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RESULTS AND DISCUSSION

» Over the past few years, ammonia has caught attention for its effective use in Model Validation
combustion devices to mitigate global warming.
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» Here, we present a kinetic modeling study aiming to characterize the E 10- £ 10 -
combustion behavior of NH, blended with DME and ethanol. .
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TH EO RY A N D M O D E L I N G Symbols: measurements, NH3/C2H5¢OH (Wang et al. [2]; NH,/DME (Issayev et al. [3]). Lines: model predictions (this work).

» The kinetics of NH, radicals reactions with DME and Ethanol were investigated
using ab-initio/statistical rate theory calculations.
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e » For the blends, NO, formation was significantly increased compared to neat NH,, which
'-4'5' | can be attributed to the reactive OH and H species increase.
_ CONCLUSIONS
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v » The reactions of NH, radicals with C,H.OH and DME were investigated using the ab-
CCSD(T)/cc-pV(T, Q)Z//IM06-2X/aug-cc-pVTZ . Reaction Coordinate initio/TST method. This reaction plays a significant role to reliably predict the ignition
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