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Figure S1.'H NMR spectrum of 3a
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Figure S2. *C NMR spectrum of 3a
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Figure S3. HRMS spectrum of 3a
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Figure S4. *H NMR spectrum of 3b
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Figure S5. 3C NMR spectrum of 3b
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Figure S6. HRMS spectrum of 3b
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Figure S7. 'H NMR spectrum of 3c
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Figure S11. **C NMR spectrum of 3d

{nn-tk-135-13c 2 335 eRE3ge w2 R =83 ~ 8
-i g $§7 RESE8% 55 3 mng i 3 3
20130623 - - v T e - - ~ w ” -
17,44 \!/ \\‘l/// v | \V |
spect {
5 e PARMD BB~
264008.461 Wz
0.36A738 Hi
1. gec
usec
U usec
K
0 00 mec
EtO,C
mmme CHANNEL (1 ;---...-. OW
HNTN\ o
s
Ph” N 34
|
|
——— ek - 2 . v ey el rratvut
L) T T T T T . T T T T L 13 T T T '
210 200 190 180 170 160 150 140 130 120 110 100 20 B0 70 60 50 40 30 10 ppm

14



Indian Institute of Technology (B)

Analysis Info Acquisition Date  6/10/2013 6:27:32 PM
Analysis Name  D:\Data\JUN-13\INN-TK-345.d
Method Tune_pos_Standard_NAI-1000.m Operator IIT-B
Sample Name INN-TK-345 Instrument maXis impact 282001.00081
Comment C20H18N204
Acquisition Parameter
Source Type ESi lon Polarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Capillary 3500 Vv Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 7.0 Umin
Scan End 1000 m/z Set Collision Cell RF  400.0 Vpp Set Divert Valve Source
Intens. | 351.1336 +MS, 0.0-0.1min £2-6, 100%=538647|
] EtO,C
105 } @)
' 'i\ )
104 Ph” N 34
1034
352[1366
1021
373.1153
1 1 389.1071
10260 280 300 320 | 340 360 380 400 420 440 'miz
Meas.m/z # lon Formula miz err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
3511336 1 C20H19N204 3511339 08 22.0 1 10000 125 even ok

Figure S12. HRMS spectrum of 3d

15



HANE inn-dv-50-1h
EXFNO 2
PROCNG 1
Date_ 20130212
Tine 18,18
INS TR spact
FROBHD 5 mm PABBD B0-
PULBROG 2330 EtOzC
D 55536
EOLVENT cocL3
s 1¢
0y o HN
9l §223.96% Hz \
PIORKS 0.325403 Hz Ph’<\
AQ 3. 5846307 nec N
G 2 -
[+ 606000 usec
e +50 usec
78 294.2 ¥ 3e
113 1.00000000 sec
700 1
- CHANNMEL £] =me——
nuer 1
Pl 13.50 usec
PL1 -1.00 dp
BLIN 1056200635 ¥
sFo1 400.1324710 MHz
51 32758
sr 400.13000%5 MHz
NiM B
358 0
LB 0.30 Hz
= 0
BC 1.00
{
!
;__JL ) _JL
ey T e T Ce e e R aa B '
1 10 9 8 7 6 5 4 3 2 1

38 i & &

Figure S13. 'H NMR spectrum of 3e



- TOSVY S
LALL) ) \ ) |
\ \""<~"n'"/./ \‘l/ I -
EtO,C

HN

ph—4& |
N
3e

Vo AR B A A

T T T T T ¥ 1 T T T T T T T T T T T T

T T T
210 200 190 180 170 160 180 140 130 120 110 100 « 80 70 60 50 40 30 20 10 ppm

Figure S14. *C NMR spectrum of 3e

17



DEPARTMENT OF CHEMISTRY, LI.T.(B)

Analysis Info Acquisition Date  3/8/2013 2:39:04 PM
Analysis Name  D:\DataWMAR-13\INN-DV-50 .d
Method Tune_pos_Standard_NAI-1000.m Operator IT-8
Sample Name  INN-DV-50 Instrument maXis impact 282001.00081
Comment C20H20N202
Acquisition Parameter -
Source Type ESI| lon Polanty Positive Set Nebulizer 2.1 Bar
Focus Active Set Capillary 3500 vV Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 7.0 l'min
Scan End 1000 m/z Set Collision Cell RF 8000 Vpp Set Divert Valve Source
Intens. 321.1598 +MS, 0,1-0.2min #8-9
105 343.1419
10°
1041
1094 . o 344 1437 359.1147
10?1
10! - - T T L ' L ‘ll T
280 300 320 340 360 380 miz

Meas. m/z # lonFormula

321.1598

m/z err[ppm] mSigma # Sigma

1 C20H21N202 321.1598 -0.2 8.4 1

Score rdb e Conf N-Rule
100.00 115 even ok

Figure S15. HRMS spectrum of 3e

EtO,C
HN
Ph/<\N \

3e

18



HAME INH-DV-51~1K
EXENO 3
EROCHO 1
Date 20130214
Time 13.47
INETRUN 2pact
FROBED 5 nn FABRO. 85-
POLPROG 2930 O C
10 65516
SOLVENT cDoLd Et 2
UH 9
s Q
SWH B223.605 Hz HN
FICRES 0.125483 #z \
M 3.9646307 =ec Ph—\
o 57
5] 60.000 usec 3f N Ph
DR 6,50 usec
I8 294.5 K
53] 1,00000000 mac
100 1
s CHANNEL £l
NOCY 15
Pl 13.50 usec
PL1 1,00 dn
PLIW 1056200695 %
5FOL 400.1324710 Mix
51 32768
&F 400.3133009% MHe
NOM =
558 )
L 0.30 Hz
“n 0
FC 1.00
4
) __JL =
e i A — T — - T —
1" 10 7 6 5 4 1 0 ppm
TR Iy ]
~ o o~
5/l 5 8 3
el lele ol lo -

Figure S16. *H NMR spectrum of 3f

19



grrk

2 —

L

88'9L -~
L —=
L

B¥ ST,
BT LT\
YT 00
$9BTL N
R T
BLBZL /)
L8z /
0T TEL

LLapE ——

E¥LLL

EtO,C
Ph—4& f

HN

Ph

3f

100

130
Figure S17. *C NMR spectrum of 3f

140

T
180

T
190

210

20



DEPARTMENT OF CHEMISTRY, L.L.T.(B)

Analysis Info
Analysis Name  D:\DataWAR-13\INN-DV-51.d

Acquisition Date  3/6/2013 2:52:18 PM

Method Tune_pos_Standard_NAI-1000.m Operator IT-B
Sample Name  INN-DV-51 Instrument maXis impact 282001.00081
Comment C19H18N202
Acquisition Parameter . '
Source Type ESI lon Polarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Capillary 3500 vV Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 7.0 Umin
Scan End 1000 m/z Set Collision Cell RF  800.0 Vpp Set Divert Valve Source
ntens. | 329.1261 +MS, 0.3min #16
1081
EtO,C
" HN
10 Ph /<\ |
3f N Ph
10%
10%] 307.1432 33041282
] 345.0988
1021 308 1460
101 T T T T T T T r— T L T ll T T T
220 240 260 280 300 320 340 360 380 mfz

Meas. m/z # lonFormula
329.1261

1 C19H18N2NaO2 329.1260 -0.0 154

m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule

1 10000 115 even ok

Figure S18. HRMS spectrum of 3f

21



Parametw

NAME INN-C -0~ 16
EAPNL \
PR 1

¥2 - hoguimition Mrawszers
2

Date
Tiem
INSTEUM apact
FROBED & =m PABAD BH/
PULIROS 10

1H
L3.00 Uswt
bbooodon W

EtO,C

HN

3g

73
NOw
aca
s H.an wz
au 1]
e 100
T T T T T T ————y
10,0 «.5 9.0 B.S 8 4 = 7.0

Figure S19. *H NMR spectrum of 3g

FINT]

22



ST —

Pz —

EtO,C
HN
NS

L9 —

6F9L~_
0TiL—=
WL

I —

s -

IF9TL~
Z80Zh -
LZTL 5
6262k 7
£96Z4

oL'oPE —

66'08) —
SYear ——

ST —

39

110 100

120

Figure S$20. **C NMR spectrum of 3g

23



- -114.89

160 170 A8 180 200 -210 ppm

80 400 110 120 130

Figure S21. *°F NMR spectrum of 3g

-140

-150

24



DEPARTMENT OF CHEMISTRY, L.I.T.(B)

Analysis info Acquisition Date  3/6/2013 3:31:43 PM
Analysis Name  D:\Data\MAR-13\INN-DV-55.d
Method Tune_pos_Standard_NAI-1000.m Operator IT-8
Sample Name  INN-DV-55 Instrument maXis Impact 282001.00081
Comment C19H17FN202
Acquisition Parameter
Source Type ESI fon Polarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Capillary 3500 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 7.0 Umin
Scan End 1000 m/z Set Collision Cell RF 800.0 Vpp Set Divert Valve Source
intens. 325.1340 +MS, 0.2min #
EtO,C
HN \
10*;
3 PhAN
] 347.1158 F
39
102 3261371
348.1180
\ 363.0862
1 TIPSR S S e phmepboe b ey
L 300 310 320 330 340 350 360 370 miz
Meas. m/iz # lonFormula m/z er[ppm] mSigma #Sigma Score rdb e Conf N-Rule
3251340 1 C19H18FN202 3251347 20 78 1 10000 115 even ok

Figure S22. HRMS spectrum of 3g

25



EtO,C

FIDRES 0,125483 Kz Cl
AQ 3.5886387

R 28 3h

DE 6.50 usec
SE 293.1 K
Dl 1.2040C0000 sec
TOO 1
s======w CHANNEL £1 wwwwwwee
wucl iH
Pl 13.50 usec
PL] -1.00 dB
PLIW 10.56200895 M
sFot 400.1324710 MHz
s1 32768
S§ d00. 1300094 MHzx
wWow M
S5E 0
L3 0D.30 M=z
GBS 1]
&l 1.00 {1
-, . . o 1 . J\ A
T T | BESSOLAMN S Aite T B | T T T M Ason 0o,
10 9 8 7 6 5 4 3 . 2 1 0 ppm
JLoJL
3 (0! euleg @ (o) @)
] bt ot o) o n|
--ioND - ol |-

Figure S23. *H NMR spectrum of 3h

26



Cl

yorl

LW —

EtO,C
HN
N\
oSy
3h

89°49 —

88°9L~_
0z LL—>
25uL

LML

ppm

60

-]
o

T T T T T
200 180 1680 170 160 150 140 130 120 110 100

210

Figure S24. **C NMR spectrum of 3h

27



Indian Institute of Technology (B)

Analysis Info Acquisition Date  3/26/2013 6:45:11 PM
Analysis Name  D:\Data\MAR-13\INN-TK-323.d
Method Tune_pos_Standard_NAI-500.m Operator IIT-B
Sample Name  INN-TK-323 Instrument maXis impact 282001,00081
Comment C18H17CIN202
Acquisition Parameter V
Source Type ESI lon Polarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Capillary 3200V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 7.0 lfmin
Scan End 1000 miz Set Collision Cell RF  200.0 Vpp Set Divert Valve Source
lnle[!:):f 341,1056 +MS, 0.0-0.2min #2-9
105-
104
363.0871
1031
B43.1027
1021 342.1083 —
331.1633 l I
101 v . - - T - L + - - v r ’ v 1 - ' - 4 ! v -
320 330 340 350 360 370 m/z
Meas. m/z # lonFormula m/z  err[ppm] mSigma Score rdb e Conf N-Rule
3411056 1 C18H18CIN202 341.1051 -1.3 49 1 10000 115 even ok

Figure S25. HRMS NMR spectrum of 3h

EtO,C

HN

N
3h

Cl

28



INN-TE-323i-1H
B

201308

PROBHD S mm
PUOLPROG

FIDRES D.125483 Hz
AQ 3.9846387 sec
G el

o 60.8¢0

DE £.50

TE 2 Q%
Dl L.00000000

CHANNEL £1 womsm==

13.50 usoc
-1.00 dB

10.562G0695 W

A4 ';iﬁi,

VO ® oW -
pard b ot e it
N v O

INN-TK-321-1H
)
ey T | 0dhAA MCRCRA |

EtO,C
HN

P

3i Br

2.00
1.86

Figure S26. 'H NMR spectrum of 3i

29



8zvi

10zZe

0849

B899 -

0TLL

TELL-

1822,
§5'5T |
76'52h -\
L6'8Z3 ~
16T -
¥y6TE
ST°0C3
Lwoer//
£L'¥E -

6z'avi

0V b -

Br

EtO,C
HN
Ph/Q\N
3i

160

ppm

60 50 40 30 0 10

70

140 130 120 110 100

150

200 ‘50 180 170

210

Figure S27. *3C NMR spectrum of 3i

30



~Indian Institute of Technology (B)

Analysis Info Acquisition Date  3/15/2013 3:21:48 PM
Analysis Name  D:\Data\MAR-13\INN-TK-321 .d
Method Tune_pos_Standard_NAI-500.m Operator IT-8
Sampie Name  INN-TK-321 Instrument maXis impact 282001.00081
Comment C19H17BrN202
;cqulsluon Parameter
Source Type ESI ion Polarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Capillary 3200V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500V Set Dry Gas 7.0 min
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Figure S28. HRMS spectrum of 3i
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Indian Institute of Technology (B)

Analysis Info Acquisition Date  6/10/2013 6:14:03 PM
Analysis Name  D:\Data\JUN-13\INN-TK-317.d
Method Tune_pos_Standard_NAI-1000.m Operator IIT-B
Sample Name  INN-TK-317 Instrument maXis impact 282001.00081
Comment C23H20N202
Acquisition Parameter B
Source Type ESI lon Polanty Positive Set Nebulizer 2.1 Bar
Focus Active Set Capillary 3500V Set Dry Heater 180 *C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 7.0 Umin
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Figure S31. HRMS spectrum of 3;j
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DEPARTMENT OF CHEMISTRY, L.L.T.(B)

Analysis Info

Analysis Name  D:\Data\MAR-13\INN-DV-52 .d

Acquisition Date  3/6/2013 3:08:08 PM

Method Tune_pos_Standard_NAI-1000.m Operator nT-B
Sample Name  INN-DV-52 Instrument maXis impact 282001.00081
Comment C17H16N203
A:;uisiﬂon Parameter
Source Type ESI lon Potarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Capiltary 3500 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 7.0 I'min
Scan End 1000 miz Set Collision Cell RF  800.0 Vpp Set Divert Vaive Source
Intens. 319.1054 +MS, 0.2min #9
108
EtO,C
10°1
HN 320.1060
0]
Ph—X
10%7 N \ /
] 3k
10°1 335.0764
1021
] 297.1202
101 T T T ‘ Loy A_m I ll - .
260 280 300 320 340 360 miz
Meas.m/z # lonFormula mfz err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
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Figure S34. HRMS spectrum of 3k
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Figure S35. 'H NMR spectrum of 3l
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Indian Institute of Technology (B)

Analysis Info Acquisition Date  3/26/2013 6:52:30 PM
Analysis Name  D:\Data\MAR-13\INN-TK-322.d
Method Tune_pos_Standard_NAI-500.m Operator -8
Sample Name  INN-TK-322 Instrument maXis impact 282001.00081
Comment C17H16N202S
Acquisition Parameter :
Source Type ESI lon Polarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Capillary 3200V Set Dry Heater 180 'C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 7.0 Umin
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Figure S37. HRMS spectrum of 3l
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Indian Institute of Technology (B)

Analysis Info Acquisition Date  6/10/2013 10:13.06 PM
Analysis Name  D:\Data\JUN-13\INN-TK-328.d
Method Tune_pos_Standard_NAI-500.m Operator -8
Sample Name  INN-TK-328 Instrument maXis impact 282001.00081
Comment C21H20N202
Acquisition Parameter 7 7
Source Type ESI lon Polarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Caplilary 3200V Set Dry Heater 180 °C
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Figure S40. HRMS spectrum of 3m
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Figure S41. 'H NMR spectrum of 3n
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Figure S42. BC NMR spectrum of 3n
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Indian Institute of Technology (B)

Analysis Info Acquisition Date  6/27/2013 8:53:35 PM
Analysis Name  D:\Data\JUN-13\INN-TK-351.d
Method Tune_pos_Standard_NAI-1000.m Operator IIT-B
Sample Name  INN-TK-351 Instrument maXis impact 282001.00081
Comment C19H24N202
Acqt;i;iﬁon Parameter -
Source Type ESI lon Polarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Capillary 3500 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 7.0 imin
Scan End 1000 m/z Set Collision Cell RF 600.0 Vpp Set Divert Valve Source
Intens. | 313.1908 +MS, 0.3-0.4min #16-21, 100%=100561]
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Meas. m/z # lonFormula miz err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
313.1908 1 C19H25N202 313.1911 0.8 40.0 1 10000 85 even ok

Figure S43. HRMS spectrum of 3n
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Indian Institute of Technology (B)

Analysis Info Acquisition Date  6/10/2013 9:31:45 PM
Analysis Name  D:\Data\JUN-13\INN-TK-343.d
Method Tune_pos_Standard_NAI-500.m Operator IT-B
Sample Name  INN-TK-343 Instrument maXis impact 282001.00081
Comment C20H20N202
Acquiéiﬁ';n Parameter
Source Type ESI lon Polanty Positive Set Nebulizer 2.1 Bar
Focus Active Set Caplilary 3200V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 Vv Set Dry Gas 7.0 Umin
Scan End 500 mvz Set Collision Cell RF  300.0 Vpp Set Divert Valve Source
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Meas.m/z # |onFormula miz er[ppm] mSigma #Sigma Score rdb e Conf N-Rule
3211590 1 C20M21N202 321.1598 -24 18.7 1 10000 115 even ok

Figure S46. HRMS spectrum of 4a
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Figure S48. BC NMR spectrum of 4c
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Indian Institute of Technology (B)

Analysis Info Acquisition Date  6/10/2013 5:43:10 PM
Analysis Name  D:\Data\JUN-13UNN-TK-346.d
Method Tune_pos_Standard_NAI-1000.m Operator IIT-B
Sample Name INN-TK-346 Instrument maXis impact 282001.00081
Comment C19H17CIN202
Acquisition Parameter -
Source Type ESI lon Polarity Positive Set Nebulizer 21 Bar
Focus Active Set Caplilary 3500V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 7.0 Umin
Scan End 1000 m/z Set Collision Cell RF  400.0 Vpp Set Divent Valve Source
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3411051 1 C19H18CIN202 341.1051 0.0 10.0 1 10000 115 even ok

Figure S49. HRMS spectrum of 4c

52



HAME CHN-PK-248+1H
EXPHD 2
FROCHO 1
Date 20130609
Ting 15.14
INSTRUM spact .
FROSHD nn PAEED BE-
PULPADG 1930
TO 65536
soLvENT cocll
NE 11
[ ]
INH 8223.605 Nz
FIDRES 9.125483 Hz
A0 31.9846307 sec
RG 29
ON 80.800 gsec
OE 6.50 usec
T 292.5 K
ol 1.00000000 sec
0O 1
wawnmens CHANNEL ] sssvcuse ' 1 ) T L] 1 1 R T T
W) 1l 80 79 18 77 7.6 75 74 73 T2 opm
1=1l 13:30 gu y
L -1.00
PLIK L0. 56200695 W § = S *
5FO) 430.1324710 MAz ) > e 3 o~
$1 3276y oL o~ i Led
5F 400, 1300095 MHz Et02C
WK EN
938 9
L8 0.33 He
GH Q
EC 1.00 HN \
~ Ph
4d
Cl
\ .
T — R ™ T ey : . — Ty
1 10 9 8 7 6 5 4 3 2 1 0 ppm
AL WL (k ‘)\ A
- — \ 4N
Ded ] {
fS oféisjg,; 2 15 b
-l lodleilen) il e -

Figure S50. 'H NMR spectrum of 4d
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Figure S51. **C NMR spectrum of 4d
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Indian Institute of Technology (B)

Analysis Info Acquisition Date  6/10/2013 9:13:54 PM
Analysis Name  D:\DataWJUN-13\INN-TK-348.d
Method Tune_pos_Standard_NAI-500.m Operator IT-8
Sample Name  INN-TK-348 Instrument maXis impact 282001.00081
Comment C19H17CIN202
Acquisition Parameter N
Source Type ESI lon Polarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Capillary 3200V " Set Dry Heater 180 °C
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intens. | +MS, 0.3min #16, 100%= 10980
EtO,C
10 .
HN N 341.1050
N Ph 363.0868
3 4d
10
Cl
365(0848
1071 379.0605
e e TR seesmons ST Sisisl
0% 100 1% 200 250 300 350 400 450 miz
Meas. m/z # lonFormula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
3411050 1 C18H18CIN202 341.1051 0.5 36.1 1 10000 115 even ok

Figure S52. HRMS spectrum of 4d
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Figure S54. BC NMR spectrum of 4e
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Indian Institute of Technology (B)

Analysis Info Acquisition Date  6/27/2013 9:01:05 PM
Analysis Name  D:\DatalJUN-13UNN-TK-352.d
Methed Tune_pos_Standard_NAI-1000.m Operator IT-B
Sample Name  INN-TK-352 Instrument maxis impact 282001.00081
Comment C14H16N202
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Capillary 3500 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 7.0 Umin
Scan End 1000 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Source
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Figure S55. HRMS spectrum of 4e
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Figure S56. *H NMR spectrum of 4f
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Indian Institute of Technology (B)

Analysis Info Acquisition Date  6/10/2013 9:54:24 PM

Analysis Name  D:\Data\JUN-13\INN-TK-331 .d
Method Tune_pos_Standard_NAI-500.m Operator IT-8
Sample Name  INN-TK-331 Instrument maXis impact 282001.00081
Comment C14H16N202S
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Capillary 3200V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 7.0 I/min
Scan End 500 m/z Set Collision Cell RF  300.0 Vpp Set Divert Valve Source
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Figure S58. HRMS spectrum of 4f
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Figure S60. *C NMR spectrum of 5a

63



DEPARTMENT OF CHEMISTRY, L.I.T.(B)

Analysis Info Acquisition Date  11/10/2014 7:21:10 PM
Analysis Name  D:\Data\NOV-14\INN-TK-514.d
Method Tune_pos_NAICSI-1000.m Operator CPRIN
Sample Name  INN-TK-514 Instrument maXis impact 282001.00081
Comment C18H16N203
Acquisition Parameter -
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
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Figure S61. HRMS spectrum of 5a
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Figure S62. "H NMR spectrum of 5d
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~ Indian Institute of Technology (B)

Analysis Info Acquisition Date  7/26/2013 3:28:29 PM

Analysis Name  D:\Data\JULY_13\INN-TK-356.d
Method Tune_pos_Standard_NAI-1500.m Operator IIT-B
Sample Name  INN-TK-356 Instrument maXis impact 282001.00081
Comment C18H14N204
Acquisition Parameter -
Source Type ESI fon Polarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Capillary 3200V Set Dry Heater 180 °C
Scan Begin 50 mJz Set End Plate Offset  -500 V Set Dry Gas 7.0 l/min
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Figure S64. HRMS spectrum of 5d
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Figure S65. 'H NMR spectrum of 6d
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_Indian Institute of Technology (B)

Analysis Info Acquisition Date  12/31/2013 3:29:59 PM
Analysis Name  D:\Data\DEC-13\INN-TK-357.d
Method Tune_pos_Standard_NAI-1000.m Operator INN-IN
Sample Name  INN-TK-357 Instrument maxXis impact 282001.00081
Comment C18HH1603N2
Acquisltlon Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Caplliary 3700V Set Dry Heater 180 °C
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Figure S67. HRMS spectrum of 6d
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Figure S68. "H NMR spectrum of 7a

71



s % 5 =g8s: g s %
- o r prp- - I 383 & TB8ITAS o3
~ w - ™ Nt N . ~r~w w cChosOO N 5
- - - ———— - - w SR23883 S
1 ' { ) 1 o L) 22 )
\ | / \ ~a0 47 \/
[ \.‘\l. / \l/ "‘-.;Q‘/ . lf
Curtent Dats Pururstars
INN-TIX-528-20C
H,NOC
HN N\ o
P
Ph
7a
T2097 Mz
m
Y an "
’ 1.40
SRR e e : 2 : 2 : - 5 : : : . ;
00 190 180 170 160 150 140 130 120 110 100 90 80 70 50 40 T 20 10 ppm

Figure S69. *C NMR spectrum of 7a



DEPARTMENT OF CHEMISTRY, LI.T.(B)

|
Gal.
g

Analysis Info Acquisition Date  11/26/2014 1:26:39 PM
Aﬁalysi‘é'Name D:\Data\NOV-14\INN-TK-518.d'
Method Tune_pos_NAICSI-500.m Operator DM OUT
SampleName  INN-TK-518 Instrument maXis impact 282001.00081
Comment C18H17N302
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 3800 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 1000 m/z Set Collision Cell RF  900.0 Vpp Set Divert Valve Source
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Figure S70. HRMS spectrum of 7a
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Figure S72. **C NMR spectrum of 7d
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Indian Institute of Technology (B)

Analysis Info

Analysis Name  D:\Data\JULY_13\INN-TK-359 .d

Acquisition Date  7/26/2013 3:02:29 PM

Method Tune_pos_Standard_NAI-1500.m Operator IIT-B
Sample Name INN-TK-359 Instrument maXis impact 282001.00081
Comment C18H15N303
AEU?QUOn Parameter R R
Source Type ESI lon Polarity Positive Set Nebulizer 2.1 Bar
Focus Active Set Capiliary 3200V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 7.0 Vmin
Scan End 1500 miz Set Coliision Cell RF  900.0 Vpp Set Divert Valve Source
Intens. | 322.1185 +MS, 0.1min #4, 100%=2286202)
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Meas. m/z # lon Formula m/z e [ppm] mSigma #Sigma Score rdb e Conf N-Rule
3441005 1 C18H15N3Na0O3 3441006 0.2 26.1 10000 125 even ok

Figure S73. HRMS spectrum of 7d
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