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THE PROTEIN DATA BANK
NEWSLETTER

Number 10 October 1979

This brief newsletter provides up-to-date holdings information
(Tables 1-5) and a Request Form. A full Newsletter will be distributed
in January, and any of the persons listed below will be happy to answer
inquiries.

We would like Japanese users to note that the center of Data Bank
activity in Japan has been transferred to the Institute for Protein
Research at Osaka University. Professor Masao Kakudo of Osaka has
assumed the data distribution functions formerly carried out by
Professor Mitsuo Tasumi of the University of Tokyo. We wish to thank
Professor Tasumi for all his efforts on behalf of the Bank.

It is expected that the Protein Data Bank be acknowledged in
publications which result from work making use of the Bank's services.
In citing the Protein Pata Bank in print, we suggest that a reference
be included to F. C. Bernstein, T. F. Koetzle, G. J. B. Williams,
E. F. Meyer, Jr., M. D. Brice, J. R. Rodgers, 0. Kennard, T. Shimanouchi,

and M. Tasumi, J. Mol. Biol. 112, 535-42 (1977).
published describing structures for which coordinates have been deposited,
we suggest that this same citation be used and our address also supplied.

Area

Address of Center

When papers are

Name

Telephone

The Americas

Furope and
Worldwide

Australia

Japan

Protein Data Bank

Chemistry Department
Brookhaven National Laboratory
Upton, New York 11973 TUSA

University Chemical Laboratory
Lensfield Road
Cambridge CB2 1EW, England

'CSTRO Div. of Chemical Physics

P. 0. Box 160
Clayton, Victoria 31368 AUSTRALIA

Institute for Protein Research
Osaka University

5311, Yamada-Kami, Suita
Osaka, Japan

F. C. Bernstein

T. F. Koetzle
E. Abola

0. Kennard
5. Bellard

E. J. Poppleton

M. Kakudo

516-345-4382
516-345~4384
516-345-4382

0223-66499

(06) 877-5111
ext. 3836
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CODE

LATAPRTP
NONSTDTF

DSTHCETP
FISIPLTP
PHIPSITP

TRELE 2. PROTEIN DATR SAMK., INFORMATION AVAILABLE ON MICROFICHE
11-0CT-79

CODE ITEM NO. OF FICHE
DATAPRFI ALL CURRENT COORDINATE ENTRIES AND FROGRAMS (TABLES 3.4 12
WONSTBFI ALL STRUCTURE FACTOR HOLDINGS (TRBLE S5 11
CORRRAFI LIST OF CORRECTIONS NO. 4 (DEC/78-JUL-73) 1
BEMBERFI PARAMETERS FOR BENT-WIRE MODELS 2
COMECTFI CONMECTIVEITY SPECIFICATIONS FOR ALL ATOMS 18
DGPLOTFI DIAGONAL PLOTS (LIMNE PRINTER) 4
DSTNCEFI COMNECTIVITY SPECIFICRTIONS WITH DISTANCES 29
FISIPLF! PHI/PSI PLOTS (LINE PRIHTER) 1
PHIPSIF] LISTS OF PHI/PSL-OMEGA VALUES 5

PRICES QUOTED ARE IN U.35.

TABLE 1. FROTEIN DATA BANK.

iTEM

PRRAMETERS FOR 2ENT-WIRE MODELS
DIARGONAL PLOTS (L INE PRINTER)

PHI/PSI PLOTS (LIME PRINTER)
LISTS OF PHI-PS1/OMEGA VALUES

11-0CT-79

ALl CURREMT COCRDINATE ENTRIES AND PROGPAMS (TRBLES 3.4)
ALY STRUCTURE FACTOR HOLDINGS (TRBLE SO

CONNECTIVITY SPECIFICATICHS FOR ALL ATOMS
CONNECTIVITY SPECEFICATEIONS WITH DISTANCES

% NEW OR REPLACEMENT EMTRY SINCE JUL-73 MELSLETTER
[TEM DSTNCETP REGUIRES TWD TAPES AT G0QCPI. OTHER ITEMS COMPRISE ONE TRPE EACH

®%  NEW DR REPLACEMENT ENTRY SINCE JUL-79 NEWSLETTER

DOLLARS FOR DISTRIBUTIGNS FROM BROOKHAVEM.

INFORMATION AVAILRBLE ON hﬁGNET!E TAPE

PRICE

REQUESTORS FROM OTHER CENTERS SHOULD IHQUIRE FOR AVARILABILITY &ND PRICES.

TABLE 3. PROTEIN DATA BANK.

IDENT

CODE
1BPR

MOLECULE

#AC1D FROTEINASE

ACTINIDIN

APEHYLATE KIMASE (PORCINE MUSCLE)
AGARDSE

AGELUTININ (LHERT GERID

ALCOHO! DEHYDROGEHARSE (ADP-RIE)
ALCOHOL DEHYDROGENASE (ORTHOPHEM)
#ALCOHOL DEHYDROGEMASE (AF()

ALPHA LYTIC PROTEASE
¥ASPARTATE CARBAMOYL TRANSFERASE
BACTER [DCHLORUPHYLL A-PROTEIN
CALCIUM-BIRDING PARVALBUIMIN SET &R
CALCIUNM-BIHDING PARVALBUMIN SET GH
CALCIMM-BINEING PARYALBUMIN SEF &1
CAPSYLAR POLYSACCHARIDE (E. COLI M4l
CARBOMIL ANHYDRASE B (HUMAL)
CARBOMIC ANHYDRASE C (HUMAMY
CARBOXYPEPTIDARSE A (BOVIHE)
CARBUXYPEPTIDASE B8 (ROVINEY
CARRAGEENAN

CHONDROITIN-4~SULFATE .
CHONDROITIM-4~SULFATE (CA SALT)

WONZS AR AN ZOrOO0neHme

ATOMIC COORGINATE HOLDINGS

11-0CT-79

DEPOSITOR (S)
1ES

LRIGHT

.—1.BRAMDEN

.—-1.BRAMDEN

.- 1.BRANDEN

RAYEF . DELBAERE , JAMES

FALFORD..MINACO. LIPSCOMB

MATTHELS

.KRETS INGER

"ERETS IMGER

.KRETS IMGER

JARHOTT

-KAHHAN

“KaHHa

L IPSCOMB

_SCHMID. J.HERRIOTT
07T

.ARNOTT
ARNOTT

e a e}
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TMYDELOBEH CSPERIT LHALE.

ALPHA-CHYHOTRYPSIN (TOSYL)
ALPHA-CHYMDTRYPS IN
GATTTA-CENTIDTRYPS IN
CHYMDTRYPS INOGEM
COMCAHAVALIN A
COHCANAYALIN R

CYTOCHROME BS (DXIDIZED)

FCYTOCHROME B562 (E.COLI.0XIDIZED)
CYTOCHROME C (ALBACORE, UXIDIZED)
CYTOCHROME C (ALBACORE. REDUCED)
CYTOCHROME € (BONITO. HEART)
CYTOCHROME €2 .
CYTOCHROME C556
CYTOCHROME €551
ELASTASE (PORCINE. TOSYL)
ERYTHROCRUOR IN (RERUEED, DEDXY)
ERYTHROCRUOR EH (CARBOMMOHDXYY
ERYTHROCRUGRINW (AOUL. MET)
ERVTHROCRUORIN ¢CYAHO. FET)

FERREDOXIM (PEPTOCOCCUS RERNGENES)

FFERREDOXIN (SPIRULEMNA PLATEHSIS)
FLAVODOX ] (CLOSTRIDIUM HP.OXIDIZED)
FLAYODOIN (CLOSTRIDIUH HP. SEMIOUIHOHE)
GLUCAGOH
GLUEDSE-E-FHASPHATE 1SOMERAGE
GL*CERALDEHYDE -

HEMER'TTHRIN B
HEMEEYTHRIH (MET. AROUQ)

AHEMOGLOB 1M (DEER., SICKLE CELL)
HEMOGL.OBIH (HORSE. AQUD MET)
HEMOGLOBIH (HORSE. DEQMY)
HEMOGLCOBIN {(HUMAH. DEQ=Y)

AHEMIGL DB TH (HUMAN . CAPBISHEIDHOMY)

*HEMOGL OB TH CHUMAN . CARBUHEONDE Y . NgG PEFND){ BRLBLITIT

HEHGGLOBIH CHUNAM,. FETAL. DEOQX
HEMOGLOBIR TLAMFREY}

HEXOK IHRSE CYEAST) FORM BIII
HIGH FOTEHTIAL IRON PROTEIN

HYALURGHIC ACID (HA SALT. Z-FOILD HELIL:A)
HYALUROHIC RCID (HA SALT. 4~FOLD HELIM)
HYALUROHIC ACID (HR SALT, 2-FOLD HELIX)
HYRLUPUNIC ACID CCA SALT. 3-FOLD HELIN
THHUHOGLOBUL [N FAB+ HEL
IMMHOGLOBUL IM B-1 IHTACT  FIC5
IMMUHOGLORUIL [H 8-F FPAGIHEHT(Y-DIMNERPE |
THMUHOGLOBUL IH B-1 FRAGHMENT Y -t HEER )Y BHE
KDPG_HLBULAZE

KERATAN SULFATE

LACTATE DEHYDPFOGEMASE

LALTATE DEHYIROGEHASE ~NAD. FYRUVATE
LACTATE BEHVDROLEHASE GBUSE TESTES:
LEGHEMOGLOG I

LYSOZYTIE (BACTERIOFHAGE T4)

LYSOZVHE (HEW EGG~LHITE. SET W2)
LYS0ZVIEE (HEW EGG- UHI1E. SET RSSD)
LYSOZYHE (HEN EGG-WHITE. SET RPSEM)
LYSOZYIE (HEH EGG-WHITE. SET RSY9A)
LYSOZYHE (HEN EGG-WHITE. SET RSl12m
LWSQZVTHE (HEH EGG-WHITE. SET R518)
LYSOCVIEE (HEM EGG-WHITE. TPICLINIC)
LY30CYME (HEH EGG-UHITE. INACTIVATED)
ALATE DPEHYTIRDGENASE

MURE I} [LIPUPROTETIE (H¥YPOTHETICL)
MYOGLOBIN {SPERIT WHALE. (ET)

TYOGLARIH (SPEEM WHALE. MET)

DEDXY)

AYOSLUBIN (SERL .
I TYOHEMER W THR IIE
FAPAIH (HATIVE)
PAPATN (ACE-ALA-ALA-PHE-ALA. CYS-25)
PAFAIN (CY5 DERIYV OF Cv5-25)

FAFAIN (DXIDIZED [vS-25)

PAPRIMN (TOS-1¥S. CYS-2%)

PAPATH (BZOXY-GLY-PHE-GLY, CYS-2%)
PaPAIH (BZO:Y-PHE-ALA. Cv5-25)

PEFSIN PORCIHEY *

PHOSPHOLLYCERATE IMIHASE (YEAST!
PHUSPHOLLYLUERRTE # IMASE (HOPSE!
FHOSFHOGL vCERATE HMUTASE

-FREALBUITH (HUAM, PLASHR)
RELASIM(HADEL . COMFORMAT ION A UHREF INED)

FET)

R - RELRAWINMOPEL , CONFORPHATIGH B.UNFEF THED)

RELAAXTH(MODEL . CONFGRIIR TIUN A.REFINED)
FELAAIH (TUDEL. CONFORMATION B. REFINED)
RHBDAHESE

RIBDHUCLERSE A

RIBOWUCLEASE S

RUBREDORIN

STRPHYLUCGCCAL MUCLERSE
STREPTOMYCES GRISEHS PROTEINASE A
STREPTHNWCES GRISEUS PROTE [MASE B
SUBTILISTH BRI®

SUBTILISIN HOY0

SUBTILISIH IHMHIBITOR (STPEPTOHYCES)
SUFEROXIDE D ISHUITASE

THERVOL'VSTH (UHREF EHED)

THERIML 513 (REF IHED)Y
THIOREDO:NIH tE, €OLI. QMIDIZED)

3-F-DEHYDRUGEHASE (LOBSTR)

D.BLAL ' 1775
A. TUL EWSKY - 8-76
COHEM, DAYIES. SILVERTDN 2’??

J.KRAUT. F.BIRKT 3/79
G.REEKE.J. BELVER G EDELMAN 4/;2
9/

K. HRRDIIAN
F.S.IMTHEWS 12777
BETHGE . CZERWINSK I, MATHELS 679
R.DICKERSOH 9476
R.DICKERSON 376
H.KAKUDO 8-76
T KRALT 373
R.TUKOVICH 876
R.DICKERSON 878
H.WATSON 576
1. STE 15EMAHN . E . WEBER 379
1J-S TE IGEMAMN . E . LEBER 379
U 5TE IGEMANN, E . UEBER 378
B, SYE [GEMAHH, E . LEBER 373
E.ALIAH, L. STEKER.L. JENSEH @.76
M. Kakupgd 8,73
H.LLDWIG 12477
M. LUDLIG 1277
T.BLUNDELL 19-77
H. [0 IRHERD 7T
H. ROSSHHN 775
LI HEHDR [CKS0M £e76
P.STEMFGIE ET AL, 1-79
E.ANHA. PG IRL IHG 875
R LADHCE HE DGR, FERUTZ  2/02
1. PERUTZ.G.FEFMI 1-73
H.PERUITZ . G.FERMI 475
I BALELTH 873
§-ra
FFIER 876
HENPR [ CFSOM. LOVE . KiRLE 373
STEITZ.AUDEPSON.STENRAMP 3.7
J.kENUT 475
5.ARNOYT 1177
S HPNOTT 578
5.ARNOTT 578
S.ARHOTT 78
B.PNLIAK -7
SEHICFEPEDILNPSON ET AL, 8
Q.FFP.R &
B th £ TG S ?
AL TULTHSEY 3
5.AFNOTT 2
&l EVEHTOFF . M. POSSHAHN
M. BOS S bN 11-74
LI MUSTCE - M. POSSIANN 378
VRLNSHTE M. HARUTYUHYAN 1178
B. HATTHEUS 377
RO LA AL D L PHILL 1PS 2.75
R.DIATOND. D.PHILLIPS 2475
R.DIANDID. D FHILLIFS 275
P DIAMDHD. D PHILL IPS 2,75
R-DIAMOHD. D PHILLIFS 375
R.DIAMOHD, D FHILL PG 5
A fOHATH i
S OATLEY 7
L. BaHasEAK 6
A HCLACHL AN 3
HoWATSH 3
T. TekAND &
T, Fakialio ;
H.SCOULOUD] ?
1. HEUDE [EY 500 576
J.DPENTH 1176
J.DPENTH 1178
J-LREHTH 1176
J.DFENTH HLoTh
J_LPEHTH 176
T.LREHTH 1.7
J. BRENTH 1178
H.RIBPEEVA ET AL. 773
HL LI TS0 575
P VLS. € BLAKE 3.76
CANPBELL - UHTSUH HODESON  §-75
5.0ATLEY,C.BLA 9.77
A7 EAITS . AL TIORTH 379
fLEVONS . AT HIRTH 34
A ENAlS 1 HORTH 3
N, EYAHS. ALHORTH 3
b, HOL
A L ODALER
HAFCKOFF . F . RICHARDS 473
L. JEHISEN 175
F.A.COTTON. E,HAZEN 473
BELVER, DELDAEFE . JAMES 578
DELBAERE . BRAER . JAMES €79
JERALT 2.72
J.DFEHTH 878
YOMITSUT ET AL, P79
J.RICHARDSON. B.RICHARDSON  B.75
B.IMTTHELS 475
8. 1A TTHELS 4.75
B. -01. SHREPEERSG 5-TH

Am

oM D

= T el

Balee s g
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4THA  TRANSFER RMA C(YEAST. PHE)
6TNA  TRANSFER RMA (YEAST. PHEY
8THA TRAMSFER RMA (YEAST. FHE)
{TiM TRIODSE PHOSPHATE ISU?EPRSE

A.JACK. J.LADHER. A.KLUG
S.-H.KII ET AL,

F. SUNDARAL IHGATM
1.WILS0H.D.PHILLIPS
FEHLHAFEIER - BODE - SCHLUIAGER

11/78

4,78

mmm

2PTE  TRYPSIH(BENZAMIDINE INHIBITED. PHe)

1PTH  TRYPSIN (HATIVE.
FEHLHQPWFF BODE . SCHUAGER 177 R

IPTC  TRYPSIM/TRYPSIN INHIBITOR COMPLEX R.HUBER. 4. BODE 11/76
3PT] TRYPSIM INHIBITOR (BOVIME, PANCRERS) R.HUBER, J. DE!SENHDFER 11-76 R
3PTP  TRYPSEN €DIP IMHIBITED) J CHAMBERS .. R.STROUD 1277 ®

1J.BODE.P.SCHIAGER -R, HURER 37

1TGP  TRYPSIHOGEW-TRYPSIN INHIBITOR
lJ.BODE,P.SCHUAGER,R . HUBER  3-79

i
1TP1  TRAPSINOGEM/TEYPSIN IHHIBITOR-/ILE-VAL

1TGA  TRYPSIMOGEM (MGSO4. WITHOUT CA) BODE . FEHLHATMMER . HUBER 379
ITGB  TRYPSIMDGEN (WITH CA. FROIM FPEG) BODE , FEHLHAMMER . HUBER 379
1TGH *TRYFS IHOGEH A KOSSIAKOFF R STRGUD 18-79

*  MEW OR REPLACEMENT EMTRY SIMCE JUL-73 HEWSLETTER
STRTUS CODES

STANDARD ENTRY ﬂVﬁlLHBLE FOR DISTRIBUTINN
ALPHA CARBON RTDHS

B BACKBONE OHLY

i NEW EMTRY AWAITING APPROVAL BY DEPOSITOR
P IN PREPARATION

R REPLACES AN OUT-QF-DATE PARAMETER SET

BLAHK
A

TrEle 4. PROTEIN DATA BANK. AVARILRELE PROGRAITS

11-0C7T-79

NAHE PURPQEE AUTHOR (S} REY DATES

SUPPDRTED

BENDER PARAMETERS FOR BENT-WIRE MOPELS G.WILLIAMS is73 YES
CONEET GEMERATE FULL CDNNECTIVITY F.BERNSTEIN 4,79
BGFLCT DIAGONAL PLOTS GH PRINTER E.SLARNSON,F,BERNSTEIM 379 Y
HSTHCE  CALC DISTANCES FROM CUNECT RECORDS F.9ERNSTEIN 3-73
FISIPL PHi-PSI PLOTS ON FRINTE F.nERHSTEIH S/79

HAMOD  BALL-ANL-3TICK t9DeL n.prnv Y. i1
PMIPS] MAIN-CHAIM TORSICH AMNELES QUDREUS WILLIAME.BERMSTEIN 2
STEREQ EXTRACT .Y.Z FROM STEREQ DIAGRAMS ROSSMANN 5
TOTALS VALTDATION OF MASTER RECORD L.QNDREUS,F.BERNSTEIN 5

#  MEW OR REPLACEMENT ENTRY STNCE JUL-72 MEWSLETTER

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

TABLE 5. PROTEIN DATA BANK,. STRUCTURE FACTCR HCLDINGS
11-0CT-73

IDENT -
CODE - HOLECULE DnT%ﬁnE
RIACTSF  QCTINIDIN 7o
CHYMOF  ALPHA-CHYMOTRYPSIM (TOSYL) 1
RCARPO4  CALE IUM-BINDING PARVALELNIN =
RCARFAS  CALLIUM-BIMDING PARVALZLMIM 2
e2BSCSF FV‘PFQDDVE e% 12/
PTlroXza1 i SYIOCHROME C7(ALBACIRE, OXIDIZED) =
H“Jﬁxl')¢tll € £ C (ALBACORE. REDUCEL: 3

o €359 a
Sl :
SFDE BLvi DEHYTE-3~F~DEHYDROGENAST 3 5
REHHDE?BE SEMGGLOB N (HOMAR. DEGRYY - s iLoBsTRY Z=MI 5
LEvPRY GSLOS I {LAMEREYS TVE. ! 3
SLIHIE  LACTATE DEMYBROGEHASE ~IVELKERLE 2
SUDHG?  LACTATE DEHYDROZENASE. MAD-BYPUVATE 3
BHESTTSF L (TGGLB LN (SPERM UMALE. ET) E
=nE = : (5 el S z
93Ub”871 iy 9593~ﬁw SFERM WHALE. DECEYY 3.‘

#*  NEW OR REPLACEMENT EWTRY SINCE JUL-73 HEWSLETTER
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REQUEST FORM

1. Name _ Date’

Address Telephone

2. Send the following information (please check):
_(' } description of atomic coordinate entries (no charge)

() the magnetic tape items 1isted below (from Table 1)

{Item "DATAPRTP" comprises all atomic coordinate sets and programs )

( ) the microfiche items Tisted below (from Table 2)

3. Tape: I am sending a new 2400 foot reel of magnetic tape ( ) yes { )no

4, Tape format desired:

' . d
( ) 7 track () 556 cpi ( ) BCD-7 track only ( ) %glg?gll:d)

Labelled, -

9 k 80 i SCII-
( ) 9 trac ( ) 800 cpi ( ) ASCII-9 track only ( ) User's label

( ) 1600 cpt ( ) EBCDIC-9 track only

Retained

NOTE: ATl current coordinate entries and programs can be written to one 2400' reel
of magnetic tape for one unit charge (see over) if some space economies are
achieved by blocking the records. Please indicate here the maximum block
size permitted if this is less than 5120 characters {bytes)

(Please complete reverse side)
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REQUEST FORM

5. Charges
(i} For requests to Brookhaven
A. Data preparation (unit charge per magnetic tape) $
Empioyee of U.S. Federal Agency $51.40 ( )
A1l others $55.20 ( ) $
B. Magnetic Tape (charge per tape) $ 8.85 $
(pTease check if answer to 3 above was NO} :
C. Postage (per magnetic tape) $
U.S. and Canada $2.00 ( )
Air Mail to Other Countries $17.00 ( )
Microfiche items (Price from Table 2) $
Total Charge $
Payment to the order of Brookhaven National Laboratory
by ( ) check ‘ is ( ) enclosed
( ) purchase order number {( ) sent separately to

the Protein Data Bank

Brookhaven requires that either a check or actual purchase order
be received before data are shipped. Inclusion of check with
order will expedite processing.

(i) For requests to Cambridge

A. Data preparation and postage (per user-supplied tape) #
Within United Kingdom £27.50 ()
Elsewhere F 35.00 ( )

B. Magnetic tape F 8.00 { )

{pTease check if NO was checked on 3 above) f
Microfiche (please inquire for prices) 4

Total Charge

It is expected that the Protein Data Bank be acknowledged in publications which
result from work making use of the Bank's services. In citing the Protein Data
Bank in print, we suggest that a reference be included to F. C. Bernstein,

T. F. Koetzle, G.J.B. Witliams, E. F. Meyer, Jr., M. D. Brice, J. R. Rodgers,
0. Kennard, T. Shimanouchi, and M. Tasumi, J. Mol. Biol. 1312, 535-42 (1977).

We would appreciate receiving reprints.



