Technical Format Details

Recently we have made two small changes in the format of coordinate entries. These changes will only have an impact if you look explicitly at these fields.

1. Columns 21- 25 of HET records are defined as the number of atoms in the non-standard group. We are now generating this number automatically, and it is now set equal to the number of HETATM records that are included in the het group. Thus, for example, if an atom is presented in two conformations it will be counted twice in the number presented in columns 21 - 25. As another example, if some of the atoms in a het group could not be located in density and no coordinates are given for these atoms, then they will not be included in this count. The formula for the het group that is given in the corresponding FORMUL record is unchanged and represents the composition of the unliganded group.

2. For every publication that is listed on JRNL or REMARK records, the last record is of type REFN and contains several codes to identify the journal or book. In the past, columns 68 - 70 were used to list the ’coden’ which is simply an identification number for the journal or book. The same codens are used by the Protein Data Bank and the Cambridge Crystallographic Data Centre. With the increasing numbers of journals and books, we have had to expand the three-digit coden to a four-digit number which is now presented in columns 67 - 70.

Unix-Based Filters and Browser

The response to our PC-based PDB-Shell has been so positive that a similar system, PDB-Browse, has been developed for PDB’s UNIX users.

The PDB-Browse system consists of three parts. The first of these builds indices (based on Unix standard dbm files) of the PDB entries as they exist on the user’s computer system. The requirements for running this part are PERL and 50 Mbytes of disk space (the disk requirement can be lowered by indexing fewer fields in the PDB file). Currently indexed are the AUTHOR, COMPND, CRYST1, JRNL, SOURCE, EXPDAT and REMARK records, plus the accession date, functional classification (as it appears in the HEADER record) and resolution fields, as well as the file location as a function of ident code.

The second part of PDB-Browse consists of a number of PERL programs that act as filters and scan the above indices. The

Protein Data Bank

Quarterly Newsletter

Number 68 April 1994

April 1994 PDB Release

2441 full-release atomic coordinate entries (120 new additions)

2247 proteins, enzymes and viruses 166 DNA’s

9 RNA’s 9 tRNA’s 10 carbohydrates

353 structure factor entries 31 NMR experimental entries

The total size of the atomic coordinate entry database is 720 Mbytes uncompressed.

Table of Contents_{page}

Technical Format Details......................................................1 Unix-Based Filters and Browser...........................................1 Deposition Contact Persons.................................................3 Newsletter Availability..........................................................3 Revised Newsletter Format Considered...............................3 PDB User Group..................................................................3 Distribution Directory Structure............................................3 Access to PDB using FTP....................................................3 FTP Access Help..................................................................4 How to Download Files from PDB using FTP.......................4 How to Upload Files to PDB using FTP...............................6 Access to PDB using Listserver...........................................7 Access to PDB using Gopher...............................................7 Procheck Software Package ................................................7 Guidelines for Deposition and Deposition Form..................7 Depositing Data with PDB....................................................8 Assignment of Ident Codes..................................................8 Obtaining an Ident Code for a New Entry.............................8 Finding the Ident Code of an Existing Entry.........................8 CD-ROM Information............................................................9 Newly Released Entries.....................................................10 Newly Deposited Entries....................................................13 PDB Order Form................................................................17 Affiliated Centers................................................................19 To Contact PDB.................................................................19 PDB Staff............................................................................19 Statement of Support.........................................................19

The latest version of the Deposition Form should be obtained from the FTP/pub directory before depositing data.

PDB Newsletter 68 April 1994 Page 2

view^\expd.pl -a NMR | comp.pl DNA
    | sour.pl SYNTHETIC | loc.pl^\

PERL scripts are also provided to scan the accession date (before.pl and after.pl), functional classification (head.pl), and the resolution as it appears in remark2 (resolu.pl). In addition, full.pl searches the full file for a particular expression including wild cards, list.pl lists an entire index, and lookup.pl extracts certain records or fields from a list of ident codes. For example, to find the authors (not ident codes) from the above set, one would execute:

expd.pl -a NMR | comp.pl DNA | sour.pl SYNTHETIC
    | lookup.pl auth

The third part of the PDB-Browse system, called browse, is a graphical user interface (GUI) front-end for all of these filters (as well as custom filters that may be written by the user). This front-end requires the user to install tcl and tk (Tool Command Language and Tool Kit, public domain utilities written by John Ousterhout of UC Berkeley and availablevia anonymous FTP from harbor.ecn.purdue.edu). It is also helpful, but not required, to have a graphical viewing program such as RAS- MOL (by RogerSayle, available from ftp.dcs.ed.ac.uk) or MidasPlus (ConradHuang and Thomas Ferrin of UCSF). A screen dump of a typical PDB-Browse session is shown below.

programs auth.pl, comp.pl, cryst.pl, expd.pl, jrnl.pl, rem.pl and sour.pl scan the appropriate records. For example,

expd.pl -a NMR

returns the ident codes of all (-a) entries for which NMR techniques were used to collect the data. (Adding a -v flag would report all non-nmr entries.) To find out which of these entries describe DNA, execute the command:

expd.pl -a NMR | comp.pl DNA

which will return the entries satisfying both conditions. To find out which of these have a SYNTHETIC source, execute

expd.pl -a NMR | comp.pl DNA | sour.pl SYNTHETIC

to produce the ident codes of those 14. On a Silicon Graphics workstation, with the indices residing on an NFS-mounted file system, the above query took less than 10 seconds.

A PERL program called loc.pl is also provided which, given an ident code, will provide the location of an entry. Combining loc.pl with the pipeline, one could view each of the above files with the command:

Typical PDB-Browse Session

PDB Newsletter 68 April 1994 Page 3

All of the programs making up the PDB-Browse system are available in source form via each of the PDB’s distribution methods, in a directory named pdbbrowse. Please send all comments and suggestions for improvements to DaveStampf (stampf@bnl.gov).

Deposition Contact Persons

PDB requires the names of two contact persons - a primary and a secondary contact - on the deposition form for each new structure. For detailed instructions, please see the current deposition form available on the PDB FTP server or request a copy via e-mail(pdb@bnl.gov).

To avoid confusion, we suggest that the primary contact be the person who actually submits the data. When requesting acknowledgment of a data deposition, please be sure to provide PDB with the name of the primary contact person so that we can properly identify your structure.

Deposition material should only be sent to the following:

e-mail: pdb@bnl.gov

FTP: connect to pdb.pdb.bnl.gov using anonymous FTP

cd to the /new_uploads directory upload your files

normal mail: Protein Data Bank Depositions Chemistry Department, Building 555 Brookhaven National Laboratory P.O. Box 5000 Upton, NY 11973-5000 USA Be sure to provide identifying information, including your name, address and telephone number, in the header of all files submitted.

Newsletter Availability

The PDB Newsletter is available from FTP, Gopher and Listserver archives as soon as it is prepared. Allowing for printing and mailing time, we expect this to be about four weeks earlier than a printed copy would reach you by mail. Availability of each new issue is announced on the Listserver (see article on page 7 pertaining to Listserver).

If you are satisfied receiving the PostScript or ASCII version of the Newsletter and no longer wish to receive a printed copy, or if you know of copies that are being discarded because of obsolete addresses, please let us know electronically by sending a message to pdb@bnl.gov or by normal mail to our address on page 19. Printing and mailing fewer copies saves both time and trees.

Revised Newsletter Format Considered

PDB is considering eliminating the tables of newly released and newly deposited entries in future Newsletters.

All available and pending PDB entries, with newly released and newly deposited entries flagged, are listed in the Full Tables document. This document accompanies each order shipped and is available from FTP in the/newsletter subdirectory in both PostScript and ASCII formats. A printed copy may be obtained upon request.

We would appreciate feedback from you about this possible change. Please send your response via e-mail to pdb@bnl.gov or by normal mail to our address on page19.

PDB User Group

A User Group for the Protein Data Bank is currently being organized under the leadership of Jane S. Richardson of Duke University. A Coordinating Committee to represent the diverse spectrum of users will soon be named. The User Group aims to facilitate communication in both directions between PDB and all types of users, improving knowledge of what is already available or in progress, diagnosing problems quickly, and arriving collectively at the best ideas and innovations for the future. The User Group also intends to collect and make available various subsets and annotations of PDB entries for such purposes as teaching and structural analysis. Your input is solicited. Please let us know what type of user you are and what you consider priorities for the future. Please respond by e-mail to PDBusrgp@suna.biochem.duke.edu or by normal mail to Jane Richardson, PDB User Group, Box 3711 DUMC, Durham, NC 27710 USA.

Distribution Directory Structure

As discussed on the PDB Listserver, the distribution directory layout groups entries by the middle two characters of the ident code. Therefore, entry file pdb1abc.ent will be found in */compressed_files/ab and */uncompressed_files/ab .

This change was introduced in the January 1994 release to alleviate the difficulty users were having finding entries using the old tapeNN layout method. Now, once an ident code is known it is simple to find an entry. If an ident code is not known, the index files provide a quick means of finding it.

Access to PDB using FTP

PDB has an anonymous FTP account on the computer system pdb.pdb.bnl.gov (Internet address 130.199.144.1). Files may be transferred to and from this system usinganonymous as the FTP user name and your e-mail address as the password. Besides downloading entries, data files and documentation, it is possible to upload any files that you may wish to send to PDB. Please note that those using VMS may need to place quotes around file names.

PDB Newsletter 68 April 1994 Page 4

FTP Access Help

Useful FTP commands:

ascii - Set file transfer type to network ASCII. binary - Set file transfer type to support binary image transfer.

bye - Terminate FTP session with remote server and exit FTP.

cd remote-directory - Change working directory on remote machine to remote-directory.

cdup - Change remote machine working directory to parent of current remote machine working directory.

dir [ remote-directory ] [ local-file ]- Print listing of directory contents in directory, remote-directory, and, optionally, placing output in local-file.

get remote-file [ local-file ] - Retrieve remote-file and store it on local machine.

help [ command ] - Print informative message about meaning of command.

ls [ remote-directory ] [ local-file] - Print listing of contents of directory on remote machine.

put local-file [ remote-file ] - Store local file on remote machine. pwd - Print name of current working directory on remote machine.

quit - Synonym for bye.

Useful directory and file descriptions :

directory: all_entries - Containsup-to-date full-release entries. - All entries together in single directory (not divided by 2-character code).

directory: crystallographer_info - Informational files of interest to crystallographers.

directory: current_release - Contains up-to-date full-release entries. - Made up of last quarterly full-release entries and updated and additional full-release entries.

- Always current full release (last quarterly plus updates).

- Divided into 2-character directories. directory: fullrelease - Contains last quarterly full-release entries. - Divided into 2-character directories.

directory: index - Index files that cross-reference ident codes to various parameters.

directory: new_uploads - Uploads to PDB accepted here. directory: newly_released - Contains all updated and additional fullrelease entries since last quarterly fullrelease entries.

- Divided into 2-character directories.

directory: newsletter - PDB Newsletters and Full Tables. directory: nmr_restraints - NMR restraint files. directory: pub - Various useful items. directory: structure_factors - Contains last quarterly full-release structure factor files.

file: README - FTP login message and README file. file: advisory.doc - PDB Advisory Notice. This notice should be signed and returned if you intend to download files.

file: contents.lis (same as ls-lR)- Listing of files and directories on FTP. file: datestamp.txt - Description of datestamping method used for entry files.

file: ftphelp.txt - Help on using FTP. file: how2dnld.txt - Information on how to download files. file: how2find.txt - Instructions on how to find a file (entry). file: how2upld.txt - Information on how to upload files.

How to Download Files from PDB using FTP

Once you are logged into PDB using FTP, you can download files to your computer using the “get” command. This example shows how you can download a file named oct93newsletter.txt to your computer (not necessarily representative of the current files from FTP).

prompt> ftp -n pdb.pdb.bnl.gov
Connected to pdb.pdb.bnl.gov.
220-
 PDB Network Login to <pdb>
220 pdb.pdb.bnl.gov FTP server ready.
Remote system type is UNIX.
Using binary mode to transfer files.
ftp> user
(username) anonymous
331 Guest login ok, type your name as password.
Password: ********
230-
......................................................................
 Welcome to the PDB ANONYMOUS FTP account. Unauthorized access to this
 computer system is prohibited.
 Please limit the number of files you download each day. If abused,
 access to this service will be restricted as needed. If you have not
 done so, please complete and return the advisory notice (advisory.doc).
......................................................................
   ... rest of README deleted ...

230 Guest login ok, access restrictions apply.

ftp to pdb.pdb.bnl.gov do not use rsh, rlogin or telnet -- they won’t work

PDB Newsletter 68 April 1994 Page 5

ftp> ls -l

200 PORT command successful.
150 Opening ASCII mode data connection for ‘/bin/ls’.
total 2402
-rw-r--r--  1 root  sys        0 Mar  9 08:21 PRERELEASE_FILES_ARE_GONE
-rw-r--r--  1 root  sys     3492 Mar 12 10:21 README
-rw-r--r--  2 root  sys     1884 Mar  9 15:59 advisory.doc
drwxr-xr-x  4 root  sys      512 Jan 31 07:39 all_entries
drwxr-xr-x  2 root  user     512 Feb  3 23:01 bin
-rwxr-xr-x  1 root  sys  1199235 Mar 10 11:56 contents.lis
drwxr-xr-x  3 root  user    1024 Feb 14 08:51 crystallographer_info
drwxr-xr-x  4 root  sys      512 Jan 31 07:39 current_release
-rwxr-xr-x  1 root  sys      505 Mar 12 09:50 datestamp.txt
drwxr-xr-x  2 root  user     512 Feb 24  1993 etc
-rwxr-xr-x  1 root  sys      273 Mar 10 11:29 ftphelp.txt
drwxr-xr-x  4 root  sys      512 Jan 31 07:55 fullrelease
-rwxr-xr-x  1 root  sys      273 Mar 10 11:29 how2dnld.txt
-rwxr-xr-x  1 root  sys      273 Mar 10 11:29 how2find.txt
-rwxr-xr-x  1 root  sys      406 Mar 10 11:30 how2upld.txt
drwxr-xr-x  2 root  sys      512 Mar 10 12:10 index
drwx-wx-wx  2 root  user   13312 Mar 12 10:18 new_uploads
drwxr-xr-x  4 root  sys      512 Jan 31 07:39 newly_released
drwxr-xr-x  5 root  sys      512 Mar 10 07:17 newsletter
drwxr-xr-x  2 root  sys      512 Feb  3 10:14 nmr_restraints
drwxr-xr-x  9 root  user     512 Mar 10 07:25 pub
drwxr-xr-x  3 root  user     512 Apr 30  1993 structure_factors
226 Transfer complete.

ftp> cd newsletter

250 CWD command successful.

ftp> ls -l

200 PORT command successful.
150 Opening ASCII mode data connection for ‘/bin/ls’.
total 3
drwxr-xr-x   2 root     sys512   Mar 10 07:17 newsletter93apr
drwxr-xr-x   2 root     sys512   Mar 10 07:17 newsletter93jul
drwxr-xr-x   2 root     sys512   Mar 10 07:17 newsletter93oct
226 Transfer complete.

do a listing to see what’s at the top level of the FTP directory

remember, you want file oct93newsletter.txt

it’s not visible here, but there is a “newsletter” directory

change to the “newsletter” directory

do another listing of the directory

you still have to go into another directory

change to “newsletter93oct” directory

ftp> cd newsletter93oct

250 CWD command successful.

ftp> ls -l

200 PORT command successful.
150 Opening ASCII mode data connection for ‘/bin/ls’.
total 2671
-rw-r--r--  1 root  sys     1251 Dec 22 14:37 oct93avail_on_tape.txt
-rw-r--r--  1 root  sys     4256 Dec 22 14:37 oct93biblio.txt
-rw-r--r--  1 root  sys     1939 Dec 22 14:37 oct93corrections.txt
-rw-r--r--  1 root  sys   144076 Dec 22 14:37 oct93entries.txt
-rw-r--r--  1 root  sys   772028 Dec 20 12:02 oct93full.ps
-rw-r--r--  1 root  sys   290398 Dec 22 14:18 oct93newsletter.ps
-rw-r--r--  1 root  sys    33336 Dec 22 14:05 oct93newsletter.txt
-rw-r--r--  1 root  sys     3236 Dec 22 14:37 oct93nmr.txt
-rw-r--r--  1 root  sys    10526 Dec 22 14:37 oct93onhold.txt
-rw-r--r--  1 root  sys    70671 Dec 22 14:38 oct93pending.txt
-rw-r--r--  1 root  sys     2294 Dec 22 14:38 oct93prog_misc.txt
-rw-r--r--  1 root  sys    30016 Dec 22 14:38 oct93struct_fact.txt
226 Transfer complete.

ftp> get oct93newsletter.txt

local: oct93newsletter.txt remote: oct93newsletter.txt
200 PORT command successful.
150 Opening BINARY mode data connection for ‘oct93newsletter.txt’
  (33336 bytes).
226 Transfer complete.
33336 bytes received in 0.10 seconds (325.55 Kbytes/s)

ftp> quit

221 Goodbye.

prompt> ls -l oct93newsletter.txt

-rw-r--r--  1 root  sys    33336 Mar 12 10:39 oct93newsletter.txt

prompt> head oct93newsletter.txt

......................................................................
Protein Data Bank Quarterly Newsletter      Number 65      October 1993
......................................................................
October PDB Release Includes 523 New Full-Release Entries

We are pleased to announce that the October 1993 PDB
release includes 523 new full-release entries. In addition, all
...rest deleted...

do another listing of the directory

there’s the file you want

go ahead and “get” it

return to your local computer

check for the file

view the file locally

PDB Newsletter 68 April 1994 Page 6

Send e-mail to skora@bnl.gov with questions.

How to Upload Files to PDB using FTP

Once you are logged into PDB using FTP, you can upload files from your computer to PDB using the “put” command. This example shows how you can upload a file named mydata123.dat to PDB.

prompt> ftp -n pdb.pdb.bnl.gov

Connected to pdb.pdb.bnl.gov.
220-
 PDB Network Login to <pdb>
220 pdb.pdb.bnl.gov FTP server ready.
Remote system type is UNIX.
Using binary mode to transfer files.

ftp> user

(username) anonymous
331 Guest login ok, type your name as password.

Password: ********
230-

======================================================================
 Welcome to the PDB ANONYMOUS FTP account. Unauthorized access to this
 computer system is prohibited.

 Please limit the number of files you download each day. If abused,
 access to this service will be restricted as needed. If you have not
 done so, please complete and return the advisory notice (advisory.doc).

======================================================================
   ... rest of README deleted ...

230 Guest login ok, access restrictions apply.

ftp> ls -l

200 PORT command successful.
150 Opening ASCII mode data connection for ‘/bin/ls’.
total 2402
-rw-r--r--  1 root  sys        0 Mar  9 08:21 PRERELEASE_FILES_ARE_GONE
-rw-r--r--  1 root  sys     3492 Mar 12 10:21 README
-rw-r--r--  2 root  sys     1884 Mar  9 15:59 advisory.doc
drwxr-xr-x  4 root  sys      512 Jan 31 07:39 all_entries
drwxr-xr-x  2 root  user     512 Feb  3 23:01 bin

the FTP program has many options

see the FTP manual page for more information

ftp to pdb.pdb.bnl.gov

do not use rsh, rlogin or telnet -- they won’t work

do a listing to see what’s at the top level of the FTP directory

-rwxr-xr-x  1 root  sys  1199235 Mar 10 11:56 contents.lis
drwxr-xr-x  3 root  user    1024 Feb 14 08:51 crystallographer_info
drwxr-xr-x  4 root  sys      512 Jan 31 07:39 current_release
-rwxr-xr-x  1 root  sys      505 Mar 12 09:50 datestamp.txt
drwxr-xr-x  2 root  user     512 Feb 24  1993 etc
-rwxr-xr-x  1 root  sys      273 Mar 10 11:29 ftphelp.txt
drwxr-xr-x  4 root  sys      512 Jan 31 07:55 fullrelease
-rwxr-xr-x  1 root  sys      273 Mar 10 11:29 how2dnld.txt
-rwxr-xr-x  1 root  sys      273 Mar 10 11:29 how2find.txt
-rwxr-xr-x  1 root  sys      406 Mar 10 11:30 how2upld.txt
drwxr-xr-x  2 root  sys      512 Mar 10 12:10 index
drwx-wx-wx  2 root  user   13312 Mar 12 10:18 new_uploads
drwxr-xr-x  4 root  sys      512 Jan 31 07:39 newly_released
drwxr-xr-x  5 root  sys      512 Mar 10 07:17 newsletter
drwxr-xr-x  2 root  sys      512 Feb  3 10:14 nmr_restraints
drwxr-xr-x  9 root  user     512 Mar 10 07:25 pub
drwxr-xr-x  3 root  user     512 Apr 30  1993 structure_factors
226 Transfer complete

.

ftp> cd new_uploads

250 CWD command successful.

ftp> ls -l

200 PORT command successful.
150 Opening ASCII mode data connection for ‘/bin/ls’.
cannot access directory.
total 26
226 Transfer complete.

ftp> put mydata123.dat

local: mydata123.dat remote: mydata123.dat
200 PORT command successful.

see the directory named “new_uploads”?

that’s where you need to go change to “new_uploads” directory

do a listing of the directory

you cannot view the files in this directory

you can only “put” files here

go ahead and “put” your file

be sure to provide identifying information, including your name, address and telephone number, in the header of all files submitted

PDB Newsletter 68 April 1994 Page 7

150 Opening BINARY mode data connection for ‘mydata123.dat’.
226 Transfer complete.
373227 bytes sent in 0.00 seconds (6835.94 Kbytes/s)
ftp>

ftp> quit

221 Goodbye.

Send e-mail to skora@bnl.gov with questions.

Access to PDB using Listserver

PDB has a mailing list devoted to discussions concerning its operation and contents, and access to the Data Bank.

If you would like to subscribe, please send e-mail to:

listserv@pdb.pdb.bnl.gov

with the message:

subscribe PDB-L Firstname Lastname

To find out what you can do with this mailing list, send e-mail to the same address (listserv@pdb.pdb.bnl.gov) with the one-line message of:

help

To send a message to all PDB-L subscribers, e-mail the message to:

PDB-L@pdb.pdb.bnl.gov

Access to PDB using Gopher

PDB is accessible using Gopher software which follows a simple protocol to “tunnel” through a TCP/IP Internet. Gopher is recommended for obtaining information and files quickly and easily from PDB.

As a Gopher client, you can navigate through a hierarchy of directories and documents or ask an index server to return a list of all documents that contain one or more specified words.

You can choose “The PDB Anonymous FTP” after reaching PDB’s Gopher server in order to search and download the same information and coordinate files as through FTP.

Alternatively, you can select “An (almost) full-text search of the PDB Bibliographic Headers”, in order to search PDB using any keyword.

return to your local computer

the FTP program has many options

see the FTP manual page for more information

Users running a Gopher client can access the PDB server by including the following link:

Name = Protein Data Bank FTP site Type = 1 Host = pdb.pdb.bnl.gov Port = 70 Path = 1/

Information on setting up an Internet Gopher client including source files for different machines is available fromanonymous FTP atboombox.micro.umn.edu (134.84.132.2) in the directory /pub/gopher .

For more information or help in searching the PDB from Gopher, send e-mail to oeder@bnl.gov.

Procheck Software Package

The Procheck software package is being made available for electronic distribution from PDB. Oxford Molecular, Ltd. and PDB have agreed that upon receipt of a signed license agreement at PDB, the source and documentation for Procheck will be made available free of charge. The Procheck software package, which was created by J. M.Thornton, M.W. MacArthur, R. A.Laskowski and D.S. Moss, performs evaluations of the stereochemical quality of protein structures.

To acquire a copy of Procheck you must obtain the license agreement, copies of which are available fromFTP, Gopher and Listserver archives in the file /pub/procheck/procheck-license . You must complete and sign this license agreement and return it to PDB (Protein Data Bank Procheck License, Chemistry Department, Building555, Brookhaven National Laboratory, P.O. Box 5000, Upton, NY 11973-5000 USA). Once we have your signed agreement, we will either e-mail the source to you or place it on the machine of your choiceby FTP. Your signed license agreement will be forwarded to Oxford Molecular who will keep you up to date about further developments. All queries concerning the software should be directed to SteveGardner, Macromolecular Product Manager, Oxford Molecular, Ltd., The Magdalen Centre, Oxford Science Park, Sanford-on-Thames, Oxford, England OX44GA (telephone: +44-865-784600).

Guidelines for Deposition and Deposition Form

Now available on FTP are a set of helpful Guidelines on preparing entries for submission to PDB. The Guidelines address issues of representation that frequently arise in the preparation of coordinate entries. For example, an explanation is included on how PDB represents structures with multiple chains. Also included is advice for avoiding errors commonly found in new depositions. Entries prepared following the Guidelines take less time to process, making it possible for us to issue ident codes more promptly.

PDB strongly recommends that depositors review the documented Guidelines in order to facilitate the deposition process.

PDB Newsletter 68 April 1994 Page 8

The Guidelines and latest version of the Deposition Form are available from FTP in the/pub subdirectory. We are requesting that depositors discard all old versions of the Deposition Form (printed and/or electronic) and pick up the latest electronic version each time they are preparing data for deposition. Documents are available from FTP, Gopher and Listserver as well as in printed form upon request.

Depositing Data with PDB

PDB accepts depositions of biological macromolecule structures and the corresponding crystallographic structure factors or NMR experimental data. Types of structures accepted include proteins, carbohydrates, viruses, DNA and RNA. We convert deposited data to standard PDB format, run many verification, checking and quality control programs on the data, and archive and distribute the data worldwide.

A deposition has three essential components, all of which must be received by the PDB before we can begin processing an entry: the completed Deposition Form, reprints and preprints of the referenced papers, and the data itself. The data must be submitted in machine readable formvia one of the following: anonymous FTP in the directory new_uploads, e-mail, magnetic tape or floppy disk. You can obtain the latest Deposition Form, Format Description, and Guidelines for preparing entries from the FTP directory /pub, or from the PDB Listserver.

Please use the latest version of the Deposition Form each time you make a deposit. We suggest that you edit the Deposition Form on-line and return it to us electronically. Please see additional information pertaining to depositing in the article entitled “Deposition Contact Persons” on page3.

Be sure to provide identifying information, including your name, address and telephone number, in the header of all files submitted.

Assignment of Ident Codes

Each entry in PDB is uniquely identified by a four-character ident code (also sometimes referred to as an accession code). Present PDB practice assigns ident codes without regard for the structure name. However, we recognize that many depositors would like to have ident codes that are related mnemonically to the names of their structures. Should you have a preference for a particular ident code, the PDB requests that you inform us about this on your Deposition Form. All reasonable suggestions will be considered. Of course, if the ident code that you are suggesting has already been used for an existing entry, then an alternative code will have to be assigned by PDB.

Obtaining an Ident Code for a New Entry

The ident code of a new entry will be issued only after the complete deposition is received and processing verifies the correctness and integrity of the entry. After processing is complete, a letter providing the ident code and requesting approval for release is sent to the depositor.

To facilitate assignment of an ident code, it is necessary that the deposition include all applicable information, including preprints or reprints of journal articles referenced. Data must be in PDB format, and the Deposition Form must be legible and complete.

Finding the Ident Code of an Existing Entry

Each PDB entry is uniquely identified by an ident code. Therefore, retrieving the file for a particular structure requires this ident code. Lists of newly received entries currently are published quarterly in the PDB Newsletter and also in the Full Tables document. Tables of all PDB entries can be obtained from the FTP, Gopher and Listserver archives or by normal mail upon request.

In FTP and Gopher are two subdirectories which are useful for locating ident codes. The first is/index. This contains the following files updated continuously to coincide with the current release:

author.idx - ident codes and authors

compound.idx - ident codes and full compound names

cmpd_res.idx - ident codes, resolutions and compound names

crystal.idx - ident codes, unit-cell dimensions, space groups and Z's

resolu.idx - ident codes and resolutions

source.idx - ident codes and biological sources

The second useful subdirectory is /newsletter . This contains text (.txt) and PostScript (.ps) files of the Full Tables document listing all currently available entries and pending entries that are in preparation for future release. Retrieving files from these two subdirectories, as well as the directory listings which are in files named 'ls-lR', allows you to determine whether a molecule of interest is available, and its ident code.

Please be aware that files can be downloaded while using FTP, but they cannot be viewed on the terminal while within this program. Therefore, it is sometimes helpful to download tables or directory listings, quit FTP, determine which additional files you want to retrieve and then reconnect to FTP to get them. If you are logged in from a UNIX computer, after retrieving a file you may view its contents by escaping to the shell with the command '! cat filename ' or '! more filename ', where cat and more are UNIX commands.

ftp> get ls-lR (retrieves the file named ls-lR)
ftp> !cat ls-lR (types the local file 'ls-lR')
ftp> !more ls-lR (types the local file 'ls-lR', one
                        page at a time)

The PDB Listserver archives and Gopher are other methods to locate PDB ident codes. Please see detailed information about these services in other articles in this Newsletter. Finally, in some cases, journal articles reporting results of structure analyses of biological macromolecules provide their PDB ident codes.

PDB Newsletter 68 April 1994 Page 9

CD-ROM Information

PDB releases are available on CD-ROM inISO 9660 format. The layout of files on the CD-ROM mirrors the PDB UNIX tape distribution and uses the aa, ab, ac, ..., zz subdirectories. The entry files are ASCII format and are readable by software able to process text files.

PDB-Shell, a facility for Windows™ users to access and display structures from the PDB database, is available on our CD-ROM. PDB-Shell allows the user to search the database for various criteria such as ident code, accession date, compound name and author.

The PDB CD-ROM also includes the MAGE and PREKIN structure display and manipulation software by David Richardson and Jane Richardson of Duke University[The Kinemage: A Tool for Scientific Communication.Protein Science 1, 3-9 (1992)] in both Windows™ and Macintosh versions.

VAX/VMS systems currently do not directly support access to ISO 9660 CD-ROMs. The PDB CD-ROM may be accessed on VAX/VMS systems using either of the following approaches:

1. Obtain the ISO 9660 compliant device driver available from Digital Equipment Corporation (DEC) that allows direct access to the CD-ROM (driver part number YT- GS001-01). Please contact your DEC sales representative for further information.

2. Use a public utility for accessingISO 9660 CD-ROMs called CD_ACCESS, written by Peter Stockwell, University of Otago, New Zealand, that will allow all the files on the CD-ROM to be copied to a magnetic disk drive. This utility can be obtained from the EMBL e-mail server (for additional information you may contact DataLib@EMBL-Heidelberg.DE). When copying files using CD_ACCESS, be sure to use the /BINARY qualifier to the copy command.

The CD-ROM does not mount properly on Silicon Graphics systems running IRIX version 4.0.1. To resolve this problem, you need to upgrade to version 4.0.2 or higher.

Because of ISO 9660 limitations on symbolic links, we were unable to provide a directory on the CD-ROMs pointing to all entry files in the subdirectories. Therefore, we recommend you do so from a directory on one of your local disk filesystems. Further detailed instructions are included with each CD-ROM shipment.

PDB Newsletter 68 April 1994 Page 10

IDENT CODE

MOLECULE DEPOSITOR(S)

ACCESSION DATE

______________________________________________________________________________________________________________________________________________________________

1LIB ADIPOCYTE LIPID-BINDING PROTEIN Z.ZU,D.A.BERNLOHR,L.J.BANASZAK 12/93 1LIC ADIPOCYTE LIPID-BINDING PROTEIN/HEXADECANESULFONIC ACID

J.M.LALONDE,D.A.BERNLOHR,L.J.BANASZAK 12/93

1LID ADIPOCYTE LIPID-BINDING PROTEIN/OLEIC ACID Z.ZU,D.A.BERNLOHR,L.J.BANASZAK 12/93 1LIE ADIPOCYTE LIPID-BINDING PROTEIN/PALMITIC ACID J.M.LALONDE,D.A.BERNLOHR,L.J.BANASZAK 12/93 1LIF ADIPOCYTE LIPID-BINDING PROTEIN/STEARIC ACID Z.ZU,D.A.BERNLOHR,L.J.BANASZAK 12/93 1DLA ALDOSE REDUCTASE J.-M.RONDEAU,F.TETE-FAVIER,A.PODJARNY,J.-M.REYMANN,P.BARTH, J.-F.BIELLMANN,D.MORAS

2/93

1SAN ANTENNAPEDIA PROTEIN (HOMEODOMAIN) MUTANT Y.Q.QIAN,D.RESENDEZ-PEREZ,W.J.GEHRING,K.WUTHRICH 1/94 1ASC ASPARTATE AMINOTRANSFERASE MUTANT(D223A)/N-METHYL PYRIDOXAL-5’-PHOSPHATE

C.SCHUMACHER,D.RINGE 8/93

1ASB ASPARTATE AMINOTRANSFERASE MUTANT(D223A)/ PYRIDOXAL-5’-PHOSPHATE AND MALEATE

C.SCHUMACHER,D.RINGE 8/93

1ASG ASPARTATE AMINOTRANSFERASE MUTANT(Y226F)/ PYRIDOXAL-5’-PHOSPHATE AND MALEATE

C.SCHUMACHER,D.RINGE 8/93

1ASF ASPARTATE AMINOTRANSFERASE MUTANT(Y226F)/ PYRIDOXAL-5’-PHOSPHATE AND SULFATE

C.SCHUMACHER,D.RINGE 8/93

1ASA ASPARTATE AMINOTRANSFERASE(WILD TYPE)/ PYRIDOXAL-5’-PHOSPHATE AND MALEATE

C.SCHUMACHER,D.RINGE 8/93

1ASD ASPARTATE AMINOTRANSFERASE(WILD TYPE)/ N-METHYL-PYRIDOXAL-5’-PHOSPHATE/MALEATE

C.SCHUMACHER,D.RINGE 8/93

1ASE ASPARTATE AMINOTRANSFERASE(WILD TYPE)/ PYRIDOXAL-5’-PHOSPHATE-N-OXIDE/MALEATE

C.SCHUMACHER,D.RINGE 8/93

1BCT BACTERIORHODOPSIN(PROTEOLYTIC FRAGMENT 163-231) (NMR,14 STRUCTURES)

D.E.NOLDE,I.L.BARSUKOV,A.L.LOMIZE,A.S.ARSENIEV 7/93

1BGS BARNASE/BARSTAR MUTANT V.GUILLET,A.LAPTHORN,Y.MAUGUEN 11/93 1AZM HUMAN CARBONIC ANHYDRASE I/ 5-ACETAMIDO-1,3,4-THIADIAZOLE-2-SULFONAMIDE

S.CHAKRAVARTY,K.K.KANNAN 11/93

1HUG CARBONIC ANHYDRASE I/GOLD CYANIDE V.KUMAR,K.K.KANNAN 10/93 1HUH CARBONIC ANHYDRASE I/IODIDE V.KUMAR,K.K.KANNAN 10/93 1BZM CARBONIC ANHYDRASE I/5-ACETYLAMINO-4- METHYL-1,3,4-THIADOZOLINE-2-SULFONAMIDE

S.CHAKRAVARTY,K.K.KANNAN 11/93

1CZM CARBONIC ANHYDRASE I/3-ACETOXYMERCURI-4-AMINOBENZENE SULFONAMIDE

S.CHAKRAVARTY,K.K.KANNAN 12/93

1HCB CARBONIC ANHYDRASE I(HUMAN)/BICARBONATE V.KUMAR,K.K.KANNAN 1/94 1CDH CD4 S.E.RYU,A.TRUNEH,R.W.SWEET,W.A.HENDRICKSON 1/94 1CDI CD4 TYPE II CRYSTAL FORM S.E.RYU,A.TRUNEH,R.W.SWEET,W.A.HENDRICKSON 1/94 2CHF CHEY A.STOCK,E.MARTINEZ-HACKERT,B.RASMUSSEN,A.WEST, J.STOCK,D.RINGE,G.PETSKO

1/94

2CHE CHEY WITH MG2+ BOUND AT THE ACTIVE SITE A.STOCK,E.MARTINEZ-HACKERT,B.RASMUSSEN,A.WEST, J.STOCK,D.RINGE,G.PETSKO

1/94

1AGP C-H-RAS P21 PROTEIN MUTANT(G12D)/GPPNHP S.M.FRANKEN,A.J.SCHEIDIG,A.WITTINGHOFER,R.S.GOODY 3/93 1CSH CITRATE SYNTHASE K.C.USHER,S.J.REMINGTON 3/94 1CSI CITRATE SYNTHASE K.C.USHER,S.J.REMINGTON 3/94 1CHM CREATINE AMIDINOHYDROLASE H.W.HOEFFKEN,S.H.KNOF,P.A.BARTLETT,R.HUBER,H.MOELLERING, G.SCHUMACHER

7/93

1GCS GAMMA-B CRYSTALLIN (PREVIOUSLY CALLED GAMMA-II CRYSTALLIN)

S.NAJMUDIN,P.LINDLEY,C.SLINGSBY,O.BATEMAN,D.MYLES, S.KUMARASWAMY,I.GLOVER

1/94

1CYH CYCLOPHILIN A(T CELL) H.KE,D.MAYROSE,W.CAO 12/92 1CSA CYCLOSPORIN A BOUND TO THE MUTANT E. COLI F112W CYCLOPHILIN

J.FEJZO,C.T.WALSH,G.WAGNER 2/94

1CRY CYTOCHROME C2 K.MIKI,S.SOGABE 12/93 2CYM CYTOCHROME C3 Y.MORIMOTO,T.TANI,H.OKUMURA,Y.HIGUCHI,N.YASUOKA 9/93 1CCH CYTOCHROME C551(NMR,MINIMIZED AVERAGE STRUCTURE) M.CAI,R.TIMKOVICH 2/94 140D DNA(5’-[D-(AGCTTGCCTTGAG)(CTCAAGGCAAGCT)]) A.MUJEEB,T.L.JAMES 9/93 141D DNA(5’-[D-(AGCTTGCCTTGAG)(CTCAAGGCAAGCT)]) A.MUJEEB,T.L.JAMES 9/93 134D DNA(TCCTCCTTTTTTAGGAGGATTTTTTGGTGGT) (NMR,MINIMIZED AVERAGE STRUCTURE)

D.J.PATEL,I.RADHAKRISHNAN 8/93

135D DNA(TCCTCCTTTTTTAGGAGGATTTTTTGGTGGT) (NMR,MINIMIZED AVERAGE STRUCTURE)

I.RADHAKRISHNAN,D.J.PATEL 8/93

136D DNA(TCCTCCTTTTTTAGGAGGATTTTTTGGTGGT) I.RADHAKRISHNAN,D.J.PATEL 8/93 149D DNA I.RADHAKRISHNAN,D.J.PATEL 11/93 148D DNA(GGTTGGTGTGGTTGG)(NMR, 12 STRUCTURES) P.SCHULTZE,R.F.MACAYA,J.FEIGON 11/93 156D DNA(GGGGTTTTGGGG) P.SCHULTZE,F.W.SMITH,J.FEIGON 1/94

Newly Released Entries _____________________________________________________________________

PDB Newsletter 68 April 1994 Page 11

143D DNA (5’-D(*AP*GP*GP*GP*TP*TP*AP*GP*GP*GP*TP* AP*GP*GP*GP*TP*TP*AP*GP*GP*G)-3’)

Y.WANG,D.J.PATEL 10/93

1ESA ELASTASE X.DING,B.RASMUSSEN,G.A.PETSKO,D.RINGE 2/94 1ESB ELASTASE/N-CARBOBENZOXY-L-ALANYL-P-NITROPHENOL ESTER X.DING,B.RASMUSSEN,G.A.PETSKO,D.RINGE 2/94 1ELA ELASTASE/TRIFLUOROACETYL-LYSYL-PROLYL- ISOPROPYLANILIDE

C.MATTOS,B.RASMUSSEN,X.DING,G.A.PETSKO,D.RINGE 12/93

1ELC ELASTASE/TRIFLUOROACETYL-LYSYL-PHENYALANYL- ISOPROPYLANILIDE

C.MATTOS,B.RASMUSSEN,X.DING,G.A.PETSKO,D.RINGE 12/93

1FNA FIBRONECTIN CELL-ADHESION MODULE TYPEIII-10 C.D.DICKINSON,B.VEERAPANDIAN,K.R.ELY 1/94 1GVA GENE V PROTEIN MUTANT(Y41H)(NMR, 20 STRUCTURES) P.J.M.FOLKERS,M.NILGES,R.H.A.FOLMER,R.N.H.KONINGS,C.W.HILBERS 12/93 1GVB GENE V PROTEIN MUTANT(Y41H)(NMR,AVERAGE STRUCTURE) P.J.M.FOLKERS,M.NILGES,R.H.A.FOLMER,R.N.H.KONINGS,C.W.HILBERS 12/93 3HHR HUMAN GROWTH HORMONE/RECEPTOR(EXTRACELLULAR DOMAIN)

A.M.DE VOS,M.ULTSCH,A.A.KOSSIAKOFF 12/93

1HOC MURINE CLASS I MAJOR HISTOCOMPATIBILITY COMPLEX (H-2D==B==)

A.C.M.YOUNG,W.ZHANG,J.C.SACCHETTINI 1/94

1HCR HIN RECOMBINASE(DNA-BINDING DOMAIN)/DNA J.-A.FENG,R.C.JOHNSON,R.E.DICKERSON 12/93 1HVL HIV-1 PROTEASE/A76889 (R,R) T.N.BHAT,M.V.HOSUR,E.T.BALDWIN,J.W.ERICKSON 1/94 1HVK HIV-1 PROTEASE/A76928 (S,S) T.N.BHAT,M.V.HOSUR,E.T.BALDWIN,J.W.ERICKSON 1/94 1HVI HIV-1 PROTEASE/A77003 (R,S) T.N.BHAT,M.V.HOSUR,E.T.BALDWIN,J.W.ERICKSON 1/94 1HVJ HIV-1 PROTEASE/A78791 (S,-) T.N.BHAT,M.V.HOSUR,E.T.BALDWIN,J.W.ERICKSON 1/94 1ERG EXTRACELLULAR REGION OF HUMAN COMPLEMENT REGULATORY PROTEIN CD59

B.KIEFFER,P.C.DRISCOLL,I.D.CAMPBELL,A.C.WILLIS, P.A.VAN DER MERWE,S.J.DAVIS

12/93

1ERH EXTRACELLULAR REGION OF HUMAN COMPLEMENT REGULATORY PROTEIN CD59

B.KIEFFER,P.C.DRISCOLL,I.D.CAMPBELL,A.C.WILLIS, P.A.VAN DER MERWE,S.J.DAVIS

12/93

149L HYDROLASE (0-GLYCOSYL) LYSOZYME MUTANT K.WILSON,B.W.MATTHEWS 1/94 150L LYSOZYME MUTANT(M6I) H.R.FABER,B.W.MATTHEWS 1/94 151L LYSOZYME MUTANT(T34A,K35A,S36A,P37A) X.-J.ZHANG,B.W.MATTHEWS 1/94 1RAL 3A-HYDROXYSTEROID DEHYDROGENASE(RAT) S.S.HOOG,J.E.PAWLOWSKI,P.M.ALZARI,T.M.PENNING,M.LEWIS 2/94 1GIG IGG1 FAB FRAGMENT (HC19) T.BIZEBARD,M.KNOSSOW 1/93 2FGW FAB FRAGMENT OF A HUMANIZED VERSION OF THE ANTI-CD18 ANTIBODY ‘H52’

C.EIGENBROT,J.KESSLER 1/94

1HPI HIGH-POTENTIAL IRON-SULFUR PROTEIN M.M.BENNING,T.E.MEYER,I.RAYMENT,H.M.HOLDEN 12/93 1LOE ISOLECTIN I Y.BOURNE,C.CAMBILLAU 1/93 1LOA ISOLECTIN I/ALPHA-MET-GLUCOSE Y.BOURNE,C.CAMBILLAU 1/93 1LOB ISOLECTIN I/ALPHA-MET-MANNOSE Y.BOURNE,C.CAMBILLAU 1/93 1LOD ISOLECTIN I/MURAMIC ACID Y.BOURNE,C.CAMBILLAU 1/93 1LOC ISOLECTIN I/MURAMYL-DIPEPTIDE(D-ALA-D-IGLN) Y.BOURNE,C.CAMBILLAU 1/93 1LOF ISOLECTIN I/OCTASACCHARIDE Y.BOURNE,C.CAMBILLAU 1/93 1LOG ISOLECTIN I/TRISACCHARIDE Y.BOURNE,C.CAMBILLAU 1/93 1BLP BETA-LACTAMASE P54 MUTANT(D179N) O.HERZBERG 9/93 1HLC LECTIN/LACTOSE Y.D.LOBSANOV,M.A.GITT,H.LEFFLER,S.BARONDES,J.M.RINI 10/93 1LYS LYSOZYME K.HARATA 12/93 148L LYSOZYME MUTANT(T26E,C54T,C97A) R.KUROKI,L.H.WEAVER,B.W.MATTHEWS 10/93 1LBA LYSOZYME OF BACTERIOPHAGE T7: A ZINC AMIDASE AND INHIBITOR OF T7 RNA POLYMERASE

X.CHENG 12/93

1HMC MACROPHAGE COLONY STIMULATING FACTOR(ALPHA FORM, SOLUBLE HUMAN)

A.BOHM,J.PANDIT,J.JANCARIK,R.HALENBECK,K.KOTHS,S.-H.KIM 12/93

1HUM MACROPHAGE INFLAMMATORY PROTEIN 1BETA (HMIP-1B) (HUMAN)

G.M.CLORE,P.J.LODI,D.S.GARRETT,A.M.GRONENBORN 1/94

1HUN MACROPHAGE INFLAMMATORY PROTEIN 1BETA (HMIP-1B) (HUMAN)

G.M.CLORE,P.J.LODI,D.S.GARRETT,A.M.GRONENBORN 1/94

3AAH METHANOL DEHYDROGENASE(METHYLOPHILIS W3A1) F.S.MATHEWS,Z.-X.XIA 10/93 1SCM MYOSIN REGULATORY DOMAIN(SCALLOP) (RD) C.COHEN,X.XIE 1/94 1NNB NEURAMINIDASE(N-ACETYLNEURAMINYL GLYCOHYDROLASE, SIALIDASE)/INHIBITOR

P.BOSSART-WHITAKER,M.CARSON,Y.S.BABU,C.D.SMITH, W.G.LAVER,G.M.AIR

3/93

1NNA NEURAMINIDASE(N-ACETYLNEURAMINYL GLYCOHYDROLASE, SIALIDASE) NATIVE

P.BOSSART-WHITAKER,M.CARSON,Y.S.BABU,C.D.SMITH, W.G.LAVER,G.M.AIR

3/93

1AFN NITRITE REDUCTASE M.E.P.MURPHY,E.T.ADMAN,S.TURLEY 12/93 1NDL NUCLEOSIDE DIPHOSPHATE KINASE J.JANIN,M.CHIADMI,C.DUMAS,I.LASCU,G.LEBRAS,S.MORERA,M.VERON 11/93 1NDP NUCLEOSIDE DIPHOSPHATE KINASE/ADP J.JANIN,S.MORERA,C.DUMAS,I.LASCU,G.LEBRAS,M.VERON 11/93 1PSP PANCREATIC SPASMOLYTIC POLYPEPTIDE(PSP) M.GAJHEDE,T.N.PETERSEN,A.HENRIKSEN,J.F.W.PETERSEN, Z.DAUTER,K.S.WILSON,L.THIM

1/94

1PCE PEC-60 E.LIEPINSH,K.D.BERNDT,R.SILLARD,V.MUTT,G.OTTING 2/94 1PSS PHOTOSYNTHETIC REACTION CENTER A.J.CHIRINO,G.FEHER,D.C.REES 12/93

IDENT CODE

MOLECULE DEPOSITOR(S)

ACCESSION DATE

______________________________________________________________________________________________________________________________________________________________

Newly Released Entries (cont.) _____________________________________________________________________

PDB Newsletter 68 April 1994 Page 12

1PST PHOTOSYNTHETIC REACTION CENTER MUTANT(H(M 202)L) A.J.CHIRINO,G.FEHER,D.C.REES 12/93 1PGA PROTEIN G (B1 IGG-BINDING DOMAIN) T.GALLAGHER,P.ALEXANDER,P.BRYAN,G.L.GILLILAND 11/93 1PGB PROTEIN G (B1 IGG-BINDING DOMAIN) T.GALLAGHER,P.ALEXANDER,P.BRYAN,G.L.GILLILAND 11/93 1PYD PYRUVATE DECARBOXYLASE W.FUREY,F.DYDA 3/93 1GDR RESOLVASE(GAMMA DELTA) P.A.RICE,T.A.STEITZ 8/93 2RSL RESOLVASE(GAMMA DELTA)(LARGE FRAGMENT) P.A.RICE,T.A.STEITZ 9/93 2HVT REVERSE TRANSCRIPTASE S.J.SMERDON,J.JAEGER,J.WANG,L.A.KOHLSTAEDT,A.J.CHIRINO, J.M.FRIEDMAN,P.A.RICE,T.A.STEITZ

11/93

1BNH RIBONUCLEASE INHIBITOR B.KOBE,J.DEISENHOFER 1/94 1TRQ RIBONUCLEASE-T1 MUTANT(W59Y)/2’-GMP W.-D.SCHUBERT,W.SAENGER 7/93 1TRP RIBONUCLEASE-T1 MUTANT TYR45TRP TRP59TYR -2’ GMP G.SCHLUCKEBIER,W.SAENGER 7/93 1RLD RIBULOSE-1,5-BISPHOSPHATE CARBOXYLASE/OXYGENASE (RUBISCO)

K.Y.J.ZHANG,D.EISENBERG 12/93

142D RMD STRUCTURE OF [D(AGCTTGCCTTGAG)(CTCAAGGCAAGCT) A.MUJEEB,T.L.JAMES 9/93 1SIS SCORPION INSECTOTOXIN I5A A.S.ARSENIEV,V.I.KONDAKOV,A.L.LOMIZE,V.N.MAIOROV,V.F.BYSTROV 11/93 1SER SERYL-TRNA SYNTHETASE/TRNASER(GGA) V.BIOU,A.YAREMCHUK,M.TUKALO,S.CUSACK 2/94 1SPD SUPEROXIDE DISMUTASE H.E.PARGE,J.A.TAINER 7/93 4SOD SUPEROXIDE DISMUTASE(HEPARIN-BINDING) L.A.KUHN,C.L.FISHER,J.A.TAINER 1/93 8TLN THERMOLYSIN(NATIVE) D.TRONRUD,B.W.MATTHEWS 9/93 1TIS THYMIDYLATE SYTHASE(T4 PHAGE) J.FINER-MOORE,R.STROUD 1/94 1TGX TOXIN GAMMA CARDIOTOXIN CYTOTOXIN A.BILWES,B.REES,D.MORAS 11/93 1TRK TRANSKETOLASE Y.LINDQVIST,G.SCHNEIDER,M.NIKKOLA 11/93 1TPH TRIOSEPHOSPHATE ISOMERASE/ PHOSPHOGLYCOLOHYDROXAMATE

Z.ZHANG,S.SUGIO,E.A.KOMIVES,K.D.LIU,J.R.KNOWLES, G.A.PETSKO,D.RINGE

12/93

1TRR TRP REPRESSOR/OPERATOR HALF-SITE TANDEM COMPLEX C.L.LAWSON 10/93 2TBS TRYPSIN/BENZAMIDINE A.O.SMALAS 1/94 1BRA TRYPSIN MUTANT(D189G,G226D)/BENZAMIDINE J.J.PERONA,M.E.MCGRATH,R.J.FLETTERICK 12/92 1CGM CUCUMBER GREEN MOTTLE MOSAIC VIRUS (CGMMV, WATERMELON STRAIN)

H.WANG,G.STUBBS 11/93

1CHC EQUINE HERPES VIRUS-1 (C3HC4, OR RING DOMAIN) P.N.BARLOW,R.D.EVERETT,B.LUISI 2/94 1ITN INTERLEUKIN-1 RECEPTOR ANTAGONIST (IL1-RA) MODEL B.VEERAPANDIAN 8/93

STRUCTURE FACTOR ENTRIES

NONE

NMR ENTRIES

NONE

______________________________________________________________________________________________________________________________________________________________

IDENT CODE

MOLECULE DEPOSITOR(S)

ACCESSION DATE

______________________________________________________________________________________________________________________________________________________________

Newly Released Entries (cont.) _____________________________________________________________________

PDB Newsletter 68 April 1994 Page 13

IDENT CODE

MOLECULE DEPOSITOR(S)

ACCESSION DATE

______________________________________________________________________________________________________________________________________________________________

1PPK ACID PROTEINASE (PENICILLOPEPSIN) COMPLEX N.C.J.STRYNADKA,M.N.G.JAMES 1/94 1ANK ADENYLATE KINASE (ADK) M.B.BERRY,B.MEADOR,T.BILDERBACK,P.LIANG,M.GLASER,G.N.PHILLIPS JR. 2/94 1AHC ALPHA-MOMORCHARIN (A TYPE I RIBOSOME-INACTIVATING PROTEIN)

J.REN,Y.WANG,Y.DONG,D.I.STUART 1/94

1AHA ALPHA-MOMORCHARIN/ADENINE J.REN,Y.WANG,Y.DONG,D.I.STUART 1/94 1AHB ALPHA-MOMORCHARIN/FORMYCIN 5’-MONOPHOSPHATE J.REN,Y.WANG,Y.DONG,D.I.STUART 1/94 1BYA BETA AMYLASE B.MIKAMI,M.DEGANO,E.J.HEHRE,J.C.SACCHETTINI 1/94 1BYB BETA AMYLASE/MALTOTETRAOSE B.MIKAMI,M.DEGANO,E.J.HEHRE,J.C.SACCHETTINI 1/94 1BYC BETA AMYLASE REACTED WITH 8 MM MALTOSE B.MIKAMI,M.DEGANO,E.J.HEHRE,J.C.SACCHETTINI 1/94 1BYD BETA AMYLASE REACTED WITH MALTAL B.MIKAMI,M.DEGANO,E.J.HEHRE,J.C.SACCHETTINI 1/94 1AKA ASPARTATE AMINOTRANSFERASE (MASPAT) V.N.MALASHKEVICH,J.N.JANSONIUS 2/94 1AKB ASPARTATE AMINOTRANSFERASE (MASPAT) V.N.MALASHKEVICH,J.N.JANSONIUS 2/94 1AKC ASPARTATE AMINOTRANSFERASE (MASPAT) V.N.MALASHKEVICH,J.N.JANSONIUS 2/94 1BRS BARNASE (G SPECIFIC ENDONUCLEASE) A.M.BUCKLE,G.SCHREIBER,A.R.FERSHT 3/94 1WHS CARBOXYPEPTIDASE II(WHEAT SERINE) T.L.BULLOCK,S.J.REMINGTON 3/94 1WHT CARBOXYPEPTIDASE II(WHEAT SERINE) T.L.BULLOCK,S.J.REMINGTON 3/94 1CRE CARDIOTOXIN II R.BHASKARAN,C.C.HUANG,D.K.CHANG,C.YU 3/94 1CRF CARDIOTOXIN II R.BHASKARAN,C.C.HUANG,D.K.CHANG,C.YU 3/94 2CRS CARDIOTOXIN III R.BHASKARAN,C.C.HUANG,K.D.CHANG,C.YU 3/94 2CRT CARDIOTOXIN III R.BHASKARAN,C.C.HUANG,K.D.CHANG,C.YU 3/94 2GDP C-H-RAS P21 PROTEIN CATALYTIC DOMAIN(RESIDUES 1-171)/GDP D.C.DYKES,M.R.PINCUS 3/94 1PLL C-H-RAS P21 PROTEIN MUTANT(G12P)/GDP A.SCHEIDIG,A.SANCHEZ-LLORENTE,A.LAUTWEIN,E.F.PAI, J.E.T.CORRIE,G.P.REID,A.WITTINGHOFER,R.S.GOODY

3/94

1PLK C-H-RAS P21 PROTEIN MUTANT(G12P)/GTP A.SCHEIDIG,A.SANCHEZ-LLORENTE,A.LAUTWEIN,E.F.PAI, J.E.T.CORRIE,G.P.REID,A.WITTINGHOFER,R.S.GOODY

3/94

1PLJ C-H-RAS P21 PROTEIN MUTANT(G12P)/ (NITROPHENYL)ETHYL-GTP

A.SCHEIDIG,A.SANCHEZ-LLORENTE,A.LAUTWEIN,E.F.PAI, J.E.T.CORRIE,G.P.REID,A.WITTINGHOFER,R.S.GOODY

3/94

1CAG COLLAGEN-LIKE PEPTIDE J.BELLA,M.EATON,B.BRODSKY,H.M.BERMAN 3/94 5CNA CONCANAVALIN A/ALPHA-METHYL-MANNOSIDE Z.DEREWENDA,J.YARIV,J.R.HELLIWELL,A.J.KALB(GILBOA),E.J.DODSON, M.Z.PAPIZ,T.WAN,J.CAMPBELL,J.P.TURKENBURG

2/94

1CTM CYTOCHROME F (REDUCED) S.E.MARTINEZ,D.HUANG,A.SZCZEPANIAK,W.A.CRAMER,J.L.SMITH 1/94 1BMH CYTOCHROME P450BM-3(HEME DOMAIN) H.LI,T.L.POULOS 3/94 1DEM DENDROTOXIN I J.M.LANCELIN,M.F.FORAY 3/94 1DEN DENDROTOXIN I J.M.LANCELIN,M.F.FORAY 3/94 1DDT DIMERIC DIPHTHERIA TOXIN M.J.BENNETT,D.EISENBERG 3/94 1MDT DIPHTHERIA TOXIN(MONOMERIC) M.J.BENNETT,D.EISENBERG 3/94 161D DNA(CCGGC)R(G)D(CCGG) C.BAN,B.RAMAKRISHNAN,M.SUNDARALINGAM 2/94 159D DNA(ICICICIC)/DISTAMYCIN X.CHEN,B.RAMAKRISHNAN,S.T.RAO,M.SUNDARALINGAM 2/94 158D DNA(B,(CCAAGCTTGG) K.GRZESKOWIAK,D.S.GOODSELL,M.KACZOR-GRZESKOWIAK,R.E.DICKERSON 2/94 160D DNA(CCCGGCCGGG) B.RAMAKRISHNAN,M.SUNDARALINGAM 2/94 167D DNA (B, 5’-D(*CP*CP*AP*TP*TP*AP*AP*TP*GP*G)-3’) D.S.GOODSELL,R.E.DICKERSON 4/94 1KFD DNA POLYMERASE I(KLENOW FRAGMENT)/DCTP L.S.BEESE,J.M.FRIEDMAN,T.A.STEITZ 9/93 1ENG ENDOGLUCANASE V G.J.DAVIES,M.SCHULEIN 3/93 1ELS ENOLASE E.ZHANG,M.HATADA,J.M.BREWER,L.LEBIODA 4/94 1ETL HEAT-STABLE ENTEROTOXIN T.SATO,Y.SHIMONISHI 3/94 1ETM HEAT-STABLE ENTEROTOXIN T.SATO,Y.SHIMONISHI 3/94 1ETN HEAT-STABLE ENTEROTOXIN T.SATO,Y.SHIMONISHI 3/94 1ERA ERABUTOXIN B H.HATANAKA,M.OKA,D.KOHDA,S.TATE,A.SUDA,N.TAMIYA,F.INAGAKI 3/94 1FRA ERABUTOXIN B H.HATANAKA,M.OKA,D.KOHDA,S.TATE,A.SUDA,N.TAMIYA,F.INAGAKI 3/94 1HMR HUMAN MUSCLE FATTY ACID BINDING PROTEIN (M-FABP) A.C.M.YOUNG,G.SCAPIN,A.KROMMINGA,S.B.PATEL,J.H.VEERKAMP, J.C.SACCHETTINI

1/94

1HMS HUMAN MUSCLE FATTY ACID BINDING PROTEIN (M-FABP) A.C.M.YOUNG,G.SCAPIN,A.KROMMINGA,S.B.PATEL,J.H.VEERKAMP, J.C.SACCHETTINI

1/94

1HMT HUMAN MUSCLE FATTY ACID BINDING PROTEIN (M-FABP) A.C.M.YOUNG,G.SCAPIN,A.KROMMINGA,S.B.PATEL,J.H.VEERKAMP, J.C.SACCHETTINI

1/94

1FRC FERROCYTOCHROME C P.X.QI,D.L.DISTEFANO,A.J.WAND 3/94 1FTZ FUSHI TARAZU PROTEIN (HOMEODOMAIN) (NMR 20 STRUCTURES)Y.Q.QIAN,K.FURUKUBO-TOKUNAGA,D.RESENDEZ-PEREZ,M.MULLER, W.J.GEHRING,K.WUTHRICH

1/94

1CPM (1-3,1-4)-BETA-D-GLUCAN-4-GLUCANOHYDROLASE (CIRCULARLY PERMUTED)

M.HAHN,U.HEINEMANN 3/94

1CPN (1-3,1-4)-BETA-D-GLUCAN-4-GLUCANOHYDROLASE (CIRCULARLY PERMUTED)

M.HAHN,U.HEINEMANN 3/94

1GCG GLUCOSE/GALACTOSE-BINDING PROTEIN (UNLIGANDED FORM) M.M.FLOCCO,S.L.MOWBRAY 2/94

Newly Deposited Entries (presently being processed - not yet released) _____________________________________________________________________

PDB Newsletter 68 April 1994 Page 14

1GLP GLUTATHIONE S-TRANSFERASE YFYF, CLASS PI/ GLUTATHIONE SULFONIC ACID

I.GARCMA-SAEZ,M.COLL 3/94

1GLQ GLUTATHIONE S-TRANSFERASE YFYF, CLASS PI/ S-(P-NITROBENZYL) GLUTATHIONE

I.GARCMA-SAEZ,M.COLL 3/94

1GLC GLYCEROL KINASE/GLUCOSE-SPECIFIC FACTOR III/ GLYCEROL-3-PHOSPHATE/ADP/MG/ZN

M.D.FEESE,N.D.MEADOW,S.ROSEMAN,D.W.PETTIGREW,S.J.REMINGTON 3/94

1GLD GLYCEROL KINASE/GLUCOSE-SPECIFIC FACTOR III/ GLYCEROL-3-PHOSPHATE/ADP/MN

M.D.FEESE,N.D.MEADOW,S.ROSEMAN,D.W.PETTIGREW,S.J.REMINGTON 3/94

1GLE GLYCEROL KINASE/GLUCOSE SPECIFIC FACTOR III/ GLYCEROL-3-PHOSPHATE/ADP/ZN

M.D.FEESE,N.D.MEADOW,S.ROSEMAN,D.W.PETTIGREW,S.J.REMINGTON 3/94

1HSL HISTIDINE-BINDING PROTEIN/L-HISTIDINE N.YAO,S.TRAKHANOV,F.A.QUIOCHO 1/94 1HDN HISTIDINE-CONTAINING PHOSPHOCARRIER PROTEIN HPR N.A.J.VAN NULAND,R.M.SCHEEK,G.T.ROBILLARD 2/94 1HME HMGB (DNA-BINDING HMG-BOX-DOMAIN B OF RAT HMG1) H.M.WEIR,P.J.KRAULIS,C.S.HILL,A.R.C.RAINE,E.D.LAUE,J.O.THOMAS 2/94 1HMF HMGB (DNA-BINDING HMG-BOX-DOMAIN B OF RAT HMG1) H.M.WEIR,P.J.KRAULIS,C.S.HILL,A.R.C.RAINE,E.D.LAUE,J.O.THOMAS 3/94 1DLH HLA-DR1 (DRA,DRB1*0101) HUMAN CLASS II HISTOCOMPATIBILITY PROTEIN

L.J.STERN 2/94

1HUA HYALURONAN S.M.A.HOLMBECK,P.A.PETILLO,L.E.LERNER 1/94 152L LYSOZYME MUTANT(I3C,I9C,T21C,C54T,T142C,L164C) M.MATSUMURA,L.H.WEAVER,B.W.MATTHEWS 1/94 1FIG FAB’ FRAGMENT OF IMMUNOGLOBULIN G1 (KAPPA LIGHT CHAIN) M.R.HAYNES,E.A.STURA,D.HILVERT,I.A.WILSON 1/94 2CGR IMMUNOGLOBULIN IGG2B(KAPPA)FAB FRAGMENT/ANTIGEN L.W.GUDDAT,L.SHAN,A.B.EDMUNDSON 11/93 1CGS IMMUNOGLOBULIN IGG2B(KAPPA)FAB FRAGMENT ANTIGEN L.W.GUDDAT,L.SHAN,A.B.EDMUNDSON 10/93 1FRG IGG2A FRAGMENT (FAB26/9) AND PEPTIDE (RESIDUES 101-108) M.E.A.CHURCHILL,I.A.WILSON 1/94 1CSK C-SRC KINASE SH3 DOMAIN M.MATHIEU,R.K.WIERENGA 3/94 1LTD L-LACTATE DEHYDROGENASE/FMN M.TEGONI,C.CAMBILLAU 1/94 1LLI LAMBDA REPRESSOR-OPERATOR COMPLEX W.A.LIM,A.HODEL,R.T.SAUER,F.M.RICHARDS 3/94 1LGB LECTIN(LEGUME) Y.BOURNE,C.CAMBILLAU 1/94 1LGC LEGUME LECTIN Y.BOURNE,C.CAMBILLAU 1/94 1HPL LIPASE(PANCREATIC) Y.BOURNE 1/93 1EQL LYSOZYME (EQUINE MILK) (APO) H.TSUGE,H.AGO,M.MIYANO 3/94 2IFF LYSOZYME MUTANT(R68K)/IGG1 FAB FRAGMENT (HYHEL-5) S.CHACKO,D.R.DAVIES 2/94 1MOM MOMORDIN J.HUSAIN,I.J.TICKLE,S.P.WOOD 3/94 1MOL MONELLIN(SINGLE-CHAIN) J.R.SOMOZA,S.H.KIM 4/93 1NLK NUCLEOSIDE DIPHOSPHATE KINASE R.L.WILLIAMS 3/94 1PAA PAPA B.E.BERNSTEIN,R.C.HOFFMAN,S.J.HORVATH,J.R.HERRIOTT,R.E.KLEVIT 2/94 3PAT PARVALBUMIN (ALPHA LINEAGE, PI 5.0) A.PADILLA,A.CAVE,J.PARELLO,G.ETIENNE,C.BALDELLON 3/94 1PAR PHAGE P22 ARC REPRESSOR AND A SYNTHETIC 22MER DNA B.E.RAUMANN,M.A.ROULD,C.O.PABO,R.T.SAUER 3/94 1PKS PI3K SH3 DOMAIN S.KOYAMA,H.YU,D.C.DALGARNO,T.B.SHIN,L.D.ZYDOWSKY,S.L.SCHREIBER 3/94 1PKT PI3K SH3 DOMAIN S.KOYAMA,H.YU,D.C.DALGARNO,T.B.SHIN,L.D.ZYDOWSKY,S.L.SCHREIBER 3/94 1PMK PLASMINOGEN KRINGLE 4 K.PADMANABHAN,A.TULINSKY 4/94 2PRF PROFILIN IA S.J.ARCHER,V.K.VINSON,T.D.POLLARD,E.E.LATTMAN,D.A.TORCHIA 1/94 1PRR PROTEIN S S.BAGBY,T.S.HARVEY,S.G.EAGLE,S.INOUYE,M.IKURA 3/94 1PMY PSEUDOAZURIN FROM METHYLOBACTERIUM EXTORQUENS AM1 AT 1.5A RESOLUTION

T.INOUE,Y.KAI 1/94

1PKN PYRUVATE KINASE T.M.LARSEN,L.T.LAUGHLIN,H.M.HOLDEN,I.RAYMENT,G.H.REED 3/94 163D REV BINDING ELEMENT/REV34-50 PEPTIDE (RBE-REV34-50) F.LECLERC,R.J.CEDERGREN,A.D.ELLINGTON 2/94 157D RNA(CGCGAATTAGCG) G.A.LEONARD,K.E.MCAULEY-HECHT,S.EBEL,D.M.LOUGH,T.BROWN, W.N.HUNTER

2/94

1SAC SERUM AMYLOID P COMPONENT (SAP) H.E.WHITE,J.EMSLEY,B.P.O’HARA,G.OLIVA,I.J.TICKLE,T.L.BLUNDELL, M.B.PEPYS,S.P.WOOD

1/94

1SET SERYL-TRNA SYNTHETASE AT 2.55A RES V.BIOU,A.YAREMCHUK,M.TUKATO,S.CUSACK 2/94 1SES SERYL-TRNA SYNTHETASE/SERYL-HYD AMP V.BIOU,A.YAREMCHUK,M.TUKATO,S.CUSACK 2/94 2SPC SPECTRIN (ONE REPEAT UNIT) Y.YAN,E.WINOGRAD,A.VIEL,T.CRONIN,S.C.HARRISON,D.BRANTON 3/94 1SRL SRC SH3 DOMAIN H.YU,M.K.ROSEN,T.B.SHIN,C.SEIDEL-DUGAN,J.S.BRUGGE,S.L.SCHREIBER 3/94 1SRM SRC SH3 DOMAIN H.YU,M.K.ROSEN,T.B.SHIN,C.SEIDEL-DUGAN,J.S.BRUGGE,S.L.SCHREIBER 3/94 1ENA STAPHYLOCOCCAL NUCLEASE A.LIBSON,A.GITTIS,E.E.LATTMAN 2/94 1ENC STAPHYLOCOCCAL NUCLEASE A.LIBSON,A.GITTIS,E.E.LATTMAN 2/94 1SYA STAPHYLOCOCCAL NUCLEASE T.R.HYNES,R.O.FOX 1/94 1SYB STAPHYLOCOCCAL NUCLEASE T.R.HYNES,R.A.KAUTZ,M.A.GOODMAN,J.F.GILL,R.O.FOX 1/94 2ENB STAPHYLOCOCCAL NUCLEASE A.LIBSON,A.GITTIS,E.E.LATTMAN 3/94 1STA STAPHYLOCOCCAL NUCLEASE DOUBLE INSERTION MUTANT (11GG12)/CA/INHIBITOR

L.J.KEEFE,S.QUIRK,A.GITTIS,E.E.LATTMAN 1/94

1SYC STAPHYLOCOCCAL NUCLEASE MUTANT T.R.HYNES,A.HODEL,R.O.FOX 1/94 1SYD STAPHYLOCOCCAL NUCLEASE MUTANT T.R.HYNES,A.HODEL,R.O.FOX 1/94 1SYE STAPHYLOCOCCAL NUCLEASE MUTANT T.R.HYNES,A.HODEL,R.O.FOX 1/94

IDENT CODE

MOLECULE DEPOSITOR(S)

ACCESSION DATE

______________________________________________________________________________________________________________________________________________________________

Newly Deposited Entries (cont.) _____________________________________________________________________

PDB Newsletter 68 April 1994 Page 15

1SYF STAPHYLOCOCCAL NUCLEASE MUTANT T.R.HYNES,A.HODEL,R.O.FOX 1/94 1SYG STAPHYLOCOCCAL NUCLEASE MUTANT T.R.HYNES,A.HODEL,R.O.FOX 1/94 1STB STAPHYLOCOCCAL NUCLEASE INSERTION MUTANT (36L37) S.QUIRK,A.GITTIS,L.J.KEEFE,E.E.LATTMAN 1/94 2SPT STRONTIUM PROTHROMBIN FRAGMENT 1 (BOVINE) A.TULINSKY 2/94 1SCN SUBTILISIN CARLSBERG A.C.U.STEINMETZ,H.U.DEMUTH,D.RINGE 3/94 1PML TISSUE PLASMINOGEN ACTIVATOR KRINGLE 2 K.PADMANABHAN,A.TULINSKY 4/94 1TAH TRIACYLGLYCEROL ACYL HYDROLASE M.E.M.NOBLE,A.CLEASBY,L.N.JOHNSON,M.EGMOND,L.G.J.FRENKEN 12/93 1TCA TRIACYLGLYCEROL HYDROLASE J.UPPENBERG,T.A.JONES 2/94 1TCB TRIACYLGLYCEROL HYDROLASE J.UPPENBERG,T.A.JONES 2/94 1TCC TRIACYLGLYCEROL HYDROLASE J.UPPENBERG,T.A.JONES 2/94 1TPD TRIOSEPHOSPHATE ISOMERASE M.E.M.NOBLE,J.P.H.ZEELEN,R.K.WIERENGA 2/94 1TPE TRIOSEPHOSPHATE ISOMERASE M.E.M.NOBLE,K.V.KISHAN RADHA,J.P.H.ZEELEN,R.K.WIERENGA 2/94 1TPF TRIOSEPHOSPHATE ISOMERASE K.V.KISHAN RADHA,J.P.H.ZEELEN,R.K.WIERENGA 2/94 2LET TRYPSIN INHIBITOR II(LEU5-ECBALLIUM ELATERIUM)(LEU5-EETI-II) K.J.NIELSEN,D.ALEWOOD,J.ANDREWS,S.B.H.KENT,D.J.CRAIK 1/94 1UBI UBIQUITIN D.ALEXEEV,S.M.BURY,M.A.TURNER,O.M.OGUNJOBI,T.W.MUIR, R.RAMAGE,L.SAWYER

2/94

1URK UROKINASE-TYPE PLASMINOGEN ACTIVATOR (AMINO TERMINAL FRAGMENT)

A.P.HANSEN,A.M.PETROS,R.P.MEADOWS,D.G.NETLESHEIM,A.P.MAZAR, E.T.OLEJNICZAK,R.X.XU,T.M.PEDERSON,J.HENKIN,S.W.FESIK

1/94

1IFD INOVIRUS STRAIN FD MAJOR COAT PROTEIN (FIBER DIFFRACTION)

D.A.MARVIN 2/92

1FMD FOOT AND MOUTH DISEASE VIRUS C-S8C1 (FMDV C-S8C1) S.LEA,E.FRY,D.STUART 2/94 2HWF HUMAN RHINOVIRUS 1A/ANTIVIRAL AGENT R61837 K.H.KIM,M.G.ROSSMANN 1/94 2HWC HUMAN RHINOVIRUS 14/ANTIVIRAL AGENT WIN54954 K.H.KIM,M.G.ROSSMANN 1/94 2HWE HUMAN RHINOVIRUS 1A/ANTIVIRAL AGENT WIN54954 HRV1A K.H.KIM,M.G.ROSSMANN 1/94 2HWD HUMAN RHINOVIRUS 1A/ANTIVIRAL AGENT WIN56291 HK.H.KIM,M.G.ROSSMANN 1/94 2HWB HUMAN RHINOVIRUS 14/ANTIVIRAL AGENT WIN56291 HRV14 K.H.KIM,M.G.ROSSMANN 1/94 1XIB D-XYLOSE ISOMERASE H.L.CARRELL,J.P.GLUSKER 3/94 1XIC D-XYLOSE ISOMERASE H.L.CARRELL,J.P.GLUSKER 3/94 1XID D-XYLOSE ISOMERASE H.L.CARRELL,J.P.GLUSKER 3/94 1XIE D-XYLOSE ISOMERASE H.L.CARRELL,J.P.GLUSKER 3/94 1XIF D-XYLOSE ISOMERASE H.L.CARRELL,J.P.GLUSKER 3/94 1XIG D-XYLOSE ISOMERASE H.L.CARRELL,J.P.GLUSKER 3/94 1XIH D-XYLOSE ISOMERASE H.L.CARRELL,J.P.GLUSKER 3/94 1XII D-XYLOSE ISOMERASE H.L.CARRELL,J.P.GLUSKER 3/94 1XIJ D-XYLOSE ISOMERASE H.L.CARRELL,J.P.GLUSKER 3/94 1YSC YEAST SERINE CARBOXYPEPTIDASE J.A.ENDRIZZI,S.J.REMINGTON 3/94

STRUCTURE FACTOR ENTRIES

R1AMYSF ALPHA-AMYLASE A.KADZIOLA,R.HASER 3/94 R1HCBSF CARBONIC ANHYDRASE I(HUMAN)/BICARBONATE V.KUMAR,K.K.KANNAN 1/94 R1PLLSF C-H-RAS P21 PROTEIN MUTANT(G12P)/GDP A.SCHEIDIG,A.SANCHEZ-LLORENTE,A.LAUTWEIN,E.F.PAI, J.E.T.CORRIE,G.P.REID,A.WITTINGHOFER,R.S.GOODY

3/94

R1PLKSF C-H-RAS P21 PROTEIN MUTANT(G12P)/GTP A.SCHEIDIG,A.SANCHEZ-LLORENTE,A.LAUTWEIN,E.F.PAI, J.E.T.CORRIE,G.P.REID,A.WITTINGHOFER,R.S.GOODY

3/94

R1PLJSF C-H-RAS P21 PROTEIN MUTANT(G12P)/ (NITROPHENYL)ETHYL-GTP

A.SCHEIDIG,A.SANCHEZ-LLORENTE,A.LAUTWEIN,E.F.PAI, J.E.T.CORRIE,G.P.REID,A.WITTINGHOFER,R.S.GOODY

3/94

R1GCSSF GAMMA-B CRYSTALLIN (PREVIOUSLY CALLED GAMMA-II CRYSTALLIN)

S.NAJMUDIN,P.LINDLEY,C.SLINGSBY,O.BATEMAN,D.MYLES, S.KUMARASWAMY,I.GLOVER

1/94

R1DDTSF DIMERIC DIPHTHERIA TOXIN M.J.BENNETT,D.EISENBERG 3/94 R161DSF DNA(CCGGC)R(G)D(CCGG) C.BAN,B.RAMAKRISHNAN,M.SUNDARALINGAM 2/94 R159DSF DNA(ICICICIC)/DISTAMYCIN X.CHEN,B.RAMAKRISHNAN,S.T.RAO,M.SUNDARALINGAM 2/94 R158DSF DNA(B,(CCAAGCTTGG) K.GRZESKOWIAK,D.S.GOODSELL,M.KACZOR-GRZESKOWIAK,R.E.DICKERSON 2/94 R150DSF DNA(5’-D(CGCGAATT(EDA)GCG)-3’) G.A.LEONARD,K.E.MCAULEY-HECHT,N.J.GIBSON,T.BROWN,W.P.WATSON, W.N.HUNTER

12/93

R160DSF DNA(CCCGGCCGGG) B.RAMAKRISHNAN,M.SUNDARALINGAM 2/94 R1GCGSF GLUCOSE/GALACTOSE-BINDING PROTEIN (UNLIGANDED FORM) M.M.FLOCCO,S.L.MOWBRAY 2/94 R1FRGSF IGG2A FRAGMENT (FAB26/9) AND PEPTIDE (RESIDUES 101-108) M.E.A.CHURCHILL,I.A.WILSON 2/94 R1HPLSF LIPASE(PANCREATIC) Y.BOURNE 1/93 R1EQLSF LYSOZYME (EQUINE MILK) (APO) H.TSUGE,H.AGO,M.MIYANO 3/94 R2IFFSF LYSOZYME MUTANT(R68K)/IGG1 FAB FRAGMENT (HYHEL-5) S.CHACKO,D.R.DAVIES 2/94 R1MOLSF MONELLIN(SINGLE-CHAIN) J.R.SOMOZA,S.H.KIM 4/93 R1NLKSF NUCLEOSIDE DIPHOSPHATE KINASE R.L.WILLIAMS 3/94

IDENT CODE

MOLECULE DEPOSITOR(S)

ACCESSION DATE

______________________________________________________________________________________________________________________________________________________________

Newly Deposited Entries (cont.) _____________________________________________________________________

PDB Newsletter 68 April 1994 Page 16

R1PMYSF PSEUDOAZURIN FROM METHYLOBACTERIUM EXTORQUENS AM1 AT 1.5A RESOLUTION

T.INOUE,Y.KAI 1/94

R1GDRSF RESOLVASE(GAMMA DELTA) P.A.RICE,T.A.STEITZ 8/93 R2RSLSF RESOLVASE(GAMMA DELTA)(LARGE FRAGMENT) M.R.SANDERSON,P.S.FREEMENT,P.A.RICE,A.GOLDMAN,T.A.STEITZ 9/93 R1TRQSF RIBONUCLEASE-T1 MUTANT(W59Y)/2’-GMP W.D.SCHUBERT,W.SAENGER 7/93 R1TRPSF RIBONUCLEASE-T1 MUTANT TYR45TRP TRP59TYR -2’ GMP G.SCHLUCKEBIER,W.SAENGER 7/93 R1DBPSF D-RIBOSE-BINDING PROTEIN MUTANT(G72D) S.L.MOWBRAY,A.J.BJORKMAN 1/94 R1RBLSF RIBULOSE-1,5-BISPHOSPHATE CARBOXYLASE/OXYGENASE J.NEWMAN,S.GUTTERIDGE,C.-I.BRANDEN,T.A.JONES 7/93 R157DSF RNA(CGCGAATTAGCG) G.A.LEONARD,K.E.MCAULEY-HECHT,S.EBEL,D.M.LOUGH, T.BROWN,W.N.HUNTER

2/94

R1SFASF SERINE PROTEINASE(STREPTOMYCES FRADIAE, STRAIN ATCC 14544)

K.KITADOKORO,H.TSUZUKI,H.OKAMOTO,T.SATO 1/94

R2TBSSF TRYPSIN/BENZAMIDINE A.O.SMALAS 1/94 R1UCESF UBIQUITIN CONJUGATING ENZYME (E2) W.J.COOK ET AL 9/93

NMR ENTRIES

R1ARQMR ARC REPRESSOR A.M.J.J.BONVIN,H.VIS,M.J.M.BURGERING,J.N.BREG,R.BOELENS, R.KAPTEIN

6/93

R1BCTMR BACTERIORHODOPSIN(PROTEOLYTIC FRAGMENT 163-231)(NMR,14 STRUCTURES)

D.E.NOLDE,I.L.BARSUKOV,A.L.LOMIZE,A.S.ARSENIEV 7/93

R2BBNMR CALMODULIN/CALMODULIN-BINDING DMN OF RABBIT SKELETAL MYOSIN LT CHAIN KINASE(NMR)

G.M.CLORE,A.BAX,M.IKURA,A.M.GRONENBORN 7/92

______________________________________________________________________________________________________________________________________________________________

IDENT CODE

MOLECULE DEPOSITOR(S)

ACCESSION DATE

______________________________________________________________________________________________________________________________________________________________

Newly Deposited Entries (cont.) _____________________________________________________________________

PDB Newsletter 68 April 1994 Page 17

VAX/VMSbackup $794 $1017 VAX/VMScopy $794 $1017 UnlabeledASCII $794 UnlabeledEBCDIC $794 SGI/SUN/IBM/E&S UNIXtar $496 $360 $364

DATAPRTP

(available coordinate entries, bibliographic entries and computer programs)

PDBPGMTP

(computer programs & miscellaneous files)

STRUCTURE FACTOR ENTRIES

(experimental diffraction data)

Tape desired (NONST1,2,3,4...12TP):___________________________ (prices shown are per tape desired)

VAX/VMSbackup $413 $424 VAX/VMScopy $413 $424 UnlabeledASCII $413 UnlabeledEBCDIC $413 SGI/SUN/IBM/E&S UNIXtar $418 $360 $364

VAX/VMScopy $413 $424 SGI/SUN/IBM/E&S UNIXtar $418 $360 $364

NMRRS1TP

(NMR experimental data entries)

VAX/VMSbackup $413 $424 VAX/VMScopy $413 $424 UnlabeledASCII $413 UnlabeledEBCDIC $413

6250cpi TK50 1/4” 8mm 4mm

CD-ROM

(includes DATAPRTP and all Structure Factor Entries)

ISO 9660 $288

Format

TOTAL CHARGES

Tape or CD-ROM charges............................................................................................................................$ ____________

Foreign air-mail charges ($19 per tape item mailed outside the U.S. and Canada)......................................................$______@19.00 (CD-ROM excluded from $19 foreign air-mail charges) (if applicable)

(Prices valid through September 30, 1994) TOTAL COST.............$ ____________

order form page 1 of 2

(Prices valid through September 30, 1994)

BROOKHAVEN ORDER FORM

Name of User ____________________________________________________________ Date ___________________________

Organization ____________________________________________________________ Phone ___________________________

Address ____________________________________________________________ Fax ___________________________

____________________________________________________________ E-mail ___________________________

____________________________________________________________

| | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | | |

PDB Newsletter 68 April 1994 Page 18

INSTRUCTIONS FOR PLACING AN ORDER

(Prices valid until September 30, 1994) (facsimile and phone orders not acceptable)

The Protein Data BankMUST receive all three of the following items before service is provided (please send all required items together via normal mail -- facsimile and phone orders areNOT acceptable):

1. Completed order form; 2. Mailing label indicating exact shipping address; and 3. Payment (using one of the two options below):

Check payable to Brookhaven National Laboratory in U.S. dollars and drawn on a U.S.

bank. Foreign checks are not acceptable and will be returned.

Original purchase order payable toBrookhaven National Laboratory. After your order is pro-

cessed, you will be invoiced by Brookhaven National Laboratory.

A wire transfer is acceptable onlyAFTER we have received an original purchase order from your organization and your organization has been invoiced by Brookhaven. Once you have received Brookhaven’s invoice, your bank may then send a wire transfer to:

Bank name : Morgan Guaranty Trust Company of New York Account name : Brookhaven National Laboratory Account number : 076-51-912

Please send all three required items via normal mail (facsimile NOT acceptable) to: Protein Data Bank Orders Chemistry Department, Building 555 Brookhaven National Laboratory P.O. Box 5000 Upton, NY 11973-5000 USA

PRINTED DOCUMENTATION REQUESTED (no charge)

Atomic Coordinate and Bibliographic Entry Format Description for DATAPRTP Answers to Frequently Asked Questions (FAQ) Full Tables (Includes Complete Listings of PDB Holdings) Deposition Form (best if obtainedvia e-mail from pdb@bnl.gov) Guidelines for Deposition Current Newsletter

order form page 2 of 2

PDB Newsletter 68 April 1994 Page 19

Statement of Support

PDB is supported by a combination of Federal Government Agency funds (work supported by the U.S. National Science Foundation; the U.S. Public Health Service, National Institutes of Health, National Center for Research Resources, National Institute of General Medical Sciences and National Library of Medicine; and theU.S. Department of Energy under contract DE-AC02-76CH00016) and user fees.

PDB Staff

Joel L. Sussman, Head David R. Stampf, Sr. Project Mgr.

Enrique E. Abola, Science Coordinator

Frances C. Bernstein Judith A. Callaway Minette Cummings Betty R. Deroski Pamela A. Esposito Arthur Forman Thomas F. Koetzle Patricia A. Langdon Michael D. Libeson Nancy O. Manning (Oeder) John E. McCarthy Regina K. Shea John G. Skora Karen E. Smith Dejun Xue

To Contact PDB

Protein Data Bank Chemistry Department, Building 555 Brookhaven National Laboratory P.O. Box 5000 Upton, NY 11973-5000 USA Telephone: +1 516-282-3629 Facsimile: +1 516-282-5751 e-mail: pdb@bnl.gov or pdb@bnl.bitnet

Please include your telephone number, facsimile number, mailing address and e-mail address in all correspondence.

Affiliated Centers

Ten affiliated centers offer DATAPRTP information for distribution. These centers are members of the Protein Data Bank Service Association (PDBSA). Centers designated with an asterisk(*) may distribute DATAPRTP information both on-line and on magnetic or optical media; those without an asterisk are on-line distributors only.

CAN/SND

Canadian Scientific Numeric Data Base Service Ottawa, Ontario, Canada Roger Gough (613-993-3294) cansnd@vm.nrc.ca

CAOS/CAMM

Dutch National Facility for Computer Assisted Chemistry Nijmegen, The Netherlands Jan Noordik (31-80-653386) noordik@caos.caos.kun.nl

CINECA

NE Italy Interuniversity Computing Center Caselecchio di Reno (BO), Italy Salvatore Rago (39-51-598411) argo@icineca.bitnet

EMBL

European Molecular Biology Laboratory Heidelberg, Germany Peter Rice (49-6221-387-247) peter.rice@embl-heidelberg.de

*JAICI

Japan Association for International Chemical Information Tokyo, Japan Hideaki Chihara (81-3-5978-3608)

NCSA

National Center for Supercomputing Applications University of Illinois at Urbana-Champaign Champaign, Illinois Marcia Miller (217-244-0634) mmiller@ncsa.uiuc.edu

*Osaka University

Institute for Protein Research Osaka, Japan Yoshiki Matsuura (81-6-879-8605)

Pittsburgh Supercomputing Center

Pittsburgh, Pennsylvania Hugh Nicholas (412-268-4960) nicholas@cpwpsca.bitnet

SDSC

San Diego Supercomputer Center San Diego, California Lynn Ten Eyck (619-534-8189) teneyckl@sdsc.bitnet

SEQNET

Daresbury Laboratory Warrington, United Kingdom User Interface Group (44-925-603351)

First Class

Protein Data Bank Chemistry Department, Building 555 Brookhaven National Laboratory P.O. Box 5000 Upton, NY 11973-5000 USA