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A number of important developments have occurred since we distributed
our last newsletter six months ago. All atomic coordinate entries in the Data
Bank have now been converted to the 80-character format, and henceforth only
80-character entries will be distributed. This will make distribution tapes
more compact, and generally should simplify processing for recipients.

The size of the Data Bank has continued to increase, and we now have available
for distribution a total of 77 coordinate entries for 47 different macro-
molecules. A current list of atomic coordinate holdings, with identification
codes to be used in requesting data, is shown in Table 1. In addition, certain
non-standard entries, containing structure factor-phase information and torsion
angles, are available. These are shown in Table 2.

We have combined our mailing lists, and beginning with this issue,
Brookhaven will mail newsletters directly to all users worldwide. Data
distribution is divided geographically as follows: Brookhaven will handle
the Americas, the University of Tokyo will handle Japan, and Cambridge
University will distribute within Europe and worldwide. The request form
included with this newsletter has been preaddressed to the center that handles
your area. Please use this form to request data or copies of documentation.
Data requests directed to Brookhaven should include a check or purchase order
for U.S. $34.30, made to the order of Brookhaven National Laboratory, to cover
postage and handling. This charge is subject to increases in the future.
Requests should be accompanied by a new 2400' reel of magnetic tape. In the
event it is not possible for the user to supply a tape, Brookhaven can do so
at a total cost of $47.00. Cambridge and Tokyo presently distribute data free
of charge.

Errors occasionally are found in data deposited with the Bank, and
corrections and revisions are submitted by depositors or approved by them. We
have compiled a list of corrections and revisions of the master file applied
since June 1976, and this list is attached as Table 3.

As the size of the Data Bank increases, possibilities for interactive
access become more attractive. Brookhaven recently has agreed to make portions
of the file available through the NIH/EPA Chemical Information System (CIS).

The CIS presently includes the Cambridge Bibliographic and Structural Data Files
for organic and organometallic compounds. These data may be accessed within the
U.S. via CYPHERNET, a commercial timesharing network. Initially, we plan to
make available through CIS the Protein Data Bank bibliographic and sequence
information, together with identification codes for the various entries, index
citations to AMSOM (R. J. Feldmann, Atlas of Macromolecular Structure on Micro-
fiche, Tracor Jitco Inc., Rockville MD, 1976, ISBN 0-917934-01-6), and certain
other descriptive material. This interactive capability should be implemented
before the end of 1977.



TABLE 1. PROTEIN DATA BANK ATOMIC COORDINATE HOLDINGS

CODE MOLECULE

ZADK  ADINYLATE K INASE

1ADH  ALCOHOL DEHYDRUGENASE (ADP-| RIB)

2ADH  ALLOHOL DEHYDRUGENASE (DRTHOPHE

IBCL  BACIER IOCHLOROPHYLL A~ PPOTE]N(EGRE ONLY

1CPV  CALCIUWM-RINDING PARVALBUMIN SET &A

2CPY  TALCIUM-BINDING PARVALBUMIN SET 6H

3CPY  CALCIUM-BINDING PARVALBUMIN SET 61

1CAB  CAFBONI" NNHYDRASE B

ILAC  LHRBONIC ANHYDPRASE €

ICFA  CRARBONYPEPTIDASE A

2CHA  ALFHA-CHYMOTRYPSIN (TOSYL)
ALPHA-CHYMOTRYPSIN

iGCH  GAMMA- LHVIWTRYPSIN

1CHG  CHYMOTRYPSINOGEN

2CHA CONCANAVALIN A

3CHR  CUNCANAVALIH A

185C  CYTOCHROME BS

ILYT CYTOCHROME C (ALBACORE, OXIDIZED)
2CYT CYTOCHROME C (ALBACORE. REDUCED)
1CYC  CYTOCHROME C (BONITO. HEART)

1L2C  CYTOCHRCHE €2

155C  CYTOCHROME CSSO

N
1IF>H FLAVODOXIN (CLOSTRIDI

um me
1GPD  GLYCERALDEHYPE-3-P- DEHYDRUGENRSE(LUBSTR)H MANN
AOUD MET LADNER. HEIDNER. P?RUTZ

2iHB  HEIOGLOBIN (HORSE.

1DHB  HEMOGLOBIN (14DRSE. DEDXY)

iHHE HEMOGLOBIN (HUMAR. DEOXY)

IFPH  HEMOGLOBIN (HUMAN. FETAL, DEOXY)
ILHB  HEMOGLOBIN (LAMPREY)

IYHX  HEAXOKINASE (YEAST) BIII

IHIP  HIGH POTENTIAL IPOM PROTEIN

IFAB  IMMUNOGLNBULIN FAL" _(NE!

1RET  IMMUNOGLOBUL IN B-J FRGGP‘ENT REI
4LDH  LACTATE DEHYDROGENARSE

3LDH LﬂET’)TE DEHVDRDGENRSE/NQD/PYRUVRTE
1L LYVS0ZYME (BRCTER lUPHﬂGE T4)

ILYZ LYSOZYME (HEN EGG-ULMITE. Sl: w2)
2LYZ LYSOZYME (HEN EGG-UMITE. SET RSSD)
3LYZ  LYS0ZYME (HEN EGG-LMITE. SET RS6R)
4LYZ  LYSOZYMC (HEN EGG-WHITE. SET RS9A)
SLYZ LYSDZY[‘E (HEN EGG-WHITE. SET RS12R)
6LYZ YS0ZYME (HFN :uG uHITE. SET RS16)
7Lve L\SO' TE _(HEN EGG-WHITE. TRICLINIC)
IMDH MALATE DEHYDPOGENRSE

Mt MYOGLOBIN «SPERM WHALE)

218N IYOGLOBIN (SPERM LMHRLE, MET)

IAMN - MYOGLOBIN (SPERM HALE, DEOXY)
3PRP  PAFRIN. NATIVE

1PAD  PAPAIN (ACE-ALA-ALA-PHE-ALA. CYS-25)
2PRD  FHFRIN (C'¢S DEXIV OF CYS-¢5)

IPAD PHFAIN (ONIDIZED CYS-25)

J4PAD  FAFAIN (TOS-LYS. CY5-25)

SPAl PAPAIN (BZOXY-GL Y-PHE-GLY. CYS-25)
EPAD  PAPRIN (BZOXY-PHE-ALAR. CYS-25)
1PGK PHOSPHOGLYCFPRTE KINASE (YERAST)
2PGK  PHOSPHOGL YCERATE K INASE (HORSE)
1PAB  PREALBUMIN (HUIRN. PLASMA

IRNS  PIBONUCLERSE S

2P RUBREDOXIN

1SHS  STAPHYLOCOCCAL NUCLERSE

15GB  STREPTOMYCES GRISEUS PROTEINASE B
1SBT  SUBTILISIN BPN

25BT SUBTILISIH HOVD

1500 SUPEROXIDE DISMUTASE

1TLH  THEPMOLYSIN (UNRFF INED)

2TLIL THERMOLYSIN (REF INED)

ISR THIOREDOXIN

1THR  TPANSFER RNAR (YEAST. THE)

2THA  TRANSFER RHR (YEAST. PHE)

3THA  TPANSFEP RHR (YEAST. PHE)

1TIM  TRIOSE PHOSPHATE ISOMERASE

IPTH  TRY/PSIN (NATIVE., PH8)
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2FTB  TRYPSIN(BEHZAMIDINE INHIBITED. PH7) FEHLHRI‘I‘ER. BODE. SCHWAGER 1,77

IPTC  TRYPSIN. TRYPSIN INHIBITOR COMPLEX OD AL. ll/?S

3PT1  TRYPSIN INHIBITOR (BOVIHE. PANCRERS) R. RER 1.76

IPTP  TPYPSIH (DIP INKIBITED) J. CHAMBERS. R. STROUD 3/7?
STATUS CODES

ELANE STANDARD ENTRY AVAILABLE FOR DISTRIBUTION
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TABLE 2.  PROTEIN DATA BANK NON-STANDARD ENTRIES

18-MHY-77

IDFENT DRTE/

MOLECULE DEPGSITOR CODE
CHYMOF ALPHA-CHYMOTRYPSIN (TOSYL) D. BLOW 4/73 SF
RCARPB4  CALCIUM-BINDING PARVALBUMIN R. KRETSINGER 2/74 SF
RCARPBS  CALCIUM-BINDING PARVALBUMIN R. KRETSINGER 2/74 SF
RCYTBSB2 CYTOCHROME 8BS F. S. MITHEWUS 5/73 TR
RTUNOX281 CYTOCHROME C (ALBACORE. OXIDIZED) R. DICKERSON 5/76 SF
RTUNRD201 CYTOCHROME C (ALBACORE. REDUCED) R. DICKERSON 5776 SF
RCYCS581 CYTUCHROME C550 R. TIMKCVICH 4/76 SF
RGPDB4 GL YCERAL DEHYDE -3~-P-DEHYDROGENASE (LOBSTR)M. YRDSQMNN 8/75 SF
RHUMDEH@2 HEMOGLOBIN (HUMAN.DEOXY) M. PEPUTZ, G. FERMI 5/75 SF
LAMPRY!1  HEMOGLOBIN (LAMPREY) HENDRICK‘.-;UN LOVE.KARLE 5,73 SF
RLDI 06 LACTATE DEHYDROGENASE M. ROSSMAI 8/75 SF
RLDHB? LﬂCTﬂTE DEHYDROGENASE /NAD /PYRUVATE S M. RDSSMNN 8/75 SF
RMETMYSF1 MYDGLNBIN (SPERM WHALE. MET) T. TAKANO 6/76 SF
RDEMYSF1 MYOGLOBIN (SPERM WHALE. DEOXY) T. TAKAND 6/76 SF
RRUBYB2  RUBREDOXIN L. JENSEN 3/74 SF
TORSNAB1 TORSION ANGLES (11 PROTEINS) T. W, E. KRBAT S/73 TR

CoDEs

SF STRUCTURE FRCTURS
TA  TORSION ANGLES

*NOTE* IN SOME CHSES, MORE RECENT TORSION ANGLES THAN THOSE CONTAINED IN THE
COVE ENTRIES MAY BE CALCULATED FROM THE APPROPRIATE ATOMIC COORDINATE
ENTRIES LISTED IN TRBLE I.
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TABLE 3. CORRECTIONS AND REVISIONS OF ATOMIC COORDINATE DATR

21-APR-77
*IDENT, 1MBHA *IDENT, 1CHGA
ADELETE. 1MEI. 2 *INSERT. ICHG. 43
HEWDER  OXVGEN STORAGE 85-APR-72 1MBN . . REMARK S .
REMARK 5 CORRECTION, IN RESIDUES TYR 94. TYR 171, AND TYR 228
*IDERT, 1ADV'A REMARK 5 ATOM OH WAS MISNAMED AS 0. WHICH NAME THEREFORE OCCURRED
wen ETE. 1ADE . REMARK 5 CE. IT HAS BEEN RENAMED AND RESTORED TO ITS CORRECT
HERDER TRQNSFERGSEtPHO:PhU)PHOSPHORYL ACCEPTOR 11-JUN-76  1ADK REMARK 5 POSITION AFTER CZ. THUS NECESSITATING RENUMBERING OF THE
+DELETE, 14DK.6 REMARK 5 INTERVENING ATOMS CB THROUGH CZ. (OH_FORMERLY HAD SERIAL
HOR . SCHULZ. M. ELZINGA. F. MARX AND R.H. .SCHIRMER REmRK 5 NUMBEKS 699, 1269. 1661 AND NOW HAS 7@6, 1276. 1668
+DELETE, 1 REMA RESPECTIVELY IN THE THREE TYROSIHE RESIDUES.) 03 JAN-77.
REIARK 1 Ri FERENCE 1. G.E. SEHULZ. M. ELZINGA. F. MARX AND R.H. X ELETE m«; ?20.727
#DELETE. 14DK ATOM 699 94 22.522 15.885 6.574 1.00 0.08
REMARK | SEHIRHER. THREE-D IMENSTONAL STRUCTURE OF ADENYLATE KINASE. ATOM 7@ CG TYR 94 .61 5.972 8.174 1.9 9.08
ADELETE. 1ADK. 12 ATOM 781 CDY TYR 394 .888 16.371 8.687 1.88 6.08
FEITARK 1 COMPARISON UF ADEMYLATE KINASE WITH OTHER PROTEINS. NATURE, ATOM 782 CD2 TYR 394 1232 13.962 8.963 1 2.08
ADELETE. 1ADK ., AT0M 783 CEl TYR 94 .882 16.468 9.983 1.8 0.28
FEMRK | REFERENCE 3. G.E. SCHULZ, C.D. BARRY. J. FRIEDMAN, P.'f.CHOU ATOM 784 CE2 YR 94 .41 4.151 18.366 1.08 0.
+DELETE, 1ADK . 18 ATOM 785 CZ2 IYR 94 .597 15.449 18.877 1.8 8.90
REMARK 1 sscounnm STRUCTURE OF ADENLYATE KINASE. NATURE. VOL. 258, RTOM _ 786 OH TYR 4 .49z 15.535 12.378 1.9 8.08
#INSERT. 1ADK . *DELETE., 1CHG. 1205, 1212 B
PEIMARK ATOM 69 CB TYR 171 355 33.165 18. 1.0 9.99
REIARK 5 RESIDUE ASP 65 CHANGED TO GLN 65 AND SEVERAL TYPUGQRPHIERL J ATOM 78 C6 TYR 171 @46 34.557 19.272 1.88 0.08
PEIGRE. 5 ERRURS CORRECTED. *NOTEX THE RESIDUE CHANGE MEANS THI ATOM 71 CDI 1YR 17} 848 34.545 29.672 1.8 0.98
FEMRFE S ;Houu) EE ADDED TO ALL ATOM SERIAL NUMBERS PAST RESIDUE ATOM 72 CD2 TYR 171 552 35.658 18.568 1.88 ©.28
PEMARL 5 65. THIS WILL BE CORRECTED LMEN THE FULL STRUCTURE ATOM 73 CE1 TYR 171 839 35.737 21.381 1.8 ©.20
FEmPk 5 BECOMES AVAILABLE. 12-JUL-76 ATOM 74 CE2 TYR 171 342 36.858 19.289 1.89 0.00
ATOM 7S €2 TYR 171 1432 26.929 28.698 1.9 ©.80
4DELETE xnm’ 32 ATOM 1276 OH. TYR 171 .826 38.229 21.399 1.08 9.08
194 ARG GLY LYS MET LEU SER GLU ILE MET 6LU LYS GLY GLN *DELETE, 1CHG. 1597, 1604
'r-cuzrs ADK. 111 ATOM 1661 CB TYR 228 .924 28.607 12.779 1.89 0.00
HTOM 438 CA GLN 65 26.080 21.900 36.000 1.20 0.0 ATOM 62 CG TYR 228 .523 29.191 14.882 1.88 ©.00
) ATOM 63 CD1 TYR 228 7485 29.836 14.792 1.89 9.00
+IDENT, 1ADKB ATOM 64 CD2 TYR 228 .259 28.974 14.674 8.98
#DELETE. 1ADK . 242 ATOM . 1665 CE! TYR 228 (182 78.482 16.895 1.8 4.08
MRS TER 23 P © © @ @ @ 3 194 1 8 15 ATOM 66 CE2 TYR 228 .853 29.561 15.879 1.08
: ATOM 67 CZ TYR 228 .81 8.264 16.588 1.8 0.80
*1DENT, 1MBNB ATOM 68 OH TYR 228 7 9.852 17.792 1.08 0.8
*IN:,ERT.H‘BN 32 *DELETE. ICHG. 1740
MASTER 4 © @ 2 14 B B 6 1643 1 18 19
pgmw 5 £OPRECTION. THE CONECT 1213 RECORD WAS uwnc. THE 736
PEMARL 6 SHOULD HAVE BEEN. AND IS NOU. 74@. 28-SEP-7 *IDENT. ICPAR
+DELETE. 1MBN. 133 *INSERT. ICPA. 26
CONECT 1213 a 1228 1225 1236 REMARK S
IDELETE 11N, REMARK 5 CORRECTION. INSERT MISSING CONECT RECORD. R3-JAN-27
TRSTI 2 8 1 g @ 3 2 6 1260 1 46 12 *INSERT. 1CP
CONECT 1277 1119 1276
*IDENT. 10(CA *DELETE. ICPA. 257!
\éN’-Ef’T |grc .21 MASTER 20 2 1 8 B 32 8 62453 2 6 25
FEIRFY, S CDR"‘EETION MADE 25-0CT-76. THE SECOND conecr RECORD FOR
PEIWPK Ol 293 SHOULD HAVE 827 835 (NOT 819 835 *IDENT, 1C2CA
ws._enm 894 *INSERT. 1C2C. 28
COHECY 393 827 835 REMARK 4
L T
MISTER 13 o 1 s 8 3 8 9 839 1 8 .
8 REMARK 4 THEREFORE UCCURRED TWICE. IT HAS BEEN RENAMED aND
REMARK 4 RCSTORED TO ITS CORRECT PUSlTIDN AFTER CZ. THU
*1DENT, 3CHAR REMARK 4 Nscsssnmms RENUMBERING OF THE INTERVENING a*ron' 0
A REMARK 4 375 St g1 FORER gD SERLAL reess 522 e
K 4 . . 811 . . . s2
REMAPK 6 CORRECTED B4-DEC-76. THE CONECT RECORDS WERE INCORRECT. FCB REMARK 4 THE FIVE TYROSINE RESIDUES.) B3-JAN-77. )
*DELETE. 3CHA. 1824. 1828 wDELETE. 1C2C.384.392
COHECT € _ S5 833 ATOH 29 0 TWR 46 4.163 14.954 35.637 1.9
CONECT 382 381 418 ATOM 38 CB.TYR 46 3.869 12. 37.615 1.88
COHECT alg 417 382 ATOM 31 CG TYR 46 5.385 11.938 37.554 1.08
CONECT 293 832 6 ATOM 32 CDI TYR 46 6.177 11.548 36.332 1.00
CONECT 386 935 1445 ATON 33 CDh2 TYR 46. 5.769 11.273 38.651 2
COHECT 1218 1217 1334 ATOH 34 CEI TYR 46 7.553 11.159 .41 1.88
CONECT 1334 1213 1333 ATOH 35 CE2 TYR 46 7.156 11.172 38.821 1.8R
CONECT 1383 1382 1584 ATOM 36 C2 TR 46 8.821 10.823 37.672 1.48
COMECT 1345 1444 oM 46 9.341 18.278 37.803 1.88
CONEET 1984 1383 1583 *DELETE. 1C2C.401. 499
{DELETE. 3CHA. 1823 ATOM 48 37.961 14.496 31.832 1.80 1
IHSTER 48 8 4 114 8 8 31733 2 5 18 : AToM 47 CB TYR 48 35.422 12.358 32.893 1.88 1|
- ATOM 48 CG TYR 48 4.556 11.382 32.752 1.80 |
#IDENT, ZLHAB ATOM 49 CDI TYR 48 5.867 10.895 32.897 1.09 |
{DELETE. 3CHAA . 2 ATOM 58 (D2 TYR 48 3.942 11.539 33.976 1.88 |
PE:EP. F CORRECTION. THE CONECT RECORDS WERE INCORRECT. 84-DEC-76 ATOM 51 CE1 TYR a8 4,487 §.984 33.545 1.80 13.
ARTOM 352 CE2 TYR 48 3.870 18.614 34.448 1.98 13.0
AP CDPPEETIDN CORRECT MASTER RECORD. B3-JAN-77 ATOM 53 CZ TYR 48 3.392 9,321 34.161 1.88 13.0
'I'ELETE CHAR ATOM S4 OH TYR a8 2.636 8.299 34.683 1.88 (3.8
HASTER 4& 5] 1 14 -] (] 31733 2 19 19 *DELETE. 1C2C. 434, 442
ATOM 79 0 TWwR S 3.398 18.279 26.862 1.80 3.0
ATOM 9 €8 TYR 5 5.969 18.197 29.839 1.88 13.O|
ATOM 1 €6 TYR 5 6.957 8.967 29.258 1.80 13.0
RTOM 2 CDI TYR 5 6.381 7.714 23.514 1.88 13.9!
ATOM 3 CD2 TYR S §.518 9.144 29.189 1.8@ [3.6l
ATOM 4 CEI TYR S 7.832 6.615 29.860 1.88 13.0
ATOM S5 CE2 TYR & 9.388 7.911 29.386 1.80 13.@
ATOH 6 CZ TYR 52 8.683  6.742 1934 1.8 13.8
ATOM 7 OH TR 5 5.418  5.658 1.88 13.8
*DELETE. 1C2C.573.581
TOM  S5i8 0 TR 7@ 40.1 -.951 .8 16.80
ATOM 519 (B TR 7 36.948  -.a35 . 6.08
ATOM 520 €6 TR 7 3r.333 715 6.08
ATOM 521 CD! TR by 5.098  1.391 6.29
ATOM 522 €D THR 7 .501 1294 6.8
ATOM 523 [E! DR 7 8.716  2.407 6.9
ATONM 524 CE2 TR B 7.889  1.305 ca
AToil 525 € TR 7 8.408  2.418 6.9
ATOM 526 OH TR 78 8.587 3.519 6.8
*DELETE. 1£2C. 866,874
nion 81l 197 26.549 -5.038 2.00
aTOM 812 CB TYWR 187 29.256 -3.802 2.208
ATONt 813 CGC TWF 187 39497 -3.82 2.20
WO BId CDI TWR 187 38.159 -3.821 2.00
WTAN 315 EDD L6568 2.08
aToM  B1E 1 2.00
wTON 817 2 2.00
Hlnn Rl'? 2.00
on) 2 2.00
SOELETE .
MG TER 48
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*IDENT. 1ESTA

ADELETE. E‘:T

REMARRK

PEMARK b EURRELTIUN.
AINSERT, 1EST. 19,
COMECT 352 23[ 351

FINSERT. IEST. 1348
CONECT 1341 1223 1348
KINSERT, IEST. 1250
CONECT 1466 q 20 1465
CONECT 1613 e 1612
XDELETE. IECT 196I
HMASTER

*IDENT, IFAEA
EINCCRT, 1IFAB.31

S

S CORRECTION.
HB.3237

52 687

COHECT 31947 1547 3196
4LELETE. IFRB.32302
HASTER 25

#IDEHT. IFDXA
+ INSERT. lFD)’ 27
REMART.

FEMARK h COPRECTION, THE SG ATOMS OF CYSTEINES 11,

PELWRICE 41, 45 HAD

TRBLE 3.

INSERT MISSING CONECT RECORDS. B83~JAN-77

a 1 6 1858

1

INSERT MISSING CONECT RECORDS. 83-JAN-77

33

INCOPRECT v

&
REIAFK. [ lr:‘NSIGF'EblTER THAN 3.399
3 - 6 -
FD.

+LELETE. IF 2
ATOM 243 Sh
#DELETR . |FDX, 3
HTON a

oM
4DELE IE. lF['
ATON B ‘3G
»[*ELETE IFDA.
HASTI 13

*IDENT. THIPA
*INSERT, IHIP.40
EFMAFK 6

1
14
13
35
38
41
45

8 ] 6 3187

14,

2

18,

18

35,

CORRECTIONS AND REVISIONS OF ATOMIC COORDINATE DRTA (CONT.)

33

AND Z COORDINATES. (WHEN THE VRLLIE
WAS LOST

THE HIGH-ORDER DIGIT

.27 18.970 14,503
.364 | 5.564 15.917
. 166 .582 21.043
L3739 -.SBS 18.2081
.448  3.239 23.165
L135 5.823 17.630
.735 11.865 13.311

2] 2] 6 389

1.00
1.09
1.e0
1.00
1.00
1.00
1.00

0.88
8.88
8.89
8.89
8.08
0.06
0.98
24

IN-RESIDUE TYR 19. ATOM OH WAS MISNAMED RS

0.
HRS BEEF]! RENAMED

COPDOOOD®
®
o

PEIWPK & CDRPEETION 0l

FEMHFK 6 IHICH NAME THEPEFQRE CCCURRED TUWICE.

FEMARK 6 QHIJ RESTORED TO ITS CORRECT POSITION AFTER CZ

FEMARY. 6 HECESSITATING REMUMBERING OF THE INTERVENING ﬂTDHS 0
PEMAFL 6 THROUGH CZ. (OH FDRI'ERLY HAD SERIAL NUMBER 128 AND NOW
FEMAFK 6 HAS_122.) BHL 032-JAN-7

#DELETE, 1HIF. 177,185

ARTOM 120 TR 19 22.879 19.848 13.978 1.08
ATON 121 B TYR 19 19.8680 11.028 12.318 1.08
RTON 122 6 TR 19 19.4580 1 11.408 14.348 1.08
AHTON 123 CDI T¥R 13 18.648 12.548 14.520 1.88
ATOM 124 CD2 TP 19 19.920 18.718 15.438 1.98
ATON 125 CEl TR 19 18.268 i2.318 15.888 1.00
HION 126 CE2 TP 13 13.550 11.878 16.778 1.90
ATONM 127 L2 TR 13 18.758 12.218 16.920 1.80
ATON 128 OH  TYR 13 18.418 12.580 18.218 1.08
tDELETE, IHIP.?74

IHSTEF 26 2] 1 3 8 8 6 709 t
#IDENT, IFELA

+IHSERT, lP'EI 53

F‘EMHFl

H COPRECTION.
41”.,EFT 1FEI. 1849
rUIIEFT Snl 14 &70

+ E1.1841
CONECT ld'_‘-)'-l 932_1438
4DELETE. IFET. 18342
MASTER 4 8

¥IDENT. 14DHA
FIHSEFT. lHDH
FEN

INSERT MISSING CONECT RECORDS. 83-JAN-77

18 18 S 9 1787

2

HEF G
FEMAFY E rfJF‘F‘EI' TIDN I‘WVE THE HET T‘FIPD: TO THE!F PROPER F‘UC]T[DN
: RS

ElW
o['ELETE IQDH
E1APK

OIIELETE Iu['H %
OlITI’JEFT. LADH ., 3
1

HET it}
HET HIPP
+DELETE. 1ADH. 2014

1HSTER Sa

THE

SHIFT FOR 2 IN REMAPK 4.

28-MAR

-1.e . 8%

CATALYTIC ’[r'CfII\ IOH
“ECconp 1
VibF P 1EL

eI

in
v P’EUDﬂ COFW‘ T0e)

22 i n b 2322

-HET. OPH
*DELETE . 2ADH. 296,
MASTER 50

*IDENT, ZADHA

*DELETE, 2ADH. 46

REMARK 4 THE CRYSTALLOGRAPHIC ASYMMETRIC UNIT OF THIS STRUCTURE
REMARK 4 CDNTRINS ONE POLYPEPTIDE CHRIN WHICH IS COMPRISED OF Tu0
NS. T0 GENERATE COORDINATES FOR THE OTHER CHMN WHICH

REMARK 4 MA 1

REMARK 4 I‘DPPLETES THE EIDLUGICQLLY ACTIVE DIMER THE OPERATION
REMARK 4 GIVEN APPLIED. NOTE THAT THIS IS A TRUE
REMARK 4 CRYSTGLLDGRRPHIC DIQD S(MMETRY ELEMENT.

REMARK 4 0.8 2.9

REMARK 4 1.8 B E 9.0

REMARK 4 O.B 8.8 -1.0 90.85

REMARK S

REmRK g

CORRECTION. MOVE THE HET CARDS TO THEIR PROPER POSITION.
ALSO INSERT MISSING REMARK 4. 28-MAR-

*DEl ETE 2RDH. 4?, 49

*INSERT. 2ADH. 7!
HET 2ZN1
HET ZN2

1 CATALYTIC ZINCCII) ION
1 SECOND ZINCCII) ION

4 ORTHOPHENANTHROL INE
3

18 22 17 [} 6 2801 1~ 25 29

1
2
4
2
*IDENT. 1CABA

*INSERT. ICRB. 28
REMARK

REmRK 6 CORRECTION. FIX MASTER RECDRD TO SHOW CORRECT NUMBER OF
FTNOTE RECORDS. 28-MAR-77

6
*DELETE 1CAB. 2 26 .
MASTER 10 1 7 19 11 ] 6 2024 1 § 21

*IDENT, ICRCA
*INSERT, lCRC 53

REMARK
REMARK 8 CORRECTION. FIX MASTER RECORD TO SHOW CORRECT NUMBER OF
REMARK FTNDTE RECURDS. 28-MAR-77.

*DELETE. ICQC 2183
MASTER 48 18 1 8 19 18 8 6 2859 a 4 20

*IDENT, 2CHRA
*[NSERT, ZCHQ. 80
REMARK

Rgmgk ; C[ZlngngDN FIX SOME CONECT RECORDS THAT WERE IN ERROR.
*DELETE.2CHA. 1931. 1359

CONECT 892
CONECT 986 985
CONECT 1218 1217 1334
CONECT 1334 1218 1313
ONECT 1383 1382
*DELETE. ZCHR 1946 1941

CONECT 1445

CONECT 1584 !383 1991
*DELETE, 2CHA. 1952
MASTER 1 3 14 ] [:] 9 1796 2 21 19

*IDENT, 3CHAC

XINSERT. ZgHQB.I

REMARK

Ri max 8 CORRECHDN ORDER THE CDNNECTIVITIES FOR SEVERAL ATOMS TO

REMAI 8 BE_IN ASCENDING ORDER. 28-MAR-

*| ELETE 3CHAR.S.6

CONECT 418 382 417

CONECT 8393 6 B892

*DELETE 3CHRB. 4

MAST 45 a i 14 ] e 9 1733 2 10 is

*IDENT. ICYTA

x ELETE 1€YT.49.52

R m 6 OF THE OXIDIZED INNER MOLECULE 1S GIVEN IN THE MTRIX

REMAI 6 RECORDS BELOW.

; NSERT ng .55

R mRK 8 CDR&EETHJN ‘REMOVE NON-CRYSTALLOGRAPHIC TRANSFORMATION FROM

g mm( g gg 6 RND INSERT 1T AS MTRIX 1| TRANSFORMATION BELOW.
-MAR

* NSERT 1CYT.98

MTRIX1 -1 .418450 .987998 .921528 -59.254000

MTRIX2 1 .908178 -.841868 .082860 -17.9930080

M .811628 .018348 -.993760 34.745000

TR IX3 1
*DELETE. ICYT. 1888
MASTER 46 -] a8 18 2] ie ] 9 1692 2 95 16
*IDENT, 1DHBR

*INSERT, XDHB 38

REIMRK

REMARK 7 CORRECTION. FIX m TER RECORD TO SHOW CORRECT NUMBER OF
REMARK 7 FTNOTE RECORDS. MAR-77.

*DELETE. IDHB. 2480
MASTER 35 ? 2 16 9 2] ] 9 2283 2 92 23

*IDENT, IFXNR
*INZERT, F .35

REMARK.
REMARK 6 EOPPEET!DN US[ * [NSTEAD OF SPCCIAL CHARACTER -PRIME-
REmRK 6 FB ? IN THE RIBITOL PORTION OF THE FI.
MA 7

*DELETE I ‘:N llb3 ll.’l

Cl 1 39,915 -.788 13.112 1.0 8.8d
HETﬂTH 10‘34 CZ* Fm b 31.136 .658 12.625 1.9 0.00
HETATM 1035 02* FIi 1 31. 1.598 13.431 1.en 8.08
HETATM 1036 (3+ FIM 1 1.196 "12.314 1.88 0.00
HETATH 1897  G3+ FMH 1 .24 10.978 1.90 0.89
HETATIT 1038  CJd+ FIH i 2.711 12,449 1.90 0.00
HETATI INS3 OJd+ il 1 3.1286 12.443 1.00 Q.08
HETHTI IIHIJ L& FIN 1 3.323 i11.246 1.00 8.08
HETHTM 0+ Frm ! 4.500 11.S30 1.00 0.00
'DELETE IF\’II l Xh
HASTER 3 o 5 7 0 6 1104 1 31 IRt

% °ON “YALLTISMAN MNVE VIVA NIZIOHEd



TABLE 3,  CORRECTIONS AND REVISIONT OF ATOMIC COORDINATE DATA (CONT.)

FIDENT. HIBHC

#IHSERT, {IIBNB.3

REMAPK T

PEIMR’I i CORRECTION. FINM MASTER PEEDQD TO SHOW CORRECT NUMBER OF

v rTNUTE RECORDS. 2B-TMMF
*DELETE 1HENB
STER 3 [ 1 8 ] 3 2 6 1260 1 46 12
¥1DENT. 1MDHA

JDELETE. 1I1Di. 24
REMARK s CORBECTION. STANDAPDIZE THE NAMING AND ORDERING OF THE
REMAPK IN THE NAD CO-ENZYME. 28-MAR-
SEECETE. 11
HETATI 1 43.408 31.080 17.689 1.88 .
HETATH NAD 1 42.168 31. 17.76 1 8.
HETHTH HAD 1 44560 31.280 18.640 1 0.
HETATH HAD 1 431350 31.308 16.16@ 1 8.
HETATH NHD 1 45.168 38.58 15.68 1. a.
HETATH 1 450148 30.320 14.130 .80 .
HETATM 1 46.168 29.49 13.86l 1. B.
HETATH 1 40 31568 12.348 1.88 0.
HI H 44.228  32.240 13. 14 1 0.90
H i 45.989 38.968 12.848 | 8.60
H 1 0 309.520 11.248 i.08 @.80
H 1 46.788 29.780 12.560 1.0 B,
H 1 38068 12.768 1 .
H 1 48.94p 30.588 13.760 1 :
HETH 1 S0.300 30.680 13.708 | .
H 1 50.468 23.768 12.568 1 .
H 1 51.54 29.34 11.88l 1 .
i 52.728 29.668 12.328 | .
1 511468 28.620 16.989 1 .
1 50.249 23.328 10.48@ 1.8 B.
1 390820 28.66@ 11.028 1.00 B.
1 391220 29.490 12.980 1.60 2.8
1 421520 23.600 17.548 | :
1 42.78 28. 481 18.72 1 4.0
1 421248 29.948 20.000 |. :
i 41.888 27.260 18.128 | .
1 44.288 27.900 18.868 | :
1 44.428 26,60 9. 48 1 .
1 451788 26.548 20.188 | :
1 46.82 25. 24 8.82 1
1 451360 27.568 21.328 |
1 47.3qa 28.@00 21.320 1
1 45568 26.888 22.568 1
1 46. 28 27 .4D| 3.€8l 1
1 & 25.420 2.23 1
1 45.488 24.280 22.920 1
1 46.160 23.399 23.568 1.09
1 221228 24.148 1.8
1 46. 06| 21.380 4. 76 1.008 .
1 45480 20.380 24.328 1.08 ©.89
1 47.268 21.600 25.200 1.88 .09
1 441180 22.24B 23.948 .88 .99
1 43.5em 23.289 23.268 1.08 B.08
| 43.228 24.300 '22.868 1.88 ©.00
329 348
5
]
0 333
| 335
223
333 337
335
232 338
330 337
333
339
348 247
344
346
31 352
356
358
160
1
369

tDELETE.
IWSTER

*1DENT, IMHBA

*INSERT. mus 39

REIMARK

REMARK ? CORRECTION. FIX MASTER RECORD TO SHOW CORRECT NUMBER OF
REMARK 7 FTNOTE RECORDS. 28-MAR-77.

*DELETE 1MHB. 2481
MASTER 36 4 2 16 [} ;] [} 9 2288 2 92 23

*IDENT, IPABA
*INSERT. 1PAB. 44
REMARK 9

MA
REMARK 9 CORRECTION. FIX MSTER RECURD TO SHOW CORRECT NUMBER OF
REMARK 9 FTNDTE RECORDS. 28-MAi
*DELETE lPRB 2

[} 2 16 -} 2 9 1766 e 2] -]

*IDENT,2PTIR
*XNSERT.ZF’TI .36
REMARK

REMARK 4 CORRECTION. FIX MASTER RECORD TO SHOW CORRECT NUMBER OF
REMARK 4 FTNOTE RECORDS. 28-MAR-77.

*DELETE.2PT1.517

MASTER 2 e 1 2 2] a 6 454 1 6 S
*IDENT, 3PTIA

xéNSERT »3PT1.49

REMARK
REIMARK 5 CORRECTION. FIX MASTER RECURD TO SHOW CORRECT NUMBER OF
REMARK 5 FT?UTE RECORDS. 28-MAR-7,

*DELETE. 3PT1 5 1
MASTER ] 1 2 [} 8 6 584 1 6 5

*IDENT. 1IPTNA

*INSERT. IPTN. 34

REMARK  §

REMARK 5 CORRECTION. REMOVE FOOTNOTE NUMBERS FROM THE ATOMS OF

REMARK 5 RFSIDUE GLY 188R BECAUSE THERE IS NO FTNOTE 2. 28-MAR-77.

*DELETE IPTN 1300, 13083
Gl 18.433 B8.499 1.88 6.0

9.684 9.394 (.00 B OB

8.766 18.581 1.00

8.464 11.389 1.80 BEB

1 3 ] ] 8 6 1789 t 28 18

12 0
RDELETE 1IPTN. 1?93
*IDENT, 1IRNSA
;INSERT. 1IRNS . 45

MARK &
REmRK 6 CORRECTION. FIX MASTER REEURD TO SHOW CORRECT NUMBER OF
REMA 6 FTNOTE RECORDS. 28-MAR-7:

xDELETE IRNS. 1847
MASTER 33 [} 3 4 4 2] 6 952 2 8 (-]

*IDENT, 1SBTA
*INSERT, ISBT.SZ
REMARK

REMRK 4 CORRECTION. FIX MASTER RECORD 70 SHOW CORRECT NUMBER OF
REMRRK 4 FTNOTE RECORDS. 28-MAR-7!

tDELETE 1SBT. 2 57
MASTER ] 8 S 8 [} 6 1955 1 8 22

*IDENT. ISRXA
*DELETE., lSRX. 29
REMARK
REMARK 7 CORRECTION. CORRECT THE SHEET IDENTlFICnTIUN FOR ALL
REIRRK 7 STRANDS EXCEPT THE FIRST. 28-MAR-~77
ﬂDELETE ISRX.44.4/7

SHEET 2 Bl S THR S4 LEU 58 I N
SH 3B TRI 28 I N ALR
SHEET 4 Bl S THR 77 PHE 81 -1 N VAL 25 0 LEU 79
SHEET S Bl 5 ALR 88 LS 9 I' N LEU 88 0 ALA 86
MASTER 25 8 [} 4q S S 1 3 108 1 [} 9
*1DENT, 1TNRA -
*INSERT. 1TNA. 37
REMARK 7
RE!NSgRT ? CDRRECTIDN INSERT MISSING LINE IN REMARK 3. 1B8-APR-77.
* .
REMA 3 FURTHER REF INEFENT HAS BEEN PERFORMED AND AN UPDATED

tDELETE 1TNR. 1746
MASTER 31 1 -] e ] [} 6 1652 1 a4 6

ILE 4 0 VAL 55
56 0 LEU 24

THE _CORRECTIONS IN THIS TABLE ARE GIVEN [N THE FORM OF "UPDATE"
leFlCMTlDNS AND CONSIST OF “UPDRTE’ DIRECTIVES PLUS NEW DATA RECORDS THAT ARE
T0_BE INSERTED OR THRT REPLACE ERRONEOUS RECORDS IN CERTAIN ATOIIC COORDINNTE
ENTRIES. “UPDATE” IS THE CDC L IBRARY-FILE MANAGEMENT SYSTEM UNDER LMICH THE
MHSTER PROTEIN DATA BNNR FILE IS MIINTAINED. FOR A DESCRIFTION OF 'UPDRTE'
USERPS APE PEFERRED TQ THE ‘UPDATE REFERE NCE muum.' PUBLICHTIDN NUMBI
60312580. CONTRCL PHTA LORPORATION. ARDEN 1970, BRIET' Y. ERCH DATA
ENTR I3 GIVEN AN IDENTIFICATION LODE. LHlCH fll S0 :ERVES A4S THE UPDATE 'DECK”
NRIE. ENCH PECOPD IN THE FILE IS IDENTIFIED WITH Tl TAGS. THE FIRST TRG IS
SIPLY THE "DECK” NAME (OR AN “ IDENT' NAME -SEE BELOW) AND THE SECOND 15 A
SEMLENCE HUMBER WITHIN THE "DECH ' (OP “IDENT ). THESE TAGS ARE INCLUDED
IN THRPRCTERS 73-80 OF THE FECOFDS IN EACH DRTA ENTRY RS DISTRIBUTED.

COPRECTIONS WY BE MADE USING “UPDATE® DIPEF‘TI\'ES TO * INSERT” NEW
FECOPDS DR "DELETE' OLD ONES. EAMH CONRES TION SET B[Gllh WITH A “*IDCNT*
DIFECTIVE, THIS IDEMTIFIES THi COPPECTINN SET. £.G. RS - IMBNA® FOP THE
| CHPOHOL DG ICALLY Y FiFST CORPECTION TG DECH “IMGH" FOR SPERII-UHALE
PHGLOBIH. CIMEBNBT COF THE SECOMD COFFECTION. ETC. 'DELETE DIRECTIVES

‘CLOPD OF INFLUSTYE FUN OF F‘E(OPIH TO BE DFLETED. IF [KTA RECOFDS
WFCLLAT, T4 DCLETE E 1 SEFTER [N FLACE
F

. e T U 5
FR.OHFTER LHILH THFGRHATIN TO RE PECARDS TO
. :

llH*EFT 1 THE Ll'lFlvELTIIJH :FT WITHIN
FUWCED 11 TRE FILE ARE GIVEN THT *IDEHT® HAME AND

z
m

% °*ON “¥ALITISMAN JINVE VIVA NIZLO¥d
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PROTEIN DATA BANK NEWSLETTER, No. 4 -6-

Several new Data Bank services are planned, to start during the next
six months. These include distribution of "model-builder's kits," to consist
of compact hard-copy listings of atomic coordinates and torsion angles,
intended as an aid in construction of models from standardized parts. 1In
addition to these kits, we soon hope to have available for distribution
computer programs for production of Ramachandran and diagonal plots. These
programs will be written in simple standard FORTRAN and will operate directly
on the atomic coordinate entries as distributed.

Currently, the majority of our budget is supplied by a grant to
Brookhaven from the U.S. National Science Foundation, and we have received
additional support from the National Institutes of Health. These funds are
gratefully acknowledged. We also appreciate very much the support of our
users; through distribution charges paid by you, we are now recovering some
of our costs. Comments and suggestions on how service might be improved
are always welcome. We want to thank all those who returned our recent
questionnaire and hope to hear from more of you in the future.

ADDRESSES NAMES :
Brookhaven National Laboratory F.C. Bernstein (tele. 516-345-4382)
Chemistry Department T.F. Koetzle (tele. 516-345-4384)
Upton, New York 11973, USA G.J.B. Williams (tele. 516-345-4383)
Department of Chemistry M. Tasumi

Faculty of Science
The University of Tokyo
Bunkyo-ku, Tokyo, Japan

University Chemical Laboratory 0. Kennard
Lensfield Road
Cambridge CB2 1EW, England



PROTEIN DATA BANK REQUEST

Name:

Adress:

Telephone:

Send the following information (please check):

/

( ) all current coordinate entries ( ) description of file record formats
( ) data entries listed below

I am supplying a NEW 2400' reel of magnetic tape which I would like written as
follows: :

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

Tape copies of the file are normally blocked'since otherwise the entire
contents will not fit on a 2400' reel of tape. Indicate the maximum block size
allowed if blocks of 5120 characters (bytes) cannot be handled,

To avoid delays, send all correspondence to the address given on the reverse
side of this form.

A purchase order ( )/check ( ) is enclosed ( )/sent separately ( ). The
charge is $34.30 per request or $47.00 if Brookhaven is to supply a tape.

Parameter sets requested (by code name please):

Comments :

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



Dr. 0. Kennard

University Chemical Laboratory
Lensfield Road

Cambridge CB2 1EW, England




