 1/86
ELASTASE (PORCINE , TOSYL H.WATSON 5/76
ELASTASE-TFAP COYPLEXl L.SIEKER,D.HUGHES 3/86
*ELONGATION FACTOR TU(TRYPSIN MUJIF]ED) F . JURNAK 5/87
ERABUTOXIN B(SEA SNAKE) B.LOW 9/85
ERYTHROCRUORIN (REDUCED , DEOXY) W.STEIGEMANN,E . WEBER 3/79
ERYTHROCRUOR N (CARBONMONOXY ) W.STEIGEMANN, E .WEBER 3/79
ERYTHROCRUORIN(AQUO,MET) W.STEIGEMANN,E .WEBER 3/79
ERYTHROCRUORIN (CYANO,MET) W.STEIGEMANN, E . WEBER 3/79

FERREDOXIN(AZOTOBACTER VINELANDII)

FERREDOX IN(PEPTOCOCCUS AEROGENES) E.ADMAN,L.SIEKER,L.JENSEN 8/76
FERREDOXIN(SPIRULINA PLATENSIS) TSUKIHARA, KATSLBE KAKUDO 12/81
FLAVODOXIN(CLOSTRIDIUM MP,0XIDIZED) M.LUDWIG 12/77
FLAVODOXIN(CLOSTRIDIUM MP,SEMIQUINONE) M.LUDWIG 12/77
FLAVODOXIN(D. VULGARIS ,UNREF INED) WATENPAUGH, SlEKER JENSEN  10/84
GALACTOSE-BINDING PROTEIN S. MOABRAY.G PETSH 8/83
*CATABOLITE GENE ACTIVATOR PROTEIN/CAMP [.WEBER,T. STEITZ 4/87
CATABOL ITE GENE ACTIVATOR PTN/DNA(MODEL) I .WEBER,T.STEITZ 3/86
GLUCAGON T.BLUNDELL 10/77
GLUCOSE -6-PHOSPHATE  1SOMERASE H.MUIRHEAD 777
GLUTATHIONE PEROXIDASE (BOVINE) 0.EPP,R.LADENSTEIN 6/85
GLUTATHIONE REDUCTASE (HUMAN) G.SCHULZ 11/81
GL YCERAL DEHYDE -3-P~DEHYDROGENASE (LOBSTR)M.ROSSMANN 7/75
APO-GL YCERAL DEHYDE ~3-P-DEHYDROGENASE M.ROSSMANN 12/79
GL YCERALDEHYDE -3-P-DEHYDROGENASE (HUMAN) H. NATSON +J.CAMPBELL 6/83
HAEMAGGLUT ININ ( INFLUENZA VIRUS) D.WIL 6/86
HEMERYTHRIN B W. HENDRICKSON 6/76
HEMERYTHRIN(MET) STENKAMP ,SIEKER , JENSEN 2/83

HEMERYTHRIN(AZIDO,MET)
HEMERYTHRIN(AZ1DO,MET,S1PHONOSOMA )

STENKAMP ,SIEKER, JENSEN 2/83
SMITH,HENDRICKSQ\I,AEOISON 5/83

HEMOGLOBIN(DEER,SICKLE CELL) E.AMMA,R.GIRL ING 10/78
HEMOGLOBIN (HORSE ,AQUO MET) R‘LAD'\ER HZIDNER PERUTZ /77
HEMOGLOBIN (HORSE , DEOXY) M.PERUTZ,G.FERM 11/73
HEMOGL OB IN (HUMAN, DEOXY ) G.FERMI M. PEF\‘UTZ 3/84
HEMOGLOBIN (HUMAN,DEOXY ,SYMMETRY AVRGD) G.FERMI .M‘PERUTZ 3/84
HEMOGLOBIN (HUMAN, DEOXY , U\RESTRAH\EDI G.FERM[.M.PERUTZ 3/84
HEMOGLOBIN (HUMAN, CARBONMONOXY J.BALDWIN 8/79
HEMOGLOBIN (HUMAN, CARBONMONOXY NRG REFND)J.BALDWIN 8/79
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HEMOGLOBIN(HUMAN, OXY) B.SHAANAN 6/83
HEMOGLOBIN (HUMAN,FETAL ,DEOXY) J.FRIER 8/76
HEMOGLOBIN S(HUMAN,SICKLE CELL) © E.PADLAN,W.LOVE 6/82
HEMOGLOBIN V(CYANO,MET, SEA LAI‘PREY) HONZATKO, HENDR ICKSON, LOVE 8/85 R
HEXOKINASE (YEAST) FORM B STEITZ,ANDERSON, STENKAMP 3/78
HEXOKINASE A - GLUCOSE CCWPLEX(YEAST) W.BENNETT ﬁ..T.STEITZ 12/80
HIGH POTENTIAL IRON PROTEIN J.KRAUT “/75
HYALURONIC ACID(NA SALT, 3-FOLD HELIX) S.ARNOTT 11/77
HYALURONIC ACID(NA SALT, 4-FOLD HELIX) S.ARNOTT 5/78
HYALURONIC ACID(NA SALT, 2-FOLD HELIX) S. ARWTT 5/78
HYALURONIC ACID(CA SALT, 3-FOLD HELIX) S.ARNO 5/78
IGA FAB(KAPPA)J539 T. E-MT D DAVIES ET AL. 6/86
IGA FAB(KAPPA)MCPC603 SATOW,COHEN,PADLAN,DAVIES 7/84
IGA FAB(KAPPA)MCPCE03/PHOSPHOCHOL INE E PADLAN,G. COI-EN D.DAVIES 10/84
IMMUNOGLOBUL IN FAB (LAMBDA) KOL MARQJART.R.HIER 5/83
IMMUNOGLOBUL IN FAB(PRIME) NEW R.POLJAK 9/81
IMMUNOGLOBUL IN B-J INTACT  MCG SCHIFFER,EDMUNDSON ET AL. 5/78 A
IMMUNOGLOBUL IN B-J FRAGMENT (V-DIMER)REI 0.EPP,R. H.BER 3/76
IMMUNOGLOBUL IN B-J FRAGMENT (V-MNMER)RHE FUREY, NAMS YOO SAX 6/83
IMMUNOGLOBUL IN FC (HUMAN) J.DEISEI 5/81
IMMUNOGLOBUL IN FC-FRAGMENT B COMPLEX J [EISEWER 5/81
1GG PFC FRAGMENT . 10/81
IMMUNOGLOBUL IN Gl(LAI‘EDA) KoL 5/83
INSUL IN(PORCINE ,2-ZINC 7/80
INSUL IN(BOVINE, E-ZIND) IS-P’{ Bl 5/82
KALLIKREIN A(PORCINE) 5/84
KALLIKREIN A(PORCINE)/PTI(BOVINE) 5/84
KDPG ALDOLASE 8/78 A
KERATAN SULFATE . 5/78
+BETA-LACTAMASE 0.HERZBERG, J.MOULT 4/87 A
LACTATE DEHYDROGENASE (DOGF ISH) W.EVENTOFF ,M.ROSSMANN 477
LACTATE DEHYDROGENASE /NAD/PYRUVATE (DOGF )M.ROSSMANN 11/74%
LACTATE DEHYDROGENASE/S-LAC/NAD (PIG) U.GRAU,M.ROSSMANN 10/80
LACTATE DEHYDROGENASE (MOUSE TESTES) W.MUSICI +M.ROSSMANN 9/78
LEGHEMOGLOBIN(ACETATE MET) VAthHTEIN HARUTYUNYAN 4/82
LEGHEMOGLOBIN(ACETATE MET) VAINSHTE IN,HARUTYUNYAN 4/82
LEGHEMOGLOBIN(AQUO MET) VAINSHTEIN.HARUTYLNYAN 4/82
LEGHEMOGLOBIN(AQUO MET) VAINSHTEIN,HARUTYUNYAN 4/82
LEGHEMOGLOBIN(CYANO MET) VAINSHTE IN,HARUTYUNYAN 4“/82
LEGHEMOGLOBIN(CYANO MET) VAINSHTE IN,HARUTYUNYAN 4/82
LEGHEMOGLOBIN(DEOXY) VAINSHTE IN,HARUTYUNYAN 4/82
LEGHEMOGL.OBIN(DEOXY) VAINSHTEIN, HARUTYUNYAN 4/82
LEGHEMOGLOBIN(FLUORO MET) VAINSHTE IN,HARUTYUNYAN 4/82
LEGHEMOGLOBIN(FLUORO MET) VAINSHTE IN,HARUTYUNYAN 4/82
LEGI-EmCGIN(N]COTINATE MET) VAINSHTE IN,HARUTYUNYAN 4/82
OBIN(NICOTINATE MET) VAINSHTE IN,HARUTYUNYAN 4/82
LEGQ-E)’OGL(B IN(FERRO) /NI TROSOBENZENE VAINSHTEIN,HARUTYUNYAN 4/82
LEGHEMOGLOBIN (FERRO) /NI TROSOBENZENE VAINSHTE IN,HARUTYUNYAN 4/82
LYSOZYME (BACTERIOPHAGE T4) L .WEAVER,B.MATTHEWS 8/86 R
LYSOZYME (HEN EGG—WHITE,SET W) R.DIAMOND,D.PHILLIPS 2/75
LYSOZYME (HEN EGG-WHITE,SET RSSD) R.DIAMOND,D.PHILLIPS 2/75
LYSOZYME (HEN EGG-WHITE,SET RSBA) R.DIAMOND,D.PHILLIPS 2/75
LYSOZYME (HEN EGG-WHITE,SET RSSA) R.DIAMOND,D.PHILLIPS 2/75
LYSOZYME (HEN EGG-WHITE,SET RSXEA) R.DIAMOND,D.PHILLIPS 2/75
LYSOZYME (HEN EGG-WHITE,SET R.DIAMOND,D.PHILLIPS 2/75
LYSOZYME (HEN EGG-WHITE, TRICLINIC) A.YONATH
LYSOZYME (HEN EGG-WHITE, TRICLINIC) +BROWN, SIEKER, JENSN "0/85
LYSOZYME (HEN EGG-WHITE, INACTIVATED) S.0ATLEY
LYSOZYME (HEN,NAM-NAG-NAM SUBSTRATE ONLY)J.KELLY,M.JAMES 12/79
LYSOZYME (HEN EGG-WHITE ,MONOCL INIC) ARTYMIU( BLAKE,RICE,WILSON 6/81 A
LYSOZYME (HEN EGG-WHITE,ORTHORHOMBIC) ARTYMIU(.BLAKE.RICE.NILSCN 6/81 A
LYSOZYPE(I-EN EOG—M-IITE MONOCL INIC) HOGLE , RAO, SUNDARAL INGAM 7/82
LYSOZYME (HUMAN P ARTYMIU( C.BLAKE 10/84
LYSOZYPE(TU-'\‘KEY EGG-WHITE) T.R. SARMA 9/81 A
L7/L12 S0S RIBOSOMAL PROTEIN(C- TERMINAL)M LEIMRCK A.LILJAS 9/86
MALATE DEHYDROGENASE J.BIRKTOFT,L. BANASZAK 3/83
MELITTIN TERN]LLIGER.EISENBERG 8/81
CD,ZN METALLOTHIONEINCISOFORM 11) C.D.STOUT 10/85 R
MYOGLOBIN(SEAL ,MET) H.SCOULOUDI 3/79
MYOGLOBIN(SPERM WHALE ,MET) H.WATSON 4/73
MYOGLOBIN (SPERM H-lALE.I‘ET) T.TAKANO 8/76
MYOGLOBIN(SPERM WHALE ,DEOXY) T.TAKANO 9/76
MYOGLOBIN(SPERM WHALE ,DEOXY) S.PHILLIPS B/BI
MYOGLOBIN(SPERM WHALE ,OXY) S.PHILLIPS 8/8
MYOGLOBIN(SPERM WHALE,CO,NEUTRON) HANSON,NORVELL , SCHOENBORN 11/82
MYOHEMERYTHRIN W.HENDRICKSON 76 A
NEUROTOXIN B(LATICAUDA SEMIFASCIATA) D.TSERNIX}LOU G.PETSKO 3/80
SCORPION NEUROTOXIN(VARIANT 3) C.BUGG ET Al l12/82
- OVOMUCOID THIRD DOMAIN(JAPANESE QUAIL) EAPAPAMOKOS.R.HLER 1/82
OVOMUCOID THIRD DOMAIN(SILVER PHEASANT) W.BODE,O.EPP 6/85
AVIAN PANCREATIC POLYPEPTIDE T.BLUNDELL 1/81
PAPAIN(ACE-ALA-ALA-PHE-ALA, CYS-25) J.DRENTH 11/76
PAPAIN(CYS DERIV OF CYS-25) J.DRENTH 11/76
PAPAIN (OXIDIZED CYS 25) 1.KAMPHUIS, J.DRENTH 3/86 R
PAPAIN(TOS-LYS, CYS-25) J.DRENTH 11/76
PAPAIN(BZOXY-GLY-PHE-GLY, CYS-25) J.DRENTH 11/76
PAPAIN(BZOXY-PHE-ALA, CYS-25) J.DRENTH 11/76
PAPAIN D J.JANSONIUS 10/84
PEPSIN(PORCINE) N.ANDREEVA ET ‘AL 7/78 A
PHOSPHOGL YCERATE KINASE (YEAST) H. WA 7/82
PHOSPHOGL YCERATE K INASE (HORSE ) P.EVANS.C.E_AKE 8/76 B
PHOSPHOGL YCERATE MUTASE H.WA I\*/BE
PHOSPHOL IPASE A2 (BOVINE) B.DIJKSTRA J.DRENT!
PROPHOSPHOL IPASE A2 (BOVINE) B.DIUKSTRA,W.HOL ,J. DRENTH 5/8]
PHOSPHOL IPASE A2(BOVINE) TRANSAMINATED B.DIJUKSTRA,J.DRENTH
PHOSPHOL IPASE A2 (PORCINE) B.DIUKSTRA ET AL. 6/83
PHOSPHOL IPASE AZ(CA—FREE RATTLESNAKE) S.BRUNIE,P.SIGLER 3/86
PLASTOCYANIN (POPLAR, CU2+ J.GUSS,H.FREEMAN . 8/80
PLASTOCYANIN (POPLAR, APO) GARRETT,GUSS, FREEMAN 11/
PLASTOCYANIN(HG2+ -SUBSTITUTED) CHURCH, GUSS ,POTTER, FREEMAN12/85
PLASTOCYANIN(CROSS-L INKED,CU+1,PH 7.8) J.M.GUSS U
PLASTOCYANIN(CU+1 ,PH 7.0) J.M.GUSS 9/86
PLASTOCYANIN(CU+1,PH 3.8) J.M.GUSS 9/86
PREALBUMIN (HUMAN, PLASMA ) S.0ATLEY,C.BLAKE 9/77
PROTE INASE A (STREPTOMYCES GRISEUS) M.JAMES,A.SIELECKI 1/83
PROTE INASE A (STREP.GRISEUS)/CHYMOSTATIN L.DELBAERE,G.BRAYER 4/86
PROTE INASE B(STREP.GRISEUS) /OMTKY3 A.SIELECKI ET AL. 1/83
PROTEINASE I1(RAT MAST CELL) S.REMINGTON, B.MATTHEWS 9/84
INORGANIC PYROPHOSPHATASE E.HARUTYUNYAN ET AL. 2/83
PYRUVATE KINASE (CAT) H.MUIRHEAD 1/80 A
RHODANESE W.HOL 12/77
RIBONUCLEASE A (X-RAY+NEUTRON) A.WLODAKER 4/85
RIBONULCEASE A/LRlDIhE VANADATE COMPLEX A.WLODAWER 2/86
RIBONUCLEASE A BORKAKOTI, i’OSS PALMER 10/81
LYS 7-BN’-LYS 41 RIBONUCLEASE A B.FINZEL ET AL. 8/
RIBONUCLEASE H. NYCKOFF F .RICHARDS 4/73
RUBREDOXIN(C. PASTEUR[AN.M UNCONSTR REF ) NATEWAUGH SIEKER,JENSEN 10/84
RUBREDOXIN(C.PASTEURIANUM,NRG+XTAL REF) K. WATENPAUGH 10/84
RUBREDOXIN(DESULFOVIBRIO VULGARIS) E.ADMAN,L.SIEKER,L.JENSEN 9/80
STAPHYLOCOCCAL NUCLEASE M.LEGG,F.A.COTTON,E.HAZEN 5/82
SUBTILISIN INHIBITOR(STREPTOMYCES) Y.MITSUI ET AL. 4/80
SUBTILISIN BPN(PRIME) J.KRAUT 8/72
SUBTILISIN NOVO J.DRENTH 9/76
SUBTILISIN BPN(PRIME)/SSI COMPLEX Y.MITSUI ET A 4/84 A
SUPEROX IDE DISMUTASE J.RICHARDSON, D RICHARDSON  3/80
THERMOLYSIN(NATIVE) B.MATTHEWS ,M.HOLMES a/82
THERMOL YSIN(L-LEU-NHOH) B.MATTHEWS ,M.HOLMES 2/82
THERMOL YS IN (HONH-BZMALONYL -, A—G-NTROANLD)B MATTHEWS ,M.HOLMES 2/82
THERMOL YSIN (CH2CO (N-OH) LEUOCH3) B.MATTHEWS,M.HOLMES 1/83
THIOREDOXIN(E. COLI, OXIDIZED) B.-0.SODERBERG 5/76 A
TRANSFER RNA(YEAST,ASP) WESTHOF ,DUMAS ,MORAS 6/85
TRANSFER RNA(YEAST,PHE,PB,PH 7.4) DENAN.BROLN,HINGERTY.KLUG 12/86
TRANSFER RNA(YEAST,PHE,PB,PH 5.0) J.DEWAN,R.BROWN,A.KLUG 8/86
TRANSFER RNA(YEAST,PHE) A.JACK,J.LADNER,A.KLUG 4/78
TRANSFER RNA (YEAST ,PHE) S.-H.KIM ET AL. 11/78
TRANSFER RNA (YEAST,PHE) M.SUNDARAL INGAM ET AL. 5/86 R
TRIOSE PHOSPHATE 1SOMERASE 1.WILSON,D.PHILLIPS 9/76
*TROPONIN-C (CHICKEN) M. SUNDARAL INGAM 4/87 A
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2TNC  TROPONIN-C (TURKEY) 0.HERZBERG ,M. JAMES /85 A
2PTN  TRYPSIN(ORTHORHOMBIC,2.4M (NH4)2504) J.WALTER,R.HUBER, W.BODE 10/81
1TPO  TRYPSIN(ORTHORHOMBIC) BODE , J. WAL TER, R. HUBER 9/82
3PTN  TRYPSIN(TRIGONAL ,2.4M (NH4)2504) J.WALTER, R. HUBE 10/81
3PTB  TRYPSIN(BENZAMIDINE INHIBITED) W.BODE ,P.SCHWAGER, J.WALTER 9/82
LTPP  TRYPSIN/P-AMIDINO-PHENYL-PYRUVATE J.WALTER,W.BODE, R /82
3PTP  TRYPSIN(DIP INHIBITED) .CHAMBERS, R.STROUD 12/77
4YPTI  TRYPSIN INHIBITOR(BOVINE ,PANCREAS) R.HUBER, J.DE I SENHOFER 9/82
SPTI  TRYPSIN INHIBITOR(BOVINE,XRAY+NEUTRON) A.WLODAWER,R. R 10/84
2PTC  TRYPSIN/TRYPSIN INHIBITOR COMPLEX R.HUBER, J.DE ISENHOFER 9/82
ITPA  TRYPSIN(ANHYDRO) /TRYPSIN INHIBITOR HUBER, BOI DE ISENHOFER 9/82
1TGN  TRYPSINOGEN A, KOSSIAKOFF R.STROUD 9/79
2TGA  TRYPSINOGEN(2.4M MGSO4) J‘NALTER.R.HLBER‘N.BODE 10/81
ITGC  TRYPSINOGEN(.5 CH30H,.5 HOH) J.WALTER,R.HUBER,W.BODE 10/81
ITGT  TRYPSINOGEN(173 K, .7 CH30H, .3 HOH) J.WALTER,R.HUBER,W.BODE 10/81
2TGT  TRYPSINOGEN(103 K, .7 CH30H, 3 HOH) J R,R.HUBER,W.BODE  10/81
1TGB  TRYPSINOGEN(WITH CA, FROM o FEHLHAMMER , HUBE 3/79
2TGD TRYPSIMXSEN(DIP-IPHIBITED BOVII\E) M. JONES,R. STROUD 3/86
2TGP  TRYPSINOGEN/TRYPSIN INHIBITOR R.HUBER ET AL. 9/82
3TPI  TRYPSINOGEN/TRYPSIN INHIBITOR/ILE-VAL  R.HUBER AL. 9/82
2TP1  TRYPSINOGEN/PTI/ILE-VAL (MERCURATED) J.WALTER,R.HUBER,W.BODE  10/81
4TP1  TRYPSINOGEN/ARG-15-PT1/VAL-VAL W.BODE, J. TER 6/85
1TGS  TRYPSINOGEN/PSTI R.HUBER ET AL. g/82
ITS1  TYROSYL TRANSFER RNA SYNTHETASE BHAT,BLOW,BRICK,NYBORG 7/82 A
1UBQ  UBIQUITIN(HUMAN) VIJAY-KUMAR, K 1/87
2RHV  RHINOVIRUS 14 (HUMAN) ROSSMAI*N.AMD.VRIEND 4/86 R
25TV VIRUS(SATELLITE TOBACCO NECROSIS) A.JONES,L.L 6/84
4SBV  VIRUS COAT PROTEIN(SOUTHERN BEAN ?’DSAIC)M ROSSMANN 4/85 R
2TBV  VIRUS(TOMATO BUSHY STUNT) S.HARRISON 6/84
MODEL STRUCTURES
2ZNA  DNA(Z-1,GGCGCG,SYNTHETIC,MODEL ) A.RICH a/81
3ZNA  DNA(Z- ll CGCGCG SYNTI-ET]C MODEL ) A.RICH 2/81
1DNN WA(ATCGSCTAAG ,MODEL J.SUSSMAN, E. TRIFONOV 11/82
1IGE  IMMUNOGLOBUL IN E (FC FRAGPENT)I{IEL E.PADLAN,D.DAVIES 1/85
IGF1 INSULIN-LIKE GROWTH FACTOR I (MODEL)  BLUNDELL ,BEDARKAR,HUMBEL 12/82
IGF2  INSULIN-LIKE GROWTH FACTOR I (MODEL)  BLUNDELL,BEDARKAR.HUMBEL 12782
IMLP MUREIN LIPOPROTEIN (MODEL) A.MCLACHLAN 8/78
IRLX  RELAXIN(MODEL ,CONFORMATION A,UNREF INED) A.EVANS,A.NORTH 3/78
2RLX  RELAXIN(MODEL ,CONFORMATION B,UNREFINED) A.EVANS,A.NORTH 3/78
3RLX  RELAXIN(MODEL ,CONFORMATION A,REFINED)  A.EVANS,A.NORTH 3/78
YRLX  RELAXIN(MODEL ,CONFORMATION B,REFINED)  A.EVANS,A.NORTH 3/78
1TNC  TROPONIN (CA—BH\Dlm CCIPGENT MODEL) R. KRETSIMEER C.D.BARRY 6/80 A
*  NEW OR REPLACEMENT ENTRY SINCE APR-87 NEWSLETTER
STATUS CODES
B_AM( STANDARD ENTRY AVAILABLE FOR DISTRIBUTION
ALPHA CARBON ATOMS ONL
B BACKBONE ONLY
R RECENT (1985-1987) REPLACEMENT FOR AN OUT-OF-DATE PARAMETER SET
TABLE 9. COORDINATE AND STRUCTURE FACTOR ENTRIES IN PREPARATION
16-JUL-87
1DENT DATE/
CODE MOLECULE DEPOSITOR(S) STATUS
3APR *ACID PROTEINASE/PEPTIDE INHIBITOR COMPLXK. SUGUNA,D.DAVIES 6/87 P
TJATC *ASPARTATE CARBAMOYL TRANSFERASE (CTP) R. I-WZATKO W.LIPSCOMB 5/87 RP
38CL 'BACTERIWH.CRU»’HYLL A PROTEIN TRON?‘.D.SCI-MID.MATT"ENS 6/87 P
1CRO *CRO REPRESSOR PROTI B.MATTHEWS ET Al 6/87 AP
1DNE *DNA (GGATGGGAG SYNTI-ETIC) MCCALL ,BROWN, HJNTER KENNRD 5/87 P
1DN7 'W(P&Y(W)'PCLY(DC) sSYNTHETIC) M.MCCALL 5/87 P
1DNB *DNA (CGTACGTACG , SYNTHETIC) M SLWARALINGAH 5/87 P
SONA *DNA (A,GCCCGGGC , SYNTHETIC) U.HE INEMANN /87 P
1GD1 *HOLO-GPD(BACILLUS STEAROTI-EWHILUS) SKARZYNSKI MOODY,WONACOTT 6/87 P
2LYM *LYSOZYME (HEN EGG-WHITE, 1 C.KUNDROT, F.RICHA CHARDS 87 P
3LYM *LYSOZYME (HEN EGG-WHITE, 1000 ATM) C.KUNDROT ,F .RICHARDS /87 P
2R MYOHEMERYTHRIN S.SHERIFF ,W. I'ENJRICKSON 4/87 RP
1XY1 *DEAMINO-OXYTOCIN(WET FORM) T.BLUNDELL ET /87 P
1XY2 *DEAMINO-OXYTOCIN(DRY FORM) T.BLUNDELL ET AL 5/87 P
IRNT *RIBONUCLEASE T1 W.SAENGER ET /87 P
1TLP 'TP{WYSIN/WAHIW INHBTR CMPLX TRONRUD, W)NZImO MATTHEWS 6/87 P
ITMN *THERMOLYSIN/CLT INHIBITOR COMPLEX A WZII*DO.B.MA HEWS 6/87 P
2TMN *THERMOLYSIN/PLN INHIBITOR COMPLEX TR(I‘RLD.WZINGO.MATTFENS 6/87 P
3TMN *THERMOLYSIN/VW INHIBITOR COMPLEX H.HOLDEN,B.MAT 6/87 P
4TMN *THERMOLYSIN/ZFPLA INHIBITOR COMPLEX B.MATTHEWS ET AL. 6/87 P
STMN *THERMOLYSIN/ZGPLL INHIBITOR COMPLEX B.MATTHEWS ET AL. 6/87 P
6TMN *THERMOLYSIN/ZGPOLL INHIBITOR COMPLEX T ,HOLDEN,MATTHEWS 6/87 P
7TMN *THERMOLYSIN SUBSTRATE (TRANSITION,MODEL) B.MATTHEWS ET AL /87 P
1TON *TONIN(RAT) M.FUJINAGA M. JAVES 6/87 P
1TMA *ALPHA TROPOMYOS G.PHILLIPS UR 4/87 AN
6PTI 'TRYPSIN lM-HBle(F(RM 111,BOVINE) A.WLODAKER 5/87 P
IMEV MENGO M.ROSSMANN 2/87 N
1T™MV ‘VlRUSleACCO MOSAIC) G.STUBBS 6/87 P
R3APRSF  *ACID PROTEINASE/PEPTIDE INHIBITOR COMPLXK.SUGUNA,D.DAVIES 6/87 SF
R2MHRSF  MYOHEMERYTHRIN SHERIFF I-ENJRICKS(N 4/87 SF
RIRNTSF  *RIBONUCLEASE T W.SAENGER ET AL 7/87 SF
REPTISF  *TRYPSIN II\HIBITG'\‘(FW I11,B0OVINE) A.WLODAWER 5/87 SF
RIMEVSF  MENGO VIRUS M.ROSSMANN 2/87 SF
*  NEW OR REPLACEMENT ENTRY SINCE APR-87 NEWSLETTER
STATUS CODES
ALPHA CARBON ATOMS ONLY
BACKBONE ONL'

Y
NEW ENTRY AWAITING APPROVAL BY DEPOSITOR
IN PREPARATION
REPLACEMENT FOR ENTRY IN TABLE 8
STRUCTURE FACTORS

Br0zm>
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TABLE 10. PROTEIN DATA BANK, BIBLIOGRAPHIC ENTRIES (NO COORDINATES)
16-0uL-87

ACID PROTEINASE (ENDOTHIA PARASITICA)

AGGLUTININ (WHEAT GERM, ISOLECTIN 1)

ALPHA-AMYLASE INHIBITOR HOE-467A (STREPTOMYCES TENDAE 4158)

APOFERRITIN (HORSE)

MITOCHONDRIAL ASPARTATE AMINOTRANSFERASE

BARNASE (BACILLUS AMYLOL IQUEF A(

CALCIUM-BINDING PARVALBUMIN - TERBILM COMPLEX

CALOTROPIN DI (CALOTROPIS GIGANTEA)

CARBOXYPEPTIDASE A(ALPHA)/GLYCYL-L-TYROSINE (-9 DEGREES C)

D-ALANYL-D-ALANINE PEPTIDASE (ZNe+ G PEPTIDASE)
-CHYmYRYPS IN/3-BENZYL -6-CHLORO-2-PYRONE

CHYMOTRYPSIN - INACTIVATOR COMPLEX

mANAVALlN A (DEMETALLIZED)

CRO REPRESSOR

CYTOCHROME CSS5 (CHLOROBIUM THIOSULFATOPHILUM)

CYTOCHROME P4S0CAM (SUBSTRATE-FREE)

DEOXYRIBONUCLEASE 1 (DNASE 1)

DES-ARG77-C3A ANAPHYLATOXIN

DIHYDROFOLATE REDUCTASE (CHICKEN LIVER)

R67 DIHYDROFOLATE REDUCTASE (ESCHERICHIA COLI)

DNA (CGCAAATTCGCG,SYNTHETIC)

DNA (CGCGAATTAGCG,SYNTHETIC)

DNA (GCGTACGC, SYNTHETIC) COMPLEX WITH TRIOSTIN

DNA (GGATGGGAG, SYNTHETIC)

DNA (GG+UA+UACC)

DNA (A,GGGGCTCC, SYNTFETIC)

DNA_POL YMERASE

ELASTASE CQ'PLEX NITH TWO MOLECULES OF ACE-ALA-PRO-ALA
ELASTASE COMPLEX (PIG

ELONGATION FACTOR TU (TRYPSIN MODIF IED)

ELONGATION FACTOR TU COMPLEX (ESCHERICHIA COLI)
EXOTOXIN A (PSEUDOMONAS AERUGINOSA)

FAB(IGG D1.3) COMPLEX WITH LYSOZYME

FERREDOXIN I (APHANOTHECE SACRUM)
FLAVODOXIN(OXIDIZED,ANACYSTIS NIDULANS)

FLAVODOXIN (REDUCED, CLOSTRIDIUM MP)
D-GALACTOSE-BINDING PROTEIN(ESCHERICHIA COLI)

GLUTAMINE SYNTHETASE (SALMONELLA TYPHIMURIUM)
D-GLYCERALDEHYDE 3-PHOSPHATE DEHYDROGENASE (BACILLUS STEAROTHERMOPHILUS)
D-GL YCERALDEHYDE 3-PHOSPHATE DEHYDROGENASE (BACILLUS STEAROTHERMOPHILUS)
GLYCOLATE OXIDASE (SPINACH)

HEMOCYANIN(PANUL IRUS INTERRUPTUS)

HEMOGLOBIN (COBALT,DEOXY)

HEMOGLOBIN (GLYCERA DIBRANCHIATA)

HEMOGLOBIN (T STATE, HUMAN)

P~HYDROXYBENZOATE HYDROXYLASE (PSEUDOMONAS FLUORESCENS)
IMMUNOGLOBUL IN, BENCE-JONES FRAGMENT (KAPPA) AU
IMMUNOGLOBUL IN, BENCE-JONES FRAGMENT (V-MONOMER,KAPPA) ROY
IMMUNOGLOBUL IN G1 (KAPPA) DOB

INSULIN (HUMAN)

INSULIN (PORCINE)

INSULIN (PORCINE)

DESPENTAPEPTIDE INSUL IN(BEEF)

N-TERMINAL DOMAIN OF LAMBDA REPRESSOR

LYSOZYME (EMBDEN GOOSE )

LYSOZYME (HEN EGG-WHITE, NEUTRON STUDY)

LYSOZYME (HEN EGG-PH[TE.EEUTERATED ETHANOL)

LYSOZYME (HEN EGG-WHITE ,HIGH-TEMPERATURE )

LYSOZYME (STREPTOMYCES ERYTHRAEUS)

LYSOZYME (TORTOISE EGG—H-IITE)

BETA2-MICROGLOBUL

MITOCHONDRIAL MALATE DEHYDROGENASE (PORCINE)

MYOGLOBIN (APLYSIA LIMACINA)

MYOGLOBIN (SPERM WHALE, MET, TEMPERATURE STLDIES)
MYOGLOBIN (SPERM WHALE, MET, NEUTRON STUDY

MYOGLOBIN (SPERM WHALE, CARBC»MMXY 260 K)
PEPSINOGEN (PORCINE)

PHOSPHOFRUCTOKINASE (BACILLUS STEAROTHERMOPHILUS)
PHOSPHOGLUCOMUTASE  (RABBIT)

PHOSPHORYLASE A (RABBIT)

PHOSPHORYLASE B (RABBIT)

PHOTOSYNTHETIC REACTION CENTER (RHODOPSEUDOMONAS VIRIDIS)
C-PHYCOCYANIN (AGMENELLUM QUADRUPLICATUM)

PROTHROMBIN FRAGMENT 1 (BOVINE)

RIBONUCLEASE A (BOVI)E)

RIBONUCLEASE A (BOVINE) COMPLEX WITH DNA(AAAA)

RIBONUCLEASE (BOVINE SEMINAL)

RIBONUCLEASE BI ¢tBINASE)

RIBONUCLEASE ST (STREPTOMYCES ERYTHREUS)

RIBONUCLEASE T1-2(PRIME)-GUANYLIC ACID (ASPERGILLUS ORYZAE)
SUBTILISIN CARLSBERG - EGLIN-C COMPLEX(BACILLUS SUBTILIS AND LEECH)
SUBTILISIN CARLSBERG - EGLIN-C COMPLEX(BACILLUS SUBTILIS AND LEECH)
SUBTILISIN NOVO - CHYMOTRYPSINOGEN INHIBITOR 2 COMPLEX
SULFATE-BINDING PROTEIN

FE-SUPEROXIDE DISMUTASE (ESCHERICHIA COLI)

FE-SUPEROXIDE DISMUTASE (PSEUDOMONAS OVALIS)

MN-SUPEROXIDE DISMUTASE (THERMUS THERMOPHILUS)

THAUMATIN

THERMOLYSIN (BACILLUS THERMOPROTEOLYTICUS) COMPLEX WITH PHOSPHORAMIDON
THERMOLYSIN (BACILLUS THERMOPROTEOLYTICUS) COMPLEX WITH P-LEU-NH2
THIOREDOXIN REDUCTASE (BACTERIOPHAGE T4)

INITIATOR TRANSFER RNA (E. COLI, F/MET)

TRANSFER RNA (YEAST, ASP, A FORM)

TRANSFER RNA (YEAST, PHE)

METHIONYL TRANSFER RNA SYNTHETASE

TerETHYLAerE DEHYDROGENA!

TRIOSE PHOSPHATE ISO"ERASE (SACCHAROMYCES CEREVISIAE)

TRP REPRESSOR (ESCHERICHIA COLI)

BETA TRYPSIN (NEUTRON) / MONOISOPROPYLPHOSPHORYL INHIBITED
UTEROGLOBIN (RABBIT)

ADENOVIRUS TYPE 2 HEXON (AD2)

VIRUS (POLIO, HUMAN

VIRUS PROTEIN DISK (TOBACCO MOSAIC)

NEW OR REPLACEMENT ENTRY SINCE APR-87 NEWSLETTER
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TABLE 11. SUBSTANTIVE CORRECTIONS TO COORDINATE ENTRIES AND PROGRAMS
16-JUL-87

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 MANJAL PUBLICATION NUMBER
60342500, CONTROL DATA CORPORATION, ARDEN HILL! 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 1S
SIP‘PLY THE 'DECK' NAME (OR AN 'IDENT' NAFE -SEE BELOW) ANJ THE SECOND IS A

NCE NUMBER WITHIN THE °"DECK' (OR ‘IDENT' THESE TAGS ARE INCLUDED IN
CHARACTERS 73-80 OF THE RECORDS IN EACH 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

mlCALLY) FIRST CORRECTION TO DECK *IMBN' FOR SPERM-WHALE MYOGLOBIN,

'nae HE SECOND CORRECTION, ETC. '*DELETE' DIRECTIVES SPECIFY A RECORD
OR XMZLUSIVE Rl.N OF RECORDS TO BE DELETED. IF DATA RECORDS OCCUR IMMEDIATELY
FOLLOWING '*DELETE', THESE ARE TO BE INSERTED IN PLACE OF THE RECORDS [ELETED
*+INSERT" DIRECTIVES ARE USED TO SPECIFY A PARTICULAR RECORD AFTER WHICI
INFORMATION IS TO BE INSERTED. THE RECORDS TO BE INSERTED FOLLOW lmEDIATELY
AFTER *#INSERT' IN THE CORRECTION SET. WITHIN EACH CORRECTION NEW RECORD!

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

*IDENT ,2AZAA
*INSERT,2AZA. 104
REMARK 13

REMARK 13 CORRECTION. MOVE ATOM RECORDS FOR THE B CONFORMATION TO BE
13 IN THE CORRECT PLACES. THIS REQUIRES RENUMBERING MOST OF
REMARK 13 THE ATOMS [N THIS ENTRY. THE CONECT RECORDS NOT
REMAR( CHANGED BECAUSE THEY WERE BASED ON ATOMS APPEARING IN THE
13 CORRECT ORDER WITH THE CORRECT NUMBERING. 06-MAR-87.
‘INSERT EAZA 6
REVDAT

06-MAR-87 2AZAA 3 ATOM  HETATM TER
*DELETE, EAZA 417,467
ATOM 215 CG BGLN A 28 -13.197 29.668 1.787 .e0 18.82 2
ATOM 216 CD AGLN A 28 -14.346 30.203  3.457 .80 33.3+ 2
ATOM 217 CDBGLN A 28 -11.764 30.002 2.124 .20 27.48
HETATM 2264 O HOH B 274 24.432 11.998 28.821 1.00 81.76
HETATM 2265 O HOH B 275 9.137 -7.600 27.21% 1.00 82.30
*DELETE, EAZA 2590
MASTER 1 5 4 18 26 Y 8 2263 2 112 20
*IDENT, 1HKGF

*INSERT, IHKGE .3
REMARK

1
REMARK 11 CORRECTION. CORRECT ATOM ORDERING FOR ALL UNK RESIDUES.
REMARK 11 STANDARDIZE SOURCE RECORD. 16-APR-87.
*INSERT, 1HKG.6
VDAT 7 16-APR-87 IHKGF 3 SOURCE ATOM
*DELETE, 1HKG.5
SOURCE YEAST (SACCHAROMYCES $CEREVISIAE)
*DELETE, 1HKG. 112,117
17 N UK

ATOM ) 49.409 -6.273 19.161 1.00 0.00 1
ATOM 18 CA UK 5 49.233 -5.330 20.255 1.00 0.00 1
ATOM 13 C UK 5 48.099 -4.517 1 1.00 0.00 1
ATOM 20 0 UK 5 47.425 -4.219 20.898 1.00 0.00 1
ATOM 21 CB LN( ) 50.344 -4.350 20.407 1.00 0.00 1
ATOM 5 49.845 -3.031 21.133 1.00 0.00 1
'IELETE lH(G 126 132

7 46.175 -5.438 17.268 1.00 0.00 2

7 45.262 -6.418 16 00 0.00 2

ATU‘I 32 CA LN(

ATOM 3286 CB UNK 456 -7.530 14.949 18.554

1.00 0.00 1
ATOM 3287 CG UNK 456 -7.317 16.254 19.329 1.00 0.00 1
*DELETE, 1HKG.3383,3388
ATOM 3288 N UNK 457 -11.11% 15.291 17.507 1.00 0.00 1
ATOM 3289 CA UNK 457 -12.492 16.052 17.755 1.00 0.00 1
ATOM 3290 C UNK 457 -12.279 17.466 18.338 1.00 0.00 1
ATOM 3291 0 UK 457 -11.655 17.549 19.502 1.00 0.00 1
ATOM 3292 CB UNK 457 -13.299 15.134 18.812 1.00 0.00 1
ATOM 3293 CG UNK 457 -14.865 15.418 18.042 1.00 0.00 1
*DELETE, IHKGE.5
MASTER 62 6 0 0 0 0 o 6 3298 1 0 36

*IDENT, 1CCRD
*INSERT, ICCRC.5
8

REMARK 8 CORRECTION. INTERCHANGE OCCUPANCY AND TEMPERATURE FACTOR
REMARK 8 FIELDS ON ALL ATOM AND HETATM RECORDS. 16-APR-87
*INSERT, 1CCR.6
REVDAT 5 16-APR-87 ICCRD 3 ATOM  HETATM
*DELETE, ICCR.84,941
ATOM 1 C

ACE 0 -4.251 25.565 42.602 1.00 14.18
ATOM 2 0 ACE 0 -3.667 24.896 41.732 1.00 13.96
ATOM 3 CH3 ACE 0 -4.013 27.036 42.775 1.00 14.31
ATOM 4 N ALA 1 -5.115 24.987 43.439 1.00 13.99
ATOM 857 SER 111 -8.472 30.406 18.910 1.00 19.81
ATOM 858 OXT SER 111 -6.211 29.484 15.471 1.00 20.32
*DELETE, 1CCR. 943, 1037
HETATM 860 FE 1 2.886 16.923 24.535 1.00 6.49
HETATM 861 CHA HEM 1 L478  14.744 23.614 1.00 5.28
HETATM 862 CHB HEM 1 .587 19.307 25.293 1.00 5.33
HETATM 953 O  HOH 48 -6.073 31.642 34.628 1.00 17.69
HETATM 954 O  HOH 49 -2.479 22.421 40.929 1.00 19.36
*DELETE, ICCRC.6
MASTER 49 Y 3 5 0 8 0 6 953 1 56 ]

THE FOLLOWING DATA SETS HAVE BEEN REPLACED

oLD NEW
ENTRY ENTRY
O0BSLTE 16-JUL-87 1CPP 2cpPpP

OBSLTE 16-JUL-87 1APR 2APR

Number 41
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BROOKHAVEN ORDER FORM (Please include a self—addressed label)
1. Name Date

Address Telephone

2. Documentation desired (mo charge).

Introduction to The Protein Data Bank (June 1986)
Latest Newsletter
Atomic Coordinate and Bibliographic Entry Format Description for
DATAPRTP and DATAPRFI (January 1985)
( ) Current DATAPRTP Directory
( ) Sources of Visual Aids for Macromolecular Structure
(September 1986)
( ) Non-Standard Entries (Structure Factors) Format Description
( ) Data Deposition form

(
(
(

N’ N

3. Please send the following magnetic tape items (from Table 1).

6250 cpi 1600 cpi 800 cpi
DATAPRTP (coordinate tape) '

VAX/VMS BACKUP ' () $244 () $285

VAX/VMS COPY () $244 () $285

TK50 VAX/VMS BACKUP () $265

TK50 VAX/VMS COPY () $265

Unlabelled ASCII () $244 () $285 () $326

Unlabelled EBCDIC () $244 () $285 () $326
PDBPGMTP

VAX/VMS COPY , () 8244 () $244 () $244
NONST1TP

Unlabelled ASCII () $244 () $244 () $285

Unlabelled EBCDIC () $244 () $244 () $285
NONST2TP

Unlabelled ASCII () $244 () $244 () $285

Unlabelled EBCDIC () $244 () $244 () $285
NONST 3TP

Unlabelled ASCIIL () $244 () $244 () $285

Unlabelled EBCDIC () $244 () $244 () $285
NONST4TP _

Unlabelled ASCII : () $244 () $244 () $285

Unlabelled EBCDIC () $244 () $244 () $285

Special order items: :
Please inquire at Brookhaven for availability and price.
(Items are described in Table 1.)
YEAR86TP CONE CTTP DSTNCETP
PARTS87TP DGPLOTTP FISIPLTP
BENDERTP DIHDRLTP PHIPSITP
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Please send the following microfiche items (from Table 2). Each microfiche item
costs $231, postage included. Correction fiche are free.

Items: Total Cost:

Please send the following printed listings. Each listing costs $84, postage
included.

Ident Code(s) (From Table 7): Total Cost:

Foreign air mail postage for tapes from Brookhaven to destinations outside the
U. S. and Canada. A postage surcharge of $19 is required per item.

Number of items x $19.00 =

Total charges

Magnetic tape charges (3 above)

Microfiche charges (4 above)

‘Printed listing charges (5 above)

Foreign air mail postage charges (6 above)

Bank charge
No charge for checks drawn in US dollars on US bank,
otherwise $10

Total

Method of Payment:

Brookhaven requires that either a check or written purchase order payable to
Brookhaven National Laboratory be received before service is provided. Order forms
and purchase orders may be sent by facsimile to (United States) 516-282-3000. . The
original order forms and purchase orders should also be sent to Brookhaven by mail.

(
(

) check is ( ) enclosed

) purchase order number ( ) sent separately

Please return to

Ms. F. C. Bernstein
Chemistry Department
Brookhaven National Laboratory
Upton, New York 11973 USA
(516-282-4382)

It is advisable to send a photocopy of this order form directly to Brookhaven;
experience shows that purchasing departments often do not forward this form with the
order.



