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1. Representation of synthesis of compound 1(a-d) ............. p2-p2

2. Spectral copies of the intermediates and target compounds 4(a-uz..... p3-p8
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Representation of synthesis of compound 1 &2(n)
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Copies of "TH NMR, 3C NMR, MASS and IR of synthesized compounds:
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Chemical Formula: C5H4sN
Molecular Weight: 209.29
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Figure S1: 'THNMR (400 MHz, CDCl;) spectrum of 9-(prop-2-yn-1-yl)-2,3,4,9-tetrahydro-1H-

fluorene 2

Chemical Formula: C45H45N
Molecular Weight: 209.29

Figure S2: 13C NMR (100 MHz, CDCls) spectrum of 9-(prop-2-yn-1-y1)-2,3.4,9-tetrahydro-1H-

fluorene 2
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Chemical Formula: C15H45N
Molecular Weight: 209.29

280 ' 3b0 T 3bo ' sdo '3

L MR  YARAANPT." i

Figure S3: Mass (ES™) spectrum of compound 9-(prop-2-yn-1-yl)-2,3.4,9-tetrahydro-1H-fluorene
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Figure S4: IR (KBr, cm") spectrum of compound 9-(prop-2-yn-1-yl)-2,3,4,9-tetrahydro-1H-
fluorene 2
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Figure S5: 'HNMR (400 MHz, CDCls) spectrum of 9-((1-phenyl-1H-1,2,3-triazol-4-yl)methyl)-
2,3,4,9-tetrahydro-1H-carbazole (4a)

Molecular Formula: C,1H;pN4
Molecular Weight: 328.41
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Figure S6: 3C NMR (100 MHz, CDCl;) spectrum of 9-((1-phenyl-1H-1,2,3-triazol-4-
yl)methyl)-2,3,4,9-tetrahydro-1H-carbazole (4a)
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Figure S7: Mass (ES™) spectrum of compound 9-((1-phenyl-1H-1,2,3-triazol-4-yl)methyl)-
2,3,4,9-tetrahydro-1H-carbazole (4a)
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Figure S8: IR (KBr, cm) spectrum of compound 9-((1-phenyl-1H-1,2,3-triazol-4-yl)methyl)-
2,3,4,9-tetrahydro-1H-carbazole (4a)
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Molecular Formula: Co3H2oN40,
Molecular Weight: 386.45
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Figure S9: 'HNMR (400 MHz, CDCls) of methyl 2-(4-((3,4-dihydro-1H-carbazol-9(2 H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)benzoate (4b)

S9




15412

il d ||

T [ T T T T [ T T 1 L) ERY S IICE s N B B - S S S o D) CR e Gl
00 178 15[' ].25 1['0 75 50 25

Figure S10: 3C NMR (100 MHz, CDCls) spectrum of compound methyl 2-(4-((3,4-dihydro-1H-
carbazol-9(2H)-yl)methyl)-1H-1,2,3-triazol-1-yl)benzoate (4b)
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Figure S11: Mass (ES™) spectrum of methyl 2-(4-((3,4-dihydro-1H-carbazol-9(2 H)-yl)methyl)-
1H-1,2,3-triazol-1-yl)benzoate (4b)
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Figure S12: IR (KBr, cm) spectrum of methyl 2-(4-((3,4-dihydro-1H-carbazol-9(2 H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)benzoate (4b)
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Molecular Formula: C,3H2oN40
Molecular Weight: 370.45
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Figure S13: 'THNMR (400 MHz, CDCl;) of 1-(3-(4-((3,4-dihydro-1H-carbazol-9(2H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl)ethanone (4c)
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Molecular Formula: Co3HoN4O
Molecular Weight: 370.45
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Figure S14: 3C NMR (100 MHz, CDCls) spectrum of 1-(3-(4-((3,4-dihydro-1H-carbazol-9(2 H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl)ethanone (4¢)
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Figure S15: Mass (ES™) spectrum of 1-(3-(4-((3,4-dihydro-1H-carbazol-9(2H)-yl)methyl)-1H-
1,2,3-triazol-1-yl)phenyl)ethanone (4¢)
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Figure S16: IR (KBr, cm") spectrum of 1-(3-(4-((3,4-dihydro-1H-carbazol-9(2 H)-yl)methyl)-1H-
1,2,3-triazol-1-yl)phenyl)ethanone (4c)

S14



!
I

7|
|
i W
s
|||||||||||||||||||||||||||
T OTE 18 18 1A

O3
N
Me\O @\NI\]?NH

Molecular Formula: C5,H5,N4O
Molecular Weight: 358.44
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Figure S17: "THNMR (400 MHz, CDCl;) of 9-((1-(4-methoxyphenyl)-1H-1,2,3-triazol-4-

yl)methyl)-2,3,4,9-tetrahydro-1H-carbazole (4d)
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Figure S18: 3C NMR (100 MHz, CDCl;) spectrum of 9-((1-(4-methoxyphenyl)-1H-1,2,3-
triazol-4-yl)methyl)-2,3,4,9-tetrahydro-1H-carbazole (4d)
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Figure S19: Mass (ES*) spectrum of 9-((1-(4-methoxyphenyl)-1H-1,2,3-triazol-4-yl)methyl)-
2,3,4,9-tetrahydro-1H-carbazole (4d)
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Figure S20: IR (KBr, cm’) spectrum of 9-((1-(4-methoxyphenyl)-1H-1,2,3-triazol-4-yl)methyl)-
2,3,4,9-tetrahydro-1H-carbazole (4d)
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Molecular Formula: C,45H,N40
Molecular Weight: 370.45
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Figure S21: 'THNMR (400 MHz, CDCl;) of 1-(4-(4-((3,4-dihydro-1H-carbazol-9(2H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl)ethanone (4e)
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Figure S22: 3C NMR (100 MHz, CDC]5) spectrum of 1-(4-(4-((3,4-dihydro-1H-carbazol-9(2H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl)ethanone (4e)
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Figure S23: Mass (ES™) spectrum of 1-(4-(4-((3,4-dihydro-1H-carbazol-9(2H)-yl)methyl)-1H-
1,2,3-triazol-1-yl)phenyl)ethanone (4e)
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Figure S24: IR (KBr, cm’) spectrum of 1-(4-(4-((3,4-dihydro-1H-carbazol-9(2H)-yl)methyl)-1H-
1,2,3-triazol-1-yl)phenyl)ethanone (4e)
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i m i ﬁﬂ

| b ]
i || 1 ([ ||Lr||u fﬂ;J -.L'| I' IJ lJLlﬁJJ'lJ I L-Iil UI'LnJL_

U .t Molecular Weight: 346.40
T | T TTT | T TT | TTTT | T'TTT | T'TTT | T TTT | T TTT | 1T
7.80 70 760 7.50 7.40 T.20 720 710
i
0| 10045 ] | ’
o
- 25, ;
t, h
: /
_i_l_lj.hl_ JU( A4 ]
|IIII|IIII|IIII|IIII|IIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|
B0 75 70 65 60 55 50 45 40 35 30 25 0w L5 L0 05 00

Figure S25: 'THNMR (400 MHz, CDCl;) of 9-((1-(2-fluorophenyl)-1H-1,2,3-triazol-4-
yl)methyl)-2,3,4,9-tetrahydro- 1 H-carbazole (4f)
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Figure S26: 3C NMR (100 MHz, CDCl;) spectrum of 9-((1-(2-fluorophenyl)-1H-1,2,3-triazol-4-
yl)methyl)-2,3,4,9-tetrahydro- 1 H-carbazole (4f)

S22



MLP-0002 NCMS@IICT 22-Feb-2016|

WV SOWMYA 13:11:39
ML-SC-PCL 16 (0.295) Crm (11:26) Scan ES+
247 8.7T7eb
100+
=8

m'z

BARTTARET ST IR 255" 350" 575" Ab0 BBSTT3S0"APs T 4b0 abSTTAS0 a¥s 500 BRSSO SF5T 600 6BST B0 &5

Figure S27: Mass (ES™) spectrum of 9-((1-(2-fluorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-
2,3,4,9-tetrahydro-1H-carbazole (4f)

Figure S28: IR (KBr, cm”) spectrum of compound 9-((1-(2-fluorophenyl)-1H-1,2,3-triazol-4-
yl)methyl)-2,3,4,9-tetrahydro-1H-carbazole (4f)
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Molecular Formula: CyoH5,Ny
Molecular Weight: 342.44
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Figure S29: 'THNMR (400 MHz, CDCl;) of 5-((1-phenyl-1H-1,2,3-triazol-4-yl)methyl)-
5,6,7,8,9,10-hexahydrocyclohepta[b]indole (4g)
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Figure S30: 3C NMR (100 MHz, CDCl;) spectrum of 5-((1-phenyl-1H-1,2,3-triazol-4-
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Figure S31: Mass (ES") spectrum of 5-((1-phenyl-1H-1,2,3-triazol-4-yl)methyl)-5,6,7,8,9,10-

hexahydrocyclohepta[bJindole (4g)
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Figure S32: IR (KBr, cm’) spectrum of compound 5-((1-phenyl-1H-1,2,3-triazol-4-yl)methyl)-

5,6,7,8,9,10-hexahydrocyclohepta[b]indole (4g)
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Molecular Formula: Co4H;4N402
Molecular Weight: 400.47
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Figure S33: 'THNMR (400 MHz, CDCl;) of methyl 2-(4-((7,8,9,10-tetrahydrocyclohepta[b]indol-
5(6H)-yl)methyl)-1H-1,2,3-triazol-1-yl)benzoate (4h)
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Figure S34: 3C NMR (100 MHz, CDCls) spectrum of methyl 2-(4-((7,8,9,10-
tetrahydrocyclohepta[b]indol-5(6 H)-yl)methyl)-1H-1,2,3-triazol-1-yl)benzoate (4h)
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Figure S35: Mass (ES™) spectrum of compound methyl 2-(4-((7,8,9,10-
tetrahydrocyclohepta[b]indol-5(6 H)-yl)methyl)-1H-1,2,3-triazol-1-yl)benzoate (4h)
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Figure S36: IR (KBr, cm’) spectrum of compound methyl 2-(4-((7,8,9,10-
tetrahydrocyclohepta[b]indol-5(6H)-yl)methyl)-1H-1,2,3-triazol-1-yl)benzoate (4h)
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Figure S37: 'THNMR (400 MHz, CDCl;) of 5-((1-(2-fluorophenyl)-1H-1,2,3-triazol-4-
yl)methyl)-5,6,7,8,9,10-hexahydrocyclohepta[b]indole (4i)
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Figure S38: 3C NMR (100 MHz, CDC]l5) spectrum of 5-((1-(2-fluorophenyl)-1H-1,2,3-triazol-4-
yl)methyl)-5,6,7,8,9,10-hexahydrocyclohepta[b]indole (4i)
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Figure S39: Mass (ES™) spectrum of 5-((1-(2-fluorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-
5,6,7,8,9,10-hexahydrocyclohepta[b]indole (4i)
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Figure S40: IR (KBr, cm’) spectrum of 5-((1-(2-fluorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-
5,6,7,8,9,10-hexahydrocyclohepta[bJindole (4i)

S32




N
; by
@] NN
E
g
Molecular Formula: C;4H;4N,0 H1
Molecular Weight: 384.47
20] :
u E
[20] [28]
. h
| i
I |
M._J mf\
I|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|I
10 L] § 7 f 5 4 E 1 1 i

Figure S41: "THNMR (400 MHz, CDCl;) of 1-(3-(4-((7,8,9,10-tetrahydrocyclohepta[bJindol-
5(6H)-yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl)ethanone (4j)
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Figure S42: 3C NMR (100 MHz, CDCls) spectrum of 1-(3-(4-((7,8,9,10-
tetrahydrocyclohepta[b]indol-5(6 H)-yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl)ethanone (4j)
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Figure S43: Mass (ES") spectrum of 1-(3-(4-((7,8,9,10-tetrahydrocyclohepta[b]indol-5(6 H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl)ethanone (4j)
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Molecular Formula: Cy4H24N4O
Molecular Weight: 384.47
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Figure S44: 'THNMR (400 MHz, CDCl;) of 1-(4-(4-((7,8,9,10-tetrahydrocyclohepta[b]indol-
5(6H)-yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl)ethanone (4Kk)
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Figure S45: 3C NMR (100 MHz, CDCls) spectrum of 1-(4-(4-((7,8,9,10-
tetrahydrocyclohepta[b]indol-5(6H)-yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl)ethanone(4k)
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Figure S46: Mass (ES™) spectrum of 1-(4-(4-((7,8,9,10-tetrahydrocyclohepta[b]indol-5(6 H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl)ethanone9 (4k)

Figure S47: IR (KBr, cm’) spectrum of 1-(4-(4-((7,8,9,10-tetrahydrocyclohepta[b]indol-5(6 H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl)ethanone (4k)
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Molecular Formula: C,;H;1CIN,
Molecular Weight: 376.88
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Figure S48: "THNMR (400 MHz, CDCl;) of 5-((1-(4-chlorophenyl)-1H-1,2,3-triazol-4-
yl)methyl)-5,6,7,8,9,10-hexahydrocyclohepta[b]indole (41)
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Figure S49: 3C NMR (100 MHz, CDCl;) spectrum of 5-((1-(4-chlorophenyl)-1H-1,2,3-triazol-4-
yl)methyl)-5,6,7,8,9,10-hexahydrocyclohepta[b]indole (41)
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Figure S50: Mass (ES™) spectrum of 5-((1-(4-chlorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-
5,6,7,8,9,10-hexahydrocyclohepta[b]indole (41)
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Figure S51: IR (KBr, cm’) spectrum of 5-((1-(4-chlorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-
5,6,7,8,9,10-hexahydrocyclohepta[b]indole (41)
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Molecular Formula: C55H,1CINg
Molecular Weight: 376.88
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Figure S52: 'THNMR (400 MHz, CDC]l;) of 4-(4-((7,8,9,10-tetrahydrocyclohepta[b]indol-5(6H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl hypochlorite (4m)
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Figure S53: 3C NMR (100 MHz, CDCls) of 4-(4-((7,8,9,10-tetrahydrocyclohepta[b]indol-5(6 H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl hypochlorite (4m)
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Figure S54: Mass (ES™) spectrum of 4-(4-((7, 8, 9, 10-tetrahydrocyclohepta[b]indol-5(6H)-

yl)methyl)- 1H-1,2,3-triazol-1-yl)phenyl hypochlorite (4m)

Figure S55: IR (KBr, cm) spectrum of 4-(4-((7,8,9,10-tetrahydrocyclohepta[b]indol-5(6H)-

yl)methyl)-1H-1,2,3-triazol-1-yl)phenyl hypochlorite (4m)
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Chemical Formula: CooH1gF3N4
Exact Mass: 396.16
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Figure S56: 'THNMR (400 MHz, CDCl;) of 9-((1-(4-(trifluoromethyl)phenyl)-1H-1,2,3-triazol-4-
yl)methyl)-2,3,4,9-tetrahydro-1H-carbazole (4n)
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Chemical Formula: CpyH1gF3N4
Exact Mass: 396.16
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Figure S57: 3C NMR (100 MHz, CDCl;) spectrum of 9-((1-(4-(trifluoromethyl)phenyl)-1H-
1,2,3-triazol-4-yl)methyl)-2,3,4,9-tetrahydro-1 H-carbazole (4n)
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Figure S58: Mass (ES™) spectrum of 9-((1-(4-(trifluoromethyl)phenyl)-1H-1,2,3-triazol-4-
yl)methyl)-2,3,4,9-tetrahydro-1H-carbazole (4n)
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Figure S59: 'THNMR (400 MHz, CDCl;) of 9-((1-(2-(phenylthio)phenyl)-1H-1,2,3-triazol-4-
yl)methyl)-2,3,4,9-tetrahydro-1H-carbazole (40)
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Chemical Formula: Co7Hp4N4S
Molecular Weight: 436.57
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Figure S60: 3C NMR (100 MHz, CDCl;) spectrum of 9-((1-(2-(phenylthio)phenyl)-1H-1,2,3-
triazol-4-yl)methyl)-2,3,4,9-tetrahydro-1H-carbazole (40)
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Figure S61: Mass (ES") spectrum of 9-((1-(2-(phenylthio)phenyl)-1H-1,2,3-triazol-4-yl)methyl)-
2,3,4,9-tetrahydro-1H-carbazole (40)
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Chemical Formula: Cy7H,3FN4
Molecular Weight: 422.50
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Figure S62: 'THNMR (400 MHz, CDCl;) of 9-((1-(2-fluorophenyl)-1H-1,2,3-triazol-4-
yl)methyl)-3-phenyl-2,3,4,9-tetrahydro-1H-carbazole (4p)
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Chemical Formula: Cy7Ho3FNy
Molecular Weight: 422.50

i i

— T ] T T T T [ T 171 T
125 100 T8 S0 18

|
00 175 150

Figure S63: 3C NMR (100 MHz, CDCl;) spectrum of 9-((1-(2-fluorophenyl)-1H-1,2,3-triazol-4-
yl)methyl)-3-phenyl-2,3,4,9-tetrahydro-1H-carbazole (4p)
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Figure S64: Mass (ES") spectrum of 9-((1-(2-fluorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-3-
phenyl-2,3,4,9-tetrahydro- 1 H-carbazole (4p)
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Chemical Formula: CpoHooN4O
Molecular Weight: 358.44
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Figure S65: "THNMR (400 MHz, CDC]l;) of 4-(4-((7,8.,9,10-tetrahydrocyclohepta[bJindol-5(6 H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)phenol (4q)
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Chemical Formula: C,,H,,N40
Molecular Weight: 358.44
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Figure S66: 3C NMR (100 MHz, CDC]ls) spectrum of 4-(4-((7,8,9,10-
tetrahydrocyclohepta[b]indol-5(6H)-yl)methyl)-1H-1,2,3-triazol-1-yl)phenol (4q)
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Figure S67: Mass (ES") spectrum of 4-(4-((7,8,9,10-tetrahydrocyclohepta[b]indol-5(6 H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)phenol (4q)
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Chemical Formula: Cy,H31N50,

Molecular Weight: 387.43

4

5

[ 2.0[]2[02[§ $.0 ]
A
LI L I LI L L I LI l LI | LI | LI B B I LI
3 2
- g2y - 1 =4 -

0

1

6

7

L

LI B L N L B L B L B B B
10

5,6,7,8,9,10 hexahydrocyclohepta[b]indole (4r)

]
Figure S68: 'THNMR (400 MHz, CDCl;) of 5-((1-(4-nitrophenyl)-1H-1,2,3-triazol-4-yl)methyl)
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Figure S69: 3C NMR (100 MHz, CDCls) spectrum of 5-((1-(4-nitrophenyl)-1H-1,2,3-triazol-4-

yl)methyl)-5,6,7,8,9,10-hexahydrocyclohepta[b]indole (4r)
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Figure S70: Mass (ES™) spectrum of 5-((1-(4-nitrophenyl)-1H-1,2,3-triazol-4-yl)methyl)-
5,6,7,8,9,10-hexahydrocyclohepta[b]indole (4r)
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Figure S71: 'THNMR (400 MHz, CDCl;) of 9-((1-(4-nitrophenyl)-1H-1,2,3-triazol-4-yl)methyl)-
1,2,4,9-tetrahydrospiro[carbazole-3,2'-[1,3]dioxolane] (4s)
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Figure S72: 3C NMR (100 MHz, CDCls) spectrum of 9-((1-(4-nitrophenyl)-1H-1,2,3-triazol-4-
yl)methyl)-1,2,4,9-tetrahydrospiro[carbazole-3,2'-[ 1,3 ]dioxolane] (4s)
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Figure S73: Mass (ES*) spectrum of 9-((1-(4-nitrophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1,2,4,9-
tetrahydrospiro[carbazole-3,2'-[1,3]dioxolane] (4s)
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Molecular Weight: 372.42 ' l

~ro

[
g
=
[ o ]
L J

—
e—
ﬁ-}.
=

M M__—- o\

IIII|II]IIlllIllli]llllllllllllll]
) l 0

&

T T[T T T T[T T T[T TTT
! 1l 10 9 § 1 6 § { }

Figure S74: "THNMR (400 MHz, CDC]l;) of 4-(4-((3,4-dihydro-1H-carbazol-9(2 H)-yl)methyl)-
1H-1,2,3-triazol-1-yl)benzoic acid (4t)
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Figure S75: 3C NMR (100 MHz, CDCl;) spectrum of 4-(4-((3,4-dihydro-1H-carbazol-9(2H)-
yl)methyl)-1H-1,2,3-triazol-1-yl)benzoic acid (4t)
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Figure S76: Mass (ES") spectrum of 4-(4-((3,4-dihydro-1H-carbazol-9(2H)-yl)methyl)-1H-1,2,3-
triazol-1-yl)benzoic acid (4t)
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Chemical Formula: C23H21F3N4
Molecular Weight: 410.43
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Figure S77: 'THNMR (400 MHz, CDCl;) of 5-((1-(4-(trifluoromethyl)phenyl)-1H-1,2,3-triazol-4-
yl)methyl)-5,6,7,8,9,10-hexahydrocyclohepta[b]indole (4u)

S66



T ppagie Sl o

— 47023

F
F
O
\
N=N

Chemical Formula: CozHo4F3Ny
Molecular Weight: 410.43

i L

T LI I R
1=0

T T 1T T
10

200

Figure S78: 3C NMR (100 MHz, CDC]ls) spectrum of 5-((1-(4-(trifluoromethyl)phenyl)-1H-
1,2,3-triazol-4-yl)methyl)-5,6,7,8,9,10-hexahydrocyclohepta[b]indole (4u)

S67



w10 5|+ Sean (0.061-0.188 min. 39 Scans) He CF3.d

=
6.5 ?E
6_ =
5 - R /w/N
F ~
F N
4.5 N=N
4 Chemical Formula: CozHy1F3Ny
] Molecular Weight: 410.43
3.5
T [=1]
=
2.5 —
[=2]
==+
e =
1.5
r— r= e
4 — =l = — oo
oo L5 o =] £ - = oo
8 5 =8 =2 =g S 2 2 =5 =
0s5{ i 2= =] = = |8 = == =2 ;S
T Ealn o o QLT = R by £
ol b Al & L AT  wu o . Bl O
| =
=00 S0 499‘115 Vﬁdmﬁﬁﬁ—fﬁ—ﬁ(!?gﬁl'gﬁ [:?FIEI:'B) BaL 200

£l
2

Figure S79: Mass (ES™) spectrum of 5-((1-(4-(trifluoromethyl)phenyl)-1H-1,2,3-triazol-4-
yl)methyl)-5,6,7,8,9,10-hexahydrocyclohepta[b]indole (4u)

S68




