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Scheme S1: Following control experiments have been carried out to understand the course of

reaction.
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Crystal Structure Determination: X-ray intensity data measurements were carried out on a
Bruker D8 VENTURE Kappa Duo PHOTON II CPAD diffractometer equipped with Incoatech
multilayer mirrors optics. The intensity measurements were carried out with Mo micro-focus
sealed tube diffraction source (Mo-Ka = 0.72 A) at 100(2) K temperature. The X-ray generator
was operated at 50 kV and 1.4 mA. A preliminary set of cell constants and an orientation matrix
were calculated from two sets of 20 frames. Data were collected with ® scan width of 0.5° at
different settings of ¢ and 20 with a frame time of 40 seconds keeping the sample—to-detector
distance fixed at 4.00 cm. The X-ray data collection was monitored by APEX3 program (Bruker,
2016).All the data were corrected for Lorentzian, polarization and absorption effects using
SAINT and SADABS programs (Bruker, 2016). SHELX-97 was used for structure solution and
full matrix least-squares refinement on F2. Molecular diagrams were generated using ORTEP-33
and Mercury programs. Geometrical calculations were performed using SHELXTLand
PLATON. All the hydrogen atoms were placed in geometrically idealized position and
constrained to ride on their parent atoms. An ORTEP III view of both compounds were drawn
with 50% probability displacement ellipsoids and H—atoms are shown as small spheres of

arbitrary radii.
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Crystallographic data for 3aa: Crystallographic data for 3aa is deposited with the Cambridge
Crystallographic Data Centre as supplementary publication no CCDC 186980

Parameters
Chemical formula C7H,605
Formula weight 300.30 g/mol

Crystallization Dichloromethane (slow evaporation)
Crystal system Triclinic
Space group P-1

Unit-cell parameter

a=7.37393)A, b=9.7254(3)A, c =
11.2920(4)A, o = 108.782(1)° B = 103.782(1)°
y=98.661(1)°, V = 721.49(5) A3

Crystal colour

Colourless needles

Temperature 100(2) K
No. of formula units in unit cell (Z) 2
Density (g cm™) 1.382
Abs. Coeff. (mm™) 0.102
F(000) 316.0
Reflection Data

No. of reflections measured 13067
No. of unique reflections 4148
No. of obs. reflections 3737

L (A) 0.71073
Rinerge 0.0199
Oimax 29.99
Ormin 3.004
Refinement Data

Ran 0.0406
Rops 0.0364
WR2 ) 0.0981
wR2(obs) 0.0948
Ext. Coeff. 0.0004
Goodness-of-fit (GOF) 1.052
Largest diff. peak and hole: Delta-rho (eA)max 0.435
Largest diff. peak and hole: Delta-rho (eA>)min -0.188
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Figure S1. ORTEP diagram of compound 3aa (with 50% probability displacement ellipsoids and H-atoms)
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Crystallographic data for 6al: Crystallographic data for 6al is deposited with the Cambridge

Crystallographic Data Centre as supplementary publication no CCDC 186981

Crystal Structure Information:

Parameters
Chemical formula CoH;5NO,
Formula weight 289.3 g/mol

Crystallization Dichloromethane (slow evaporation)
Crystal system Trigonal
Space group R-3

Unit-cell parameter

a=27.2621(7), b=27.2621(7), ¢ = 10.2163(3), 0. =
90°, B =90°, y = 120°, V = 6575.7(4) A’

Crystal colour

Colourless rod-shaped crystal

Temperature 1502) K
No. of formula units in unit cell (Z) 18
Density (g cm™) 1.315
Abs. Coeff. (mm™) 0.086
F(000) 2736.0
Reflection Data

No. of reflections measured 20753
No. of unique reflections 3826
No. of obs. reflections 2920
L (A) 0.71073
Rinerge 0.043
Oimax 28.9
Ormin 1.5
Refinement Data

Ran 0.064
Rops 0.045
WR2 @) 0.114
wR2(obs) 0.105
Ext. Coeff. 0.0004
Goodness-of-fit (GOF) 1.033
Largest diff. peak and hole: Delta-rho (eA)max 0.267
Largest diff. peak and hole: Delta-rho (eA>)min -0.182
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Figure S2. ORTEP diagram of compound 6al (with 50% probability displacement ellipsoids and H—

atoms)
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Acquisition Time (sec)

0.6488

Comment

13C

Date

08 Aug 2018 16:02:16

Date Stamp 08 Aug 2018 16:02:16
File Name \\172.16.2.4\nmr_data\AV400\Aug_18_400\data\ep\nmr\AV-400-20180803-114110-44339\3\PDATA\1\1r Frequency (MHz) 100.61
Nucleus 13C Number of Transients 2128 Origin spect Original Points Count 16384
Owner root Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 2050.00
SW(cyclical) (Hz) 25252.53 Solvent CHLOROFORM-d Spectrum Offset (Hz) 10056.4238
Spectrum Type STANDARD Sweep Width (Hz) 25251.75 Temperature (degree C) 25.500
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Acquisition Time (sec) 0.6488 Comment DEPT Date 08 Aug 2018 15:45:12
Date Stamp 08 Aug 2018 15:45:12
File Name \\172.16.2.4\nmr_data\AV400\Aug_18_400\data\ep\nmr\AV-400-20180803-114110-44339\2\PDATA\1\1r Frequency (MHz) 100.61
Nucleus 13C Number of Transients 519 Origin spect Original Points Count 16384
Owner root Points Count 32768 Pulse Sequence dept135 Receiver Gain 16384.00
SW(cyclical) (Hz) 25252.53 Solvent CHLOROFORM-d Spectrum Offset (Hz) 10056.4512
Spectrum Type DEPT135 Sweep Width (Hz) 25251.75 Temperature (degree C) 25.200
©
<
0
o)
OMe
O coMe | % = ok 2
o = s -
N © S o o N
- Q- ©
O s | S
o) ° 3
© ~
Me CO,Me =
3fa
(%)
w
N

€2'9¢—

160 152 144 136 128 120 112 104 96 88 80 72 64 56 48 40 32 24 16 8 0
Chemical Shift (ppm)



KS-J-31A_190130111804 #284 RT: 1.27 AV:1 NL: 6.87E8
T: FTMS + p ESI Full ms [133.4000-2000.0000]
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Acquisition Time (sec) 1.3107 Comment Shaziya 1H Date 28 Nov 2018 11:27:12
Date Stamp 28 Nov 2018 11:27:12
File Name H:\Srinivas JOC\NMR\paramethoxybenzofuran\Methyl acrylate\AV-500-20181123-104850-11843\1\PDATA\\1r
Frequency (MHz) 500.13 Nucleus 1H Number of Transients 64 Origin spect
Original Points Count 16384 Owner nmr Points Count 32768 Pulse Sequence zg30
Receiver Gain 128.00 SW(cyclical) (Hz) 12500.00 Solvent CHLOROFORM-d
Spectrum Offset (Hz)  3493.0850 Spectrum Type STANDARD Sweep Width (Hz) 12499.62 ‘ Temperature (degree C) 0.160
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Acquisition Time (sec) 1.0434 Comment Pawan Date 03 Sep 2018 13:02:33
Date Stamp 03 Sep 2018 10:49:29
File Name \\172.16.2.4\nmr_data\Jeol 400\2018_JEOL_400\August_Liquid State_2018\AV-500-20180820-220232-11839_CARBON-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 2500 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence single_pulse_dec
Receiver Gain 58.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz)  10043.1650 Spectrum Type STANDARD
Sweep Width (Hz) 25124.29 Temperature (degree C) 21.500
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Acquisition Time (sec) 1.0434 Comment Pawan Date 03 Sep 2018 13:02:33
Date Stamp 03 Sep 2018 11:20:55
File Name \\172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State_2018\AV-500-20180820-220232-11839_DEPT 135-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 800 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence dept.ex2 (selection_angle=135)
Receiver Gain 58.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) 10042.6621 Spectrum Type DEPT135
Sweep Width (Hz) 25124.29 Temperature (degree C) 21.200
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KS-J-36A#506 RT:2.25 AV:1 NL: 9.36E6
T: FTMS + p ESIFull ms [100.0000-1500.0000]

Relative Abundance
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Acaquisition Time (sec) 1.6384 Comment Shaziya 1H Date 07 Mar 2019 20:33:12 Date Stamp 07 Mar 2019
20:33:12
File Name F:\AV-400-20190225-125207-11843\1\PDATA\1\1r Frequency (MHz) 400.13 Nucleus 1H Number of Transients 29
Origin spect Original Points Count 16384 Owner root Points Count 16384 Pulse Sequence zg30
Receiver Gain 406.00 SWicyclical) (Hz) 10000.00 Solvent CHLOROFORM-d Spectrum Offset (Hz) 2795.7249
Spectrum Type STANDARD | Sweep Width (Hz) 9999.39 Temperature (degree C) 22.900
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Acquisition Time (sec) 0.6488 Comment 13C Date 09 Aug 2018 17:44:40
Date Stamp 09 Aug 2018 17:44:40
File Name \\172.16.2.4\nmr_data\AV400\Aug_18_400\data\ep\nmr\AV-400-20180803-163326-11843\3\PDATA\\1r Frequency (MHz) 100.61
Nucleus 13C Number of Transients 2476 Origin spect Original Points Count 16384
Owner root Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 2050.00
SW(cyclical) (Hz) 25252.53 Solvent CHLOROFORM-d Spectrum Offset (Hz) 10060.2773
Spectrum Type STANDARD Sweep Width (Hz) 25251.75 Temperature (degree C) 27.000
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Acquisition Time (sec) 0.6488 Comment DEPT Date 09 Aug 2018 17:31:52
Date Stamp 09 Aug 2018 17:31:52
File Name \172.16.2.4\nmr_data\AV400\Aug_18_400\data\ep\nmr\AV-400-20180803-163326-11843\2\PDATA\1\1r Frequency (MHz) 100.61
Nucleus 13C Number of Transients 800 Origin spect Original Points Count 16384
Owner root Points Count 32768 Pulse Sequence dept135 Receiver Gain 16384.00
SW(cyclical) (Hz) 25252.53 Solvent CHLOROFORM-d Spectrum Offset (Hz) 10059.8340
Spectrum Type DEPT135 Sweep Width (Hz) 25251.75 Temperature (degree C) 27.000
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KS-J-27A#530 RT:2.36 AV:1 NL: 4.18E6
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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Acquisition Time (sec) 1.3108 Comment Srinivas Date 02 Sep 2018 07:26:04
Date Stamp 02 Sep 2018 05:44:25
File Name \172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State_2018\AV-400-20180822-113926-11279_PROTON-3.jdf
Frequency (MHz) 399.78 Nucleus 1H Number of Transients 32 Origin ECX 400
Original Points Count 13107 Owner delta Points Count 13107 Pulse Sequence single_pulse.ex2
Receiver Gain 38.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz)  2806.4714 Spectrum Type STANDARD
Sweep Width (Hz) 9999.08 Temperature (degree C) 23.400
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Acquisition Time (sec) 1.0434 Comment Srinivas Date 02 Sep 2018 08:44:11
Date Stamp 02 Sep 2018 06:31:10
File Name \172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State_2018\AV-400-20180822-113926-11279_CARBON-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 1200 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence single_pulse_dec
Receiver Gain 58.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz)  10044.1240 Spectrum Type STANDARD
Sweep Width (Hz) 25124.29 Temperature (degree C) 23.700
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Acquisition Time (sec) 1.0434 Comment Srinivas Date 02 Sep 2018 08:44:11
Date Stamp 02 Sep 2018 07:02:33
File Name \\172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State_2018\AV-400-20180822-113926-11279_DEPT135-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 800 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence dept.ex2 (selection_angle=135)
Receiver Gain 54.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) 10044.2500 Spectrum Type DEPT135
Sweep Width (Hz) 25124.29 Temperature (degree C) 23.500
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KS-J-40A_ 180914162729 #683 RT: 3.04 AV: 1 NL: 3.47E7
T. FTMS + p ESIFull ms [100.0000-1500.0000]
559.0570
R=48107
C21H14 O5F 19 Na=559.0574
-0.6616 ppm
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Comment Mahesh 1H

Date 02 Jan 2017 18:18:48 Frequency (MHz) 400.13 Nucleus 1H
Number of Transients 64 Original Points Count 16384 Points Count 16384
Solvent CHLOROFORM-d Sweep Width (Hz) 9999.39 Temperature (grad C) 20.300
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Comment 13C

Date 02 Jan 2017 19:18:32 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 1239 Original Points Count 16384 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 25251.75 Temperature (grad C) 20.900
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Comment DEPT

Date 02 Jan 2017 18:42:16 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 800 Original Points Count 16384 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 25251.75 Temperature (grad C) 20.400
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JY-B-3A#129 RT: 0.58 AV: 1 NL: 540E7

T: FTMS + p ESIFullms [100.0000-1500.0000]

Relative Abundance
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Comment Srinivas 1H

Date 15 Jan 2017 11:14:16 Frequency (MHz) 400.13 Nucleus 1H
Number of Transients 64 Original Points Count 16384 Points Count 16384
Solvent CHLOROFORM-d Sweep Width (Hz) 9999.39 Temperature (grad C) 21.400
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Comment 13C
Date 15 Jan 2017 12:09:44 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 1104 Original Points Count 16384 Points Count 32768

Solvent
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Comment DEPT

Date 15 Jan 2017 11:37:44 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 800 Original Points Count 16384 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 25251.75 Temperature (grad C) 21.600
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Relative Abundance

JY-B-1A#130 RT:0.58 AV:1 NL: 6.60E7
T: FTMS + p ESIFull ms [100.0000-1500.0000]
271.0940
R=68907
C14 H1s O4 Na =271.0941
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Comment srinivas 1H

Date 16 Jan 2017 11:35:36 Frequency (MHz) 400.13 Nucleus 1H
Number of Transients 64 Original Points Count 16384 Points Count 16384
Solvent CHLOROFORM-d Sweep Width (Hz) 9999.39 Temperature (grad C) 21.300
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Comment 13C

Date 16 Jan 2017 12:20:24 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 811 Original Points Count 16384 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 25251.75 Temperature (grad C) 22.100
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Comment DEPT

Date 16 Jan 2017 11:59:04 Frequency (MHz) 100.61 Nucleus 13C
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JY-B-FIRST-B_171102145156 #145 RT: 0.65 AV: 1 NL: 3.67E6
T: FTMS + p ESIFull ms [100.0000-1500.0000]
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Comment Srinivas 1H

Date 16 Jan 2017 16:04:24 Frequency (MHz) 400.13 Nucleus 1H
Number of Transients 64 Original Points Count 16384 Points Count 16384
Solvent CHLOROFORM-d Sweep Width (Hz) 9999.39 Temperature (grad C) 21.200
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Comment 13C

Date 16 Jan 2017 16:53:28 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 886 Original Points Count 16384 Points Count 32768
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JY-B-FIRST-A#147 RT: 0.66 AV:1 NL: 2.11E8
T: FTMS + p ESIFullms [100.0000-1500.0000]
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Acquisition Time (sec) 1.2800 Comment Jyothi 1H Date 17 Jan 2017 09:51:12

Frequency (MHz) 500.13 Nucleus 1H Number of Transients 64 Original Points Count 16000 Points Count 32768

Solvent CHLOROFORM-d Sweep Width (Hz) 12499.62 | Temperature (grad C) 24.900
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Acquisition Time (sec) 0.6554

Comment 13C

Date 17 Jan 2017 11:10:08

Frequency (MHz)

125.76
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Acquisition Time (sec) 0.6554 Comment DEPT Date 17 Jan 2017 10:08:16 Frequency (MHz) 125.76

Nucleus 13C Number of Transients 600 Original Points Count 20480 Points Count 32768 Solvent CHLOROFORM-d
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Relative Abundance
(¢
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JY-B-2A#154 RT: 0.69 AV: 1 NL: 2.48E8
T: FTMS + p ESIFull ms [100.0000-1500.0000]
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Acquisition Time (sec) 1.3108 Comment Harish Date 10 Sep 2018 13:05:49
Date Stamp 10 Sep 2018 11:23:10
File Name \\172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\Sept_Liquid State_2018\AV-500-2018089-202027-44698_PROTON-3.jdf
Frequency (MHz) 399.78 Nucleus 1H Number of Transients 16 Origin ECX 400
Original Points Count 13107 Owner delta Points Count 13107 Pulse Sequence single_pulse.ex2
Receiver Gain 40.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz)  2806.4714 Spectrum Type STANDARD
Sweep Width (Hz) 9999.08 Temperature (degree C) 18.500
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Acquisition Time (sec) 1.0434 Comment Harish Date 10 Sep 2018 10:53:43
Date Stamp 10 Sep 2018 08:55:10
File Name \\172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\Sept_Liquid State_2018\AV-500-2018089-202027-44698_CARBON-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 800 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence single_pulse_dec
Receiver Gain 54.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) 10041.2480 Spectrum Type STANDARD
Sweep Width (Hz) 25124.29 Temperature (degree C) 18.200
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Acquisition Time (sec) 1.0434 Comment Harish Date 10 Sep 2018 10:53:43
Date Stamp 10 Sep 2018 09:11:05
File Name \\172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\Sept_Liquid State_2018\AV-500-2018089-202027-44698_DEPT 135-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 400 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence dept.ex2 (selection_angle=135)
Receiver Gain 60.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) 10041.6641 Spectrum Type DEPT135
Sweep Width (Hz) 25124.29 Temperature (degree C) 17.900
(e}
o [¢e}
© ©
t{o’ ~—
OMe | &
o
|
\ Me
Yol
o CO,Me . .S
4fb g 8€ o 3
S 3 g 3
[~
!
14
[e))
[0}
\
w
N
N
\H\‘HH\HH‘HHUH\‘HH\HH‘\H\\HH‘HH\HH‘HH\HH‘\H\U\H‘HH\HH‘\\H\HH‘HH\HH‘HH\HH‘HH\HH‘HH\HH‘HHUH\‘HH\HH‘HH\HH‘HH\HH‘\H\\HH‘\H\\HH‘HH\HH‘HHUH?HH\HH‘HHUH\‘HH\HH‘HH\HH‘\
200 192 184 176 168 160 152 144 136 128 120 112 104 96 88 80 72 64 56 48 40 32 24 16 8 0

Chemical Shift (ppm)




KS-J-30A_180914163239 #578 RT: 2.58 AV:1 NL: 1.99E7
T. FTMS + p ESIFull ms [100.0000-1500.0000]
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Acquisition Time (sec) 1.3108 Comment Shaziya Date 06 Sep 2018 11:57:54
Date Stamp 06 Sep 2018 10:16:04
File Name \\172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State_2018\AV-400-20180826-173449-11843_PROTON-3.df
Frequency (MHz) 399.78 Nucleus 1H Number of Transients 32 Origin ECX 400
Original Points Count 13107 Owner delta Points Count 13107 Pulse Sequence single_pulse.ex2
Receiver Gain 30.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz)  2806.4717 Spectrum Type STANDARD
Sweep Width (Hz) 9999.08 Temperature (degree C) 21.000
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Acquisition Time (sec) 1.0434 Comment Shaziya Date 06 Sep 2018 13:21:34
Date Stamp 06 Sep 2018 11:08:24
File Name \\172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State_2018\AV-400-20180826-173449-11843_CARBON-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 1347 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence single_pulse_dec
Receiver Gain 60.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz)  10038.3721 Spectrum Type STANDARD
Sweep Width (Hz) 25124.29 Temperature (degree C) 18.500
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1.0434

Comment
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Date

06 Sep 2018 13:21:34

Date Stamp 06 Sep 2018 11:39:42
File Name \\172.16.2.4\nmr_data\Jeol_4002018_JEOL_400\August_Liquid State_2018\AV-400-20180826-173449-11843_DEPT135-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 800 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence dept.ex2 (selection_angle=135)
Receiver Gain 60.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) ~ 10038.7881 Spectrum Type DEPT135
Sweep Width (Hz) 25124.29 Temperature (degree C) 17.800
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KS-J-37A#511 RT: 228 AV:1 NL: 1.69E7
T: FTMS + p ESIFull ms [100.0000-1500.0000]
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Acquisition Time (sec) 1.3108

Comment Shaziya

Date

08 Sep 2018 17:31:15

Date Stamp 08 Sep 2018 15:49:25
File Name \\172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State_2018\AV-400-20180903-201014-11843_PROTON-3.jdf
Frequency (MHz) 399.78 Nucleus 1H Number of Transients 32 Origin ECX 400
Original Points Count 13107 Owner delta Points Count 13107 Pulse Sequence single_pulse.ex2
Receiver Gain 30.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) 2798.4753 Spectrum Type STANDARD
Sweep Width (Hz) 9999.08 Temperature (degree C) 18.200
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Acquisition Time (sec) 1.0434 Comment Shaziya Date 09 Sep 2018 00:38:39
Date Stamp 08 Sep 2018 16:36:06
File Name \\172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State_2018\AV-400-20180903-201014-11843_CARBON-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 1200 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence single_pulse_dec
Receiver Gain 60.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz)  10036.4551 Spectrum Type STANDARD
Sweep Width (Hz) 25124.29 Temperature (degree C) 18.500
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Date
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Date Stamp 08 Sep 2018 17:09:04
File Name \172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State 2018\AV-400-20180903-201014-11843_DEPT 135-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 800 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence dept.ex2 (selection_angle=135)
Receiver Gain 60.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) 10014.0889 Spectrum Type DEPT135
Sweep Width (Hz) 25124.29 Temperature (degree C) 18.400
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KS-J-27B #475 RT: 212 AV:1 NL: 2.75E7
T: FTMS + p ESIFullms [100.0000-1500.0000]
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Acquisition Time (sec) 1.3108 Comment Suparna Date 31 Aug 2018 12:33:31
Date Stamp 31 Aug 2018 10:51:52
File Name \\172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State_2018\AV-400-20180822-114710-44339_PROTON-3.jdf
Frequency (MHz) 399.78 Nucleus 1H Number of Transients 32 Origin ECX 400
Original Points Count 13107 Owner delta Points Count 13107 Pulse Sequence single_pulse.ex2
Receiver Gain 30.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz)  2806.4714 Spectrum Type STANDARD
Sweep Width (Hz) 9999.08 Temperature (degree C) 23.100
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Acquisition Time (sec) 1.0434 Comment Suparna Date 31 Aug 2018 14:53:20
Date Stamp 31 Aug 2018 12:24:52
File Name \\172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State_2018\AV-400-20180822-114710-44339_CARBON-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 2400 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence single_pulse_dec
Receiver Gain 58.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) 10040.2900 Spectrum Type STANDARD
Sweep Width (Hz) 25124.29 Temperature (degree C) 23.400
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Acquisition Time (sec) 1.0434 Comment Suparna Date 31 Aug 2018 14:53:20
Date Stamp 31 Aug 2018 13:11:41
File Name \172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State_2018\AV-400-20180822-114710-44339_DEPT 135-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 1200 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence dept.ex2 (selection_angle=135)
Receiver Gain 58.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) 10040.3066 Spectrum Type DEPT135
Sweep Width (Hz) 25124.29 Temperature (degree C) 23.300
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KJS-37A#354 RT: 159 AV:1 NL: 1.45E6
T: FTMS + p ESI Full ms [133.4000-2000.0000]
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Acquisition Time (sec) 1.3108 Comment Suparna Date 10 Sep 2018 08:47:18
Date Stamp 10 Sep 2018 07:04:39
File Name \172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\Sept_Liquid State _2018\AV-500-20180822-115410-44339_PROTON-3.jdf
Frequency (MHz) 399.78 Nucleus 1H Number of Transients 16 Origin ECX 400
Original Points Count 13107 Owner delta Points Count 13107 Pulse Sequence single_pulse.ex2
Receiver Gain 34.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) ~ 2798.4753 Spectrum Type STANDARD
Sweep Width (Hz) 9999.08 Temperature (degree C) 18.400
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Acquisition Time (sec) 1.0434 Comment Suparna Date 10 Sep 2018 09:11:32
Date Stamp 10 Sep 2018 07:19:16
File Name \172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\Sept_Liquid State_2018\AV-500-20180822-115410-44339_CARBON-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 347 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence single_pulse_dec
Receiver Gain 50.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) 10041.2480 Spectrum Type STANDARD
Sweep Width (Hz) 25124.29 Temperature (degree C) 18.800
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Acquisition Time (sec) 1.0434 Comment Suparna Date 10 Sep 2018 09:11:32
Date Stamp 10 Sep 2018 07:28:53
File Name \\172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\Sept_Liquid State_2018\AV-500-20180822-115410-44339_DEPT135-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 237 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence dept.ex2 (selection_angle=135)
Receiver Gain 60.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz)  10041.3516 Spectrum Type DEPT135
Sweep Width (Hz) 25124.29 Temperature (degree C) 18.600
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34-B#364 RT:1.63 AV:1 NL:2.28E5
T: FTMS + p ESIFull ms [133.4000-2000.0000]
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Acquisition Time (sec) 1.2800 Comment Jyothi 1H Date 14 Jan 2017 16:36:32 ‘
Frequency (MHz) 500.13 Nucleus 1H Number of Transients 64 Original Points Count 16000 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 12499.62 | Temperature (grad C) 25.000
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Acquisition Time (sec) 0.6554

Comment

DEPT

Date

14 Jan 2017 16:47:12

Frequency (MHz)

125.76

Nucleus 13C Number of Transients 400 Original Points Count 20480 Points Count 32768 Solvent CHLOROFORM-d
Sweep Width (Hz) 31249.05 | Temperature (grad C) 25.300
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Acquisition Time (sec) 0.6554

Comment 13C

Date

14 Jan 2017 16:49:20

Frequency (MHz)

125.76

Nucleus 13C Number of Transients 186 Original Points Count 20480 Points Count 32768 Solvent CHLOROFORM-d
Sweep Width (Hz) 31249.05 Temperature (grad C) 25.700
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68 IS

Relative Abundance

JY-B-1B#126 RT: 0.56 AV: 1 NL: 1.99E7
T: FTMS + p ESIFull ms [100.0000-1500.0000]
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IS

06

Comment Srinivas 1H
Date 31 Jan 2017 18:03:52 Frequency (MHz) 400.13 Nucleus 1H
Number of Transients 64 Original Points Count 16384 Points Count 16384
Solvent CHLOROFORM-d Sweep Width (Hz) 9999.39 Temperature (grad C) 21.700
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Comment 13C
Date 31 Jan 2017 18:29:28 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 1184 Original Points Count 16384 Points Count 32768

Solvent CHLOROFORM-d Sweep Width (Hz) 25251.75 Temperature (grad C) 22.600
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Comment DEPT

Date 31 Jan 2017 18:16:40 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 400 Original Points Count 16384 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 25251.75 Temperature (grad C) 21.900
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JY-B-5B #121 RT: 0.54 AV: 1 NL: 1.75E8
T: FTMS + p ESIFull ms [100.0000-1500.0000]
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Acquisition Time (sec) 1.2800 Comment Manmath. B 1H Date 12 May 2017 12:59:12
Frequency (MHz) 500.13 Nucleus 1H Number of Transients 32 Original Points Count 16000 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 12499.62 | Temperature (grad C) 23.600
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Acquisition Time (sec) 0.6554

Date

12 May 2017 12:59:12

Frequency (MHz)

125.76

‘ Number of Transients 700

Original Points Count 20480
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Temperature (grad C) 24.100
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Acquisition Time (sec) 0.6554 Comment Shrinivas DEPT Date 27 May 2017 14:33:04
Frequency (MHz) 125.76 Nucleus 13C Number of Transients 400 Original Points Count 20480 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 31249.05 | Temperature (grad C) 25.700
Cl
\ Me
@)
CO,Me
5cc
©
© N
o N
S 9 o - S
I o — ©
s 8
[ T
[+
[o0) [co)
o =
N ~
le}
I
N
»
3
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

200 190




JY-B-6B_171102145506 #151 RT: 0.67 AV:1 NL: 6.18E6

T: FTMS + p ESIFullms [100.0000-1500.0000]
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Acquisition Time (sec) 3.9584 Comment Srinivas | Date 28 Feb 2017 16:08:40 Frequency (MHz) 200.13
Nucleus 1H Number of Transients 4 Original Points Count 16384 Points Count 32768 Solvent CHLOROFORM-d
Sweep Width (Hz) 4138.95 | Temperature (grad C) 27.000
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Comment 13C

Date 09 Mar 2017 12:52:24 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 403 Original Points Count 16384 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 25251.75 Temperature (grad C) 22.100
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Comment DEPT
Date 09 Mar 2017 12:46:00 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 536 Original Points Count 16384 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 25251.75 Temperature (grad C) 22.100
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T0T
Relative Abundance

JY-B-6A#150 RT: 0.67 AV: 1 NL: 2.05E7
T: FTMS + p ESIFullms [100.0000-1500.0000]
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Comment Jyothi 1H
Date 11 Apr 2017 12:56:40 Frequency (MHz) 400.13 Nucleus 1H
Number of Transients 64 Original Points Count 16384 Points Count 16384
Solvent CHLOROFORM-d Sweep Width (Hz) 9999.39 Temperature (grad C) 21.000
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Comment 13C

Date 11 Apr 2017 14:00:40

Frequency (MHz) 100.61

Nucleus 13C

Number of Transients 1603

Original Points Count 16384

Points Count 32768

Solvent CHLOROFORM-d Sweep Width (Hz) 25251.75 Temperature (grad C) 21.900
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Comment DEPT

Date 11 Apr 2017 13:13:44 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 600 Original Points Count 16384 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 25251.75 Temperature (grad C) 21.200
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JY-B-11A#157 RT: 0.70 AV: 1 NL: 2.52E8
T: FTMS + p ESIFull ms [100.0000-1500.0000]
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Acquisition Time (sec) 1.3108 Comment Gaudappagauda Date 31 Jan 2019 17:28:49

Date Stamp 31 Jan 2019 15:36:53
File Name \\172.16.2.4\nmr_data\Jeol_400\2019_JEOL_400\Jan_Liquid state_2019\AV-500-20190123-112115-44698 PROTON-3.jdf
Frequency (MHz) 399.78 Nucleus 1H Number of Transients 16 Origin ECX 400
Original Points Count 13107 Owner delta Points Count 13107 Pulse Sequence single_pulse.ex2
Receiver Gain 42.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) 2798.4758 Spectrum Type STANDARD
Sweep Width (Hz) 9999.08 Temperature (degree C) 18.300
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Acquisition Time (sec) 1.0434 Comment Harish Date 06 Sep 2018 15:16:50
Date Stamp 06 Sep 2018 13:03:41
File Name \172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State_2018\AV-400-20180829-201935-44698_CARBON-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 2000 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence single_pulse_dec
Receiver Gain 60.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) 10039.3311 Spectrum Type STANDARD
Sweep Width (Hz) 25124.29 Temperature (degree C) 16.900
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Acquisition Time (sec) 1.0434 Comment Harish Date 06 Sep 2018 15:16:50
Date Stamp 06 Sep 2018 13:34:58
File Name \\172.16.2.4\nmr_data\Jeol_400\2018_JEOL_400\August_Liquid State_2018\AV-400-20180829-201935-44698_DEPT 135-3.jdf
Frequency (MHz) 100.53 Nucleus 13C Number of Transients 800 Origin ECX 400
Original Points Count 26214 Owner delta Points Count 26214 Pulse Sequence dept.ex2 (selection_angle=135)
Receiver Gain 60.00 Solvent CHLOROFORM-d | Spectrum Offset (Hz) 10038.5850 Spectrum Type DEPT135
Sweep Width (Hz) 25124.29 Temperature (degree C) 16.800
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Relative Abundance
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KS-J-36B #506 RT: 2.25 AV:1 NL: 5.15E6
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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Acquisition Time (sec) 2.0447 | Comment Venkanan Date 24/01/2016 12:46:26
Frequency (MHz) 400.13 Nucleus 1H Original Points Count 16384 Points Count 16384 Sweep Width (Hz) 8012.82
Temperature (grad C) 0.000
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Acquisition Time (sec) 1.2976 Date 24/01/2016 12:45:36 Frequency (MHz) 100.61 Nucleus 13C
Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 25252.53 Temperature (grad C) 0.000
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Acquisition Time (sec) 1.2976 | Comment DEPT ‘ Date 31/01/2016 16:33:42 Frequency (MHz) 100.61

Nucleus 13C Original Points Count 32768 ‘ Points Count 32768 Sweep Width (Hz) 25252.53

Temperature (grad C) 0.000
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Acquisition Time (sec) 2.0447 | Comment Jyothi Date 13/05/2016 18:09:06 Frequency (MHz) 400.13
Nucleus 1H Original Points Count 16384 Points Count 16384 Sweep Width (Hz)
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Acquisition Time (sec) 1.1010 Date 13/05/2016 18:55:22 Frequency (MHz) 100.61 Nucleus 13C

Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 29761.90 Temperature (grad C) 0.000
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Acquisition Time (sec) 1.2976 | Comment DEPT ‘ Date 13/05/2016 18:09:16 Frequency (MHz) 100.61

Nucleus 13C Original Points Count 32768 ‘ Points Count 32768 Sweep Width (Hz) 25252.53

Temperature (grad C) 0.000
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Acquisition Time (sec) 2.0447 | Comment Srinivas | Date 16/02/2016 14:20:02 Frequency (MHz) 400.13
Nucleus 1H Original Points Count 16384 Points Count 16384 Sweep Width (Hz) 8012.82 | Temperature (grad C) 0.000
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Acquisition Time (sec) 1.2976 Date 16/02/2016 14:20:48 Frequency (MHz) 100.61 Nucleus 13C
Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 25252.53 Temperature (grad C) 0.000
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Date

16 Feb 2016 13:13:44

Frequency (MHz)

100.61

Nucleus 13C

Number of Transients 800

Original Points Count 16384

Points Count 32768

Solvent DMSO-d6 Sweep Width (Hz) 25251.75 Temperature (grad C) 22.500
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Acquisition Time (sec) 2.6214 | Comment srinivas | Date 04/03/2016 18:34:08 Frequency (MHz) 500.13

Nucleus 1H Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 12500.00

Temperature (grad C) 0.000
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Acquisition Time (sec) 1.0486 | Comment 13C Date 04/03/2016 18:48:14 Frequency (MHz) 125.76

Nucleus 13C Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 31250.00

Temperature (grad C) 0.000
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Acquisition Time (sec) 1.0486

Date
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JY-A-15a #108 RT: 0.48 AV:1 NL: 2.26E9
T: FTMS + p ESI Full ms [100.00-1500.00]
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Acquisition Time (sec) 2.6214

Comment Jyothi
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02/01/2017 23:25:22

Frequency (MHz)
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Acquisition Time (sec) 1.0486 Date 20/12/2016 19:37:34 Frequency (MHz) 125.76 Nucleus 13C

Original Points Count 32768 Points Count 32768 ‘ Sweep Width (Hz) 31250.00 Temperature (grad C) 0.000
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Acquisition Time (sec) 1.0486 Date 20/12/2016 19:34:40 Frequency (MHz) 125.76 Nucleus 13C

Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 31250.00 Temperature (grad C) 0.000
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Relative Abundance

JY-A-13b#123 RT: 0.54 AV:1 NL: 3.71E9

T: FTMS + p ESIFull ms [100.00-1500.00]
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Acquisition Time (sec) 2.6214 | Comment Jyoti Date 14/05/2016 21:26:50 Frequency (MHz) 500.13
Nucleus 1H Original Points Count 32768 | Points Count 32768 | Sweep Width (Hz) 12500.00
Temperature (grad C) 0.000
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Acquisition Time (sec) 1.0486 | Comment 13C Date 14/05/2016 21:27:48 Frequency (MHz) 125.76

Nucleus 13C Original Points Count 32768 Points Count 32768 | Sweep Width (Hz) 31250.00

Temperature (grad C) 0.000

IS

TET

OMe

Me
6ai

12805

127.75
N127.47

i(2224
¥

11447
. {»——111 49
——110.17
L —106.97

~ Chlorolform-d

| | |IIII|I
125 120 115 110 =
N~
N~
o) N~
o <
g 3
LREBE T 2
528 e |5882 |=ES g g
g%%@ g oo |88 | T
S L L
- . \Alx‘.ll - NI O I I \ |

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10



Acquisition Time (sec) 1.0486 | Date 14/05/2016 21:27:18 Frequency (MHz) 125.76 | Nucleus 13C

Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 31250.00 Temperature (grad C) 0.000
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24/12/2016 15:46:46 Frequency (MHz) 500.13
Nucleus 1H Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 20000.00
Temperature (grad C) 0.000
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Acquisition Time (sec) 1.0486
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24/12/2016 16:11:22
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JY-A-22B #111 RT: 049 AV: 1 NL: 1.13E9
T: FTMS + p ESIFull ms [100.00-1500.00]
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Srinivas \ Date

26/03/2016 15:17:48

Frequency (MHz)

500.13

Acquisition Time (sec) 2.6214 | Comment
Nucleus 1H Original Points Count 32768 ‘ Points Count 32768 Sweep Width (Hz) 12500.00
Temperature (grad C) 0.000
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Acquisition Time (sec) 1.0486 | Comment 13C Date 26/03/2016 15:19:16 Frequency (MHz) 125.76
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125.76
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JY-A-25B #397 RT: 1.77 AV:1 NL: 1.87E8

T: FTMS + p ESIFull ms [100.00-1500.00]
368.2581 ( A
R=58907

C 4 Haa O N = 368.2584 SN

-0.9482 ppm

100

©
[&)]

Me
6ak

©
o

D oo N N o
o o0 o a o O»

[¢)]
a

Relative AbErVdgn4§
S
(9]

N
o

o
o
Pt e e b Prere b pre e e P b e Peeer b e e Bevee P P e b e b

w
(8]

369.2611
R=58802

w
o

N
a

N
o

-
a

-
o

370.2643

R=57202 372.2531 375.2613 376.9014 381.2972
R=42800 R=52407 R=52900 R=54207

a

o

) " I
T [T T T T [T T T T [ 1T T T T [T T T T[T T 1T T [ T T T T [T T 1T T [ T T 1T T [T T T T [T T I T [ T T T T [T T 1T T [ T T T T [T T T T [T T T T [ T T T T [T T 1T T [T T T T [T

366 367 368 369 370 371 372 373 374 375 376 377 378 379 380 381 382 383 384
m/z



IS

[474"

Acquisition Time (sec) 2.6214 | Comment Jyothi Date 29/03/2016 19:31:22 Frequency (MHz) 500.13
Nucleus 1H Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 12500.00
Temperature (grad C) 0.000
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Acquisition Time (sec) 1.0486 | Comment 13C Date 29/03/2016 19:32:32 Frequency (MHz) 125.76

Nucleus 13C Original Points Count 32768 Points Count 32768 ‘ Sweep Width (Hz) 31250.00
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Acquisition Time (sec) 1.0486

Date

29/03/2016 19:31:52

Frequency (MHz)
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Relative Abundance

JY-A-26A #127 RT: 0.57 AV:1 NL: 1.79E8
T: FTMS + p ESIFull ms [100.00-1500.00]
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Acquisition Time (sec) 2.6214 | Comment jyothi Date 30/03/2016 22:44:08 Frequency (MHz) 500.13

Nucleus 1H Original Points Count 32768 Points Count 32768 | Sweep Width (Hz) 12500.00

Temperature (grad C) 0.000

HsC
(o]
«
i - "N
~
0 (0]
Me
D
Iro) To) 6am
~ & S - Chloroform-d
Y 5 NPT 8 28 : =
E n- '\%Trég ] NN
] =
DA ’
1.00 1.02 5.05 2.04 1.06
| | |
|||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||
7.60 7.55 7.50 7.45 7.40 7.35 7.30 7.25 7.20 7.15 7.10 3
o
Chlorolform-d
©
o
~
8r
J
, | .
3.09 3.13
1] 0

10.0 9.5 9.0 8.5 8.0 6.0 55 5.0 4.5 4.0 35 3.0 25 2.0 1.5 1.0 0.5

0.0




Acquisition Time (sec) 1.0486 | Comment 13C Date 30/03/2016 23:22:18 Frequency (MHz) 125.76
Nucleus 13C Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 31250.00
Temperature (grad C) 0.000
N~
© N
& ~ HsC
T &
~ "N
2 < ©
R 5 g > o) 0]
< N . s
| . Me
N
8 6am
..,__J |
L e e e e L i e e o e e e R REEES
129 128 127 126 125 124 123 122 121 120 119
ChIoroIform-d
o
<
N~
wn o
H
N
N
N~
@
O N
N
| &
¢
3 2
28 o . S
s @ - @ T ~
N~ = ~— [52] ©
|
3
x 3 o b & 8
Ay 1 8 28
Te ] D
‘ H l
- f ’L N "y
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10




Acquisition Time (sec) 1.0486 ‘ Date 30/03/2016 23:21:56 Frequency (MHz) 125.76 Nucleus 13C
Original Points Count 32768 ‘Points Count 32768 Sweep Width (Hz) 31250.00 Temperature (grad C) 0.000
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JY-A-24A #153 RT: 0.68 AV: 1 NL: 6.58E8
T: FTMS + p ESI Full ms [100.00-1500.00]
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Srinivas ‘ Date

Frequency (MHz)

200.13

Acquisition Time (sec) 7.9167 | Comment 27/02/2016 15:39:24
Nucleus 1H Original Points Count 32768 ‘ Points Count 32768 Sweep Width (Hz) 4139.07 | Temperature (grad C) 0.000
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Acquisition Time (sec) 1.0486 | Comment 13C Date 07/03/2016 22:43:12 Frequency (MHz) 125.76
Nucleus 13C Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 31250.00
Temperature (grad C) 0.000
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‘ Acquisition Time (sec) 1.0486 Date 07/03/2016 22:29:30 Frequency (MHz) 125.76 Nucleus 13C
‘ Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 31250.00 Temperature (grad C) 0.000
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€ST IS

Relative Abundance

JY-A-18A #119 RT: 0.53 AV: 1 NL: 1.43E9
T: FTMS + p ESIFull ms [100.00-1500.00]
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Acquisition Time (sec) 1.6384
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20/12/2016 12:04:48 Frequency (MHz) 400.13
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Acquisition Time (sec) 1.2976 Date 20/12/2016 12:19:32 Frequency (MHz) 100.61 Nucleus 13C
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Acquisition Time (sec) 1.2976 | Comment DEPT Date 20/12/2016 12:05:02 Frequency (MHz) 100.61

Nucleus 13C Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 25252.53
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JY-A-34B #134 RT: 0.59 AV: 1 NL: 1.58E9
T: FTMS + p ESIFull ms [100.00-1500.00]
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Acquisition Time (sec) 2.0447 | Comment Jyothi Date 31/03/2016 18:46:34 Frequency (MHz) 400.13
Nucleus 1H Original Points Count 16384 | Points Count 16384 | Sweep Width (Hz) 8012.82
Temperature (grad C) 0.000
Cl
= NJ\
S
O
Chlorolform-d 0o
° Me
G
T 6cd
N
«©
n R
N~
o 1.00 0.91 1.95 I¢
= _ [— | — TF
U_I‘ 790 78 780 775 770 765 760 755 750 745 740 735 730 725 720 7.15 Q
0o o
Chlorolform-d
(=]
[Sp)
N
I
N
&
i [30]
| @
N~
Fo”
7 Q
?f?m
N QW0 T}
<~
w w J
1.00 1.95 1.03 3.00 6.09
H U = = H H
10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 0.0




IS

6ST

Acquisition Time (sec) 1.2976 | Date 31/03/2016 19:06:14 Frequency (MHz) 100.61 Nucleus 13C
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Acquisition Time (sec) 1.2976 | Comment DEPT Date 31/03/2016 18:47:00 Frequency (MHz) 100.61

Nucleus 13C Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 25252.53
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JY-A-26B #130 RT: 0.58 AV: 1 NL: 1.26E9
T: FTMS + p ESIFull ms [100.00-1500.00]
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Acquisition Time (sec) 2.0447 | Comment Jyothi Date 18/04/2016 10:59:06 Frequency (MHz) 400.13
Nucleus 1H Original Points Count 16384 Points Count 16384 Sweep Width (Hz) 8012.82
Temperature (grad C) 0.000
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JY-A-35B #142 RT: 0.63 AV: 1 NL: 4.05E8
T: FTMS + p ESI Full ms [100.00-1500.00]
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Acquisition Time (sec) 2.0447 | Comment Jyothi Date 14/04/2016 10:42:30 Frequency (MHz) 400.13
Nucleus 1H Original Points Count 16384 | Points Count 16384 | Sweep Width (Hz) 8012.82
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Acquisition Time (sec) 1.2976 Date 14/04/2016 11:50:52 Frequency (MHz) 100.61 Nucleus 13C
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Acquisition Time (sec) 1.2976

Comment

DEPT

Date

14/04/2016 11:50:14

Frequency (MHz) 100.61

Nucleus 13C Original Points Count 32768 Points Count 32768 Sweep Width (Hz) 25252.53
Temperature (grad C) 0.000
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JY-A-37A #129 RT: 0.57 AV:1 NL: 9.91E9
T: FTMS + p ESIFull ms [100.00-1500.00]
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Acquisition Time (sec) 2.0447 | Comment Jyothi Date 13/05/2016 17:14:38 Frequency (MHz) 400.13
Nucleus 1H Original Points Count 16384 | Points Count 16384 | Sweep Width (Hz) 8012.82
Temperature (grad C) 0.000
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Acquisition Time (sec) 1.1010

Date

13/05/2016 17:35:16
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Comment DEPT
Date 13 May 2016 16:57:44 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 600 Original Points Count 16384 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 25251.75 Temperature (grad C) 22.700
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JY-A-41B #134 RT: 0.59 AV:1 NL: 4.08E9
T: FTMS + p ESI Full ms [100.00-1500.00]
304.1331
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Comment srinivas 1H

Date 22 Apr 2017 12:16:08 Frequency (MHz) 400.13 Nucleus 1H
Number of Transients 32 Original Points Count 16384 Points Count 16384
Solvent CHLOROFORM-d Sweep Width (Hz) 9999.39 Temperature (grad C) 23.800
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Comment 13C

Date 22 Apr 2017 12:35:20 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 3282 Original Points Count 16384 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 25251.75 Temperature (grad C) 24.800
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Comment DEPT

Date 22 Apr 2017 12:18:16 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 500 Original Points Count 16384 Points Count 32768
Solvent CHLOROFORM-d Sweep Width (Hz) 25251.75 Temperature (grad C) 24.100
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JY-A-3ab #146 RT: 0.65 AV:1 NL: 3.21E9
T: FTMS + p ESIFull ms [100.00-1500.00]
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Comment Srinivas 1H

Date 25 Sep 2017 12:07:36 Frequency (MHz) 400.13 Nucleus 1H
Number of Transients 64 Original Points Count 16384 Points Count 16384
Solvent CHLOROFORM-d Sweep Width (Hz) 9999.39 Temperature (grad C) 25.000
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Comment 13C
Date 25 Sep 2017 13:39:20 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 2571 Original Points Count 16384 Points Count 32768
Solvent DMSO-d6 Sweep Width (Hz) 25251.75 Temperature (grad C) 25.400
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Comment DEPT
Date 25 Sep 2017 12:09:44 Frequency (MHz) 100.61 Nucleus 13C
Number of Transients 800 Original Points Count 16384 Points Count 32768
Solvent DMSO-d6 Sweep Width (Hz) 25251.75 Temperature (grad C) 25.000
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Relative Abundance
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JY-A-36a#151 RT: 0.67 AV:1 NL: 2.81E9

T: FTMS + p ESI Full ms [100.00-1500.00]
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