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Figure 1 : ORTEP of Compound 3a, 3i, 5aa, 9 (Hydrogens are removed for clarity)

Molecular formula: C;7H;3N30;, unit cell parameters: a=10.830(3), b=12.205(3), c:12.209(3)1°X,
a= 102.677(4)°, = 106.686(4)°, y= 110.923(4)° and space group P -1. CCDC 956412 contains
the supplementary crystallographic data for compound 3a of this paper.

Molecular formula: C;gH;5sN3O;, unit cell parameters: a=8.3989(18), b=12.9656(14),
c:13.6993(18)1°X, SB= 101.702(16)° and space group P 21/n. CCDC 956410 contains the
supplementary crystallographic data for compound 3i of this paper.

Molecular formula: C;6Hio[;N3O;, unit cell parameters: a=13.0741(18), b=4.2988(4),
c:24.974(3)1°X, B= 100.040(11)° and space group P 21/n. CCDC 956409 contains the

supplementary crystallographic data for compound Saa of this paper.



Molecular formula: C;sHisN2O;, wunit cell parameters: a=10.8278(7), b=11.3669(8),
c=13.0687(6)A, a= 100.716(5)°, f= 106.227(5)°, y= 104.477(6)° and space group P -1. CCDC
956411 contains the supplementary crystallographic data for compound 9 of this paper.

These data can be obtained free of charge from The Cambridge Crystallographic Data Centre via

www.ccdc.cam.ac.uk/data_request/cif.
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date  7/29/2013 11:21:49 AM
Analysis Name  D:\Data\2013\Dr.NAGARAJANWJULY\SKG-127..d o
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SKG-127-DCM-MEOH b Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Collision Cell R 350.0 Vpp Set Divert Valve Waste
Intens. I +MS, 0.6min
x108
387.9946
3‘.
(e
Cri-h
N \=
N N
21 5aa
14
388 4684 089967
389.9991
04— : S ‘ e .
385 386 387 388 389 390 miz
Bruker Compass DataAnalysis 4.0 printed:  7/29/2013 11:27:56 AM Page 1 of 1
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Analysis Info
Analysis Name

BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

D:\Data\2013\Dr. NAGARAJANYMAY\SKG-133.d

_Acquisition Date  5/28/2013 3:55:37 PM

Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-133-DCM-MEOH Instrument maxis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 Umin
Scan End 1800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens.‘ +MS, 1.7min #102
x105
292.1079
1.01
0.8
(0]
MeO
-
\—
0.6+ H N
5b
0.44
0.2 293.1107
A it 291.1565
281.5768 287.1247 ' 204.1134
281.1708 J 284.1639 290.1423 l T
0.0 " i Ll e gl oo il bl PR ol . ’ "
280 282 284 286 288 290 292 284 miz

Bruker Compass DataAnalysis 4.0 printed:  8/20/2013 1:34:13 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date - 5/28/2013 3:55:37 PM
Analysis Name  D:\Data\2013\Dr.NAGARAJAN\MAY\SKG-133.d =
Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-133-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 /min
Scan End 1800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. i +MS, 0.3min #18
x1
418.0051
1.5
I =Q
MeO
T
N \:
N N
5bb
1.0
0.5
419.0076
419.2765
e ‘ 4201702 4213102
ST B/ P, (SRR . WS v I ESEEER S S| PR, SE AL T SO
417.0 417.5 418.0 418.5 419.0 419.5 420.0 420.5 421.0 4215 miz

Bruker Compass DataAnalysis 4.0 printed:  5/28/2013 4:03:10 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad

Analysis Info Acquisition Date  5/28/2013 4:10:46 PM
Analysis Name  D:\Data\2013\Dr.NAGARAJAN\MAY\SKG-132-l.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-132--DCM-MEOH ¢ Instrument maXis 10138
Comment
Acquisition Parameter '
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 Umin
Scan End 1800 m/z Set Collision Cell RF ~ 350.0 Vpp Set Divert Valve Waste
Intens. ; +MS, 1.2min #70
x104]
340.0082
44
342.0060
(@]
Br 365.1358
T
3 N \— N
a 5¢c
2_
353.2441 353.2100
14 357.2039
s 349.1980
337.1610
340 345 350 355 360 365 miz
Bruker Compass DataAnalysis 4.0 printed:  5/28/2013 4:16:45 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  5/28/2013 4:23:44 PM
Analysis Name  D:\Data\2013\Dr.NAGARAJANMAY\SKG-132-1l.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-132-II-DCM-MEOH ) Instrument maxis 10138
Comment
Acquisition Parameter " o
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500 V Set Dry Heater 200 "C
Scan Begin 50 m/z Set End Plate Offset  -500 V/ Set Dry Gas 4.0 Umin
Scan End 1800 m/z Sel Collision Cell RF  350.0 Vpp Sel Divert Valve Waste
Intens. " +MS, 1.6-1.7min #{95-102)
x105
1.2
487.8873 480,8854
1.0
I QO
Br
T
N =N
0.8+ H
5cc
0.6+
0.4
465.9049 467.9028
0.2
473.3452 478.3510 o
BN NP L) ) N ) . i 0. 3. oo AR BB ' R 74l D 8 O
465.0 487.5 470.0 4725 475.0 4775 480.0 4825 485.0 4875 miz
Bruker Compass DataAnalysis 4.0 printed:  5/28/2013 4:30:02 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  5/28/2013 4:49:06 PM
Analysis Name  D:\Data\2013\Dr.NAGARAJANIMAY\SKG-177R.d o

Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-177-DCM-MEOH Instrument maxXis 10138
Comment '

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Mot active Set Capillary 3500 Vv Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset  -500V Set Dry Gas 4.0 lfmin
Scan End 1800 miz Set Collision Cell R 350.0 Vpp Set Divert Valve Waste
Intens. i +MS, 0.5-0.7min #{28-43)
250
342.0056

=z

200 O,
340,0075 m \
\=N

5d

Br

T2 e

361.9905

100

il JI. bl

3400 3425 345.0 3475 350.0 3525 355.0 357.6 360.0

.

Bruker Compass DataAnalysis 4.0 printed:  5/28/2013 5:00:12 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date ~ 5/28/2013 4:49:08 PM
Analysis Name D:\Data\zm3\Dr.NAGARAJANMAY\SKG-177R.d .
Method tune_low.m Operator Ramu Sridhar
Sample Name SKG-177-DCM-MEOH Instrument maXis 10138
Comment ¢
Acquisition Parameter
Source Type ESI lon Polarity * Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset ~ -500V Set Dry Gas 4.0 /min
Scan End 1800 m/z Set Collision'Cell RF ~ 350.0 Vipp Set Divert Valve Waste
Intens. | +MS, 0.8min #48
x104
1.24 . 487.8864
489.8845
1.04
081 465904947 9nze
I O
Jossa
0.61 Br H =N
5dd
0.4
0.2
' 485.8786
477.3943 481.1537483.1381 A
L,‘_L i l ' Itll ad 'f‘f?‘lsg?s - Ll & 4 l‘l " IS IJ L |.l.\| .Il 1.._.‘ PR P PP R P P A
465 470 475 480 485 490 m/z
Bruker Compass DataAnalysis 4.0 printed:  8/20/2013 1:28:31 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  5/28/2013 3:40:42 PM
Analysis Name  D:\Data\2013\Dr NAGARAJAN\MAY\SKG-137R.d
Method fune_low.m Operator Ramu Sridhar
Sample Name ~ SKG-137-DCM-MEOH Instrument maxis 10138
Comment
Acquisition Parameter ¢
Source Type ES| lon Polarity Posilive Set Nebulizer 4.4psi
Focus Mot active Set Capillary 3500V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset  -500V Set Dry Gas 4.0 Umin
Scan End 1800 miz Sel Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. - +M35, 0.3min #18]
x106
2980860
25
201 b
-3
N \=N
\ 5o

1.54

1.04

i 299.0984

o727
295.0863 o
0.0 : : | ; P ¥ M |G - : '
290 292 294 296 298 300 302 304 306 m'z

Bruker Compass DataAnalysis 4.0 printed:  5/28/2013 3.48:00 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  6/4/2013 12:47:53 PM
Analysis Name D:\Data\2013\Dr. NAGARAJANWUUNE\SKG-138.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SKG-138—DCM-MEOH |} Instrument maXis 10138
Comment
Acquisition Parameter \
Source Type ESI lon Polarity Pasitive Set Nebulizer 4.4 psi
Focus Mot active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 Vrnin
Scan End 1500 mfz Set Colligion Cell RF ~ 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 1.4min #81
xipd
‘a
318.1606
(0]
5f
2.
14 3401421
332.17568
0 . ,..*....l'.ll'—. -
305 310 315 320 326 330 338 340 345 350 miz

Bruker Compass DataAnalysis 4.0 printed:  6/4/2013 12:53:21 PM Page 10of 1
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&
BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Bcquisition Date  311/2013 12:42:10 PM
Analysis Mame  D\Data'201 IDr NAGARAJANMARCH\SKG-85.d
Method tune_low_PosR.m Operator Rajesh Vashisth
Sample Name  SKG-86-DCM-MEOH ' Instrument makis 10138
Comment
Acquisition Parameter
Sourca Type ESl lar Pajsrity Pasgitive Set Nabulizar 4 pui
Foous Mat Bctive Set Capillary 00V St Dry Heater 180*C
sungsn 80 miz Sof End Plabe Ofisal.  -500V Set Dry Gas 4.0 Uimin
Sean 1000 miz Sef Colislon Cell RFF 350.0Vpp Set Divert Vahe Waste
IFrisers. 7 I, D120, Brmin 91 2-46)|
12.0630
BO00-
B0 o)
e
N \:N
H 7,
ol 234.0850
2000
1210606 153.5570 L 251,048 3011422 336,5041
- |rl Jlnh L i b '.I' v M
125 1 175 200 275 250 s 0 a5 mz
Bruker Compass DataAnalysis 4.0 printed. 31172013 12:45,08 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  7/23/2013 11:45:11 AM
Analysis Name  D:\Data\2013\Dr.NAGARAJANVJULY\SKG-200.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SKG-200-DCM-MEOH & Instrument maxis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 /min
Scan End 1500 m/z Set Collision Cell RF ~ 350.0 Vipp Set Divert Valve Waste
Intens. +MS, 0.8-0.8min #{46-48)|
x106
3.0
248.0801
2.5 226.0979
(0]
2.0
D
\=N
\' 7b
1.5
1.04
]
0.5+
|
279.0923
0.0 _.'."1__'1l""'l|‘|'.r' II |
200 210 220 230 240 250 260 270 280 m/z

Bruker Compass DataAnalysis 4.0 printed:  7/23/2013 11:49:31 AM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  7/23/2013 12:10:46 PM
Analysis Name  D:\Data\2013\Dr. NAGARAJAN\JULY\SKG-188.d

Method tune_low_Pos.m P Operator Ramu Sridhar

Sample Name ~ SKG-188-DCM-MEOH Instrument maXis 10138
Comment

Acquisition Parameter
Source Type ESI lon Polarity Paositive Set Nebulizer 4.4 psi

Focus Not active Set Capillary 4200V Set Dry Heater 180°C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Coﬂisl‘cm Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.8min #48|
x106 :
4.
302.1293
324.1108

(0)
y -4

Ph) g

T T

240 260 : 280 300 ; 320 340 : 360 380 miz

Bruker Compass DataAnalysis 4.0 printed:  7/23/2013 12:14:36 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date  7/23/2013 12:00:10 PM
Analysis Name  D:\Data\2013\Dr.NAGARAJAN\JULY\SKG-201.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SKG-201-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500V Set Dry Gas 4.0 U/min
Scan End 1500 m/z Set Collision Cell RF ~ 350.0 Vpp Set Divert Valve Waste
Intens. , TMS, 7.1, 1min #(63-65)
x108
3 276.1138
S (3
)
N \:N
\ 7d
298.0952

2 -

14

0 — . —_—

270 280 290 300 310 miz

Bruker Compass DataAnalysis 4.0 printed:  7/23/2013 12:05:31 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info
Analysis Name  D:\Data\2013\Dr.NAGARAJAN\JULY\SKG-69.d

Acquisition Date 7/26/2013 2:53:34 PM

Method tune_low_Pos-R2.m Operator Ramu Sridhar
Sample Name  SKG-69-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 2400V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 /min
Scan End 2580 m/z Set Collision Cell RF ~ 350.0 Vipp Set Divert Valve Waste
Intens. ' +MS, 0.6min #34|
25001 277.1344
OH
=~
2000 »2—N
N
9
1500+
10004
e 278.1381
279.1423
276.;3591 79"
2755 276.0 276.5 277.0 2775 278.0 2785 279.0 "miz

Bruker Compass DataAnalysis 4.0 printed:  7/26/2013 2:59:20 PM Page 1 of 1
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BRUKER MAXIS*HRMS REPORT

School of Chemistry
University of Hyderabad
Analysis Info ' . Acquisition Date  5/31/2013 4:10:34 PM
Analysis Name  D:\Data\2013\Dr.NAGARAJAN\MAY\SKG-195R.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SKG-195-DCM-MEQOH b Instrument maXis 10138
Comment
Acquisition Parameter -
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500V Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Collision Cell R 350.0 Vpp Set Divert Valve Waste
Intens 1 Y +MS, 0.5-0.8min #(32-47)
x104
]
6-
243.1133
5-
(0]
NN
; \
(0]
10
3.
2-
1 244.1163
245.1190
0 i ¥ el - e el v ol - -
238 240 242 244 246 248 250 miz
Bruker Compass DataAnalysis 4.0 printed:  5/31/2013 4:16:33 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date  7/23/2013 12:27:45 PM
Analysis Name  D:\Data\2013\Dr. NAGARAJANWJULY\SKG-251-1.d %
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SKG-251-I-DCM-MEOH ) Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 Umin
Scan End 1500 miz Set Coili§ion CellRF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.6-0.6min #(34-38)
x108
1251 396.0711
398.0693 Q
p Y,
N \=N 418.0534 455 0516
1.00+
15
Br
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0.50
0.25-
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0.00 | S ———— Leorpiiodipengropetin .
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  8/12/2013 12:50:19 PM
Analysis Name D:\Data\2013\Dr. NAGARAJANAUG\SKG-265.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name ~ SKG-265-DCM-MEOH ' Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500V Set Dry Gas 4.0 V/min
Scan End 1500 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.5min #2
x104
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N N
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1.5 16
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