An Autonomous Platform for ML-guided SAXS/SANS on Liquid Formulations
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One common server framework that auto-discovers
functionality in simple, pluggable Python classes . SANS/SAXS Instrument
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deck.add_stock(stock_salt, '6A1') Forest
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. deck = Deck() # pipettor deck abstraction 20t o ‘
deck.add_stock(stock_D20, '3A1") w0t , & = Random

deck.add_stock(stock_D20, '3A2") 7 -

deck.add_target(target_solution, '1A1')
deck.make_protocol(volume_cutoff=0.03)
deck.send_protocol()
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Model selection among
top-3 choices is >99.5% accurate Developing expertise in

crafting ML/AI for SANS

1. Enable machine-guided, high throughput exploration of liquid
formulations.

Real Script for Surfactants

I(q)

: orig_stock_red = NistoRoboto.prep.Mixture.Mixture([D20,CTAB,NaCl])
orig_stock_red['D20'].mass = 55.7121xunits.g
orig_stock_red['NaCl'].mass = 0.0060*xunits.g
orig_stock_red['CTAB'].mass = 0.3802*units.g

2. Generate high-quality datasets on soft material liquids. Stock  Stock  Target orig_stock.yelow = NistoRaboto.prep.Hixture.Hixture 1020, CTAB,NoCl NSl

orig_stock_yellow['D20'].mass = 55.6629

Solution Solution Solution orig_stock_yellow['NaCl'].mass = 0.0063

orig_stock_yellow['NaSal']l.mass = 0.0837
orig_stock_yellow['CTAB'].mass = 0.4055

3. Create a flexible sample environment for nSoft/NCNR user ori_stock_pink = NistaRoboto.prep-Hixture.ixture 020, NaCl) Ackn OW|edg ments

orig_stock_pink['D20'].mass = 55.4177

experiments orig_stock_pink['NaCl'].mass = 0.0339
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