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⚫ Login

⚫ Sample → Login

⚫ Enter in Username (group name) and Password

⚫ Create New Sample

⚫ Sample → New

⚫ Enter in sample name, be sure to check white board or

cards to establish next number

⚫ Directory under sample’s name will be created in the folder

C:\frames\guest\SampleName
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⚫ Set Up menu

Mandatory fields: Formula and Crystal dimensions
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Evaluate menu
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Evaluate menu
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Harvest Spots
A. Select Harvest Spots in list on the right side of the screen
B. Select matrix frames from data collection, change Number of Runs and Images per Run from to reflect the number of

matrix files
C. Adjust the Min I./sigma(I)

i. Values can be adjusted by manually entering number in the box or by moving the slider
D. Click Harvest button at the bottom of the page
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Indexing: calculating the unit cell
smallest repeating unit of the crystal lattice

Unit cell parameters:

axis – a, b, c
angles - , , 
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Domains: Allows automated search for
non-merohedral twin domains.

Bravais

7 Crystal Systems
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Bravais: Allows automated search for
non-merohedral twin domains.

• Bravais lattices in agreement
with the unit cell are displayed
in green. Those that are not are
displayed in red.

• They are chosen automatically,
but you can override the
program’s decision.

14 Bravais Lattices
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Refine
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Search

• Available databases: APEX DB, CSD, COD, local CIF/RES. CSD and
COD require internet connection.

• Double click on a structure, opens the corresponding DB and shows
the molecular structure, unit cell parameters and space group.



APEX4 - Data collection 

12

IMPORTANT

Resolution (d) = sin  / 

Collect: Calculate strategy
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Collect: Run experiment
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Reduce data: Integrate images
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Reduce data: Integrate images

Integration (images in a single file - list of intensities), Merge (peaks present in more than one image) and Scale (relative intensities)
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Reduce data: Scale
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Examine data: Determine space group

Required files:

Name.p4p (contains final 
unit cell parameters from
integration) and
Name.hkl (contains
corrected intensities)
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Examine data: Determine space group

• Suggestion of space group based on the previously chosen Bravais lattice type.

• The higher and wider a peak, the more likely the correct space group
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Examine data: Determine space group

The quality of the dataset
are listed in correlation to a 
given resolution.
Gree = good
Orange = medium
Red = bad

Examine completeness, 
Redundancies, Rint and
Rsigma.
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Examine data: Determine space group

Check Rho/density (1.1 to 1.4 
for organic molecules, higher for 
inorganic compounds), Z, Non-H 
atomic volume (around 16 to 
20), Crystal system, Laue
Group and Space Group.
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Examine data: Xprep – analyze data 
(alternative to “determine space group”)
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Examine data: Xprep – analyze data


