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5.273440000
7.356474000
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3.750940000
3.479394000
4.450354000
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5.895456000 0.401779000
4.525710000 0.228070000
3.937633000 -0.968775000
4.816294000 -1.984675000
6.188432000 -1.816446000
6.773092000 -0.620131000
0.093583000 -0.547809000
-0.765742000 0.476861000
-0.519628000 -1.730860000
-2.145537000  0.346592000
2.505438000 -1.201062000
1.528620000 -0.340138000
-1.894884000 -1.863906000
-2.765262000 -0.829132000
6.292222000 1.336969000

-2.235706000
-0.950888000
0.157395000

-0.259740000
-0.221187000
0.257187000
0.696329000
0.659814000
0.182071000
-0.011141000
-0.460786000
0.460813000
-0.432771000
0.319644000
-0.064545000
0.487679000
0.055194000
-0.635201000
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-0.328437000
0.093534000
-2.761965000
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-9.785813000

1.038212000
-2.916692000
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-0.542495000

0.452790000
-1.434522000
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-0.789564000

-0.568989000
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0.042933000
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-8.770443000
-8.666040000
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-1.074348000
-1.522920000

0.221293000

1.134917000

0.238011000

0.601673000

2.070345000

0.841110000
-0.327765000
-0.075123000

0.028863000
-0.729063000
-1.162094000
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0.666891000
0.118680000
1.354685000
1.372358000
2.560015000
0.857844000
-1.059699000
-0.164383000
-2.105977000
-0.146844000
-1.684658000
0.856948000
-0.135553000
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-1.593723000
-0.526868000
-1.204325000
-1.657146000

0.118271000
0.399055000
-0.453940000
0.495471000
-0.375433000
-0.387546000
0.315532000
0.245470000
-0.673954000
1.134411000
1.315137000
1.014752000
2.352206000
0.104286000
0.086330000
0.219143000
-0.074644000
1.461195000
0.233785000
-1.165053000
0.958552000
2.346096000
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9.897134000
9.660390000
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6.793726000
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6.078237000
6.278429000
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6.929343000
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7.872100000
6.918241000
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-1.718036000
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-0.588518000
-1.219780000
-1.907769000



%®
A&o

mmmmmnooonoononoooo\

ﬂ

-5.042596000
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-0.863001000
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-0.240466000
0.028404000
0.230937000
0.219417000
-0.728158000
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6.527394000
4.281477000
5.844881000
7.476896000
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5.996027000
5.438448000
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4.534288000
5.544303000
7.583785000
6.645801000
-8.095221000
-8.474802000
-7.521604000
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-1.073260000
1.496367000
2.304450000
1.172586000
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3.349414000
3.483926000
3.407291000
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4.374672000

-1.298294000

-2.190204000
1.572748000
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2.438578000
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0.299867000
-1.691612000
-2.507101000
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1.079280000
-0.401636000
-1.706656000
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-1.281436000
-2.728515000
-1.366858000
-0.431261000
-0.992803000
-1.637188000
1.399263000
2.166878000

Table 1: Comparison of previously reported geometries with optimized geometries in

present study

Parameters

TSBD-2

TSB

B3LYP/6-31G(d)

B3LYP/6-311G(d, p)*

B3LYP/6-31G(d)

B3LYP/6-311G(d,

CI-Cr

1.354

1.350

1.349 (1.326)°

CIl-C2

1.458

1.458

1.466 (1.471)°

C5-N1

1.461

1.469

C5-NI”

1.380

1.378

NI’-CY’

1.453

1.454

Bond Length
(Angstrom)

Cl-HI

1.089

1.086

C3-H2

1.085

1.083




NI1-O1 1.234 1227 e [
= | CIC1-C2 126.686 126.689 127.166 127.198
2 e | clcr-cy 127.638 127.694 127.166 (126.4)° | 127.199
;g" C1-C2-C7 118.708 118.744 118.677 (119.0)> | 118.705
< | C6-C5-N1 119.387 119392 | eeeeeeee | e

aM. M. Alam, M. Chattopadhyaya and S. Chakrabarti, J. Phys. Chem. A, 2012, 116, 11034-11040.
®K. Ogawa, J. Harada and S. Tomoda, Acta Crystallogr., 1995, B51, 240-248.

(a)TSB (b) TSBD-2

Figure 1. Representation of (a) TSB and (b) TSBD-2 geometries.
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Figure 2. Scatter diagram of spatial overlap and TPA

Values which appear to have a linear relationship.



