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Figure S1. The hydration results of the uranyl-NAO complexes: (a) [UO2(L);(NO3)]", (b)

[UO(L)AL - )], (¢) [UOKL)(NO)J', (d) [UOAL)(L - H)I', (¢) [UOL)(NO;)T", and

(f) [UO,(NO3)]". The isolation width was 2 Dalton, and the reaction time was 30 s for all

the ions.
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Figure S2. The hydration results of the uranyl-GIO complexes: (a) [UO,(L)(L - H)]%, (b)
[UOL(L - H)Y(MeOH),]", (c) [UO,(L - H)(MeOH)]", and (d) [UO,(L - H)]*. The isolation

width was 2 Dalton, and the reaction time was 30 s for all the ions.
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Figure S3. The hydration results of the uranyl-GDO complexes: (a) [UO(L)(L - H)]",

and (b) [UO,(L - H)]". The isolation width was 2 Dalton, and the reaction time was 30 s

for all the ions.



Cartesian Coordinates of all species

Figure 4 (a): [UO,(NAO - H)]*
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Figure 4 (b): [UOL(NAO)(NO5)]*
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Figure 4 (c): [UO,(NAO)(NAO - H)]*
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Figure 4 (d): [UO,(NAO),(NO5)]*
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Figure 4 (e): [UOy(NAO)(NAO - H)]*
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Figure 4 (f): [UO>,(NAO);(NO3)]*
0.64115400
-2.68887400

42601800

0.70990000

-1.
-0.

0.12584100

04270200
26166500
81135400
90954800
16974600

.80854600
.08688800
.39614800
.33306200
.83909600
.80508800
.28731700
.34548000
.69220400
.37300000
.27842000
.60699400
.61539100
.53454700
.59186300
.35198600
.73761000
.52705000
.38227200
.69619400
.49113000
.63216700
.23067900

56485200
67287000
03420100
27396300

.05310400
.12938000

07549100
84443200

0.93220700
1.02262100

Q =& =& =T Q Q 0 0 Q0 Q@D D 2 Q2 O@non n Qo0 @D & Q=@ Q@D D @D Q@& & 2 @

-3.
.96896400
-1.
-3.
.08335400
=7.
-6.
=7.
-8.
-9.
.27199800
-9.
.43881200
.62421200

-7

-6.
-9.
.31119500
-4.
-6.
.66463500
10.
11.
11.
12.
11.
.61085200
.04572000
.01969500
.46292800
.15874300
.65236700
.84688100
.35613800
.20357900
.55727500
.07573600
.20132300
.20506900
.72597800
.85418800
.68248400

N B W WD WO O O

44446700

98729300
59366300

80289200
94332700
44308800
75706100
57278500

71460700

58339500
15337800

81253100
95073500

81884600
72245300
34198500
64183700
92709500

[ e S

_ O N P = O

| |
o N N o = N

(@]

o O

g o 0 b W W oY S 0 WNDNW W NN o

.05931500
.26171600
.13655400
.64270000
.78734900
.14314000
.23879300
.06590700
.41219300
.50808800
.59018600
.50079500
.13578900
.58528900
.96912600
.39269000
.60867200
.31399800
.96090800
.32040700
.93586400
.05772000
.23088200
.62593100
.83619500
.71908600
.99593800
.76677900
.27559700
.31202700
.71378400
.32254800
.04134800
.72418900
.77505700
.08045600
.36157500
.62236500
.53331600
.25442400
.41356600

|
o O o © o o W W w =

P P O P © o r 9

.88391200
.08578000
.32088000
. 77577300
.56650200
.22016900
.44988600
.77183300
.40845000
.25077100
.61209800
.07799500
.46232500
.82119000
.45957200
.64307300
.81169500
.48749800
.69767100
.31167100
.55518200
.22519500
.20998400
.34788900
.62790800
.01432200
.95644000
.01719700
.13686000
.10980400
.02207000
.33069800
.38032500
.14063100
.87205200
.81011100
.05329900
.67787500
.26246300
.17549200
.20538600



O T - - =T QO O B m Q Q - Q Q @=@Zm = =D Q Q 0 o o @ =& @D o2 Q2 0@ @mDm o=@ @m Q O @m o o=m Qo =@ Q

R w U oy b U oYy O b g W W WYy U WD DWW W W Ny U O O B O N

.40311800
.60179700
.91555500
.55591000
.90190100
.01677700
.61977800
.77098500
.66467200
.89607300
.62074300
.32769000
.74494500
.33161500
.90590200
.95912100
.47462900
.12217300
.50392500
.93099100
.49898300
.69092400
.26116000
.68610300
.00483300
.04931000
.02978400
.92620600
.25852200
.16196700
.68798900
.50397900
.16655100
.15689500
.31147200
.78718900
.77950100
.46086400
. 77903700

.01360300
.48866700

.45207500
.88847500
.17455500
.13076800
.24275100
.95929900
.64627300
.01742100
.48999900
.08490700
.83375700
.33668300
.24245600
.42011600
.13272200
.61192800
.73556200
.21867300
.60593700
.39197600
.52084600
.93798300
.18623700
.01418900
.98232100
.24586500
.08628400
.26813300
.06182600
.51906400
.85032900
.43494000
.36409100
.18487400
.19194500
.09367500
.42744000
.94775100
.64295800
.84125100
.22768700

.64122700
.35411300
.68732500
.95774200
.18793000
.25332100
.05718000
.29863600
.64602900
.46566900
.76963200
.03912700
.10845600
.38735400
.55112900
.78972800
.92928400
.57506400
.26680800
.97810000
.01605000
.33659100
.64387300
.59321400
.20168400
.01045500
.49829200
.70508200
.63164900
.14260400
.91240900
.23652600
.14102000
.62775800
.81862500
.79229100
.52581800
.78944300
.78951500
.07250800
.33783600

- O O =zZ=Z O O O
o

.34348900
.10576700
.97349800
.91197700
.07394100
.81840300
.33827300

1.91075900
-1.00157300

-1.80504300

-1.13525000

-0.35375100

-1.13130600

-1.70669700

Figure 5 (a): [UO,(GIO - H)]*
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5 (b): [UO5(GIO - H)(MeOH)]*
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Figure 5 (c): [UO,(GIO - H)(MeOH),]*
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5 (d): [UO5(GIO)(GIO - H)]*
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Figure 6 (a): [UO,(GDO - H)]*
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Figure 6 (b): [UO,(GDO)(GDO - H)]*
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