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I. Fig. S1 XRD of recovered catalyst
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I1. Spectral data of as-synthesized propargylamine derivatives (Table 3, entries 1 to 12)

3-(1I-morpholino-3-phenylprop-2-ynyl)phenol (Table 3, entry 1)

'H NMR (500 MHz, DMSO-ds): 6 = 2.47-2.56 (m, 4H, H-1""> & H-4""’), 3.60-3.63 (m, 4H, H-
2>’ & H-3’), 4.86 (s, 1H, H-1"), 6.70-6.72 (m, 1H, H-2), 6.99-7.04 (m, 2H, H-4 and H-6),
7.16-7.20 (m, 1H, H-5), 7.40-7.54 (m, SH, H-2"’ to H-6""), 9.46 (s, 1H, OH);

I3C NMR (125 MHz, CDCl;): 6 =49.85 (C-1""” & C-4""), 61.91 (C-1"), 67.01 (C-2>> & C-3°"),
84.80 (C-2°), 88.52 (C-3°), 115.12 (C-2), 115.73 (C-6), 120.73 (C-4), 122.78 (C-5), 128.36 (C-
37 & C-57),128.39 (C-177), 129.49 (C-4"’), 131.82 (C-2 & C-6""), 139.18 (C-3), 156.11 (C-1);
HRMS (ESI) m/z calcd. for C;9HpoNO,, [M+H]: 294.1494, found 294.1494.
1-(1-(4-methoxyphenyl)-3-phenylprop-2-ynyl)pyrrolidine (Table 3, entry 2)

'"H NMR (500 MHz, CDCl;): 6 = 1.79-1.85 (m, 4H, H-2’>> & H-3"""), 2.71-2.72 (m, 4H, H-1""’
& H-4"""), 3.83 (s, 3H, OCHj3), 4.87 (s, IH, H-17), 6.90-6.93 (m, 2H, H-3 & H-5), 7.32-7.35 (m,
3H, ArH), 7.50-7.55 (m, 4H, ArH);

13C NMR (125 MHz, CDCl3):  =23.48 (C-2">” & C-3"""), 50.25 (C-1""> & C-4"""), 55.30 (C-1"),
58.51 (OCH,), 86.74 (C-2’), 86.93 (C-3°), 113.61 (C-3 & C-5), 123.25 (C-1), 128.09 (C-1"),
128.28 (C-2 & C-6), 129.45 (C-3 & C-57"), 131.60 (C-4"), 131.79 (C-2 & C-6"), 159.08 (C-
4);

HRMS (ESI) m/z caled. for C,0H,NO, [M+H]: 292.1701, found 292.1699.



4-(1-(4-methoxyphenyl)-3-phenylprop-2-ynyl)morpholine (Table 3, entry 3)

'H NMR (500 MHz, CDCly): 8 = 2.57-2.64 (m, 4H, H-1"> & H-4""), 3.68-3.73 (m, 4H, H-2""’
& H-3""’), 3.80 (s, 3H, OCHj3), 4.72 (s, 1H, H-17), 6.87-6.90 (m, 2H, H-3 & H-5), 7.30-7.34 (m,
3H, ArH), 7.48-7.54 (m, 4H, ArH);

BC NMR (125 MHz, CDCl3): 8 = 49.82 (C-1"> & C-4"""), 55.31 (C-17), 61.46 (OCH3;), 67.18
(C-2” & C-3°"’), 85.39 (C-2°), 88.27 (C-37), 113.79 (C-3 & C-5), 123.04 (C-1), 128.24 (C-1"),
128.33 (C-2 & C-6), 129.76 (C-3 & C-57"), 129.88 (C-4""), 132.03 (C-2* & C-6"), 159.23 (C-
4);

HRMS (ESI) m/z calcd. for Cy0H,NO,, [M+H]: 308.1650, found 308.1651.
2-(3-phenyl-1-(pyrrolidin-1-yl)prop-2-ynyl)phenol (Table 3, entry 4)

'H NMR (500 MHz, DMSO-dy): § = 1.74-1.79 (m, 4H, H-2*>> & H-3""), 2.63-2.75 (m, 4H, H-
1" & H-4""), 5.32 (s, 1H, H-1"), 6.78-6.85 (m, 2H, H-4 & H-6), 7.15-7.18 (m, 1H, H-3), 7.39-
7.47 (m, 4H, ArH), 7.50-7.52 (m, 2H, H-2"’ & H-6");

13C NMR (125 MHz, CDCly): § = 23.68 (C-2"> & C-3""), 49.61 (C-1">> & C-4>>"), 55.10 (C-1"),
85.67 (C-2°), 87.51 (C-3"), 116.18 (C-6), 119.26 (C-4), 122.50 (C-2), 123.71 (C-3), 128.58 (C-
5), 129.18 (C-17"), 129.42 (C-4>"), 132.04 (C-2” & C-6""), 156.74 (C-1);

HRMS (ESI) m/z caled. for CoH,oNO, [M+H]: 278.1544, found 278.1540.



2-(1-morpholino-3-phenylprop-2-ynyl)phenol (Table 3, entry 5)

'"H NMR (500 MHz, DMSO-dg): & = 2.56-2.66 (m, 4H, H-1">’ & H-4""), 3.63-3.66 (m, 4H, H-
2 & H-3""), 5.22 (s, 1H, H-1"), 6.82-6.88 (m, 2H, H-4 & H-6), 7.17-7.21 (m, 1H, H-3), 7.40-
7.57 (m, 6H, ArH), 10.31 (s, 1H, OH);

BC NMR (125 MHz, CDCl;): 6 =49.00 (C-1"" & C-4""’), 60.74 (C-17), 66.90 (C-2*>* & C-3""),
81.59 (C-2’), 90.45 (C-3’), 116.53 (C-6), 119.48 (C-4), 120.57 (C-2), 122.28 (C-3), 128.67 (C-
5), 128.80 (C-1"’, C-3"” & C-5""), 129.80 (C-4""), 132.14 (C-2> & C-6"), 157.03 (C-1);

HRMS (ESI) m/z caled. for C19H,0NO,, [M+H]: 294.1494, found 294.1492.

4-(1, 3-diphenylprop-2-ynyl)morpholine (Table 3, entry 6)

'H NMR (500 MHz, CDCL3): § = 2.59-2.63 (m, 4H, H-1>> & H-4"""), 3.69-3.76 (m, 4H, H-2">’
& H-3°"), 4.78 (s, 1H, H-1"), 7.28-7.38 (m, 6H, ArH), 7.49-7.53 (m, 2H, ArH), 7.62-7.63 (m,
2H, H-2” & H-6”);

13C NMR (125 MHz, CDCls): 8 = 49.90 (C-1">’ & C-4>"), 62.06 (C-1°), 67.19 (C-2""* & C-3"""),
85.07 (C-2°), 88.53 (C-3°), 123.00 (C-1), 127.94 (C-3), 128.30 (C-4 & C-6), 128.35 (C-5),
128.63 (C-3” & C-57), 129.94 (C-1""), 131.85 (C-2”, C-4> & C-6"), 137.82 (C-2);

HRMS (EST) m/z caled. for CoH,oNO, [M+H]: 278.1544, found 278.1545.



1-(1, 3-diphenylprop-2-ynyl)pyrrolidine (Table 3, entry 7)

'"H NMR (500 MHz, CDCl3): 6 = 1.82-1.85 (m, 4H, H-2’>’ & H-3"""), 2.72-2.75 (m, 4H, H-1"”’
& H-4"), 493 (s, 1H, H-1"), 7.31-7.40 (m, 6H, ArH), 7.51-7.53 (m, 2H, ArH), 7.63-7.65 (m,
2H, H-2” & H-67);

I3C NMR (125 MHz, CDCl;): 6 =23.51 (C-2"”” & C-3"""), 50.28 (C-1""> & C-4"""), 59.13 (C-1"),
86.66 (C-2°), 86.95 (C-37), 123.24 (C-1), 127.62 (2 X ArC), 128.29 (5 X ArC), 131.81 (C-2"’,
C-4” & C-67), 139.45 (C-2);

HRMS (ESI) m/z caled. for C19HN, [M+H]: 262.1595, found 262.1595.
1-(1-(4-fluorophenyl)-3-phenylprop-2-ynyl)pyrrolidine (Table 3, entry 8)

'H NMR (500 MHz, CDCl3): 6 = 1.83-1.86 (m, 4H, H-2">’ & H-3"""), 2.72-2.78 (m, 4H, H-1""
& H-4""), 4.98(s, 1H, H-1), 7.04-7.10 (m, 2H, H-3 & H-5), 7.34-7.36 (m, 3H, ArH), 7.51-7.53
(m, 2H, ArH), 7.60-7.63 (m, 2H, H-2"’ & H-6");

I3C NMR (125 MHz, CDCl;): 6 =23.50 (C-2"”” & C-3"""), 50.07 (C-1""> & C-4"""), 58.22 (C-1’),
85.96 (C-2’), 87.38 (C-37), 115.09 (C-3 & C-5), 122.92 (1 X ArC), 128.31 (3 X ArC), 129.95
(2 X ArC), 131.81 (3 X ArC), 163.30 (C-4);

HRMS (ESI) m/z calced. for CgH 9FN, [M+H]: 280.1501, found 280.1502.



1-(1-(2-chlorophenyl)-3-phenylprop-2-ynyl)pyrrolidine (Table 3, entry 9)

'H NMR (500 MHz, CDCls): 6 = 1.76-1.81 (m, 4H, H-2">* & H-3"""), 2.67-2.77 (m, 4H, H-1""
& H-4"’), 5.29 (s, 1H, H-1"), 7.23-7.27 (m, 2H, ArH), 7.29-7.32 (m, 3H, ArH), 7.36-7.38 (m,
1H, ArH), 7.44-7.48 (m, 2H, H-2> & H-6""), 7.77-7.79 (m, 1H, H-4"");

I3C NMR (125 MHz, CDCl;): 6 =22.43 (C-2"”” & C-3"""),49.34 (C-1""> & C-4"""), 54.54 (C-1"),
85.40 (C-2°), 85.44 (C-37), 122.02 (C-5), 125.62 (C-3), 127.12 (C-1), 127.22 (C4 & C-6),
127.77 (C-5"), 128.60 (C-3"), 129.08 (C-1"’), 130.74 (C-2>* & C-6"), 132.77 (C-4>’), 136.15
(C-2);

HRMS (ESI) m/z calcd. for C;9H9CIN, [M+H]: 296.1206, found 296.1210.
4-(1-(2-chlorophenyl)-3-phenylprop-2-ynyl)morpholine (Table 3, entry 10)

'H NMR (500 MHz, CDCls): 8 = 2.66-2.67 (m, 4H, H-1""> & H-4""), 3.66-3.74 (m, 4H, H-2"’
& H-3°"), 5.12 (s, 1H, H-17), 7.23-7.29 (m, 2H, ArH), 7.31-7.33 (m, 3H, ArH), 7.39-7.41 (m,
1H, ArH), 7.47-7.50 (m, 2H, H-2"> & H-6"), 7.73-7.75 (m, 1H, H-4"");

BC NMR (125 MHz, CDCl;): 6 =49.84 (C-1""" & C-4""’), 58.94 (C-17), 67.13 (C-2*>* & C-37""),
84.69 (C-2°), 88.36 (C-37), 122.81 (C-5), 126.37 (C-3), 128.36 (C-4 & C-6), 128.39 (C-1),
129.16 (C-5"), 129.93 (C-3""), 130.56 (C-1""), 131.83 (C-2”" & C-6""), 134.67 (C-4>"), 135.55
(C-2);

HRMS (ESI) m/z caled. for C19H;oCINO, [M+H]: 312.1155, found 312.1149.



4-(1-(4-chlorophenyl)-3-phenylprop-2-ynyl)morpholine (Table 3, entry 11)

'H NMR (500 MHz, CDCls): 6 = 2.60-2.61 (m, 4H, H-1">" & H-4"""), 3.68-3.76 (m, 4H, H-2""
& H-3"), 4.75 (s, 1H, H-1"), 7.31-7.34 (m, 5H, ArH), 7.49-7.51 (m, 2H, ArH), 7.56-7.59 (m,
2H, H-2”> & H-6"");

I3C NMR (125 MHz, CDCl;): 6 =49.81 (C-1""” & C-4""), 61.39 (C-1"), 67.13 (C-2>> & C-3°"),
84.37 (C-2°), 88.94 (C-3’), 122.73 (C-1), 128.41 (C-2, C-3, C-5 & C-6), 128.45 (C-1""), 129.92
(C-37 & C-57),131.84 (C-2” & C-67"), 133.60 (C-4"’), 136.47 (C-4);

HRMS (ESI) m/z caled. for C19H;9CINO, [M+H]: 312.1155, found 312.1153.
4-(1-(4-bromophenyl)-3-phenylprop-2-ynyl)morpholine (Table 3, entry 12)

'H NMR (500 MHz, CDCl3): § = 2.60-2.61 (m, 4H, H-1>> & H-4"""), 3.69-3.76 (m, 4H, H-2">’
& H-3°"), 4.73 (s, 1H, H-17), 7.32-7.35 (m, 3H, ArH), 7.47-7.53 (m, 6H, ArH);

13C NMR (125 MHz, CDCly): 6 =49.81 (C-1°>> & C-4°""), 61.44 (C-1), 67.14 (C-2"* & C-3>""),
84.28 (C-2°), 88.97 (C-3"), 122.71 (C-1), 128.40 (C-3 & C-5), 128.54 (C-1"), 130.29 (C-2 & C-
6), 131.38 (C-3”, C-4> & C-5°"), 131.84 (C-2” & C-6""), 137.01(C-4);

HRMS (ESI) m/z caled. for CioH;oBrNO, [M+H]: 356.0650, 358.0629, found 356.0653,
358.0634.



III. 'NMR, 'C NMR and HRMS spectra of propargylamine derivatives
(Table 3, Entries 1 to 12)
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'H NMR (Table 3, Entry 1)
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13C NMR (Table 3, Entry 1)
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HRMS (Table 3, Entry 1)
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'H NMR (Table 3, Entry 2)
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IC NMR (Table 3, Entry 2)
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HRMS (Table 3, Entry 2)
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'H NMR (Table 3, Entry 3)
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IC NMR (Table 3, Entry 3)
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HRMS (Table 3, Entry 3)
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'H NMR (Table 3, Entry 4)
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IC NMR (Table 3, Entry 4)
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HRMS (Table 3, Entry 4)
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Foous Actva Set Cap 3600 v 5ed Dry Haalar 200 T
Scan Begin 50 mz Set End Oitsat -B00 Y 5ed Dry Gas 4.0 'min
Scan End &00 mz Set Charging vollage 2000 ¥ Sed Divar Vala Wesle
Set Caorona 0 nA& 5ed APGI Healer 0%
Itere. 5, 1 5-1. Bmin #34-108]
x10F]
CADHIDMO, [M=H]
(B
J TTEASAD OH /
N
-
24
2751747
o . | 1 1 . 1
she™ T T o T gt T T TgsT T st T T TEe T o’ T o mk

Meas. miz # lon Formula m'z e [ppm] mSigma # mSigma Scor ndb & Conf N-Ruoke Adduct
ITETMO 1 CI9HNONG ZTE1339 A0 (9] 1 10000 105 evem ok MsH

DB -122_B07_01_4164.d

Brukar Compess DaleAnalysis 4.2 printed: 102017 12:5205 PM by: CIF Page 1 of 1
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'H NMR (Table 3, Entry 5)

DBE-128

\AWATE COLLEGE} Snehal 13
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IC NMR (Table 3, Entry 5)

Cl3CPD CDC1l3 (E:\AWATE COLLESE} Snehal 10
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HRMS (Table 3, Entry 5)

Savitribai Phule Pune University - Ceniral Instrumentation Facility

Analysis Info Acquisifion Date 10772017 2:24:14 PM
Analysis Name  [¢Dats 2017SEFTEMBERSPPU AFFILIATECWANMASAHER AWATE COLLEGE MANCHARK G
KANADE'BAMKAR D E\DB-127_BES (H_4440.d

Method dic-ms600mz_ 10min.m Operator  CIF
Sample Name  DB-127 Instrument  impact HD 1B196096.00184
Comment
Acquisition Parameter
Source Type =] lon Polarity Positive Sei Mebulzar 0.3 Bar
Foous Aciva Set Capi 3600 W Sed Dry Haalar 200 T
Scan Begin 50 mvz Set End Oitsat -500 Y Sel Dry Gas 4.0 fmin
Scan End &00 mE Set Charging vollege 2000 ¥ 56l Divarl v alve Wesle
5et Corona 0 n& 561 APCI Healer 0%
Intens.{ +M3, 1 5.1 8min 887108
xiof
CAOH2ONOE, L H]
1.04
2943492

084

DG4

D44

021

CA9H1BMNME0Z, [MaNa]
2163305
oo [ E?. s
o S7 S TpleT U7 Tl BT S ST T Tale T R a7 omk

Meas. m'z # lon Formula miz emr [ppm] mSigma # mSigma Scom ndb e~ Conf MN-Rule Adduct
492 1 CI9H2NOZ 204, 1489 -1.2 %43 1 10000 105 even ok M-+H
a3 1 C19H19NNa0? 41308 42 13 1 10000 105 even ok M+Na

DB-127_BEE_01_4440d

Brukar Compess DaleAnalyzis 4.2 printed: 107772017 24548 PM by: CIF Page 1 of 1
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'H NMR (Table 3, Entry 6)

Proten_spin CDCl3 {E:\AWATE COLLEGE} Snehal 15
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IC NMR (Table 3, Entry 6)

Cl3CPD CDCl3 {E:\AWATE COLLESE} Snehal 14
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HRMS (Table 3, Entry 6)

Savitribai Phule Pune University - Central Instrumentation Facility

Analysis Info

Acquisition Date

1VTr2017 3:19:15 PM

Analysis Mame  Do\Datal 201MSEFTEMBERSPPU AFFILIATECWVANMASAHEB AWATE COLLEGE MANCGHARE G
KANADE'BAMKAR D B\DB-132_BDE_01_4444.d

Method dic- me600mz._ 10min.m Operator  CIF
Sample Name  DB-132 Instrument  impact HD 1B19696.00184
Comment
Acquisition Parameter
Source Type =] ton Palarfy Positive Sl Nebulizar 0.2 Bar
Foous Aciiva Set Gapm 3600 ¥ Sed Dry Haalar 200 T
Scan Begin 50 mz Set End Oftzat -500 v Sed Dry Gas 4.0 Vmin
Scan End 600 Mz Set Charging Vollege 2000 V et Divarl Valve Wasle
Set Coroma 0 mA Sel APCI Healer DC
Intens.| +5, 15-1. Bmin #33-108]
Al
&4
C1SH20ND, [MeH]
g 7RIS
24
14
CAOH13MNAD, [MsMa]
. ; mpn
“go T T T T e e T T T T awm " alo T3 mz

Meas. mz # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule Addoct

ITENSS 1 C19HHND TTR1530 21 143 1 100D 105 evem ok MsH

01345 1 C19ESNNaD 3001350 21 4514 1 0 105 even ok MsNa
DE-132 BOE 01 44440
Brukar Compass DalzAnalyzis 4.2 peinted: 1077/2017 33413 PM by: CIF Page 1 of 1
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'H NMR (Table 3, Entry 7)

DBE=-121
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IC NMR (Table 3, Entry 7)

C13CPD CDC13 {D:\AWATE COLLEZE} Snehal B8
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HRMS (Table 3, Entry 7)

Savitribai Phule Pune University - Central Instrumentation Facility

Analysis Info Acquisifion Date  810°2017 11:33:18 AM
Analysis Name  DADatE2017JUNESPPU AFFILIATEDMA AWATE COLLEGE, MANCHARKG KANADEDE BANKARDE
-121_BD&_01_4163.d

Method dic-mis500mz_10min.m Operator  CIF
Sample Mame DB -121 Instrument  impact HD 1B196096.00184
Commeni
Acquisition Parameter
Source Type =] lon Palarity Positive Sat Nebulzar 0.3 Bar
Foous: Actiea Set Cap 3500 W Sel Dry Heater 200 T
Zcan Begin 50 Mz Set End Offzat -500 W Sel Dry Gas 4.0 ¥min
Szan End 600 mZ Set Charging vollage 2000 v Sed Divarl Vahe Wesie
‘Set Caorona 0 nA& 56l APGI Healer DG
Intens. +M3, 1.5-1.9rmin #30-111]
X108
CADHION, [MsH]
41 /
2621535
~
a4
2
20,1700
n 2781544
2601433 S 75 i | |
il - N 1. 1, | 1 | =35, L

sleT T e T 2T T T s’ T s mw O e s EE 0 oome

Mea= miz # lon Formuola m'z o [ppm] mSigma #mSigma Score rdb ¢ Conf N-Ruke
M55 1 Cr9HMMN 262 15Hy -1T 174 1 1000 I0F  even ak

DB -121_A0E 01_4163.0

Brukar Compess DateAnalyzis 4.2 printed: 102017 115701 AM by: CIF Page 1 of 1
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'H NMR (Table 3, Entry 8)
pttChem CDCl3 {D:\RAWATE COLLEGE} Snehal 10
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IC NMR (Table 3, Entry 8)

Cl3CPD CDC1l3 {D:\AWATE COLLESE} Snehal 10
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HRMS (Table 3, Entry 8)

Savitribai Phule Pune University - Central Instrumentation Facility

Analysis Info Acquisifion Date  &10F2017 12:28:47 PM
Analysis Mame  DdDats 2017WJUNESPPU AFFILIATEDNA AWATE COLLEGE, MANCHARKG KANADE\DE BANKARDE
-124_BE1_D1_4186d

Method dic-ms600mz_ 1 0min.m Operator  CIF
Sample Mame DB -124 Instrument  impact HD 1B19606.00184
Comment
Acquisition Parameter
Source Type Es lon Palary Pasitive Sed Nebulizar 0.3 Bar
Foous ACliva Set Gap% 3600 W 5ed Dry Haalar 200 T
Scan Begin 50 mfz Set End ‘Oitzat -500 Y 5ed Dry Gas 4.0 ¥min
Zran End 600 miz Set Chaming Vollege 2000 V Sed Diverl Vae Wasie
Set Corona 0 nA Sed APCI Healer oG
e 5, 151 Brmin £87-108]
X108
CAOH1BFN, fM=H]
254
2:] 28050
] N
] F
1.5
1.0
LS
TE 1486
E 276.1183 302 1351 312.1396
0.0 1 |||| | Lo Lal 1l Lol 1,
R e s e e == o R L B e e o

Meas. mz # lon Formula m'z err[ppm] mSigma # mSigma Scoe ndb ¢ Conf MN-Rulke Addoct
HEOAHE 1 C19ENSFN 2B 14946 22 17 1 IDR0d 105 evem ok M+H

DB -124 BE1_01_41664

Brukar Compess DalzAnalyss 4.2 peinted: &1072017 1:13:52 PM by: CIF Page 1 of 1

34



'H NMR (Table 3, Entry 9)

DB-126
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IC NMR (Table 3, Entry 9)

Cl3CPD CDC1l3 (E:\AWATE COLLEGE} Snehal 8
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HRMS (Table 3, Entry 9)

Savitribai Phule Pune University - Central Instrumentation Facility

Analysis Info Acquisifion Date 10772017 112730 AM
Analysis Mame  [X\Datal 201TSEPTEMBERSPPU AFFILIATECVANMASAHEE AWATE COLLEGE MANCHAR'K G
KANADE'BAMKAR D B\DE-126_BD3 01_4438.d

Method dic-me350mz_10min_20b.m Operator CIF

Sample Mame DB-128 Instrument  impact HD 181969600184

Comment

Acquisition Paramater

Source Type ESI lon Palarity Pasitive Sel Nebultzar 0.3 Bar

Foous Activa Set Gapm! 2600 v 56l Dry Haalar 200 T

Scan Begin &0 mE Set End Oitsat -500 ¥ 56l Dry Gas 4.0 min

Scan End 600 mE Set Charging Vollege 2000 v 561 Divarl W ala Wasie

Set Carona 0 n#& 58l APCI Healer 0°C
Intens.{ +45, 151 Brmin #96-104)
X105

C19HTBCIN, [M=H]

c1 F

1964710

P

I38.1184

| an.lnsu

R R ™ R R ™ T M A "

Meas. mz # lon Formula m/z err [ppm] mSigma # mSigma Score rdb ¢ Conf MN-Ruk Adduct
a0 1 CI9HICN 206131 -4 196 1 10d 105 evem ok MsH

DB-126 B09 01_4438.d

Brukar Compess DalzAnalysis 4.2 panted: 107772017 120721 PM by: CIF Page 1 of 1
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'"H NMR (Table 3, Entry 10)

DB-125
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IC NMR (Table 3, Entry 10)

C13CPD CDCl13 {E:\AWATE COLLEGE} Snehal 7
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HRMS (Table 3, Entry 10)

Savitribai Phule Pune University - Central Instrumentation Facility

Analysis Info Acquisifion Date  WZT/2017 3:23:41 PM
Analysis Mame  [¢\Datal201TSEPTEMBER\SPPU AFFILIATEDVANMASAHEB AWATE COLLEGE MANCHARK G
KANADEBANKAR D B\DE-125 BAG 01_4354.d
Method dic-me00mz_10min.m Operator  CIF
Sample Name DB-125 Instrument  impact HD 1B19606.00184
Comment
Acquisition Parametar
Source Type =2 lon Polariy Positive Sel Nebulizar 0.2 Bar
Foous Activa Sﬁﬁmm 3600 ¥ Sed Dy Haalar 200 T
Scan Begin &0 mfz Set End Oifsat -600 vV Sed Dry Gas 4.0 bmin
Sran End B00 Mz Set Chamging Vollage 2000 v Sed Divart Vaka Wesle
Set Corona 0nA Sel APCI Healer o
Intens. +hES, 141 Grmin #8391
X106
CADHATCING, [MH]
a4
3121143
24
14
3141122
C1SHTBCINNED, [M=ha]
3FTO930 3 GES.
i} . 1 ] Ll ;.? M|
R R R ™ "~ R M "N
Meas. mz # lon Formula m/z err [ppm] mSigma # mSigma Score rdb e Conf MN-Rulke Addoct
L1491 C19HISCINO L1130 o 145 1 10000 105 even ok M+H
I 1 C19HIECINNRO 3340040 14 i3 1 10000 115 even ok M+Ma

DB-125 HAE 01_4£3944d

Erular Compass DalzAnalysis 4.2 printed: Y2T2017 4:08:36 PM by: CIF Page 1 of 1
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'"H NMR (Table 3, Entry 11)

Proten_spin CDCl3 {E:\AWATE COLLEGE} Snehal 14
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IC NMR (Table 3, Entry 11)

DB-131

“AWATE COLLEGE} Snehal 13
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HRMS (Table 3, Entry 11)

Savitribai Phule Pune University - Central Instrumentation Facility

Analysis Info Acquisifion Date 107772017 30601 PM
Analysis Mame  [X\Data 2017SEPTEMBER\SPPU AFFILIATECVANMASAHEE AWATE COLLEGE MANMCHARE G
KANADE'BAMIAR D BVDB-131_BES 01_4443d
Method dic-meB00mz_10min.m Operator CIF
Sample Mame D131 Instrument  impact HD 181960600184
Comment
Acquisition Parameter
Source Type ESl lon Polariy Positive Sed Nebulizar 0.3 Bar
Foous Actha Dapﬂ 2600 ¥ ‘5ed Dy Haalar 200 T
Scan Begin 50 mf Set End Oif=at -500 ¥ 5ed Dry Gas 4.0 imin
Sran End B00 miz Set Charging Vollage 2000 ¥ Sed Divart Vaka Wesie
Set Carona 0 nA Sed APCI Heater il
Intere. M5, 1.5.1.Emin #8554
x106] H
il CABH1BCING, [M+H]
20
i 2123153
1.5
1.07
0.5
] CAOH1BCINNED, (MM
ﬂ_ﬂ | 1 11 D
S el RO e SF 2 st o Telm O e TR me me
Meas. m'z # lon Formula m'z err [ppm] mSigma # mSigma Score rdb e Conf N-Ruok Addoct
LR 1 CI9HISCIND ML1130 -L1 m7 1 10000 105 even ok M+H
I 097F 1 CI9HIECINMaO 3340040 -1 1881 1 10000 105 even ok M+Ma
DE-131_BEE 01_4443.d
Brukar Compess DalzAnalysis 4.2 printed: 107772017 324:18 PM by: CIF Page 1 of 1
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'"H NMR (Table 3, Entry 12)

Proten_spin CDCl3 {E:\AWATE COLLEGE} Snehal 12

DB-129
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IC NMR (Table 3, Entry 12)

DB-1289
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HRMS (Table 3, Entry 12)

Savitribai Phule Pune University - Central Instrumentation Facility

Analysis Info Acquisition Date  10VT/2017 23719 PM
Analysis Mame  [X\Datal201TWSEPTEMBER\SPPU AFFILIATECMVAMMASAHEB AWATE COLLEGE MANCHAR'E G
KAMADE\BAMKAR D BADB-129 BES 01_4441.d
Method dic-me600mz_ 1 0min.m Operator - CIF
Sample Mame  DB-129 Instrument  impact HD' 1819606.00184
Comment
Acquisition Parameter
Sourca Type =] ton Polarfty Positve Set Nebulzar 0.3 Bar
FoCus Activa Set Dap% 3600 W 56l Dry Haalar 200 T
Scan Begin 50 mE Set End itsat -500 W 56l Dry Gas 4.0 min
Sran End B00 Mz Set Chaming Vollege 2000 v Sel Divarl Vaka Wesle
Set Corona o nA Se1 APCI Healer i H
Imtens. +M5, 1 5-1 Brmin 287107
x10A]
CABH1BBING, [MaH]
2101
35640653
358.0634

1.5

1.0

D5

CADH1 BErNMA0, [M:Na]
371432
o0 ] e o

Meas. miz # lon Formula m'z e [ppm] mSigma # mSigma Scom rdb & Conf M-Rule Adduct
el 13 LB

360653 1 CISHISEND 354

1 10000 105 even ok M+H

ITEMTO 1 CISHIERNMa0 378 0d4esd -1.3 340 110000 10.F even ok M:Na

DB-123 BEG 01_&44id

Eruler Compass DaleAnalyzis 4.2 painted: 107772017 300:30 PM by: CIF Page 1 of 1
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