
En suring the success of any chemical synthesis requires the use of a variety of 
analytical tools including sophisticated instruments such as mass spectrometry 
and NMR. These techniques are routinely available to nonexpert users in academic, 
pharmaceutical, and industrial laboratories in support of their research goals. Agilent 
has become a leading provider of walkup LC/MS instrumentation including both single 
quadrupole and high resolution TOF instruments. The key to their widespread adoption 
has been the development of high performance, robust, and reliable instrumentation that 
is fully enabled with fl exible software tools. These systems routinely provide information 
to confi rm chemical syntheses, identify impurities, and isolate target fractions. The 
Agilent MassHunter Walkup Software also supports single and multiple instrument 
confi gurations that can adapt and scale to changing user requirements.

Walkup LC/MS Analysis
Software tools to enable chemists to easily confi rm 
compound synthesis and sample purity

Technical Overview
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Synthetic and medicinal chemists in modern discovery labs need an analytical workfl ow that is easy to 
use and delivers clear and precise results.
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The role of MassHunter Walkup Software is to guide an untrained user to acquire 
useful UV and MS data to confi rm the success of their synthesis. MassHunter Walkup 
Software also provides tools to the lab administrator to easily support, schedule, and 
maintain an LC/MS system that is operated by multiple users. It greatly increases the 
number of samples and projects that the analytical laboratory can support. It reduces 
the time that chemists spend at the instrument, and creates a paperless environment 
by automatically sending reports through e-mail, and notifi cations of instrument status 
through SMS messaging. 

This Technical Overview describes MassHunter Walkup Software and how it supports 
the sample submitters to rapidly receive high quality LC/MS results with minimal 
training.

Additional information is available that describes the use of Analytical Studio Reviewer 
(Agilent publication 5990-6094EN) included with the Walkup software. The combination 
of these two software packages, along with Agilent’s proven technology in LC and MS 
systems, provides a fl exible and adaptable solution for faster, high quality LC/MS data.

Simple and convenient sample submission
MassHunter Walkup Software allows users to simply walk up to the LC/MS 
instrument with their samples, input simple sample information, choose from a list 
of analytical methods, place the samples in positions as directed by the system, and 
then return to their labs to wait for a summary report to be sent to a specifi ed email 
address. Key benefi ts of a MassHunter Walkup system include:

• Intuitive sample submission and status monitoring 

• Rapid confi rmation of molecular weight and target ion presence

• Single user interface for both Agilent single-quadrupole LC/MS and LC only 
systems

• Automatic column pre-equilibration when needed for a LC method change 

• Automated e-mailing of data and reports in a choice of formats 

MassHunter Walkup is designed to take advantage of the latest high-throughput 
hardware for LC/MS. It is compatible with the following: 

• Agilent 1220, 1260, and 1290 Infi nity LC systems—for fastest LC analyses with 
uncompromising performance

• Agilent 1260 Infi nity SFC system

• Agilent standard and high performance autosamplers and the Infi nity LC 
Injector HTS/HTC

• Agilent rugged 6100 Series Single Quadrupole LC/MS Systems 
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A single system administrator can set up these systems for use by multiple users (for 
example, synthetic or medicinal chemists).
For easy confi guration, the software features:

• Flexible administrative tools to set user access, queue ordering, and project 
management

• Verifi cation of administrative changes to ensure the system will operate 
correctly

• E-mailing or sending SMS notifi cation of system problems to administrators

• Networking of multiple instruments so they can share databases and minimize 
system administration

• Remote management of system features across a network

Simplifi ed workfl ow allows the chemist to focus on syntheses
Synthetic organic chemists may have little or no experience in hands-on use of mass 
spectrometry. They simply want to submit samples for purifi cation or analysis and 
receive notifi cation when the results are available. In most cases, they want to receive 
the results as soon as possible, to make appropriate decisions for the next step in target 
compound development. They need to confi rm that they made the correct compound 
and get an approximate synthetic purity or yield.

Many pharmaceutical, industrial, and academic organizations have multiple LC/MS 
systems that support high-throughput molecular weight confi rmation for synthetic 
chemists. Often further research is put on hold pending the confi rmation and purity 
results. Chemists who need results urgently must fi rst locate an instrument that is 
available for the analysis. With MassHunter Walkup Software, a web page is provided 
to display the status and queue length of each walkup LC/MS instrument from any 
location within the network (Figure 1), allowing the chemist to choose the most 
appropriate instrument.

Figure 1. Users can view the status of any instrument from the convenience of their desks.
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Once an instrument is located, they simply log in by identifying themselves, supplying a 
password, adding sample information, and assigning a method from a preconfi gured list. 
The software shows the locations in the sampler where the samples should be placed.

Figure 2 shows the status screen, which displays the overall status of the system and 
contains the following key information:

• Current sample queue and approximate wait time for analysis 

• Current method and name of last submitter

• Status of Walkup LC/MS system 

After submitting the sample for analysis, the chemist can return to their desk or lab, 
and wait for an e-mail notifi cation that their LC/MS analysis is complete, along with an 
attachment containing results or specifi ed reports.

Figure 2. The Agilent MassHunter Walkup Software shows the current sample in blue, and provides an 
approximate completion time for all samples in the queue.
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Easy system administration
To help the system administrator manage the Walkup LC/MS systems, MassHunter 
Walkup Software provides these key capabilities:

• User and group administration, including optional passwords, method access, 
and access to the data system software

• Sample queue management, including moving priority samples to the front of 
the queue 

• Method management, which defi nes the methods available to the users

Figure 3 shows the main administration screen. For security, the system administrator 
can require a password for specifi c users or groups, and limit access to specifi c 
methods. Note that the mouse or keyboard action can be restricted to the user panels, 
preventing access to anything but MassHunter Walkup. Finally, this screen is where the 
system administrator confi gures e-mail distribution for users.

Figure 3. Agilent MassHunter Walkup Administration section allows for easy and logical system 
administration including validation of all changes.

Results sent by e-mail
The system can be directed to send the results of the analysis (including raw data 
fi les) to selected users by e-mail. Reports generated by ChemStation, Analytical Studio 
Reviewer (ASR), or Intelligent Reporter can also be distributed to specifi ed e-mail 
addresses. Figure 4 is an example of an e-mail that contains a report in Adobe PDF 
format, and Figure 5 shows one of the pages from an e-mailed report—in this case an 
ASR report. ASR reports are highly customizable to show just the desired information 
each lab requires to verify correct synthesis and purity.
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Figure 4. An e-mail that contains an Agilent MassHunter Walkup PDF report.

Figure 5. An Analytical Studio Reviewer Report sent by e-mail.
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Easier administration of multiple instruments in Walkup 
confi guration
When managing several walkup instruments in one facility, administration can be made 
easier with the addition of an Agilent OpenLAB Shared Services Server. This allows 
for deploying changes throughout the facility from any location within the network. 
This includes adding or removing users, changing lab protocols such as sample queue 
priorities, or taking instruments offl ine for maintenance.
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Figure 6. Typical networked confi guration using an Agilent OpenLAB Shared Services Server.
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Conclusion
Agilent MassHunter Walkup Software can dramatically improve the productivity and 
system uptime of any analytical facility that performs routine analyses for a large 
number of scientists. By allowing submitters with minimal training to run their own 
samples, skilled analytical chemist resources are freed up for more demanding tasks. 
The software also prevents downtime due to mistakes made by unskilled users. Sample 
submitters receive their results much sooner, preventing delays in their research 
progress.

With fast, fl exible, and intuitive sample submission capabilities, MassHunter Walkup 
Software is a perfect complement to the Agilent 6100 Series Single Quadrupole LC/MS 
Systems and non-MS based HPLC systems. The comprehensive compound identifi cation 
and purity assessment capabilities of this solution enables the user to make the right 
decisions faster, leading to enhanced drug development effi ciency.

Related information
For Agilent 6200 Series LC Time of Flight systems and Agilent 6500 Series LC 
Quadrupole Time of Flight systems, Agilent offers Walkup Solutions using G2725AA 
MassHunter Easy-Access software. Applications include accurate mass compound 
confi rmation as well as Intact Protein Confi rmation and Sequence coverage map of 
peptide digests for use in BioPharma.


