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SUPPORTING INFORMATION



Definition of Molecular Geometry (Angstroms and Degrees):

Center Atomic Reference Bond Bond Dihedral
Number Number Centers Length Angle Angle
I J K L I:] I:]J:K I:J:K:L
1 7C N)
2 6( O 1 1.38518623
3 7C N) 2 1 1.37966783 112.713321
4 6( O 3 2 1 1.40335570 128.637223 0.000000
5 6( O 4 3 2 1.45335326 113.290125 0.000000
6 6( O 5 4 3 1.34800497 119.755049 0.000000
7 1( H) 1 2 3 1.00619326 115.143611 180.000000
8 8C 0) 2 3 4 1.21479313 124.208884 180.000000
9 1( H) 3 4 5 1.01081674 116.041307 180.000000
10 8( 0) 4 3 2 1.21832721 120.541354 180.000000
11 1( H) 5 4 3 1.07614464 118.721555 180.000000
12 1C H) 6 5 4 1.07980647 122.505874 180.000000
Cartesian Coordinates After Orientation of Axes:
Atom Atomic Isotope Coordinates (Angstroms) Atomic
Number Species X Y z Mass
1 7C N N(C 14) -1.17421064 1.01553709 0.00000000 14.00307400
2 6( ) c(12) -1.21941361 -0.36891139 0.00000000 12.00000000
3 7C N) N(C 14) 0.03519661 -0.94287700 0.00000000 14.00307400
4 6( ¢) «c(12) 1.28803960 -0.31058621 0.00000000 12.00000000
5 6( ¢ c( 12) 1.19958649 1.14007286 0.00000000 12.00000000
6 6( ¢ c(12) -0.00923806 1.73661339 0.00000000 12.00000000
7 1( H) HC 1) -2.07062627 1.47255338 0.00000000 1.00782522
8 8C 0) o( 16) -2.25841942  -0.99834707 0.00000000  15.99491502
9 1( H) HC 1) 0.04821744  -1.95360988 0.00000000 1.00782522
10 8C 0) o( 16) 2.31351324  -0.96840459 0.00000000  15.99491502
11 1( H) HC 1) 2.11010449 1.71369666 0.00000000 1.00782522
12 1C H) HC 1) -0.12660743 2.81002219 0.00000000 1.00782522



Internal Coordinate Definition:

Number Description Definition Type
1 N1-H str NC 1) - HC 7)) Bond Stretch
2 C2=0 str cC 2) - oC 8 Bond Stretch
3 N3-H str NC 3) - HC 9) Bond Stretch
4 C4=0 str cC 4) - o(10) Bond Stretch
5 C5-H str c(C 5 - H(1L) Bond Stretch
6 C6-H str cC 6) - H(12) Bond Stretch
7 N1-C2 str NC1) - c(C2) Bond Stretch
8 C2-N3 str cC 2) - NC 3 Bond Stretch
9 N3-C4 str NC 3) - cC 4) Bond Stretch
10 C4-C5 str cC4) - cC5 Bond Stretch
11 C5-C6 str c( 5 -cC o) Bond Stretch
12 C6-N1 str cC6) - NCD Bond Stretch
13 C2-N1-H7bend c(2) -NCL -HCD Angle Bend
14 C6-N1-H7bend c(6) - NC1) - HC7) Angle Bend
15 N1-C2-08bend NC1) -cC2) -o(8 Angle Bend
16 N3-C2-08bend NC 3) - c(C2) -o(8) Angle Bend
17 C4-N3-H9bend cC4) - NC3) -HC9 Angle Bend
18 C5-C4-010ben c(5) -cC4) -o0(00) Angle Bend
19 C4-C5-H1l1lben c(4) - cC5 -HAD Angle Bend
20 C6-C5-H1llben c( 6) - cC5) -HAD Angle Bend
21 C5-C6-H12ben c( 5 -c(6) - H(12) Angle Bend
22 N1-C2-N3-C4 NC1) -cC2) -NC3) -cCd Torsion
23 N1-C6-C5-C4 NC1) -c(6) -c(C5) -c(C 4 Torsion
24 N3-C2-N1-C6 NC3) -c(C2) -NCD -cCo) Torsion
25 N3-C4-C5-H11 NC3) -cC4) -c(C5) - HAD Torsion
26 C4-N3-C2-08 cC4) - NC3) -cC2)-o0C8 Torsion
27 H7-N1-C6-H12 HC7) - NC1) - c(C 6) - H(12) Torsion
28 H9-N3-C4-010 HC 9) - NC 3) - cC 4 - o0(10) Torsion
29 010-c4-Cc5-H1 0(10) - c( 4) - c(5 -HAD Torsion
30 H11-C5-C6-H1 H(11) - ¢( 5) - c( 6) - H(12) Torsion



Cartesian Force Constants, [atto J / AngstromA2] :--
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Force Constants in Internal Coordinates (Atto]l / AA2, Attol]
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