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SPECTRAL DATA OF CHALCONES

Chalcone (1)

Figure 1a. Spectrum UV of compound (1)
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Figure 1b. Spectrum 'H-NMR of compound (1)
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Figure 1c. Spectrum ">C-NMR of compound (1)
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =5.0mDa / DBE: min=-1.5 max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
251 formula(e) evaluated with 5 results within limits (up to 50 closest results for each mass)
Elements Used.
C:0-500 H:0-1000 N:0-200 O:0-200
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Figure 2b. Spectrum 'H-NMR of compound (2)




4-Bromochalcone (2)
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Figure 1d. Spectrum HRESI-TOF-MS of compound (1)
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Figure 2¢. Spectrum *C-NMR of compound (2)

Elemental Composition Report

Page 1
Single Mass Analysis
Tolerance =50mDa / DBE: min=-1.5 max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electronlons
102 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-500 H:0-1000 O:0-200 Br:0-8
4BC 2(0.051) Cm (2:6)
TOF MS ES+
7.37e+002
100 596.8295
287.0078
o 594.8309|598.8301
% 130.2127
139.1716 253.1327 3319476 599.8196
223.1364
332.1474
Olmyaperal (14..2'9965. [ ‘ |. ! | | u(/ 413.2059 429 1572 497 2252 562.9760 2010371 i
e e B B e B L A R A o e S  EmAnm La T s S
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
287.0078 287.0072 0.6 2.1 9.5 55.3 0.0 cl5 H12 © Br
287.0098 -2.0 -7.0 -1.5 70.1 14.7 c3 H11 o015
287.0039 3.9 13.6 7.5 69.7 14.4 cli0 H7 o010

Figure 2b. Spectrum 'H-NMR of compound (2)



4-Methylchalcone (3)

Figure 3a. Spectrum UV of compound (3)
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Figure 3b. Spectrum '"H-NMR of compound (3)

Figure 2d. Spectrum HRESI-TOF-MS of compound (2)
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Figure 3c¢. Spectrum '*C-NMR of compound (3)

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =5.0 mDa / DBE: min=-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
294 formula(e) evaluated with 5 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-200 O:0-200
4 MTC 9 (0.170) Cm (8:9)
TOF MS ES+
2.15e+003
100 223.1122
467.0618
%
245.0841 080637
261.0521
139.1563 469.0634
R i 046L - 299.0933 354.8066.364 9799302 0160 4450081 |
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100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Minimum: L
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
223:1122 223:1123 =0.1 -0.4 9.5 102.8 0.0 Clé H15 O
223.1128 -0.6 w2 1 2.5 1151 123 C H11 N12 o2
223 51155 =3.3 -14.8 1.5 1122 9.4 C5 HI5 N6 04
223.1083 3.9 1725 55 108.6 5.8 Cll1 H15 N2 03
223.1168 -4.6 -20.6 6.5 112.4 9.6 Cé HI1 NI10

Figure 4b. Spectrum '"H-NMR of compound (4)



4-Methoxychalcone (4)

Figure 4a. Spectrum UV of compound (4)
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Figure 3d. Spectrum HRESI-TOF-MS of compound (3)
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Figure 4c. Spectrum *C-NMR of compound (4)

Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
39 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-500 H:0-1000 O:0-200
4MC_17(0.136) Cm (7:8)
TOF MS ES+
1.08e+003
100 499.0439
239.1072
% 261.0773
277.0450 200.0395
130.1990 278.0491 515.0093
i 14209821 2030846 | | | 089543 3650102 307 03414258838 4770850 || | 536.0811
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120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540

Minimum: e 15
Maximum: 5%10 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
239.1072  239.1072 0.0 0.0 9.5 50.4 0.0 clé H15 o2

Figure 5b. Spectrum '"H-NMR of compound (5)

F-20



4’-Methoxychalcone (5)

Figure 5a. Spectrum UV of compound (5)
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Figure 4d. Spectrum HRESI-TOF-MS of compound (4)
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Figure Sc. Spectrum °C-NMR of compound (5)
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =5.0 mDa / DBE: min =-1.5, max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
39 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-500 H:0-1000 O:0-200
4 MC 7 (0.136) Cm (6:7)
TOF MS ES+
5.49e+002
100+ S e 490.0370
N 261.0759
%
g 500.0465
4 130.2020 A 277.0406 501.0393
A | ezeers 2 [ 2780531 3191668 3011957 4201101 __ar7orre |( | %9042 sesdere
e R A e e a a e B S N M
125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600
Minimum: 25
Maximum: 5%0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
239.10064 239%:.1072 -0.8 =323 Qb 40.6 0.0 €16 HI5: 02

Figure 6b. Spectrum '"H-NMR of compound (6)



4-Bromo-4’-Methoxvchalcone (6)

Figure 6a. Spectrum UV of compound (6)
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Figure 5d. Spectrum HRESI-TOF-MS of compound (5)



4'0Me-4-BrChalcone
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Figure 6c¢. Spectrum °C-NMR of compound (6)
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =5.0 mDa / DBE: min=-1.5, max =50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
121 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-500 H:0-1000 ©:0-200 Br:0-8
4B 4MC 2 (0.051) Cm (2)
TOF MS ES+
1.82e+003
100 317.0183
%
367.3134
, 2231463 2581950 |[321.0187 200120 4308115 i 634.8705656.8569 AT GERR
130.2157 ; S : - 528.7437550 3852 ) | _672.8275
O—rrrrtrtr e e e e et e e e R e e e ettt e e e e e e et miz
100 150 200 250 300 350 400 450 500 550 600 650 700 750
Minimum: =155
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE LZ=FIT i-FIT (Norm) Formula
317.0183 317.0177 0.6 1.9 95 54.5 0.0 Clé H14 02 Br
317.0204 22 -6.6 o RS 73.3 18.8 C4 HI1I3 o0le
317.0145 3.8 19::0 755 73.3 18.8 cl1 H9 o011

Figure 7b. Spectrum '"H-NMR of compound (7)



4.4-Dimethoxychalcone (7)

Figure 7a. Spectrum UV of compound (7)
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Figure 6d. Spectrum HRESI-TOF-MS of compound (6)



4,4'-di0OMeChalcone
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Figure 7c. Spectrum '*C-NMR of compound (7)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min=-1.5 max =50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

461 formula(e) evaluated with 7 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-200 O:0-200

4 4 DMC 33 (0.578) Cm (32:33)

TOF MS ES+
7.626+003
100 269.1174
%
270.1208
367.2853
1op 2581779 (071 1241 537.0882 559.0613
130.2063 214.1122 N 2070011 | 368.2024409.2000 54 79 S b 5750270 635 0140
T
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100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625

Minimum: =175

Maximum: 5.0 10.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

269.1174 269.1178 -0.4 =1::5 9.5 137.4 0.0 Cl7 H17 03
269.1183 -0.9 =3.3 2.5 1527 15.3 C2 HI3 N12 o4
269.1196 =2.2 =8..2 7.5 153.2 15.8 C3 H9 Nle6
269.1151 2.3 8.5 1:0::5: 143.7 6.4 Cl3 HI3 N6 O
269.1210 -3.6 =354 1.5 149.1 11.7 Cé H17 N6 06
269.1137 3.7 13.7 555 144.9 7%5 Cl2 H17 N2 05
269.1223 -4.9 -18.2 6.5 149.6 12:.2 C7 H13 N10 02



4-Methyl-4’-Methoxychalcone (8)

Figure 8a. Spectrum UV of compound (8)
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Figure 7d. Spectrum HRESI-TOF-MS of compound (7)



4'0Me-4-MeChalcone
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Figure 8c. Spectrum °C-NMR of compound (8)
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =5.0 mDa / DBE: min =-1.5 max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
40 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-500 H:0-1000 ©O:0-200
4 B 4MC 10 (0.187) Cm (10:11)
TOF MS ES+
4.01e+003
100— 253.1238
] 527.0729
%—_
b 254.1278 201.0628 2288718
1 1302086 ‘ 4471376 505.1007 e 599.0948
o) oobropone ;s || [ 2020048507 1422 303 1215 ap0zqrg T 1O SO | [owsouaw 500
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625
Minimum: k35
Maximum: 5%0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
253.1238  253.1229 0.9 3.6 9.5 104.3 0.0 cl7 H17 02
253.1287 -4.9 -19.4 0.5 T2 7.8 cl10 H21 07

Figure 9b. Spectrum '"H-NMR of compound (9)



3.4.4’-Trimethoxychalcone (9)

Figure 9a. Spectrum UV of compound (9)
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Figure 8d. Spectrum HRESI-TOF-MS of compound (8)
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Figure 9c. Spectrum °C-NMR of compound (9)
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
600 formula(e) evaluated with 8 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-200 O:0-200
344 TMC 7 (0.136) Cm (7)
TOF MS ES+
1.12e+003
100 299.1274
%
619.0745
300.1298
597.0984 620.0732
. 337.0629
130,8151 185.0425 239.1911 4551143 522 ‘}325 || 637.0562 757.0475 miz
L L B B L L B R AN R AR RA R R T T Ty T T Tr T Ty T Trrrrrrr M/
150 200 250 300 350 400 450 500 550 600 650 700 750
Minimum: AL
Maximum: 550 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
299.1274 299.1283 -0.9 =3.0 9+5 48.7 0.4 Ccl8 HI1IS o4
299.1288 -1.4 -4.7 2.5, 56.6 8.3 C3 HI5 NI12 05
299.1256 1.8 6.0 10.5 51.1 2.8 Cl4 H15 N6 02
299.1297 =223 T 14.5 49.5 12 Cl9 HI1I5 N4
299.1302 -2.8 -9.4 7.5 5%:.3 9.0 C4 HI1 Nl6 O
299.1243 3.1 10.4 55 53.0 4.7 Cl3 HI1IS N2 06
299.1315 -4.1 g L 1.5 56.2 7.9 C7 H1I9 N6 07
299.1230 4.4 Bed7 115 55.6 13 cl0 H11 N12

Figure 9b. Spectrum '"H-NMR of compound (9)



