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ABSTRACT

The large volume of data generated by commercial and research laboratories, along
with requirements mandated by regulatory agencies, have forced companies to use
laboratory information management systems (LIMS) to improve efficiencies in tracking,
managing samples, and precisely reporting test results. However, most general purpose
LIMS do not provide an interface to automatically collect data from analytical
instruments to store in a database. A scientific data management system (SDMS)
provides a “Print-to-Database” technology, which facilitates the entry of reports
generated by instruments directly into the SDMS database as Windows enhanced
metafiles thus to minimize data entry errors. Unfortunately, SDMS does not allow
performing further analysis. Many LIMS vendors provide plug-ins for single instrument
but none of them provides a general purpose interface to extract the data from SDMS and

store in LIMS.

In this project, a general purpose middle layer named LabTechie is designed, built
and tested for seamless integration between instruments, SDMS and LIMS. This project
was conducted at American Institute of Technology (AIT) Laboratories, an analytical
laboratory that specializes in trace chemical measurement of biological fluids. Data is
generated from 20 analytical instruments, including gas chromatography/mass
spectrometer (GC/MS), high performance liquid chromatography (HPLC), and liquid

chromatography/mass spectrometer (LC/MS), and currently stored in NuGenesis SDMS



(Waters, Milford, MA). This approach can be easily expanded to include additional

instruments.
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1. INTRODUCTION

Technological advances in biology and chemistry have made it possible for
laboratories to generate unprecedented amounts of data. DNA sequencing, for example,
has been seen an increase in throughput of over 400-fold in recent years [1]. The large
volume of data generated by commercial and research laboratories, along with
requirements mandated by regulatory agencies, has forced companies to use laboratory
information management systems (LIMS) to improve efficiency in tracking and
analyzing samples and reporting test results and facilitate regulatory compliance.
However, most general purpose LIMS do not provide an interface to automatically
collect data from an analytical instrument to store in a database. Data are still needed to
be transferred manually between instruments and LIMS, which results in the increasing
need for integrating instruments and LIMS.

In this project, a generic middle layer was created between LIMS and various
analytical instruments. The project was carried out at two locations: AIT Laboratories,
Inc., a commercial analytical laboratory that specializes in trace chemical measurement
of biological fluids, and the LIMS Laboratory of the Indiana University School of
Informatics, located on the campus of Indiana University Purdue University Indianapolis.
Sample data are generated from analytical instruments including gas
chromatography/mass spectrometer (GC/MS), high pressure liquid chromatography
(HPLC) and liquid chromatography/mass spectrometer (LC/MS) in the commercial

analytical laboratory. The middle layer, which was designed, built, and tested for these



instruments, allows seamless integration of the instruments and LIMS. By using this
middle layer, manual data entry from the instruments into LIMS is eliminated. In the
meanwhile, security and integrity are maintained to meet regulatory requirements from

U.S. Food and Drug Administration (FDA) [7].

1.1. Laboratory Information Management Systems (LIMS)

LIMS are collections of software, communication devices, and computers that
acquire, store, analyze, and present data and information on laboratory samples and
their processing [2]. LIMS are used to coordinate workflow and the movement of
samples and information through different laboratory processes. These systems
centralize data storage, automate data analysis, and provide quality assurance reports
for process monitoring. The central component of a modern LIMS is a relational
database management system (RDBMS) running on a computer with one or more
software interfaces allowing users to enter, view, and process data.

LIMS usually have four functional areas: data and information capture, data
analysis and reports, laboratory management, and system management. The detailed
function and features are listed in Table 1.1 [3].

The middle layer built in the project is involved in the first two functions: data
and information capture, and data analysis and reports. The relationship between
these two LIMS functions and the laboratory operations is further illustrated in Figure

1.1. The middle layer is intended to automate the operation of data entry.



Function

Features

Data and information
capture

data entry; file transfers and simple barcode entries;
communication with laboratory devices such as data
collection instruments or robotic devices

Data analysis and
reports

Perform calculations, result verification, data analysis with
integrated analytical procedures that link different types of
experimental data or integrated external software systems,
reports notification system

Laboratory management

Workflow scheduling and monitoring; inventory, sample
storage, and tracking systems, decision-making process,
revenue and costs tracking, and multi-site project
management

System management

Disk backup and recovery, system performance tuning, links
to external communications

Table 1.1: Features of LIMS functions
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LIMS Data Capture

Job
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Progress
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Figure 1.1: LIMS and laboratory operations



1.2. Analvtical instruments

An analytical instrument is defined as laboratory equipment that analyzes samples
and provides the information of samples. Figure 1.2 shows a GC/MS (Agilent, Palo

Alto, CA). GC/MS is used to measure organic compounds in liquid or gas samples.

1.3. Chromatography Data Systems (CDS)

A CDS has a number of functions that it can perform. These are dependent on the
use of the system by the laboratory and the nature of the chromatographic equipment
used (Figure 1.3).

In general, the process used by most CDS consists of all or most of the steps
outlined below [4]:

1) Set up the method and analytical run information.

2) Instrument control.

3) Acquire data from each injection, together with injection number from the

auto-sampler and any chromatographic conditions.

4) Process the acquired data first into peak areas or heights and then into analyze

amounts or concentrations.

5) Store the resultant data files and other information acquired during the run for

reanalysis.

6) Interface with other data or information systems for import of data relating to

CDS set-up or export of data for further processing or collation of results.



Figure 1.2: Agilent 6890 GC/MS



Figure 1.3: A chromatography data system (CDS)



1.4. Scientific Data Management System (SDMS)

A scientific data management system (SDMS) is used to collect, organize, index,
store, archive, search, and share electronic records. It provides a secure, central
repository, and rich content services to allow organizations to manage and re-use
business critical information, comply with regulatory and corporate mandates, and
enable collaboration for any type of electronic record. Eventually, SDMS improves
knowledge worker productivity, facilitates compliance, reduces operational costs, and
helps make better decisions to gain an edge on the competition [5]. An example of
SDMS is shown in Figure 1.4.

SDMS have some features as follows:

1) Manage both raw binary data and any type of human-readable file.

2) Collect record manually or automatically.

3) Provide filers for viewing records in varied formats such as chromatogram.

4) Allow annotation, record accessing, and traceable information being attached

to the report.

5) Extract key information from the electronic records and store them in the
Oracle or SQL Server database for searching, reporting, and integrating with
other application such as LIMS.

6) Enable a secure and regulatory or corporative compliant environment.

7) Allow for accessing all records through a standard web browser.
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1.5. LabTechie

LabTechie is the middle layer created in this project. It streamlines data flow in
the laboratory to increase productivity, improve quality standards, and facilitate
regulatory compliance.

The manual process of entering large amounts of data into LIMS and then
reviewing the data is time consuming and costly. Moreover, the possibility of
generating errors when entering data into LIMS manually is considerably higher than
doing it automatically. This middle layer addresses these problems by automating
data entry to LIMS. Thus, the turn-around time of sample analysis will be reduced
significantly. Also, the data quality will be improved and cost of managing the data is
reduced.

As required by the U.S. FDA, LIMS is becoming an integral part of any
laboratory that needs to meet government regulations. The middle layer designed in
this research will be able to meet the 21 CFR Part 11 Electronic Records and
Electronic Signatures and the record retention requirements of Cross-Media

Electronic Reporting and Record-keeping Rule (CROMERR) proposed by FDA.
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2. BACKGROUND

2.1. History and related research

LIMS is an information management system designed for analytical laboratories.
Various types of laboratory data, ranging from sample log-in, analysis task
assignment to analysis results, are entered into LIMS. Then, these data are sorted and
organized into meaningful information [6]. Different formats of reports are then
created to present the information. Although LIMS has these advantages, most of
LIMS do not provide an interface to extract data from analytical instruments and
enter them directly into LIMS. Therefore, manually entering vast amounts of data
generated by instruments into LIMS is becoming a bottleneck for analytical
laboratories.  Particularly, some advanced instruments such as high through-put
screening equipment generate huge amount of data, increase the demand for
interfacing these instruments with LIMS.

The conventional method of integrating LIMS with instruments is to create
drivers between LIMS and instruments. One approach is that a driver can be created
in either instrument or LIMS and then communicate with the other one. Another
approach could be drivers are created on both instrument and LIMS. These two
drivers then communicate with each other to transfer data. A scheme of these two

approaches is illustrated in Figure 2.1.

11
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Figure 2.1: LIMS and instruments integration using drivers
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There are some problems with this approach. One problem is that drivers are not
generic, which means a driver created based on the configuration of one instrument
may not work for another instrument, even though both instruments are from the
same vendor. Another problem is that the analysis results generated from analytical
instruments are still raw data. Data review may be needed to process the instrument
output before they are ready to be sent to LIMS. However, drivers do not provide
user options to view the raw data.

Taking these problems into consideration, it is possible that this design will
generate a large number of different drivers for a laboratory that has a variety of
instruments. Each driver accommodates a certain configuration for a specific
instrument. Obviously, instead of thousands of different drivers, it is preferable to
have a generic middleware that can be applied with very little configuration to work
with most instruments. In addition to data collection from any instrument, this
middleware will also provide user options for viewing data and storing final results in
LIMS.

In the generic middleware, data collected from instruments will be stored in an
intermediate document before it is sent to LIMS. Currently there are no standard
formats of documents used to store and report data. Instruments from different
vendors generate outputs in different formats. Thus, it is difficult to select one generic
format for data storage from various instruments. Some “standard formats,” such as
AnDI, JCAMP and SPC, have been used by a variety of vendors to store data and
results from all kinds of analytical instruments. These “standard formats” were

developed to allow data interchange between various software packages. However,

13



none of these standard format developers (either public or private) have the required
support for large groups of users, instrument vendors, or government regulators to
promote their standards. Therefore, the World Wide Web Consortium (W3C,

http://www.w3.0rg), an independent standard body that governs the definitions of the

format used on the internet, developed the Extensible Markup Language (XML), a
universal format for exchanging structured documents and data on the Web to address
this issue. In addition, relevant data are not always stored in one format. The data
retention period is usually longer than the lifetime of an analytical instrument. As a
result, storage of outdated software and hardware for a long time may be necessary,
which creates a potential problem for companies to maintain records over the lifetime
of their products.

One solution to the problem of data integration is to create a middle layer that
can save the data in a neutral and secure format to transfer and maintain the analytical
results. Data would be platform independent and accessible from multiple
applications. As a result, obsolete hardware and software currently needed to access
data can be eliminated.

XML is tailor-made to serve as the basis of a file format for long-term archiving
of analytical instrument data for a number of reasons listed below:

1) XML is based on a public domain standard controlled by a completely

independent body, the W3C [9].

2) XML is currently used as a data interchange mechanism by many mainstream

business applications. It has been proposed to be a universal data interchange

standard for all types of data via networked applications (i.e., intranets and

14



the internet), which means it is highly likely that it will be supported by
future computer platforms.

3) The schema or data type definitions (DTD) that defines the structures for a
particular type of data can be widely distributed (e.g., a web site, database, or
file server) and software applications can use it to automatically validate the
"correctness” of the formatted data whenever an XML file is opened.

XML has the security standards recommended by W3C, which defines XML
vocabularies and processing rules in order to meet security requirements. These
standards use legacy cryptographic and security technologies, as well as emerging
XML technologies to provide a flexible, extensible and practical solution toward
meeting security requirements. The XML security standards include XML Digital
Signature for integrity and signing solutions, XML Encryption for confidentiality,
XML Key Management (XKMS) for public key registration, location and validation.
By implementing these security standards on the XML format of data files from
instrument output, the middle layer will be able to meet the security requirements
from the regulations such as 21 CFR Part 11 [7].

How to implement these standards is the main focus of this proposed project.
There are three major XML security implementation tools available to use for free
[8]. One tool is Apache XML Security, created by Apache Software Foundation [9].
Apache XML Security relies on a Java-based security library and its related
application. In 2004, a C++-based security library was introduced by this company;
however, this library only provides basic functions in comparison to its Java

counterpart. The second XML security implementation tool is IBM XML Security

15



Suite, developed by the IBM alphaWorks Group, which is also a Java-based
implementation tool [9]. The third tool is XMLSec Library, a C-based
implementation that has been developed and maintained by Aleksey Sanin in the
XML Security Library [9].

XMLSec Library has been selected as the security implementation for the
middleware in this research. The decision was made based on some of the features of
XMLSec Library listed below:

1) Meet all the XML Signature and XML Encryption syntax and processing

standards from W3C.

2) Interact with other XML security implementations completely. In other
words, the application developed by other security implementations will be
able to use the XMLSec library, and vice versa. For instance, the signature
created using XMLSec Library could be verified by other applications
designed by using IBM XML Security Suite.

3) Provide a Software Development Kit for application development.

4) Use a C-based library which is more easily incorporated into the .NET
platform.

5) Offer free source code and some implementation examples.

2.2. Current practice and understanding

There are two major vendors (Labtronics and CSols) in the market that provide

products for interfacing the instruments and LIMS. However, these two vendors are

16



charging exorbitant amounts of money for integrating each instrument with LIMS to

transfer the data from the instruments to LIMS.

2.3. Intended project

This project is intended to create a “general purpose” middleware to bridge the
instruments and LIMS. The interface of the middleware will create a secure

intermediate environment for the data extraction from the instruments.
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3. METHODS

3.1. Materials and instruments

3.1.1. Networking

LAN/WAN based on TCP/IP protocol

3.1.2. Hardware

Servers: one Windows 2003 application server (Microsoft, Redmond,
WA), one Oracle 9i database server (Oracle, Redwood Shores, CA) and one
Oracle 10g database server (Oracle, Redwood Shores, CA), a PerkinElmer
Chromatography Instrument Simulator (PerkinElmer, Wellesley, MA), and a

Agilent 6890 GC/MS

3.1.3. Software
3.1.3.1. LabVantage Sapphire™ LIMS

LabVantage Sapphire™ LIMS (LabVantage, Bridgewater, MA) helps
laboratories to increase productivity, quality, and reduce operating costs.
Sapphire’s automatic configuration and communication process enable
laboratories to modify their business-specific workflows, integrate with
robots and analytical instruments, effectively manage samples, and meet
government regulations. In addition, the browser-based architecture

provides the ability to access Sapphire™ LIMS from virtually any Internet

18



access device for both internal and external users. It also offers the
functionality, flexibility, and scalability that can meet customers' short and

long-term needs [10].

3.1.3.2. LabWare LIMS
LabWare LIMS (LabWare, Wilmington, DE) is one of earliest client-
configurable LIMS in the world. It provides more out-of-the-box functions
than other LIMS products, which means that customers can set up and

maintain their LIMS without the need of additional programming [11].

3.1.3.3. PerkinElmer TotalChrom
PerkinElmer TotalChrom is the most advanced software among
chromatography software. It offers a computing strategy to manage
chromatography data quickly and efficiently. Once configured with GCs,
the TotalChrom CDS serves as a controller and a data manager for the
combined system. Compatible with all commercial GCs, TotalChrom is
one of the best choices for chromatography data in the demanding multi-

user, multi-instrument laboratory environments.

3.1.3.4. Agilent ChemStation
The Agilent ChemStation Series (Agilent, Palo Alto, CA) software is
most widely sold data system in the analytical industry. With the ability to

handle a wide range of chromatographic applications such as LC, LC/MS,

19



GC, GC/MS, A/D, CE and CE/MS, ChemStation has an easy-to-use
graphical user interface and built-in standard report templates to reduce

the amount of time spent on routine tasks.

3.1.3.5. CyberLAB ECMS

CyberLAB ECMS (Scientific Software, Pleasanton, CA) is a web-
based electronic library that can collect, organize, index, store, archive,
and share electronic records from raw analytical instrument data to
reports, Microsoft Office documents, PDF documents, molecular
drawings, pictures, and video. CyberLAB provides powerful search
capabilities.  For example, it can automatically extract searchable
metadata from every file. Knowledgeable operators will be able to locate

useful information faster and thus make wise decisions.

3.1.3.6. NuGenesis SDMS
Featuring application-independent architecture, NuGenesis SDMS
(Waters, Milford, MA) utilizes unique “file and print capture” technology
that consolidates and manages critical scientific information generated
from any instrument or application. The Web-based NuGenesis Scientific
Data Management System (SDMS) platform provides a foundation for
scientific data preservation and integration among the collaborative flow

throughout the organization.
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3.1.4. Other equipment

Two PCs and one laptop

3.2. Data subjects

3.2.1. Data subject clearance

Data files generated from analytical instruments were used for this
project. Data files were in either tab-delimited or comma-delimited ASCI|I

format.

3.2.2. Datasize

Each file contains one sample’s analysis data generated from the

instrument.

3.3. Procedures and interventions

3.3.1. Design

3.3.1.1. Requirement analysis

This project will create a “general purpose” middleware to bridge
the analytical instruments and LIMS. The interface in the middleware
will create a secure intermediate document for the data extraction from

the instruments.

3.3.1.2. Functionality analysis
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The project will handle the following functions:
1) Create a secure document for the data extracted from instruments.
2) Review and manipulate data in the interface of the middleware.

3) Store data into LIMS.

3.3.1.3. Preliminary research
Some preliminary research was conducted to provide information

for middleware design.

1) Implementation of the XML security onto the XML files containing
the extracted data.

2) Research on testing if the implementation of XML Security could be
set up as a Web Service.

3) Decision of the application format. Two types of applications (i.e., A

Windows or a Web application) were tested.

3.3.1.4. Project design
1) Selection of instruments that represent the typical analytical job to
generate data for the project.
e Perkin-Elmer Chromatography Instrument Simulator with
TotalChrom CDS
e Hewlett-Packard GCMS with ChemStation CDS

2) Selection of the LIMS
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e LabVantage Sapphire LIMS
e Labware LIMS
3) Selection of the SDMS system
e CyberLAB ECMS
e NuGenesis SDMS
4) Selection of communication methods between instruments in the
middle layer

e TCP/IP, RS232, or file sharing through the network were tested to
decide the communication method used in middle layer.

e Build communication between the middle layer and the
instruments by using the selected communication methods. A
network space is created in the network if the selection of a shared
network space is necessary.

5) Decision on the format of file used for data transportation.

e The format could be ASCII tab-delimited or comma-delimited
format or others, which mainly rely on the instrument output. No
matter which format is used, a generic ASCII-to-XML parser is

designed to convert the file to XML file.

3.3.2. Process description

3.3.2.1. A diagram in Figure 3.1 shows how data flows in the project.
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Figure 3.1: Project data flow diagram
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3.3.2.2. Instrument data collection

First of all, related analysis information from LIMS was collected
by the middle layer and stored in a LIMS database. Second, tables
containing sample information and analytical information were
identified.  Third, the information was retrieved and a secure
intermediate file containing the information was converted into an
ASCII file. Then efforts were focus on creating an ASCII file directly.
The file created was used as the sequence file when the instrument was

TotalChrom.

3.3.2.3. Middle layer development

The middle layer sends the ASCII file containing sample data to
the instruments. A network space is preferred for data sharing.
Therefore, the instrument can read the data from the shared network
space and run the samples. However, there is no auto-sampler
equipped with the TotalChrom; the sample sequence is not able to
automatically run. Accordingly, the samples in the sequence need to
be run manually. Then, the instruments are set up to collect data

consistently into one series of files with unique identification.
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3.3.2.4. Reviewing data in the middle layer

Based on the identification of the data files, data can be viewed
from the shared space in the network. First, the data generated from the
instruments could be previewed in their original format. Second, web
services were used to automatically convert data into a secure XML
format. The spreadsheet format of the middleware interface was used
to view the data. It is relatively easy to convert a tab- or comma-

delimited files into a spreadsheet [MS Excel] file.

3.3.2.5. Management of data storage into LIMS

At this stage, decisions were made on which raw data and related
information should be posted into LIMS. The selected data were then

stored in the secure XML file and later sent to LIMS.

3.3.2.6. LIMS system setup

1)
2)
3)
4)

5)

Classify users based on different privileges

Instrument related information and specification

Chemicals testing items and specifications

Testing result review

Functions or jobs to retrieve sample data and generate XML files.
Store XML files containing test results into a LIMS database. This

part could be done in the middle layer.
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3.3.2.7. SDMS setup
1) Create projects to store related information
2) Set up a chromatogram viewer with CyberLAB and other add-on
functions to view the analysis results.

3) Project implementation (Will redo it in MS Project)

- Requirements Analysis
- Function Analysis
¢ Data Flow Diagram
¢ Process Description
¢ Constraints Analysis
¢ Risk and Contingency Analysis
¢ Risk and Contingency Matrix
- Interface and Database Design
- Interface and Database Programming
- Function Integration
- Testing and Debugging
- Implementation
- Installation
- Training
- Release
¢ Documentation
¢ User Manual

¢ Maintenance Manual
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3.4. Project analysis

3.4.1. Project evaluation plan

The following questions were intended to be answered for evaluating the

project.

1)
2)
3)
4)
5)

6)

Is the project successful?

Does the project meet the overall goal(s)?
Did the participants benefit from the project?
What components are the most effective?
Avre the results worth the project’s cost?

Is this project replicable and transportable?

3.4.2. Method of results analysis

1) Check the raw data and prepare data for analysis.

2) Conduct initial analysis based on evaluation plan.

3) Conduct additional analyses based on initial results.

4) Integrate and synthesize findings.

3.5. Expected results
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This project will result in the development of a middle layer between the
instruments and Laboratory Informatics Management Systems (LIMS).

After implementing this middle layer, the laboratory will be able to reduce the
turn-around time and improve the efficiency of laboratory operations by automating
the data entry process. The analytical results will show up in the LIMS as soon as the
analyst reviews them in the middle layer and gives the final approval. Therefore,
significant amounts of working time will be saved by minimizing the time spent in
processing the instrumental data. In addition, any risk of error in the data transfer
process could be eliminated by removing the human factor involved in even the most
carefully monitored manual systems.

Raw data and analytical results securely archived in SDMS could be retrieved
anytime for the reviewing, which will meet regulatory requirements. Also, due to the
generic nature of the middle layer, users will be able to take ownership of future
implementation and maintenance of the interface to include all the analytical
instruments in their laboratories.

The project will also give an opportunity to graduate students to work with LIMS,
SDMS and CDS in an academic environment, thus giving them the ability to develop

creative solutions.
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4. RESULTS

4.1. General results

In this project, a middle layer was successfully developed to achieve the
proposed objectives. The middle layer is able to collect data from the
instruments, convert data to secure XML format of data, store the XML format of
data into an Oracle database for archiving purpose, allow users to review the data
on the interface of the middle layer, and eventually store the data to LIMS
database. The application of the middleware will be able to streamline the
laboratory operation from instrument to LIMS and archive the raw data in the
database. In addition, the middleware provides secure login for different levels of
users including administrators and regular users. Both administrators and the
regular users can operate the integrated instruments such as collecting, reviewing
and storing data. In addition, the administrators are able to manage the integrated
projects. For example, they can add, edit, and delete instruments or user accounts
when it is necessary for specific project.

The interface is the core of the middle layer. The functionalities of the
interface are listed below by dividing into two groups. One group is the interface
management settings, which includes user management, project management, and
project summary reports. The other group is the operations including retrieving

data from instruments and signing the digital signatures on the data, reviewing
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and searching data from archiving database, and manually or automatically
posting data to LIMS database.

The interface is built on Microsoft .Net platform using Visual Basic .Net
programming language. Oracle10g DBMS is the archiving database server. The
interface is named as “LabTechie Total Instrument Interfacing Solutions”. The

detailed functionalities of the middle layer are illustrated as follows.

4.1.1. User and project management in the middle layer

1) User management
Figure 4.1 shows the login window of the interface. It has two
modes: administrator mode and user mode. An administrator can access
all the functionalities and a user is only able to access interface operation
group of functions.
User settings form (Figure 4.2) to manage user accounts by adding,

editing and deleting username and password.
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Log On to LabTechie

User Mame : |iay

Pasgword |"""

Login by | tsdmin

ser

Figure 4.1: Login window
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LabTechie - Total Laboratory Interfacing Solutions

File Interface Setup Window Help

Change Password

User Settings

tabTechie User Management Center

Uger Mame |iay

Pazsword |iay

<<|<|’T‘

2:02:41 P t LabTechie - Revolutionizing Instrument Interfacing | Friday, Apnl 15, 2005

Figure 4.2: User settings

2) Project management for administrator
The projects are managed on the project settings form as shown in
Figure 4.3. There are three management functions the administrator
can work with to set up a project.
e Project management
A new project can be added, edited, searched, and deleted from

the system as shown in Figure 4.3.
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LabTechie - Total Laboratory Interfacing Solutions

File: Interface Setup Window Help

® Instrument Inte rfacing Projects Settings

Interfacing Project Settings

LabTechie Interface Management Genter

Projects I Instrumentsl Project Inztruments Usagel Settingsl

Project [nformation
Project Mame : PO20050118
Description : Palm Gil 20050118
Owner : Peter Penn

Date Created : 1/18/2005

PROJECT MAME  PROJECT DESCRIPTIOM DATE CRE =
PO20041129 Palm Oil Z1001 29/11./2004
020050417 ineral Ol for kidterm Peter Penn 11/03/2006
PO200501 21 Palm Oil 20050121 Bora Bora 1/21/2006
PO20050118 Palm Oil 20050118 Peter Penn | 1/18/2006

17 > | > | Add | Edit | Search | Delete | Refresh |
Cloze |
2:03:55 P t LabTechie - Revolutionizing Instmument Interfacing | Friday, April 15, 2005

Figure 4.3: Project settings

e [nstrument management

A new instrument can be added, edited, searched and deleted

from the system as shown in Figure 4.4.
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LabTechie - Total Laboratory Interfacing Solutions

File: Interface Setup Window Help

® Instrument Inte rfacing Projects Settings

Interfacing Project Settings

LabTechie Interface Management Genter

Projects  Instruments |F'r0iect Inztuments Usagel Settingsl

Instrurment Information
Instrument Name: GCMS#£1 Year Purchased: 2003

Description : Agilent GC{MS 6590 Series Serial No. : 97571
Manufacturer Agilent: Location : MF#Z

Instrument Group: (3C Operator : =15}

INSTRUM = LOCATIOM INSTRUMEW MaWNUFACTU INSTRUMEN YEAR PURC  SERIA
NCIS0T#1 RD#1 NCI 901 Serie  Perkin Elmer  GC 2004 1232
GCMS 1 MFH2 Agilent GC/M - Agilent GC 2003 37871

dd | Edt | Seach | Delste | Refresh |

Cloze |
2:04:24 P t LabTechie - Revolutionizing Instmument Interfacing | Friday, April 15, 2005

Figure 4.4: Project settings — instruments

e Project instrument usage management

As shown in Figure 4.5., administrators are able to view the
information of which interfaced instruments are included in a
project. An integrated instrument available in the system can be
added to a certain project. In addition, the administrator can

search, add and delete an instrument from a project.
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LabTechie - Total Laboratory Interfacing Solutions

File: Interface Setup Window Help

€ |nstrument Interfacing Projects Settings

Interfacing Project Settings

LabTechie Interface Management Center

Projects | Instruments | ProfectInstiiments Tsage ) Settings |

Instruments Ul zage [nfarmation

Instrument Name: [CT901#1 Date Added: 16/05/2004
Location = 111 Date Expired : 16/05/Z004
Instrument Desc.:  NCT Instrument Simulatar Date Stopped = NOT YET
Project Mame : MOZO0S0508 Days Operated: [NOT YET
Project Desc. : Mineral il Far Thesis Cost Saving : MNOT YET

INSTRUMEM LOCATION  INSTRUMEM PROJECT MA PROJECT DE DATE ADDED DATH
RCIS01 #1 111 WC Instrume MO20050508  Mineral Oil for  16/05/2004 16405
NCI30T#1 RD#1 WCI 901 Serie | POZ20050311  Palm 01 2005 12/03/2006 31705
NCI30T#1 RD#1 WNCI 907 Sene PO20041123  Palm 012100 30/11/2004 15704

> | ))l Add | Stop | gealchl Delete | ﬂefleshl

Cloze |

2:05:14 P t LabTechie - Revolutionizing Instmument Interfacing | Friday, April 15, 2005

Figure 4.5: Project settings — project instruments usage

3) Project management summary report

Crystal reports are generated to inform users the instrument
interfacing projects summarized information (see Figure 4.6).
Summary reports for the above three project management functions —
project management, instrument management , and instrument usage
management can be printed out as shown in Figure 4.7, 4.8, and 4.9,
respectively. The reports can also be exported as PDF files (shown in

Figure 4.10) when it is necessary.
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LabTechie - Total Laboratory Interfacing Solutio

File Interface Sebup Windioi Help

il | abTechie Reports

PRINT
INTERFACING
SUMMARY REPORT

Brirtt Preview

I Inztruments | Projects

2:05:49 P t LabTechie - Revolutionizing Instrument Interfacing | Friday, April 15, 2005

Figure 4.6: Project settings summary report
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: LabTechie - Total Laboratory Interfacing Solutions

Filer Interface Setup ‘Window Help

il | abTechie Reports

& Print Interfacing Summary Report |:||§||z|
4 r xS P &K -
MainHeportI

7
LABTECHIE TOTAL INSTRUMENT INTERFACING SOLUTIONS

Instrument Interfacing Projects Information

I Inztruments I Projects | Sumnmary Fepart

4/15/2005
INSTRUMENT NAME INSTRUMENT DESC. PROJECT NAME PROJECT DESC. DATE INTERF |
NCI901#1 NCT Instrument MOZ0050508 Mineral ©il for Thesis 16/05/2004

NCI901#1

NCI 901 Series PO20050311 Palm Oil 20050311 12/03/2005

NCI90#1 NCI 901 Series PO20041129 Palm Oil Z1001 304172004

£ il | 5

Current Page MNo: 1 iTotaI Page Mo: 1 |Zoom Factor: 100%:

2:09:14 P t LabTechie - Revolutionizing Instrument Interfacing | Friday, April 15, 2005

Figure 4.7: Project settings summary report — instrument usage
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Techie - Total Laboratory Interfacing Solutions

File: Interface Sebup Window Help

il | abTechie Reports |X|

& Print Projects Info |:||§|[X|
44 r N XS & K] -M
MainR eport |

Al
LABTECHIE TOTAL INSTRUMENT INTERFACING SOLUTIONS

Projects Information

0

I Ingtruments | Projects  Summary Repart

4/15/2005
PROJECT NAME PROJECT DESCRIPTION QWNER DATE CREATE
FOZ0050114 Palm Oil 20050118 Peter Penn 1/18/2005 |

1/21/2005

Palm Oil 20050121

PO20050121 Bora Bora

MO20050508 Mineral Oil for Thesis Jay "SUNNY" Zhu 08042005

MO20050507 Mineral Oil for Graduation Johnny Forde 02/04/2005

11/03/2005

MO20050417 Mineral OQil for Midterm Peter Penn

Peter Penn 08/04/2005

Palm Oil 20030311

PO20050311

PO20041129 Palm Oil Z1001 jay 29/11/2004

i | AU | bl

Current Page Mo; 1 |Tota| Page ho: 1 |Zoom Factor; 100%

2:10:48 P t LabTechie - Revolutionizing Instrument Interfacing | Friday, April 15, 2005

Figure 4.8: Project settings summary report — project setting
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: LabTechie - Total Laboratory Interfacing Solutions

Filer Interface Setup ‘Window Help
il | abTechie Reports |X|
& Print Instruments Info |:||§|[Xl
44 N xSE & ] -dh

MainReport |

.y
LABTECHIE TOTAL INSTRUMENT INTERFACING SOLUTIONS

| Instruments  Projects ISummal_l,l Repart

Instrument Information
4/15/2005
INSTRUMENT NAME INSTRUMENT DESCRIPTION |LOCATION INSTRUMENT GROUP
GUMS] Agilent GC/MS 6890 Series MEF#2 GC

R GC

NCI 901 Series Instrument

NCI901#1

£ Il | 2|

|T0ta| Page MNao: 1 |200m Factor: 100%

Current Page ho: 1

21140 P t LabTechie - Revolutionizing Instrument Interfacing | Friday, April 15, 2005

Figure 4.9: Project settings summary report — instrument setting
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i1 Adobe Reader - [LabTechie Usage Report 20050415 pdf]

Rt Edt Vew Document Tooks Window Hep

U=k

2 Flsweacoer o @ ) soercn

) [T smect g || &4~ (1

@

ww - @ | D3

@ree- | YW

Adobe Reader r\o;

Instrument Interfacing Projects Information

LABTECHIE TOTAL INSTRUMENT INTERFACING SOLUTIONS

L3
-

4/15/2005
INSTRUMENT NAME INSTRUMENT DESC. PROJECT NAME PROJECT DESC. DATE INTERFACED
NCI901#1 NCI Instnument MO200503508 Mineral Oil for Thesis 16/05/2004
NCI9017#1 NCI 901 Series PO20050311 Palm Oil 20050311 12/03/2005
NCI901#1 NCI 901 Series PO20041129 Palm ©il Z1001 30/11/2004
=] 1ol o9

Figure 4.10: Project settings summary report PDF file export
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4.1.2. Collect and review instrument data in the middle layer

Data is collected from the instrument using the form shown in Figure 4.11.
Users can preview data on the interface for the purpose of testing interface or
decide if this is the data to be stored in LIMS database. Data shown in the text

boxes are in XML format with digital signatures not yet being signed.

: LabTechie - Total Laboratory Interfacing Solutions

File Interface Setup ‘Weinday Help

Data Management Center - Auto-Posting Records

Auto-Posting Instrument Data Records

LabTechie Data Management Center

Select Records ©

Select Input Data File Select Output Baw Data ML File  Select Output Sample [nfo bl File:

|..'\data\ncidataDD1.tHD | |..\data\nci2Haw.me | |..'\data\nci28ample.xml |

Select ¥5L Files :

Select Sample Info #5L File Select Raw Data #5L File

|.. Sdatahnci2Sample. szl | SdatahnoiZR aw. =zl

— Preview Data :

Sample Information ; R aw Drata Information ;

<Pl werzion="1.0" encoding=""utf-8'"?> < Puml vergion="1.0" encoding="utf-&{'?>
<Samplel ata: ] <GCData SamplelD="001">
<Operatar: zhuj< O peratars: <Peaklnfox
<SampleM ame>Palm 01 21001"< /SampleMame> <PeakMos 1< /PeakNo:
<SamplelD>001</Samplel = <RetTime:>0.082</RetTime:>
<Studw=Palm Qil Analpsis''< /S tudp: < Component: </Component:
<Instrumenth ames M ClH 307 <AnstrumentM ame: <BL:BV</BL>
< /Samplel atas <Arear 844 B2 Arear

Freview Submit

B:13.18 P t LabTechie - Revolutionizing Instrument Interfacing || Friday, April 15, 2005

Figure 4.11: Data retrieval from instruments
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4.1.3. Storing data into LIMS database

As shown in Figure 4.12, user has access to the sample information and
raw data information related to each interfaced instruments. Once user decides to
store data to LIMS database after reviewing data, user can click post button.
Another window (Figure 4.13) will be displayed that allows the user to select an

instrument and start sending data collected from that instrument to LIMS.

i LabTechie - Total Laboratory Interfacing Solutions

File: Interface Setup Window Help

NCI 901

Review and Post Records

LabTechie Data Management Center

—Hewview Fecards

Instruments : |NCI 9m vI Recaide: |DDB vI

Sample Info:

Samnple # I Sample Mame I Study I Operator I

003 | Palm 0l Z1001" Falmn 0il Analyzis”

Raw Data Info :

Peak # I Ret Time I Caomponent I Area I Area Perc. IM Height I Flaw 4|

0.0e2 g44.82 002 156.44 0.0008 |
0.16E a68.41 0.0z 157.28 n.oona
0.258 34991... 200 128235.... 03493
0.375 17 B 131719... 03817
0.4534 33472, 902 119786....  0.3347
0.577 Butyric 4513, 1033 91E02.00  0.4521
0.976 80892.... 1.85 13760.99 lD.IZISIZIS b
11l >

| g L =

Post

21344 PM t LabT echie - Revalutionizing Instrument Interfacing | Friday, April 15, 2005

Figure 4.12: Review instrument Data
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: LabTechie - Total Laboratory Interfacing Solutions

File: Interface Setup ‘Window Help

. NCI 901

tecords

—Recordz Selection ' Center

Ingtuments ; INCI 901 vi

Raw Data [nfo :

Sample # I Componentl Peak # I Ret. Time | Area | Area Perc. I B.l Height LI
0o B utyric: 0577 B 452, 1033 V.. 9180..
ool Caprylic 1404 9 380.. BB3 V.. 7hEg..
0o Arachidic 3266 15 587.. 1343 V.. 5228.
ilie] Butyric: i) - = 1 | Operator |
003 (ESCTPERY LabTechie ] nalpsis' zh

JUIE] Arachidic 3

LB
Submit

e res————eeerd. | BL | Height | Raw 4|
n.0s2 B44.82 002 BY 15644  0.0008 |
0166 gEG.41 002 157.28 00009
0.298 34991 800 128235, 03499
0375 /7., 827 131719, 0.3617
0.494 39472 9.02 119756....  0.3947
0577 Butyric 45213.. 1033 9160200  0.4521
0.976 B0892.. 1.85 1376099 lu.uaua v

1l >

Post I

21433 P t LabTechie - Revolutionizing Instrument Interfacing | Friday, April 15, 2005

Figure 4.13: Submit data to LIMS database after reviewing

4.1.4. Search secure XML format of data archived in the database

Figure 4.14 shows the search form that users can use to find the instrument
data after it has been archived to the Oraclel0g database. Users can query the
database with one of the four criteria: project name, instrument name, sample
identification, and sample name. After selecting search criteria, conforming data
will pop-up the search term dropdown list. User then can click search button and

the completed secured XML data will fill up the textbox beneath.
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LabTechie - Total Laboratory Interfacing Solutions

File: Interface Setup Windaow Help

Data Management Center - Search Records E]
Search Instrument Data Records
tabTechie Data Management Center

Search Flecord(s] By :
" Project Mame " Instrument Mame ¢ Sample (D " Sample Mame Submit |

Select Search Temmn

ooz

<InstrumentD ata smins:«zi="http: /e w3, ong /2007 2<MLS chema-instance”

s noM amespaceSchemal ocation="http: A Ain-info-
poll10a:8080/home/0T ML sourcessd/instrumentD ata.wed'> <GCDatar  <Peaklnfox
<PeakMox6</PeakMo>  <RetTime>0.577</RetTime>  <Component>Butynic</Component>  <BL/»
<Arear452138.38< Area>  <AreaPercentager10.33¢ reaPercentager  <Height> 91602 00« /Height»
<Raw:03499</Raw: </Peaklrfor </GCDatar <SampleDatar <Operator: zhujc ADperator:
<SampleM ame> Palm Ol 21007 fguat;< /S ampleM ame:  <SamplelD:002< /S amplelD>  <Study:Palm il
Analpsisbquot;</Studyy  <InstrumentM amexMCl 907 < Anstrumentt ames  </SampleDatas <Signature:
<Signedinfor  <Canonicalizationkd ethod Algorithm="http: / v w3, org/ TRA2001 /REC-xml-c14n-
200318 > <Signaturekethod Algorithim=""http: / Awwnw w3, org/ 2000/09/=midzighrsa-shal />
<Reference URI="": < Tranzharms < Transform

Algorithm="http: /v w3 0rg/ 200009/ =midsightenveloped-signature' </Transformss

<DigeztM ethod Algorithr="http: /v, w3, org/2000/09/ «midsigh shal " />

<Digesty alue: 24 kHBD + 3k stgut B MG M D p8=< Digestvaluer  </Referencer  </Signedinfo:
<Signaturet alues 3 paPEYsPviinl TR HnNAZ Y uD C37wzBNY TID/R w3t An wnuE SdvewsD T 2k0

Clear | Cloze

2:05:28 P t LabTechie - Revolutionizing Instrument Interfacing || Thursday, 12 December, 2004

Figure 4.14: Search data by sample id

4.2. Important highlights

4.2.1. Analytical instrument data collection

The analytical instrument is customized to generate reports that contain
instrument or vendor specific format of raw data, which could be comma-
delimited, tab-delimited or other delimited ASCII files. Figure 4.15 shows an

example of a comma-delimited ASCII file.
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File Edit Format VYiew Help

"software version: L2.1. 0,104 10004 te
"Reprocess nNumber:" ”1n info-Tiapp: 1?9“
"operator:”, "zhuj", Samp]e mMame:", "Palm oi zloal”

"sample Number:“,OOl,“Studg " Pa]m o011 analysis"”
“autozampler:”, "MOME", "RAC JV1a ,0,0

"Instrument Name:”,“NCI o1, Channe1 Al

"Interface Ser1a1 # 4118280001 A}D mv Range , 1000
“De]a{ Time: .0, 00, min®, "End T1me ,3.98,

"sampling Rate: ,1.5150, pts/s s

"sample vo]ume:“,l.OOOOOO,”u]”,“Area Reject:”,0.000000
"sample amount:”,1.0000, "Dilution Factor:",1.00

"Data Acguisition Time:", "11/19/2004", "5 19 59 pM", "Cycle:’

"Raw Data File :“,“\\in 1nf0 Tia p\TCData\thJ\Raw\dataOOI 20041119 172009, raw "

"Result File ", "NWin-info- 11appETCData\thJ\Raw\dataOOl 20041119-172410.rst "

"Inst Method :” “\\1n info- 11app\TCData\zhul\methuds\pa1m0112004102801 U Mrom” L WWin-info-1iapphTCData
"proc Methaod ", "Win-info-1iappyTCDataszhujymethodsypaImoil2004102801 “From“ ,“\\in—infu—1iapp\TCData
"Calibh Method :“ S In-info-TiapphTobataszhuismethodsspalmoi12004202800 ", "from” , "“MNin-info-11apphsTCDat
"Report Format File N In-info- 11app\TCData\thJ\repDrts\nc1901pa1m01120041028 rpt "

:Sequence File ", "“Min-info-1iapphTCbataszhuissSeguencesspPalmoil2004202900, segq "

"analysis Report”

"peak’™, “Cumpunent” "Time","Area”, "Height”, "Area", "Norm. area”,"cal.”,"volt","BL","Raw", "adjusted"

U, “name” [min]", “[uv*sec]“,“[uv] , [%]” “[%]” “Range Range“ " ”Amount "amount "

Sl 0 082z, 844. 82, 1356. 44, 0. 02 0.02, 5 , 0.

2," 0 166,868.41,157.28,0,02,0.02,"","", "ww", 0.0009, 0. 0009

3,”' 0.298,34 95918, 88, 128235, 44 8. 00 3. 00 e ”VV” 0.34589,0.345%5
4,"",0,375,361715.48,131719.91,8.27,8.27, W', 003617, 0. 3617

5,”' 0.404,304725.79,115756. 50,9.02,9.02, e ”VV” 0.3047,0.3047

g," ‘Fructose” ,0.577, 452128, 38, 91602, 00 10,33 10.33, ey, 004521, 0.4521
7,0, 0,978, 50892, 31 137a0.9%,1.85,1. 85 " vE", 0. 0809 0. 0809

g,"" l 286, 526730, 10 120334, ?8 12.04, 13, 04, . 0. 526? 0.5267
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Figure 4.15: A comma-delimited ACSII instrument data file

The instrument has been configured to store the ASCII delimited raw data
files in a required location, which is a specific folder on the PC that operates the
instrument.

The middle layer is able to access the folder that stores the raw data files
through a file sharing system which is setup through the networking. The middle
layer scans the directory to find the instrument data files and copy them to a

temporary folder on that PC.

4.2.2. Data file parsing

4.2.2.1. Convert the ASCII delimited file to XML file
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The ASCII delimited data files are converted to XML format

4.16) of file in the middle layer [12] [13] [14].

- <GCDatax
- <Samplelnfox

</Samplelnfoz
<Samplelnfo />
- <3amplelnfo>
<Tag>Software Version:</Tag:
<Content»6.2.1.0.104:0104</Content:
</Samplelnfo=
- <Samplelnfaz
<Tag=Date:</Tag>
<Content>11/1972004</Content>
<Tag>5:24:11 PM"</Tag>
</Samplelnfox
<Samplelnfo /=
<Samplelnfox
<Tag=Reprocess Number:</Tag:
<Content>in-info-liapp: 179</Content>
</Samplelnfoz
- <Samplelnfos
<Tag />
<Caontent /=
</Samplelnfox
<Samplelnfo /=
<Samplelnfox
«Tag=Operator:</Tag>
<Content>zhuj</Content>
</Samplelnfoz
- <Samplelnfos
<Tag>8ample Name:</Tag>
<Content=Palm Oil Z1001"=/Contents
</Samplelnfox
<Samplelnfo /=
<Samplelnfox
<Tag=Sample Number:</Tag=
<Content=001</Content>
</Samplelnfoz
- <Samplelnfos
<Tag>8tudy:</Tag>
<Cantent=Palm Oil Analysis"</Content
</Samplelnfox
<Samplelnfo /=
<Samplelnfox
<Tag=AutoSampler:</Tag>
<Content=NONE</Content»
</Samplelnfoz
- <Samplelnfos
<Tag>Rack/Vial:</Tag=

<tuml version="1.0" encoding="utf-8" standalone="yas" 7>
<!-- Original source: ..‘data\ncidatal0l.tx0 -->

<Samplelnfo />

- «<Samplelnfox
<Tagx1</Tage
<Content /=

</Samplelnfos

- <Bamplelnfos
<Tag>0.082</Tag>
<Content=B44.82</Contents

<fSamplelnfo»

- <Samplelnfos
<Tag»156.44</Tag>
<Content=0.02</Contents

</Samplelnfo=

- <Samplelnfox
<Tag=0.02</Tag>
<Content /=

</Sampleinfox

- <Samplelnfox
<Tag />
<Content>BY</Content>

</Sampleinfox

- «<Samplelnfox
<Tag>0.0008</Tag
<Content>0,0008</Content:

</Samplelnfos
<Samplelnfo />

- <Samplelnfox
<Tag»2</Tag>
=Content /=

</Sampleinfox

- <Samplelnfox
<Ta=0.166</Tag=
«Content>868.41</Content>

</Samplelnfox

- «<Samplelnfox
<Tag»157.28</Tags
<Content=0.02</Content

</Samplelnfas

- «<Bamplelnfo
<Tag>0.02</Tag>
<Content /=

</Samplelnfos

- <Bamplelnfos
<Tag />
<Content=¥¥</Contents

</Samplelnfo=

- «<Samplelnfos
<Tag»0.0009</Tag>
<Content=0.0009</Cantents

</Samplelnfox
<Samplelnfo />

<Caontent>0</Contents - <Samplelnfox
<Tag=0</Tag> <Tag=3</Tag>
e famnlalnfns <Content /=
< <
@jDone @jDane

(Figure

Figure 4.16: An XML format of original instrument data file

4.2.2.2. Transform XML data file with XSLT

Extensible Stylesheet Language Transformation (XSLT) is used to

transform the data from one XML file containing original data to two separate



XML files — sample XML file and raw data XML file [15]. By breaking the
instrument data into two parts, two relational objects, sample and raw data,
were created. These two objects are related to each other through the unique
ID that represents the instrument data, which is the sample ID in most cases.
Thus, queries can be built in the middle layer to retrieve data and generate
information after the data is stored into Oracle DBMS.
1) Sample information XSLT file
This XSLT file (Figure 4.17) is created to extract the sample
information from the instrument data and form an XML file that only

contains sample information (Figure 4.18)
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B nci?Sample - Notepad

File Edit Format View Help

<7xml wersion="1.0" encoding="utf-8"7>
<xs]1:istylesheet version="1.0"
xmlns:xsT="http: feww. w3, orgL990, <50/ Transform">

<xs]ioutput method="xml" indent="yes"

<!-- RODL. --»

<xs]:template match="/">

<Samplepatar
<xs1:a€p1y—temp1atesf>

</Samplebatax
<fxs1:tem€1ate>
<xs]:Ttemplate match="/%">

<!-- pisplay the child nodes. --»
<xs1:for-each select="%">
<xs1:1f test="starts-with(., 'sample Mame')"=
<xs1:ivariahle name="pos" select="position()"/>
<Samplename>
<x51:value-of select="Content"/ >
</SamplenNames
</ w5 it
<xs1:1f test="starts-with(., 'study’')">
<xsl:ivariahle name="pos" select="position()"/>
<Study>
<xsT1:value-of select="cContent"/ >
</Studys>
< /xsTif>
<xs1:if test="starts-with(., 'sample Mumber')">
<xs]:variahle name="pos" select="position(l1"/ >
<samplelbs
<xs1ivalue-of select="Content"/>
</samplelD>
< /x5 19>
<xs1:if test="starts-with(., 'Instrument nName')">
<xs]:variahle name="pos" select="position(l)"/ >

<Instrumentyames
<xs1:value-of select="content"/ >
</INstrument Name:
< /x5 if>

<xs1:if test="starts-with(., 'operator' ">
<xs]:variahle name="pos" select="position(J)"/ >
<0perators
<x51:value-of select="content", >
</operator>
< /x50 1if>
</%s]:for-each>
</xsT:templates
</ x5 istyleshest>

Figure 4.17: An XSLT file to parse instrument sample data

B nci?SampleSampleNew - Notepad
File Edit Format “iew Help

<7xm1 version="1.0" encoding="utf-§"7>
<sampleDbatax
<Operator>zhuj</Operator:>
<zamplename>Palm 011 Z1001"</Samplenames
<samplelD>001«</SampleIDx
<Study=Palm 011 analysis"</Study>
<InstrumentiamesnNCI 901< Instrument Mame:
</samplebatas>

Figure 4.18: An XML format of instrument sample data file
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2) Raw data information XSLT file
Figure 4.19 shows one raw data information XSLT file created to
extract the raw data information from the original instrument data and
to form an XML file that only contains raw data information (Figure

4.20)

B nci?Raw - Notepad
File Edit Format WYiew Help

k7=m1 wersion="1.0" encoding="utf-8"7>

|<xs]rstyleshest wersion="1.0"
=minstxs1="http: Awww. w3, orgL9805L Transform” >

|<xsT:output method="xm1" indent="yes"/ >

<!-— ROOL. —-->
<xs]:template match=","»
<GCDatax
<xs]iapply-templates, >
</ aChatax

</ xsltemplates
<xs]:template match=",/+">
<xs]:attribute name="sampleln'=
<xs]iwalue-of select="//sampleln” >
</msrattributes
<!—— Dpisplay the child nodes. --»
<xs¥:f0r—each select="%"">
<xs1:3f test="starts—with{translate(., '1l2345678%', '99030000000'), '0' )"
<PeakInfox
<Peakhox
<xsTivalue-of select="Peakno"/ >
</PeakMox
<petTimes
<xsTivalue-of select="RetentionTime" />
</RetTimes
<Component>
<xs]:ivalue-of select="Component" />
< fComponent >
<BL>
<xs51:ivalue-of select="BL"/>
</ BL>
<Arear
<xslivalue-of select="area"/ />
</Arear
<AreaPercentages
<xs]livalue-of select="AreaPercentage” >
</ AreaPercentages
<HeTght=>
<xs]:value-of select="Height",»
</ Height>
<Raws
<xsl:value-of select="Raw" />
< SRaws
</Peakinfox
</xs1if
</xs1 :for-eachs

</xsTtemplates
lefwsT-atvlasheat

Figure 4.19: An XSLT file to parse instrument raw data file
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File Edit Format View Help

<7xm] version="1.0" encoding="utf-8"7>
<EC0ata sampleIDb="001">

<PeakInfox
<PeaknNozl</Peaknos
<ReEtTimesx0, 082</RetTimes
<Component></Components
<BLxEv</BL>
<hreax344. B2 Arear
<AreaPercentage>0. 02</AreaPercentages
<Height>156. 44 < Height>
<Raws>0. 0008</ Raws

</Peakinfox

<PeakInfox
<PeakNoz2</Peaknos
<petTimes0. 166« /RetTime:
<COMpOnent ><,/Component»
<BL>WV</BL>
<ArearB868.41l</Arear
<AreaPercentages0. 02</AreaPercentages
<Height>157.28</Height>
<Raws>0, 0009<Raws

< /Peakinfox

<PeakInfox
<Peakno>3</PeaknNo:
<ReEtTimesx0, 298/ RetTimes
<Component></Components
<BLxWW < /BL>
<Areax349091 8. B8R« Areas
<AreaPercentage>8. 00/ AreaPercentages
<Height>128235. 44/ Height>
<Raws>0. 3499< Raws

</Peakinfox

<PeakInfos
<PeakNoxd</Peaknos
<RetTimes0. 375</RetTimes
<COMPOnent =<,/Component»
<BL>WV</BL>
<Arear3flils.48< areas
<AreaPercentage-8. 27</ AreaPaercentages
<Height>131715, ol< /Haight >
<Raw>0, 3617 </ /Raw>

Figure 4.20: An XML format of instrument raw data file

4.2.3. Development of a secure XML format of instrument data files

Figure 4.21 shows an XML format of instrument data file. The file is
merged from instrument sample data file and raw data file. Figure 4.22 shows an

XML format of instrument data file that has been signed with a digital signature.
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File Edit Format View Help

<7xml wersion="1.0" encoding="utf-8"7>
<Instrumenthatas
<Samplebatax
<0peratorszhuj</Operators>
<samplenamexPalm 011 Z1001"</Samplenames>
<Samplelb>001l</SamplelD:
<study>Palm o011 analysis"</Studys>
<InstrumentMames>NCI 901</Instrumenttames
</samplebatax>
<GChata SampleIp="001">
<PeakInfo>
<PeaknNo=1l</Peaknos
<RetTime>0.082</RetTime:
<Component ><Component >
<BL>BV</BL>
<Areax844.82</Areax
<AreaPercentage>0. 02</AreaPercentages
<Height>156. 44 </ Height>
<Raws0. 0008/ Raws>
</Peakinfox
<PeakInfo>
<PeakMo»2</Peaknox>
<RetTime>0.166</RetTime:
<Component ><Component >
<BL>Vv</BL>
<Arear8638.41</Arear
<AreaPercentage>0. 02</AreaPercentages
<Height>157.28</Height>
<Raws0.0009</Raws
</Peakinfox
<PeakInfox
<PeakMo>3</Peaknos
<RetTimes>0.298</RetTimes
<Component =< Componant >
<BL»VV</BL>
<Areax3499138. 38« arear
<AreaPercentages8. 00</ AreaPercentages
<Height>128235.44</Height>
<Raws0.3499</Raws
</PeakInfo>
<PeakInfo>
<Peaknox4 < /Peaknox
<RetTime>0.375</RetTimes

Figure 4.21: An XML format of instrument raw data file

File Edit Format View Help
<Instrumentbata xmlns:=<si="http:  Aeww. w3, org 2000 ~MLSCchema—instance” xsi:noNamespaceschemalo

<GECDatax
<PeakInfox
<PeakMox6</Peakhos
<RetTimes>0. 577 < /RetTimes
<Component >Butyric< /Component >
<BL/>
<Arearx452138.38</ /Areax
<AreaPercentage>l0. 33</AreaPer centages
<Height>91602. 00</Height >
<Raw>0.3499</Raws>
</PeakInfox
</GCDatax

<Samplebatas
<operatorzzhui</operators
<zampleMamesPalm o711 Z1001 "< sampleNames
<Zamplelb:>002</Samplelbs
<Study=Palm 071 Analysis"</ Studys>
<Instrumentlame>NCI D0l</Tnstrumentyames
</ /samplebatas
<signatures
<Signedinfos
<CanonicalizationMethod algorithm="http:Aeww. w3.0rg,/ TR 2000 /REC-xm]-c1l4n-20010315" />
<signatureMethod algorithm="http:/ Awww. w3, org 200009 xmldsig#rsa-shal" />
<Reference URI="">
<Transforms>
<Transform algorithm="http: Awww. w3, org2000/08 xmldsig#enveloped-signature” . >
</Transforms:
<DigestMethod Algorithm="http:/ www.w3.org/2000,/09/xmldsig#shal” >
<pigestvalues2LxvkHED+3k sTOxMRMEE] OtMDyE=<,/D1 gestvalues
</rReferences
</=ignedinfox
<signaturevaluesU3MyzP Sy sPyx] k07 KT rHAMAZ Y UDCS TwZ GV T J D Rw3 rnZwww fwhuE SchyevsDT2k 0
gevnovhshd 3STRACYUF S xvw===</STgnaturevalues>
<keyInfos
<kKeyMamesrsakey. pem< Keytame:
</ keyInfo-
< /Signatures
</Thstrumentbatas

Figure 4.22: A secured XML format of instrument data file
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4.2.4. Storage of XML format of data in the archiving database

In this project, a repository was built to store secure XML format of
instrument data files using the XML DB capability in Oracle 10g DBMS Release
1. The repository not only stores the XML data files, but it also allows the user

to query the repository and retrieve the instrument records for review.

4.2.4.1. Oracle XML DB

XML DB is Oracle’s high-performance, native XML storage and
retrieval technology available from the release of Oracle9i database server. It
provides a unique ability to store and manage the structured data and handle
the interchangeability between the XML and SQL metaphors [16]. Some new
or improved XML DB features of Oraclel0g such as deep support for XML
Schema and XMLType, the XML DB Repository feature, XPath, and XQuery
were used in this project. By combining the power of XML and SQL, the
middle layer, backed by Oracle 10g database server, is able to deliver
powerful, flexible capabilities to store and query XML content. Some of the
features in the middle layer are listed below:

e Collect data and store them as nodes and fragment in an XML
document

e Update nodes and fragments within an XML document

e Create indexes on specific nodes within an XML document

53



¢ Index the entire content of an XML document

e Determine whether an XML document contains a particular node

Since Oracle XML DB is compatible with Oracle DBMS, the
functionalities in the XML DB package are seamlessly incorporated into
Oracle database systems. It allows the XML developers to use the natural
conventions or tools of XML, transparently store and retrieve their XML
documents in an Oracle database. As for the database administrator, it
brings the same performance and manageability from a database
perspective working with XML. In addition, there is no need to run
through a separate installation process to set up an XML DB package if a

9i or updated version of Oracle DBMS is used.

4.2.4.2. Storage of XML data as XMLType
Before XML data was stored to Oracle DBMS using XML DB
technology, the process of selecting the storage mechanism had to be

conducted [17] as shown in Figure 4.23.
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Relational

Figure 4.23: Storing XML data summary

1) XMLType or relational tables
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Storage of XML data in XMLType or relational tables depends on
XML data format and Document Object Model (DOM) fidelity
requirement on XML content.

XML document can be classified into two types of format: data-
centric and document-centric format [18]. The differences between
these two formats are listed below:

e Data-centric XML document

0 Avregular structure is in this type of XML document

0 The document has little or no mixing of content.

o DOM fidelity for the document is not required to be
preserved.

e Document-centric XML document

0 A lessregular or irregular data structure.

0 The content has some degree of mixing.

0 Many queries are required on XML document.
o DOM fidelity needs to be preserved.

Preserving Document Object Model (DOM) fidelity of XML
document means that the in-memory representation in DOM of the
original document was identical after storage and retrieval from
database. This includes maintaining the order in which elements
appear within a collection and within a document, as well as storing
and retrieving out-of-band data such as comments, processing

instructions, and mixed text. Providing DOM fidelity means that the
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loss of information is not occurred no matter which database system is
used to store and manage XML documents.

If XML document is data-centric, relational tables are chosen to
store the data. If it is document-centric, native XMLType is used to
stored XML document. By implementing XMLType, XML document
is stored into Oracle DBMS as an XML object, which not only
maintains the DOM fidelity of XML documents, but allows users to
query the database using XPath, XQuery and other native XML
technologies.

For the secure XML instrument document in the middle layer
developed in this research, it is defined as a document-centric format
(Figure 4.24). The reasons why it is defined as document-centric
format are as follows:

e Since instrument data format varied among different vendors
and even different models from the same vendor, there is less
regular data structure for secured XML document.

e In the high level hierarchy of the secure XML document, there
are two regular objects which are the sample information and
raw data information. However, below these two objects on the
hierarchy, there is no certainty of how the data will be

structured.
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e The other elements in secured XML documents (such as
signatures, digest data) add more complexity of the data
structures and mixing content.

e Since the document is signed with the digital signature, it is
required to maintain DOM fidelity so that the secured
document can be correctly validated when needed.

2) XML Schema-based storage or non-Schema based storage
As indicated in Figure 4.24, there are two storage options when

XML is stored into XMLType table.

e Non XML Schema-based XMLType
o XML data is stored as CLOB by default.
o Itis optimum for DTD-based document.

e XML Schema-based XMLType
0 XML documents are shredded and stored as a set of SQL

objects.

o Itis optimum for fine-grained data queries and retrievals.
0 It can preserve DOM fidelity.
0 It can perform XML instance validation according to the

XML Schema.
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File Edit Format Miew Help
<InstrumentData xmins:xsi="http:Swww. w3.org, 2001,/ MLSchema-instance” xs1i

<GCDatax
<PeakInfos
<PeakMoxG< Peaknor
<RETTimes0. 577« /RetTimes
<Component >Butyric< Component >
<BL/>
<Arearxd 52138, 38 areas
<AreaPercentage:10.33</AreaPercentages>
<Height=>81602. 00« Height>
<Raw>0. 3499 /Raw:
</PeakInfos
< GCDatax

<SampleDatas>
<operators=zhui</operators
<samplenamesPalm 011 Z1001"</ Samplenames
<SampleID>002</SamplelDs
<studysPalm 011 analysis"</Studys
<InstrumentMamesnNCcI 901 < TSt rument Mames
</samplebatax
<signature:
<SignedIinfox
<CanonicalizationMethod A1gur1thm— http:/fwww, w3, org TR/ 2001 REC-xm] -
<S1gnatureMethDd Algorithm="http:/ fwww. w3, org2000/09 xmldsig#rsa-sh
<peference URI=""
<Transfaorms:
<Transform Algorithm="http:/feww. w3 . 0rg,/ 200008, xm1ds1g#envelope
</Transforms:
<DigestmMethod Algorithm="http:Aeww. w3, org,2000,09 mldsig#shal” />
<Digestvaluex2LxvkHED+3ksTgxMRMT 6] 0tMDyvE=<,/Digestvalues
< /References
</5ignedinfox
<Signaturevalues=UsmyzP 5y sPyxi xQ7 KT rHNNAZY UDC 3 7wz 6MvT D RwSr nZwww] whnuE S
gsvnovhshd 3TFACYUF 3 xww==</STgnaturevalue:
<kKeyInfox
<Ke¥Name>rsakey pem</Keybame:
</KeyInfo
</Signature:>
<Instrumenthbatas

Figure 4.24: A secured XML format of instrument data file

‘noMamespaceschemalo

<14n-20010315" />
al" />

d-signature" />

dyevsDT2k0

Since the middle layer allows the user to review and query the

XML format of instrument documents, well-defined data queries need

to be built into the application. Thus, XML Schema-based XMLType

was chosen to store XML document as SQL objects. The

front-end can

build queries in SQL to retrieve the data by this technique. Again, only

the Schema-based XMLType is able to preserve DOM fidelity of the

secure XML documents.

3) XMLType table or XMLType column
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XML documents can be stored in the database in two different
forms. One is XML Type table and the other is XML Type column
table. If the XML document is created as table, there are no more
columns can be added to the table. If XML document is created as an
XMLType column, other columns could be added to the same table.
However, there is no difference between these two options in terms of
functionality. XMLType was eventually used in the project as it gives

the user an option to add other columns if needed.

4) XML DB Repository
The repository feature is the most important reason that XML DB
was used to archive the secured XML documents. With secure XML
documents stored in XML DB repository as XMLType, it ensures that
the queries could be built in the middle layer interface using XPath and
XQuery to provide users with the options to query the instrument data

[19].

4.2.4.3. XML DB Schema creation and generation
1) Create XML Schema
XML Schema describes the structure of a set of XML documents.
In this project, the XML Schema is used to describe the structure of

data generated from analytical instruments. The schema is thus created
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(Figure 4.25) based on the secure XML format of instrument data file
generated from preceding steps, as shown in Figure 4.24.

The W3C XML Schema generation conventions need to be
followed when creating the schema. For example, we need to define
the namespace of the schema. Then, we need to pay attention to the
data type of the schema required by Oracle XML DB. The data type
refers to as simpletype or complextype definition. Complextype is
used to describe hierarchy of an object. In Figure 4.25, the instrument
data root element includes three elements. Therefore, the instrument
data element is created as complextype named instrumentdatatype.
Again, since gcdata element also includes some elements, it will also
be created as complextype. However, since peakno element doesn’t
include any other elements, it is created as simpletype.

In order to enable the query capability of XML DB, schemas must
be annotated. These annotations control how XML documents are
stored in the database. The attributes for the annotations are in
different namespace than the Schema attributes. The most used
annotations are defaultTable, SQLName, SQLType, SQLColIType,

maintainDOM, storeVarraysAsTable.
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e i e we eyt e Areepeeg g e g e g gt e aney
£¥s 1schema xm1ns:xs=”h¥{p:/ﬁwww.w3.Dng2001ﬁXMLSEEema” xmins:xdb=“http:ifxm1ns.DraCTE.cnmixdb“ version="1,0"
<xs:element name="Instrumentbata” type="InstrumentDataType" xdb:defaultTable="INSTRUMENTDATA" />
<xs:complexType name="InstrumenthataType” xdh:sQLType="XDBRO_TYFE">
<X5 1SEQUENCEs
<xs:element name="GCData" type=“GCDataTy€e” xdb:sOLName="GCDATA" />
<xselement name="sampleData’ type="sampleDataType” xdh:SQLName="SAMPLEDATA'/>
<xs:element name="signature” type="SignatureType” wxdh:soLMame="SIGNATURE"/>
<5 1sequUences
<Xxs:c0mETExType>
<xs:complexType name="GCDataType" xdb:SOLType="xDBPO_GCOATA_TYPE">
<X5 1SEQUENCEs
<xs:element name="PeakInfo" maxoccurs="4" xdh:SQLName="PEAKINFO" xdh:SOLCoT1Type="xDBRO_PE
<xs:complexType xdh:SOLType="XDEPO_PEAKINFO_TYRE" >
<5 1sefUences
<xsielement ref="peakno" minoccurs="0"/>
<xsielement ref="RetTime" mindccurs="0"/»
<xs:element ref="Component" minoccurs="0"/»
<xsielement ref="BL" mindccurs="0"/>
<xsielement ref="area" mindccurs="0"/
<xs:element ref="AreaPercentage” mindccurs="0"/»
<xselement ref=“Height” mindccurs="0"/»
<xsielement ref="Raw" mindccurs="0"/>
< /x5 iseqUEnCes
</xs complexTypes
<75 e lement >
/%5 1seqUenCes
</xscomplexTypes
<xsielament name="PeakNo” xdb:SOLName="PEAKNO" xdb:SOLTypes="VARCHARZ" xdb:defaultTable=""»
<xsrsimpleTypes
exsirestriction base="xs:string"s
<xsiminLength value="0"/»
<xs imaxLength value="10"/»
<fysirestrictions
<fxsisimpleType:
<fxs e ement s
<xsielament name="RetTime" xdh:saLName="RETTIME" xdh:SQLType="VARCHARZ" xdh:defaultTahle=""»
x5 simpleTypes
xsirestriction base="xs:string"s
<xsiminLength value="0"/»
<x¥simaxLength value="24"/»
<fysirestrictions
<fysisimpleTyper
< /x5 e ement
<xs:element name="Component” xdb:soLName="COMPONENT" xdh:SOLType="vARCHARZ" xdh:defaultTahle=""»
<5 :simpleTyper
<xsirestriction base="xs:string"»
<xs:minLength value="0"/»

<xs:maxLength value="258"/»
sfverestrictinns.

Figure 4.25: Complextype and annotations used in schema definition

2) Register XML schema in Oracle database
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The registration process requires a single command using the Oracle XML

DB dbms_xmlschema.registerSchema () function [20], as shown below:

begin
dbms_xmlschema.registerSchema (
schemaurl=>'http://in-info-
pol110a:8080/home/OTNXML/source/xsd/instrumentData.xsd',
schemadoc=>bfilename('OTNXML_DIR','instrumentData.xsd'),
local=>TRUE,
gentypes=>TRUE,
genbean=>FALSE,
force=>FALSE,
owner=>'0OTNXML,
csid=>nls_charset_id('AL32UTF8")
);

end;

Once the command executes, Oracle XML DB will automatically shred

XML documents conforming to this schema into relational tables.

4.2.4.4. Loading secure XML instrument files
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A validation process against the schema registered in previous step is
performed when loading secure XML documents to Oracle XML DB. The

statement could look similar as follows:

insert into InstrumentData values
( XMLType
( bfilename('OTNXML_DIR', nci90120041118001.xml"),

nls_charset id(AL32UTF8") )

If the XML document does not conform to the schema, an error message is
generated to indicate where the problem comes from. The users can go

back and modify either the schema or the XML document.

4.2.4.5. Querying XML instrument data from database

Although Oracle XML DB is fundamentally based on Oracle Database
relational architecture to make the familiar SQL paradigm continue to work
well, only the SQL with some functional extensions is able to query XML
documents which have the hierarchical nature.

XPath, a query language designed specifically for XML is used in this
project. XPath is recommended as a query language for XML document by
W3C. Figure 4.26 shows an example of using XPath to query the secure XML

instrument document repository. The ordinary SQL is mixed with the Oracle
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XML DB function existsNode() and an XML XPath statement
(/InstrumentData/SampleData [SamplelD = "002"]") to determine if any of the
XML instrument data match a specific sample id “002”.

These XPath notations and SQL functions existsNode() and extract() are
part of a set of extensions to SQL that Oracle has implemented in Oracle10g
Database to the emerging SQL XML specification. The goal of SQL XML is
to enable SQL to query XML and also to generate XML from SQL.

In this project, users are provided with search criteria such as sample id,
sample name, instrument name and project/study name. And the result

returned from query is a complete secure XML instrument document.

S0L> select extractvalue({object value, '/InstrumentData/SampleData/SampleID') SamplelD,
2 extractvalue{object value, '/InstrumentData/Signature/KeyInfo/KeyHame') KeyMame,
3 extractvalue{object value, '/InstrumentData/SampleData/SampleName’) SampleName
4 from InstrumentData
5 where existsMode{object value,'/InstrumentData/SampleData[SampleID = “082"]') = 1;

SAMPLEID  KEYHAME

gaz2 rsakey.pem
Palm 0il 218@1"

Figure 4.26: Querying XML DB using XPath

4.3. Performance

4.3.1. Parsing and processing XML files
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Processing of XML files is performed by using DOM. Although powerful
and flexible, DOM is memory-intensive because the entire XML document has to
be loaded into an in-memory representation. To reduce the memory overhead
associated with DOM, Oracle XML DB automatically uses an optimized in-
memory structure called an XML Object (XOB) [21]. In our project, we have one
object called instrument data which handles both sample information and raw data
information.

An XOB is much smaller than the equivalent DOM. It does not duplicate
information such as tag names and node types that can easily be obtained from the
associated XML Schema. The use of the XOB is transparent to the application
developer. It is accessible through the XMLType data type and the C, PL/SQL,
and Java application-programming interfaces (APIs). This means, once having
defined the instrument data XOB for each instrument, the developer does not have
to worry about creating those objects in the database. The database administrator
will take care of the creation and management of those objects. In our project
administrator uses the PL/SQL to create instrument data XOB as XMLType and
load the data to Oracle DBMS.

The XOB is also able to reduce the amount of memory required to work
with an XML document via a feature called the Lazily-Loaded Virtual DOM [21].
This feature defers the loading of the in-memory representation of the XML
document nodes that are part of sub-elements or a collection until some methods

attempt to operate on a node within that object.
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From a storage perspective, when XML documents are stored in Oracle
XML DB using the structured storage option, the shredding process discards all of
the tags and white space contained in the document. If the document has a high
ratio of tags to data, the space savings can be significant. This doesn't mean that
the information contained in the tags is lost. When a document is extracted, or
when node-based operations such as XPath evaluations take place, Oracle XML
DB uses the information contained in the associated XML Schema to dynamically

reconstruct any necessary tag information.

4.4, Summary

In this project, a middle layer was developed to retrieve data from analytical
instruments, convert data from ASCII delimited format to XML format. Digital
signatures can be signed on the XML format of instrument data, which results in the
creation of secure XML format of instrument data.

On the interface of middle layer, user is able to review the data either in XML
format or spreadsheet format. Then user can start to store data to LIMS database. The
middle layer is also able to archive the instrument raw data in an Oracle DBMS
during the process of data storage.

The data stored in the archiving database is in secure XML format. A schema
was created to validate the instrument document when the document is stored into
database. The middle layer also provides the user with options to query the archive

database for the instrument data.
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5. CONCLUSION

It is possible to build a generic middle layer, however, it is not trivial task. The
middle layer built in this project is able to perform the proposed tasks including reading
data from the instruments, reviewing and storing data to the LIMS database. In addition,
the interface is able to archive the data to Oracle10g interface. However, the middle layer
is only working well with the instruments that generate similar format of data. It is
mostly due to the difficulties of making a generic transformation interface that is able to
convert all the different formats of instrument data files to XML format. For the middle
layer to work with other types of instrument data, a hand-coded transformation style sheet
has to be created for the newly added instrument. Hence, the efficiency of interfacing the
instrument and LIMS is not improved compared to creating different drivers for each
instrument. Another concern is that the schema needs to be modified when storing data to

Oracle database for the different format of instrumental data.

5.1. Overview of significant findings

5.1.1. Parsing ASCII delimited file to XML file on Microsoft .Net platform

The middle layer is built on the Microsoft .Net platform, so does the
ASCII delimited file to XML file parser that is used to parse the instrumental data
ASCII delimited format into XML format.

The instrumental data file could be comma-delimited, tab-delimited or

other delimited formats. In the project, the parser designed is generic enough to
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handle different types of delimited ASCII files, which makes it possible to build a
generic interface that converts all instrumental data formats to XML format and

then store the data in LIMS database.

5.1.2. Storing of secure XML data in Oracle 10g XML DB

XML document is orders of magnitude larger in the string format than
equivalent binary format. The cost of processing string-based data over native
database formats may bring concerns to many administrators. Fortunately, both
storage size and processing cost issues have been addressed in Oracle XML DB
[22]. This is a major reason why using of structured XMLType tables in Oracle
XML DB is preferred to store the secure XML instrument data.

Because of the instrument data validation and querying functionality, a
well-designed XML schema is the first step when developing the middle layer. It
is necessary to spend more time to design and refine the XML schemas than
create applications to communicate with the database. Therefore, the structure and
content of the XML instance documents are able to achieve a natural data
granularity and grouping that could better fit the analytical data main access and
usage patterns gathered from the instrument users.

Overall, in spite of various ramp-up issues with different versions of
Oracle XML DB that have been tested in this project, XML DB is still preferred
because it enabled us to deliver a working application with less complexity, more

flexibility, and better performance than any file sharing system on the secured
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network as the storage device that have been previously tested. For example, one
column XMLType table is able to store all the xml data. In summary, Oracle
XML DB enabled us to use XML effectively as the core technology for designing
and developing the middle layer.

The transparent duality between XML metaphors and SQL metaphors is
impressive when evaluating and using Oracle XML DB, Through the XPath
support, XML remains transparent. It seems that the documents themselves were
on a local file system. For the purpose of querying data from Microsoft .Net
platform, all the power of SQL is available to work with XML documents. Thus,

we are able to offer users options to query data with different criteria.

5.2. Consideration of findings in context of current knowledge

Developing an application on Microsoft .Net platform along with XML related
technologies is gaining popularity in the scientific software development area.
However, most of scientific data are still generated in the proprietary format with an
option of being converted to ASCII delimited format. Therefore, the creation of
generic ASCII delimited file to XML file parser is will play a significant role in
developing an XML powered laboratory automation application on the Microsoft .Net
platform.

Originally, XML was designed as a document format without considering storage
and system integration requirements. For example, in the beginning, XML was used

as a tool to transport documents in this project aimed to integrate analytical
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instruments and LIMS; particularly, in transporting data from instruments to either
archiving database or production database (LIMS database). XML was able to handle
the problem that cannot be solved using ASCII data format. Thus, ASCII to XML
parser plays a critical role in making this data transportation doable. At a time when
RS232 is still the main mode of transporting instrument data, the creation of ASCII
to XML parser is magnificent in helping instrument interfacing technologies to move
forward.

Archiving instrument data in the Oracle10g DBMS helps us to better understand
the ability of Relational Database Management System (RDBMS) in supporting XML
parsing and processing.  Particularly, the fast-improving proprietary database
systems, such as XML DB from Oracle, are providing more comprehensive
functionalities to handle XML documents. In return, it facilitates the use of XML in
building the content management applications in scientific data management fields.
Also, with the help of ASCII to XML parsing technologies, we have the abilities to

store the instrument data in a secure repository such as RDBMS.

DISCUSSION

6.1. Limitations of the study

6.1.1. Limitation of XML parsing and transforming

When parsing and transforming the XML data, an Extensive Stylesheet

Language Transformation (XSLT) file is required for each instrument that has a
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different schema for data. This is because each XSLT file is built upon the
schema of the instrument data. There is not a generic XSLT file that is able to
parse and transform the XML data from any instrument. Thus, one has to either
create XSLT files for all the different instrument data or develop a comprehensive
schema that is able to address the characteristics of data from any instrument.
Thus, for this project, additional XSLT files have to be created for each new

format of data.

6.1.2. Limitation of knowledge on XML storage

The secure XML instrument documents would be stored in the file
systems on the secured network as stated in the original proposal. However, it
turned out the file system did not scale up very well to handle situations when
hundreds or thousands of XML documents have to be managed. In the
meanwhile, the file system did not offer good tools to perform search queries and
the search queries could not directly access the XML data model. Instead, it only
queried the XML as a plain text file ignoring the structure of the document, which
means there is no relationship between instrument files. Particularly, after we
parsed the original instrument file into two separate files — sample information file
and raw data information file, it was impossible to query those two files in the file
system if we wanted to merge them and signed the digital signatures.

Therefore, Oracle DBMS XML DB was then used to store the XML
documents. Oracle9i version of XML DB was first tested. However, because of
the poor XML functionality support provided by Oracle9i version, the XML

document against the XML schema of instrument data were still not able to be
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validated resulting in the poor performance of database querying. OraclelOg
DBMS was then used to archive database. Compared to Oracle9i version of XML
DB, Oracle10g DBMS performs very well on the tasks such as instrument XML

data validation and data querying.

6.1.3. Lack of dedicated computer systems

Two computer systems were loaded with two versions of Oracle DBSM
server, Microsoft I1S 5.0 server and one other application server. Different
systems running on the same computer system not only affects the performance of

each system but prevents some systems from behaving properly.

6.2. Recommendations for further research

6.2.1. Design and manage XML format of instrument data using a popular

interchange format

For the middle layer developed in the project, a schema for one instrument
has to be created for integrating this instrument into the system every time.
Although instrument groups have been created, such as GCMS and LCMS,
schemas at group level have not been set up yet. If a group level of schema is
available, we could just inherit from the group level schema when creation a new

instrument instance is necessary. Additionally, the instrument schemas, created
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for the middle layer, are very much lack of scalability by far. Therefore, for the
future improvement of this application, to create group level schema using a
widely recognized analytical data interchange format standard (e.g. Analytical
Instrument Markup Language (AnIML), Generalized Analytical Markup
Language (GAML)) is recommended.

Take the Analytical Information Markup Language (AnIML) as an
example, AnIML is being developed by ASTM subcommittee E13.15 on
Analytical Data Management as a "web-aware” mechanism for instrument-to-
instrument, instrument-to-application, and application-to-application data
interchange and archiving [23]. AnIML is based partially on the NIST's
SpectroML markup language for UV-VIS spectroscopy data and Thermo

Electron’s Generalized Analytical Markup Language (GAML) and borrows

mainly from older interchange standards such as IUPAC, JCAMP-DX and

ASTM, ANDI, from existing data dictionaries, and from other relevant markup

language efforts. AnIML is comprised of two major parts: the AnIML Core and
Technique Layers. The structure of AnIML Core is described by an XML
(Extensible Markup Language) schema, provides ways to organize and represent
arbitrary analytical data. AnIML Technique Layers formally define the structure
of data and metadata for specific analytical techniques and take the form of XML
instance documents such as the secure XML analytical instrument documents
used in the middle layer. The Technique Schema provides the meta-representation

for the Technique Layers in AnIML, which are extensible to permit vendor,
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enterprise, and/or user extensions to the data representation. In the middle layer
designed in this project, there is a project setting function into where users can
add instrument information such as vendor and owner. If the AnIML techniques
could be implemented, it will not only help to manage the instrument group level
of schemas, but incorporate other instruments and projects related to metadata
into the system.

There are some software tools available and free to use. The time spent on
design schemas in this project could be enormously reduced if we took advantage
of these software tools. For example, one software tool (the AnIML Validator)
[24] has been created to check different formats of instrument data for
completeness and proper syntax. Another software tool (the AnIML Technique
Creator) [24] allows analytical experts who lack XML expertise to create
Technique Layer instance documents. Accordingly, it is easier for application
customers to take over the job of adding new instrument to the middle layer.
Adherence to the AnIML standard permits the creation of generic data viewers
that can function inside XML-aware programs, such as Microsoft's Internet
Explorer. With such a viewer, a user should be able to look at result data from any

analytical instruments in AnIML format.
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