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We are pleased to amnounce that the National Science Foundation has
extended funding of primary Protein Data Bank activities for three years,
starting November 1, 1977. By virtue of this ongoing financial support,
the Data Bank will be able to continue to expand services to our community
of users. We also have a new distribution center, C.5.I.R.0. (Melbourne),
which will take over distribution of data in Australia (see addresses below).

The Bank now includes a total of 84 atomic coordinate entries, seven
of which have been added since distribution of the last issue of this
Newsletter (Number 4, May 1977). A list of the coordinate holdings, with
identification codes to be used in requesting data, is shown in Table 1.

In addition, the Bank holds 15 sets of structure factors and phases. These
are listed in Table 2, along with two additiomal non-standard entries
containing torsion angle data.

A large number of minor revisions to the atomic coordinate data have
been made since distribution of the last Newsletter. The most important -
revisions, which involve corrections of atomic coordinates or changes in
secondary structure gpecifications, are given in Table 3. The full listing
of revisions is too bulky to reproduce here, but is available on microfiche
at no charge from Brookhaven. To order this listing, please check the
appropriate box on the request form attached to this Newsletter. Most
changes involve corrections of typographical errors, clarifications of remarks,
etc,

At this time, we wish to emphasize the advantages of including structure
factor-phase information in the Protein Data Bank. Preservation and
dissemination of these primary crystallographic data are an important part
of the Bank's archival function. Contributors are urged to deposit structure
factor-phase data, for native structures and heavy-atom derivatives., Alsog,
receipt of atomic coordinate data for hypothetical structures, based on energy
calculations or model building, will be welcomed. The methods used to derive
these data will be clearly identified, and the data will be distributed in the
normal fashion.

A large part of the work necessary to make the Protein Data Bank biblio-
graphic and sequence information avallable for interactive search has now been
accomplished, thanks to funds provided by the National Institutes of Health.
We hope that within three to six months, this portion of the file will be
included as part of the NIH/EPA Chemical Information System on CYPHERNET (see
Science 195, 253 (1977)). In order to adapt the protein file to this inter—
active system, certain stylistic changes have been made to the bibliographic
data, and a few additional record types included. These minor changes already
are reflected in the format of some of the newest atomic coordinate entries.

A revised description of file record formats will be available shortly, and
can be ordered by checking the appropriate box on the request form.
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A communication describing the Protein Data Bank has recently been
published in J. Mol. Biol. 112, 535 (1977).

Unfortunately, due to changes in Department of Energy accounting
procedures and in order to cover a higher percentage of costs, it is
necessary for Brookhaven to increase charges for distribution of data.

These new charges, which are effective immediately, are detailed on the
request form. At this writing, Melbourne and Tokyo have set no distributicn
charges, but Cambridge plans to implement a small charge in 1978, If you
wish to receive data, please f£ill out the request form and mail it, together
with a new 2400 foot reel of magnetic tape, to the appropriate center

listed below. (Note: Brookhaven finds it convenient to supply a new tape
for this purpose, and will do so for a small additional charge.) TUsers'
comments and suggestions are always welcome,

AREA ADDRESS OF CENTER ' NAMES

The Americas Chemistry Department - F. C. Bernstein (tel. 516-345-4382)
Brookhaven National Laboratory T. F. Koetzle (tel. 516-345-4384)
Upton, New York 11973 USA G.J.B. Williams (tel. 516-345-4383)

Europe and University Chemical Laboratory  O. Kennard (tel. (0223)66499)

Worldwide Lensfield Road
Cambridge CB2 1EW, England

Australia C.5.1I.R.0. Division of B. J. Poppleton
Applied Organic Chemistry
Box 4331 G.P.O.
Melbourne, Victoria 3001
Australia

Japan Department of Chemistry ] M. Tasumi
Faculty of Science
The University of Tokyo
Bunkyo-ku, Tokyo, Japan
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TABLE 1. PROTEIN DATA BANK. ATOMIC COORGIMATE HOLDTHGS
H7-HOV-77
IDENT DATE /S
cobE HOLECULE DEPQSITOR STATUS
1ACT *ACTINIDIN E. BAKER 1477
2ADK  ADENYLATE KINASE {PORCINE MUSCLE?} G. SCHULZ a7t R
1ADH  ALCOHOL DEHYDROGENASE {AOP-RIB} C.=I. BRAHDEN 8s78
2ADH ALCOHOL DEHYDROGENASE {OQRTHOPHEN} C.-1. BRANDEN a/76
1BCL BACTER1OCHLCROPHYLL A-FPROTE IN(CORE DKLV)B. MATTHEWS 77
1CPY CALCIUM-BINDING PARVALBUMIN SET 6A - KRETSINGER §/74
2CPY  CALCIUM-BINDIRG PARVALBUMIN SET &H R. KRETSTNGER 8s74
ICPVY CALCIUM=-BINDING FARVALBUMIN SET &I R. KRETSINGER B/74
ICAE CARBONLIC ANHYDRASE B (HUMAM) K. KANKAN 6/76
1CAC CARBONIC ANHYDRASE C [HUMAN) K. KAHNAN 5/76
1CPA CARBOXYPEPTIDASE A {8SOVINE) W. LIPSCOME 2773
ICPE *CARBOKYPEPTIDASE B {BODVINE} LB SCHMID J.HERRIOTT 9/76 A
2CRA  ALPHA-CHYMOTRYPSIN {TOSY¥L} D. BLOW 1778 R
JCHA  ALPHA-CHYMOTRYPSIN A. TULINSKY a/76
1GCH GAMMA-CHYMDTRYPSIN COHEN. DAVIES, SIL\'ERTDN 24717
1CHC CHYMOTRYPSINQGEH J. KRAUT, J. BI OF T /75
ZCRA  CONCANAVALIN A M REEKE. BECKER. EDELHAN 4475
JCMA  CONCANAVALEN A K. HARDHAN 9/76 R
185C CYTOCHROME BS F. 5. MATHEWS ar72 0
1CYT CYTOCHROME € {ALBACORE. OXI1DIZED} R. DICKERSOR 8/76
2CYT CYTOCHROHME C {ALBACORE, REDUCED}) R, DICEERSDN 9/7p
LCYC CVTOCHROME € (BONITO, HEARTY M. KAXU a/76
ECZC CYTOCHROME C2 J. KRAU 173
E55C CYTOCHROHME CS50 R. T;HKEVICH a/76
LEST ElAS?ASE I?ORCINE TOSYL} 5/76
IFDX FERREDOX ADHAN. SIEKER. JENSEN ar?6
LFXH FLAUDDDK[N {CLOSTRIDIUM MP ,OMIDIZED} M. LUDWIG 11/74
2FXN *FLAVODOXKIK {CLOSTRIDIUM MP,REDUCED) M. LUDWIG 18777 W
IECH *GEUCAGON T. BLUNDELL 18777 H
IPGI *GLUCOSE-G-PFHOSPHATE ISOMERASE HU1RHEAD 437
IGFD GLYCERALDEHYDE- 3-P-DEHVDRUEEHASE(LUBSTR)H. ROSSHARN 7175
2MHB HEMOGLOBIN (HORSE, AQUO MET: LADNER, MEIDNER, FERUTZ 2137 R
2DHB HEMOGLOBIN (HURSE. DEOXY ) M. PERUTZ. G. FERMI 11773
IHHB HEMOGLOEIN {HUMAM, DEOXY) . H. FERUTZ. . FERMI 4775
AFDH HEMOGLOBIN {HUMAN., FETAL, DEOXY} B/76
1LHB HEMDGLOBIN (LAMPREY) HENBR]CKSDN LOVE, KARLE 3/73
1¥HX HEXOKIMASE (YEAST) FORM BIII T. STE 9776 B
1HIP HIGH POTENTIAL IROR PROTEIN J XRAUT 7%
1FAR IMHUNCGLOBULIN FAB' {(REW) R. POLJAK B/75
1REI TMMUNQGLORULIN B=J FRAGMENT RET 0. EfP, R. HUBER /76
dLDH LACTATE DEHYDROGEMNASE W. EVENTOFF, H. ROSSHMANK 4777 R
3LDH LACTATE DEHYDROGENASE/NAD/PYRUVATE M. ROSSMAHN 1s74 D
1LZM LYSDZYME {BACTERIGPHAGE T4} B, MATTHEWS /77
1L¥Z LVSOZYHME {HEN EGG-WHITE, SET wW2) R. O1AMOND, D. PHILLIFS 2775
2LYZ LYSOZYHE (HEN EGG-WHITE, SET RSED) R. DIAMONDG, ©. PHILLIPS 2/75
3LYZ LYSOZYME (HEN EGG-WHITE, SET RSBA) R. DIAMOHD, D. PHILLIPS 75
4LYZ LVYSOZYME (HEN EGG-WHETE, SET RSDA) R: DJAMOHD, D. PHILLIPS 2/75
SLYZ LYSQZYME (HEN EGG-WHITE, SET RS12A} R. DIAMDND, B. PHILLIPS 2475
BLYZ LYSOZYME (HEN EGG-MWHITE. SET R§516) R. B1AMOND, D. PHILLIPS 2/75
FLYZ LYSOZYME (HEN ESG-WHITE, TRICLIRIC) A. YONATH /77
BLYZ *LYSOZYME tHEN EGG-WHITE. INACTIVATED} S. DATLEY 9/77
1MDH  MALATE DEHVDROGENASE L. BANASZAK 6/76 A
1MBM MYOGLOBIN (SPERM WHALE. MET} H. WATSON 4773
2HBN MYOGLOBIN (SPERM WHALE, MET) T. TAKARO 9/76
JMEN MYOGLOBIN (SPERM WHALE, DEDQXY) T. TAKAKO 9/76
GrAP  PAFAIN, NATIVE J. DRENTH 11776 R
1PAD PAPAIN (ACE-ALA-ALA~PHE=ALA, CYS-Z5) J. DRENTH 11776 R
ZPAD FPAPAER (CYS DERIV GF CYS-25% 9. DRENTH 11776 R
JPAD PAFAIN {OXIDIZED €YS§-2%) J. DRENTH 15776 R
4PAD PAPAIN (TOS-LYS, CYS-25) - J. DRENTH 11776 R
SPAD PAPAIN {BZOXY-GLY¥-PHE-GLY, C¥5-25) J. DRENYH 11776 R
GPAD PAPAIN {AZOXY-PHE=ALA. C¥5-25) J. DRENTH 11/76 R
1PGK PHOSPHOGLYCERATE KINASE (YEAST) H. WATSCN B/76 A
2PGK  PHOSPHOGLYCERATE KINASE (HORSE) P. EVANS, C. BLAKE 9,76 B
2PAB *PAEALBUMIN (HUMAN, PLASHMA} S$. QATLEY, €. BLAKE 9477 R
1RNS RIBONUCLEASE S H. WYCKOFF, F. RICHARDS 4772
2RXN RUBREDOXIN L. JENSEN 1/75 D
1SH5 STAPHYLOCOCCAL NUCLEASE F. A. COTTON, E, HAZEN 4r72
1SGB STREPTAMYCES GRISEUS PROTEINASE B H. JAMES 5/76 A
1SBT SUBTILISEN BPH' J. KRAUT B/72
256T SUBTILISIN HOVC J. DREN 9476
150b  SUPEROXIDE DISMUTASE J. AND 0. RICHARDSON 8/75 A
iTLN THERHMOLYSIN (UNREFINED} B. MATTHEWS 4775
2FLN  THERMOLYSIN (REFINED} B, MATTHEWS 4475
1SRX THIOREDCXIN (OXIDIZED) 8.-0. SODERBERS 6776
1TNA TRANSFER RNA ({YEAST, FTHE) J. SUSSHAN, 5.=H. KIM 12475
2TMA  TRANSFER RMA (YEAST, PHE} M. SUNDARAL INGAM 5/76
3¥HA TRANSFER RHA (YEAST, PHE) JACK, LADHER, KLUG 2777
1TIM TRIOSE PHOSPHATE ISOMERASE 1. WILSON, D. PHILLIPS 9/76
1PTN TRYPSEN {HATIVE. PHB) FEHLHAMMER, BODE. SCHWAGER 1/77
2778 TRYPSIH(RENZAMIDIHE LNHIBITED, PHT} FEHLHAHMER, EQDE., SCHWAGER 1/77 R
1FTC TRYFPSIN/TRYPSIN IKHIBITOR COMPLEX K. HUBER, W. BODE 11476
3PTE TRYPSIN INHIBITQR {BOVINE, PANCREAS} R. HUBER. J. DEISENHOFER 11/76 R
2PTP  TRYPSIN (DIP INHIBITED) 4. CHAM3ERS, R, STROUD £/77 R
- KEW OR REPLACEMENT ENTRY SINCE LAST NEWSLETTER {(MAY/77)
STATUS CODES
BLANK STANDARD ENTRY AVAILABLE FOR DISTAIBUTION
A ALPHA CARBON ATOMS OIILY
8 BACKEOMNE ONLY
b HEW DATA HAS BEEN PROMISED
N NEW ENTRY WITH DEPCSITOR FOR APPROVAL
P IR PREPARATICN
1§ REPLACES AN QUT-OF~DATE PARAMETER SET
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TABLE 2. PROTEIM DATA BANK NON-STANDARD ENTRIES
g6-NOV-77
IDENT OATE/
CabE MOLECULE DEPOSITOR £«
RI1ACTSF ACTINIDIN E. BAKER 7717
CHYMOF ALPHA-CHYMOTRYESIN {TOSYL) 6. BLOW 4/73
RCARPO4 CALCIUM-BIHDTHG PARVALBUMIN R. KRETSIHGER 2/74
RCARFES  CALCIUM-BINDIHG PARVALBUMIN R. KRETSINGER 2174
RCYT2582 CYTOCHROME BS F. 5. MATHEWS 5773
RTUNOX241 CYTOCHROME € {ALBACORE. OXIOTZED) R. DICKERSON 5/76
RTUNRDZEL CYYOCHROME C {ALBACORE, REDUCED) R. DICKERSON 5/76
RCYCS51 LCYTOCHROME C558 R, TIMKDVICA 4776
RGPDAL GLYCERALDEHYDE -3-P-DEHYDROGENASECLOBSTRIM. ROSSMANN B/7E
RHUMDEHO2 HEMDGLOBIN {HUMAN,DEDXY} 4. PERUTZ. G. FERM! 5475
LAHPRY] HEHOGLOBIN tLAHPREVI HENDR[CKSUN LOVE ,KARLE 5773
RLOH®G LACTATE DEHYDROSENASE - ROSSHMAKH B/TS
REDHE7 LACTATE DEHYDROGEMASE/NAD/PYRUVATE n. ROSSMANN 8s75
RHMETHYSF1 MYOGLGBIM [SPERH WHALE. MET! T. TAKANO 676
ROEMYSF1 HM¥OGLOSIKH (SPERM UHALE. DEOXY) T. TAFAND 6/76
RRUBYE2  RUBREDOKIN L. JENSEN 3/74
TORSKRA®] TORSIOR ANGLES (11 PROVEINS) T. WU, E. KABAT 5/73
CODES
SF  STRUCTURE FACTORS
TA TORSTAOH ANGLES
“NOTE* [N SOME CASES, MORE RETCENT TORSION ANGLES THAH THOSE CONTAINER IN THE
ABGVE ENTRIES MAV BE CALCULATED FROM THE APPROFRIATE ATOMIC COORDINATE
ENTRIES LISTED IH TABLE 1.
TABLE 3. SUBSTANTIVE CORRECTIONS TO PROTEEN DATA BAMK EMTRIES
*[DENT, iCABB
“INSERT,1CABA.Z
REMARK 7
REMARK 7 CORRECTIOM. CHANGE ATOM WAME CD TO CD1 FOR ALL ILE
REMARK 7 RESIDUES. CHANGE ATOM NAMES QG TO OGI AND CG TO LGZ AND
REMARK 7 REVERSE THEIR ORDER FOR ALL THR RESIDUES. INTERLEAVE
REMARX 7 THE ALTERHATE POSITION ATOMS IN RESIDUES 94, 182
REHARK 1 CORRECT RESIDUE MAMING QN HELEX, SHEET, TURN CARDS.
CORRECT VECTOR PORTION OF SCALE MATRIN. 23-AUG-77.
'ﬂELETE 1CAB El ag
HELIX 1 AT 16 TYR 28 | CONTIGUOUS WITH HELIX ®
HELTX 2 B TYR 28 GLY 25 5 CONTIGUQUS WITH HELIX A
HELIX 3 D SER tag Lys 137 | ALSO DESIGNATED AS 3/18 MELIX
HELIX 4 E1 PRO 155 ASP 162 1 CONTIGUOUS WITH HELIX E2
HELIX 5 E2 AS? t62 LYS 168 | CONTIGUOUS WITH HELIX El
HELIX 6 F FRO ial LEUL 185 5
HELIX 7 G SER 219 LEW z29 1
SHEET. I SIF L¥S 39 ASP i1 g
SHEET 2 518 VAL 256 SER 259 1 H ASP 41 0 ALA 25%
SHEET 3 518 PHE 191 &LY 196 -1 H THR 193 0 ARG 257
SHEET 4 518 SER 286 Cvs 212 -1 N TRP 289 o TYR 194
SHEET 5 S19 GLY 4@ GLY 151 -1 H VAL 143 0 THR Fd: £l
SHEET 6 S1FALA  I16 ASH 124 -1 H VAL 128 0 ILE 143
SHEET 7 518 SER 87 HIS 96 -1 N HIS 94 Q HIS H1s
SHEET 8 518 SER &5 GLU 71 -1 H HES &7 0O HIS 94
SHEET 9 515 THR 56 VAL &2 ~1 H TLE &F 0 HIS 67
SHEET 12 S1F GLY 171 PHE 176 -1 N ALA 174 ¢ ILE 59
TURH 1 Tl ASP B ASH Ll REVERSE TUAH
TURK 2 T2 PRO 13 TRP L6 - TYPE 1 (37181
TURK 3 T2A LYS 34 THR Ig REVERSE, HELIX IN ISOZYME C
TURN 4 TITYR 51 ALA 54 TYPE I {3,219
TURH 5 T4 VAL 62 SER 65 AEVERSE TURN
TURN 6 T5 GLY 81 PHE B4 TYPE I t:l:nr
TURN 7 76 VAL 189 VAL 112 TYPE I (3
TURN "8 TT-ASN 124 TYR 128 TYPE I (3!1!) RES 126 FRESENT
TURN 9 T8 L¥S 137 GLY t4g TYPE I (3718}
TURN 18 T9 VAL 233 ASP 236 TYPE I [3/18}
TURN 11 T1& LEUW 251 ARG 254 TYPE I (3719}
~DELETE, 1CAB.93,95 .
SCALEL B12278 @.000009 &.909983 a.esapas
SCALEZ 8.928q88 .J1359F F.00BORE o8, 28088
SCALE3 o.0¢080y £.049888 H26958 2.095085
'DELETE ICAE. 251
TOM 185 CDI JLE t+] 29.557 26.365 -2¢.41¢0 l.B@ 4.99
'DELEYE 1CAB. 329
ATCHM 263 €Ol JLE 33 29,943 22.947 -,430 1.9 @.88
“DELETE, ICAE. 344,345
ATOH 278 OG1 THR as 3z.212 22.93B 4,949 1.8 H.894
AT 279 CGZ THK is 3¥.887 22.982 6.89¢ .48 g.488
'DELETE 1CAB. 366,367
ATON 355 0G1 THR a8 26.452 23.828 1.219 1.88 §.80
ATO I8 CG2 THR as 25,861 23.162 3.348 1.99 £.89
'DELETE lCAB 489, 481
ATCH 334 OG1 THR 42 12.181 18,328 3.163 1.88 0.g6
ATCH 335 CGZ THR 42 13.419 17.461 2.112 1.89 £.98
*DELETE, iCAB. 439
ATOM 373 CDI ILE 47 26.45¢ 12,124 =5.E38 .68 0.99
'DELETE ICAB 496,457
QG1 THR 55 31,191 -2.495 ~17.34F .09 g.09
Tun 131 CGZ THR 55 12.481 -.558 -17.938 .28 £.90
*DELETE,1CAB.528
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(Table 3 continued)

ATOM 452 CD1 ILE
*DELETE,1CAR.536

ATOM 478 <01 ILE
*DELETE, 1CAR.B18,827
ATOM 744 N BHIS
ATOM 745 CA AHIS
ATOM 746 CA BHIS

761
'DELETE 1CAB.879,080
ATOM 813 DG1 THR
ATOM Bl4 CGZ THR
*DELETE,ICAB.94Z,943
ATOM B?6 {0G1 THR
ATOM B77 CG2 THR
SDELETE, ICAB.1288
ATOM 1142 CD1 ILE
"OELETE,iCAB.1377
ATOM 1311 €Dl ILE
*BELETE,1CAB.1392,1393
ATOM 1326 0OG1 THR
ATOM 1327 CG2 THR
*DELETE, 1CAB.I455, 1456
ATOM 1389 OG1 THR
ATDM 1398 CG2 THR
®*DELETE.1CAB.1452,1581
ATOM 1426 N BS
ATOM 1427 CA ASER
ATOM 1428 CA BSER
ATOM 1422 © ASER
ATDM 1438 C BSER
ATOM 1431 0O ASER
ATOM 1432 O BSER
ATOM 1433 CB ASER
ATOM 1434 CB BSER
ATOM 1435 OG ASER
*DELETE, 1CAB. 1588, 15¢9
ATOM 1442 0Gl THR
ATOM 1443 CGZ THR
wDELETE,1CAB.1551,1592
ATOM 1625 ©QGI THR
ATOM 1526 CGZ THR
*DELETE, 1CAB. 1635,1636
ATOM 1569 OG] THR
ATOM 1578 CGZ THR
*BELETE, 1CAB.17948,17H89
ATOM 1642 OG1 THR
ATOM 1643 CGZ2 THR
*DELETE, ICAR,.1731
ATOH 1665 CDp1 JLE
'BELETE 1CAB. 1739

1673 C€D1 ILE
'DELE?E ICAB.1777
ATOM i711 ebl ILE
*DELETE, 1CAB.2#22,2823
ATOM 1956 0G1 THR
ATOM 1957 CG2 THR
*DELETE.1CAB,2877,2878
ATOM 2811 OGl THR
ATOM 2812 CG2 THR
*DELETE, 1CABA.4
MASTER 3z 18

*IQENT, 1CYCC
=1NSERT,1CYCB.2
REMARK

7
REMARK 7 CORRECTION. CORRECT COORDINATES OF ATOMS 178-182.271,207,
REMARK 7 699,71F. B9-SEP-77.

*QELETE,lCYC, 222 226
ATCHM 178 LYS
ATDM 173 CG LY¥S
ATON 188 CO LYS
ATDH 181 CE L¥S
ATOl 182 HNZ LYS
'BELETE 1CYC.316
ATOM 271 CEZ PHE
*DELETE,1CYC.331
ATOM 287 HHZ ARG
*DELETE,1CYC. 741
ATOH 699 DEZ GLU
“DELETE,1CYC.752
ATOM 718  NHZ ARG
“DELETE,1CYCB.4
MASTER 23 )

44.282
43.116

47.948

53.986
55.152

23.367
23.52%

25.873
32.666
41.615

38,811
36.571

21.965
20.889

g

~23.784
-23.658

-23.658

-25. 485

-6.278

-7.538
a

11

14.9862
15.832

23.355
24.379

26.119
25,345

11.821
7.288

8.759
9.628

.SE64

-.767
-.577

17.534
17.322

28,176
#1.515

16.893
16.187

14.265
19.487
9.661

28.732
28B.45%

25.961
24.987

B

-19.114
-26.538

=-1k,.498
-14.678
-14,.618
-13.538
~13.49F
~12.828
-12,858
-16.5248
-15.578
~16.1658
~16.118
=15 938
~15.9i8
~1%.238
=17.21%
-15.448
-15.448
-16.750

-6.809
~6.888

-4.19%
-5.628

-5.588
~Z1.278

-27.54F
=-26. 668

=18.78d
-28.158

-8.568
-7.398

~7.228
-4.938

—15.418
-15.788

-13.288
-19.999

~6.35¢
-3.828
—4.178

-8.36@
~7.798

-2.878
-4.704

6 2424

11.81%9
18,4323
9.883
9.543
7.661
9.551
15.851
2.243
5.51%

9 839

1.98

1.80
1

1.88
1.88
1.04
1.88
1.80
1.68
1.9%
t.89
1.9

1

.88

.08

8.8
.89
.88
888
.88
.88
.88
o.08
o.88

48

L 6 T G0 4 b L L3 £ L LY ) b LD D0 0 6 )

21

Number 5 B

®IDENT,1CYTC B
‘INSERT ICVTB -]
REMARK

REMARK lﬂ CORRECTION. FIX R(2,2) TERM OF MTRIX TRANSFORMATION.
REMARK 18 #9-5EP-77.

*PELETE,1CYTA.8

MTRIXZ 1 L9BB178  ~-.41860Q HRZa8E «17.993888 '
*DELETE,1CYTH.8
HMASTER T4 o 2 @ g 18 4 9 1692 2 95 18§

*IDENT, ILHBA
*DELETE,tLHB.16,ILHB.23
REMARK 3 REFIHEHENT. THE ATOMIC COORDINATES ARE MEASURED FROM A

REMARK 3  KENDREW SKELETAL MODEL WHIGH WAS BUILT IN A RICHARDS 20X.
REMARK 3 THESE COORDINATES, HEME GROUP EXCEPTED, HAVE ONLY BEEN
REMARK 3 REFINED BY USING DIAMOND,.S MODEL-BUILDING PROGRAM, IT 15
REMARK 3 CLEAR THAT FURTHER REFIMEMENT IS HEEDED AND THESE

RE:?:E i CODRDINATES SHMOULD BE CONSIDERED TENTATIVE.

R

REMARK A CORRECTICH. DELETE INCORRECT REMARKS 3.4.5 AND REPLACE
REMARK & METH A CORRECT REMARK 3. CORRECT X-COORDINATE OF ATOH
REMARK 4 1182 AND Z-COORDINATE OF ATOM 1183 (THE TWO ATOWS QF THE

REMARK 4 CN LIGAND OF THE FE ATOM). #9-3EP-77.
*QELETE,]LHE.1233,1LHB. 1234

HETATM 1182 N HEM 1 7.588 35.440 -5.186 1.98 @.88
HETATM 1183 C HEM 1 7.888 35.118 -4.%28 1.88 @.4F
*DELETE.1LHB.12B2
MASTER 18 1 8 I ] o 6 1182 1 a7 12

THE CORRECTIONS IN THIS TABLE ARE GIVEN IN THE FORM OF ‘UPDATE®
MODIFICATIONS AND CONSIST OF 'UPDATE' DIRECTIVES PLUS NEW DATA RECOROS THAT ARE
TO BE ENSERTED OR THAT REPLACE ERRONEOWS RECORDS IN CERTAIN ATOMIC COORDINATE
ENTRIES. ‘'UPDATE" IS THE CDC LIBRARY-FILE WANAGEMENT SYSTEM UNDER WHICH THE
HASTER PROTEIN DATA BANYX FILE IS MAINTAINED. FOR A DESCRIPTION OF 'UPDATE®
USERS ARE REFERRED TO THE "UPDATE REFERENCE MAHUAL' PUBLICATION NUMBER
68342508, CONTROL DATA CORPORATION, ARDEN HILLS, MN, 1974. BRIEFLY, EACH DATA
ENTRY 'IS GIVEN AN IDENTIFICATION €ODS WHICH ALSD SERVES AS THE UPGATE °DECK®
NAME. EACH RECOR® IN THE FILE 15 IDENTIFIED WITH TWO TAGS. THE FIRST TAG IS
SIMPLY THE "DECK' NAHE (OR AN °'IDENT' NAME -SEE SELOW) AND THE SECORD IS A
SEQUENCE NUMBER WITHIN THE °'ODECK' (OR ‘IDENT'}. THESE TAGS ARE INCLUDED IN
CHARACTERS 73-B& OF THE RECORDS IN EACH DATA ENTRY AS DISTRIBUTED.

CORRECTIONS MAY BE MADE USING 'UPDATE' DIRECTIVES TO 'INSERT' NEW
RECORDS OR 'DELETE" OLD OWES. EAGCH CORRECTION SET BEGINS WITH A ‘“IDENT'
DIRECTIVE, THIS IDENTEFIES THE CORRECTION SET, E.G. AS ‘'IMBENA® FOR THE
(CHRONOLOGICALLY) FIRSY CORRECTION TO DECK '1MBM' FOR SPERM~WHALE MYOGLOBIK.
*1HBNB® FOR THE SECOND CORRECTION. ETE, 'DELETE' DIRECTIVES SPECIFY A RECORD
of INCLUSIVE RUN OF RECORDS YO 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
INFORMATICN I5 TO 8E INSERTED. THE RECORDS TO BE INSERTED FOLLOW THMEDIATELY
AFTER "*INSERT' IH THE CORRECTION SET. WITHIN EACH CORRECTION NHEW RECOADS
PLACED IN THE FILE ARE GIVEN THE 'IDENT' HAME AND HUMBERED SEQUENTIALLY.



PROTEIN DATA BANK NEWSLETTER 7 Number 5

REQUEST FORM

Name : Date:

Address: Telephone:

Send the following information (please check):
( ) all current coordinate entries
parameter sets listed (complete 3. below)

description of file record formats

list of revisions on microfiche

Parameter sets requested (by ident code please)ﬁ

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

Tape format desired:

( ) 7 track ( ) 556 bpi ( ) ASCII ( ') Unlabelled (preferred)
( ) 9 track ( ) 800 bpi - ( ) BCD - { ) Labelled-user's label
( ) 1600 bpi { ) EBCDIC ' retained

Tape copies are normally blocked since otherwise the entire contents
will not fit on a 2400 foot reel of tape, Indicate the maximum block

size allowed if blocks of 5120 characters (bytes) cannot be handled,

Please complete reverse side.

—]-



A
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REQUEST FORM
6. Charge (Brookhaven requests only) Enter Amount
A. Data preparation (unit charge per magnetic tape) $
U. S. Department of Energy $40.25 ( )
Other U. S. Federal Agencies $47.45 ( )
All others 851.00 ( )
B. Magnetic tape $ 8.59 () 5

(please check if answer to 4. above was NO)

C. Postage $
U. §. and Canada § 2,00 ()
Air Mail to other countries $17.00 ( )

D. Total charge (A + B + (C) $

E. Payment to the order of Brookhaven National Laboratory
by ( ) check is ( ) enclosed

{ ) purchase order number ( ) sent separately

Mail this completed form to the appropriate center (Brookhaven, Cambridge,
Melbourne or Tokyo) at the address listed in the body of the Newsletter.

It is expected that the Protein Data Bank be acknowledged in publications
which result from work making use of the Bank's services. We would appreciate

receiving reprints of any such publications.



