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i@iHREE : Discovery of Novel Potent Analgesics
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Management of moderate to severe pain relies heavily on opioid analgesics such as
morphine, oxycodone, and fentanyl in clinics. However, their prolonged use was associated
with undesirable side effects. Many new strategies to reduce side effects have been proposed,
but not without disadvantages. Here we apply a series of molecular modeling techniques to
discover novel potent analgesic with a new scaffold The mechanism of agonist-induced
activation of p opioid receptor (MOR) was proposed by means of molecular dynamics
simulation.
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