
	R(Å)
	θ = 00
	θ = 200
	θ = 400
	θ =600
	θ = 800
	θ = 1000
	θ=1200
	θ = 1400
	θ = 1600
	θ =1800

	2.25
	24352.9
	14100.8
	--
	13338.6
	--
	13688.5
	7903.0
	1203.5
	-5634.6
	-10484.2


	2.5
	4918.8
	3740.1
	--
	6807.3
	--
	7656.6
	3911.0
	-725.5
	-4779.3
	-6500.3


	3.0
	-908.8
	-423.5
	--
	2215.2
	2775.0
	2561.1
	1813.1
	836.8
	11.21
	-308.3


	4.0
	951.7
	1032.0
	1189.0
	1299.8
	1339.2
	1336.4
	1316.7
	1292.9
	1273.8
	1266.4


	5.0
	--
	1344.5
	1362.6
	1375.6
	1380.6
	1381.4
	1381.9
	1382.2
	1383.7
	1385.0


	6.0
	1396.0
	1397.0
	1400.5
	1403.5
	1405.1
	1405.0
	1405.1
	1406.4
	1406.9
	1407.1


	8.0
	1413.9
	1414.1
	1414.5
	1414.9
	1415.0
	1415.0
	1415.0
	1415.1
	1415.1
	1415.1


	10.0
	1416.1
	1416.1
	1416.2
	1416.3
	1416.3
	1416.3
	1416.3
	1416.3
	1416.3
	1416.3



 Table S1: SA-CASSCF-MRCI Interaction Energies (in cm-1) for the Excited A2 Σ State of Xe-OH employing the Aug-CC-pV5Z Basis Set







