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DESCRIPTION

Xeray crystallography is a powerful and precise technique used to
determine the atomic and molecular structure of a crystal. By
analyzing the pattern of Xeray beams diffracted by a crystal,
scientists can create a three-dimensional map of electron density
within the crystal. This map reveals the positions of atoms in the
crystal and provides valuable insights into the structure and
function of complex molecules. X-ray crystallography has been
instrumental in numerous scientific advancements, particularly
in chemistry, biology and materials science.

Basics of diffraction

When Xerays are directed at a crystal, they interact with the
electron clouds of the atoms within the crystal. This interaction
causes the X-rays to scatter in various directions. If the crystal is
sufficiently ordered, the scattered X-rays will constructively and
destructively interfere, producing a diffraction pattern. The
angles and intensities of these diffracted beams contain
information about the crystal's atomic structure.

Bragg's law

Bragg's law is a fundamental equation in X-ray crystallography
that relates the angles at which Xrays are diffracted to the
distances between planes of atoms in the crystal.

By analyzing the diffraction pattern and applying Bragg's law,
scientists can determine the spacing between atomic planes and
ultimately, the positions of atoms within the crystal.

Fourier transform

The diffraction pattern obtained from X-ray crystallography is a
two-dimensional representation of the crystal's structure. To
convert this data into a three-dimensional map of electron
density, a mathematical technique called fourier transform is
used. The fourier transform translates the diffraction pattern
spatial distribution of electron density, allowing
researchers to visualize the atomic structure of the molecule.

into a

Structural biology

Xeray crystallography has revolutionized the field of structural
biology by enabling scientists to determine the structures of
proteins, nucleic acids and other biomolecules at atomic
resolution. Understanding the three-dimensional structure of
these molecules is important for elucidating their functions and

mechanisms of action.

Protein structure determination

One of the most significant achievements in structural biology is
the determination of protein structures. Knowing the precise
arrangement of atoms in a protein allows scientists to
understand how the protein works, how it interacts with other
molecules and how mutations might affect its function. This
knowledge is essential for drug design, as it enables the
development of molecules that can specifically target proteins

involved in disease processes.

Nucleic acids

X-ray crystallography has also been important in understanding
the structures of nucleic acids, such as DNA and RNA. The
double-helix structure of DNA, discovered by James Watson and
Francis Crick in 1953, was based on X-ray crystallographic data
obtained by Rosalind Franklin and Maurice Wilkins. This
discovery laid the foundation for modern genetics and molecular
biology.

Advances and innovations in X-ray crystallography

radiation: The development of synchrotron

has
crystallography. Synchrotrons produce intense, highly collimated
X-ray beams that allow for the collection of high-quality
diffraction data from very small or weakly diffracting crystals.

Synchrotron

radiation  sources significantly ~ advanced = X-ray

This advancement has enabled the study of larger and more
complex biological macromolecules.

Cryo-crystallography: Cryo-crystallography involves cooling crystals
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to cryogenic temperatures (typically around 100 K or -173°C)
during data collection. This technique reduces radiation damage
to the crystal and improves the quality of the diffraction data. It
is particularly useful for studying radiation-sensitive biological
samples.

Serial Femtosecond Crystallography (SFX): This crystallography
uses ultra-short Xeray pulses from free-electron lasers to collect
diffraction data from a stream of microcrystals. This method
allows the study of proteins that are difficult to crystallize in large
sizes and reduces the effects of radiation damage. SFX has
opened new avenues for studying dynamic processes in proteins
and other biomolecules.

CONCLUSION

Xeray crystallography is a keystone technique in modern science,
offering unparalleled insights into the atomic structure of
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matter. From explaining the structures of biomolecules to
advancing materials science and chemistry, this technique has

had an

innovations in Xeray sources,

intense and wideranging impact. Continuous
cryogenic techniques and
computational methods ability to further enhance the power
and applicability of X-ray crystallography, driving new discoveries
and medicine. As our
understanding of molecular structures deepens, made our ability
to manipulate and control these structures for the benefit of

society.

and advancements in science



