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7-Hydroxy-4-methyl-2 H-chromen-2-one

7-Hydroxy-4-methyl-2 H-chromen-2-one was synthesized using the Pechmann reaction, as described in literature. Recorcinol (1.0
g) and ethyl acetoacetate (1.15 mL) were dissolved in sulfuric acid (6 mL) in a round bottom flask at cooling condition. The
solution was stirred for 24 h. The mixture was quenched by addition of ice-cold water (30 mL). After 1 hour at 0°C, a precipitate

was formed that was filtered off and washed with water, and dried, gave white solid as product.

Scheme 2. Possible mechanism for the formation of 7a-p & 8a-p
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Supporting Table 1 Physical and analytical data of hybrid-pyrroles (7a-p & 8a-p)

I\
N

'R
HN
S
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Conventional method

Microwave method

D R Color Rf MP(°C)
Yield/Time(h) Yield/Time(min)
7a é White solid 0.41 245-246 20(12) 76(10)
7b é/ White solid 0.42 210-212 10(24) 79(10)
7c é\ White solid 0.47 214-215 70(18) 63(10)
7d @ Greyish solid 0.42 206-207 20(16) 75(10)
Te & White solid 0.74 277-274 10(24) 47(7)
-
7t é/sr White solid 0.45 242-244 20(24) 47(10)
7g é/c' White solid 0.54 275-277 10(15) 52(10)
Cl
7h é/ Brown solid 0.55 176-177 24(18) 44(10)
Cl
7i % White solid 0.47 172-174 18(10) 76(10)
7 é White solid 0.54 270-271 15(10) 67(7)
_0
7k 5 Greyish solid 0.42 125-126 10(18) 55(10)
7 § White solid 0.48 172-174 0(18) 79(15)
7m White solid 0.50 274-275 0(18) 55(10)
oY
7n White solid 0.48 210-211 0(18) 50(10)
70 é\/ White solid 0.45 200-202 21(18) 60(8)



0.
Tp % White solid 0.34 164-165 0(16) 50(15)
0.
(e}
8a é White solid 0.5 210212 16(18) 76(7)
8b é/ White solid 0.5 114-116 12(24) 54(10)
8¢ é\ White solid 0.5 168-170 45(18) 81(10)
8d é Greyish solid 0.4 152-154 20(24) 48(10)
8e & White solid 0.5% 188-190 27(24) 49(10)
N
8f 5/8“ Off-white solid 0.5 174-176 10(24) 62(12)
8g é/c' White solid 0.25 188-190 10(15) 78(12)
Cl
8h Light Brown solid 0.5 120-122 32(18) 72(15)
Cl
8i % Greyish solid 0.33 128-170 18(24) 68(10)
8i é White solid 025 188-190 18(24) 81(10)
_0O
8k 5 White solid 0.28 128-170 10(18) 51(10)
81 § Brown solid 0.5 90-92 16(18) 60(10)
8m White solid 033 116-118 0(18) 56(10)
o
8n White solid 035 199-200 12(18) 83(10)
80 & White solid 035 118-120 25(18) 52(12)
8p Off-white solid 0.44* 178-140 10(16) 45(15)

o
O
O:

a: TLC solvent system Hexane : Ethyl acetate 7: 3; *: TLC solvent system Hexane : Ethyl acetate 5: 5; Yield expressed in
percentage



Supporting Table 2 Calculation of properties of the compounds (7a-p & 8a-p) computed by Molinspiron property calculator

program
TPSA .
Entry A2 no. of rotatable bond MW MV no. of OH, NH donor no. of ON acceptor mi LogP?
Acceptable range © © <5000 @ - <50 <10© <5
7a 34 4 338 315 1 3 5.05
7b 34 4 352 331 1 3 5.45
Te 34 4 352 331 1 3 5.48
7d 34 4 352 331 1 3 5.50
Te 46 4 339 310 1 4 3.77©
7f 34 4 417 332 1 3 5.82
7g 34 4 372 328 1 3 5.68
7h 34 4 407 342 1 3 6.34
Ti 43 6 368 340 1 4 5.02
7j 43 5 368 340 1 4 5.11
7k 34 5 352 331 1 3 5.15
7 34 7 422 415 1 3 7.25
7m 34 5 402 375 1 3 6.31
7n 43 6 418 384 1 4 6.21
70 34 5 366 348 1 3 5.51
7p 73 6 450 401 1 6 5.45
8a 34 3 276 260 1 3 3.60©
8b 34 3 290 276 1 3 4.00©
8c 34 3 290 276 1 3 4.03©
8d 34 3 290 276 1 3 4.05©
8e 46 3 277 256 1 4 231©
8f 34 3 355 278 1 3 437©
8g 34 3 310 273 1 3 4230
8h 34 3 345 287 1 3 4.839©
8i 43 5 306 285 1 4 3.57©
8j 43 4 306 285 1 4 3.66©
8k 34 4 290 276 1 3 3.690
8l 34 6 360 360 1 3 5.79
8m 34 4 340 320 1 3 4.86©
8n 43 5 356 329 1 3 4.76©
80 34 4 304 293 1 3 4.10©
8p 73 5 388 347 1 6 4.00©

anViol, no. of violations; miLog P, molinspiration predicted Log P; MW, molecular weight; nON, no. of hydrogen bond
acceptors; nOHNH, no. of hydrogen bond donors; and nrotb, no. of rotatable bond. © Smiley symbols indicate the drug-like
properties are acceptable
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Compound 7¢ 'H NMR N-(2,5-diphenyl-1H-pyrrol-1-yl)-3-methylbenzamide
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HPLC and Mass data of N-(2,5-diphenyl-1H-pyrrol-1-yl)-3-methylbenzamide (77¢c)
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Compound 7e !'H NMR N-(2,5-diphenyl-1H-pyrrol-1-yl)isonicotinamide
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HPLC and Mass data of N-(2,5-diphenyl-1H-pyrrol-1-yl)isonicotinamide (7¢)
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Compound 7f

'H NMR 2-bromo-N-(2, 5-diphenyl-1H-pyrrol-1-yl)benzamide
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Compound 7f 13C NMR 2-bromo-N-(2,5-diphenyl-1H-pyrrol-1-yl)benzamide
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Mass data of 7f

FAS 2 SPC, time=0 2927 076 of CACHBuZ2WDATANCT 2012020000 36.0  API-ES, Pos, 59
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Compound 7g¢  HPLC and Mass data of 2-chloro-N-(2,5-diphenyl-1H-pyrrol-1-yl)benzamide
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Compound 7j Mass data of N-(2,5-diphenyl-1H-pyrrol-1-yl)-4-methoxybenzamide
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Compound 71 'H NMR N-(2,5-diphenyl-1H-pyrrol-1-yl)-2-(4-isobutylphenyl)propanamide
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HPLC and Mass data of N-(2,5-diphenyl-1H-pyrrol-1-yl)-2-(4-isobutylphenyl)propanamide(71)
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Compound 7n Mass data of N-(2,5-diphenyl-1H-pyrrol-1-yl)-2-(naphthalen-2-yloxy)acetamide
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Compound 70 Mass data of N-(2,5-diphenyl-1H-pyrrol-1-yl)-2-(o-tolyl)acetamide
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Compound 7p 'HNMR data of N-(2,5-diphenyl-1H-pyrrol-1-yl)-2-((4-methyl-2-oxo-2H-chromen-7-yl)oxy)acetamide
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Compound 7p CNMR data of N-(2,5-diphenyl-1H-pyrrol-1-yl)-2-((4-methyl-2-oxo-2H-chromen-7-yl)oxy)acetamide
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Compound 7p Mass data of N-(2,5-diphenyl-1H-pyrrol-1-yl)-2-((4-methyl-2-oxo-2H-chromen-7-yl)oxy)acetamide
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Compound 8a THNMR data of N-(2-Methyl-5-phenyl-1H-pyrrol-1-yl)benzamide
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Compound 8a BCNMR data of N-(2-Methyl-5-phenyl-1H-pyrrol-1-yl)benzamide
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Compound 8d 4-Methyl-N-(2-methyl-5-phenyl-1H-pyrrol-1-yl)benzamide
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Compound 8d 4-Methyl-N-(2-methyl-5-phenyl-1H-pyrrol-1-yl)benzamide
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Compound 8e 1HNMR of N-(2-Methyl-5-phenyl-1H-pyrrol-1-yl)isonicotinamide
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Compound 8e

N-(2-Methyl-5-phenyl-1H-pyrrol-1-yl)isonicotinamide

HPLC data
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Compound 8f 2-Bromo-N-(2-methyl-5-phenyl-1H-pyrrol-1-yl)benzamide
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Compound 8h
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Compound 8i N-(2-Methyl-5-phenyl-1H-pyrrol-1-yl)-2-phenoxyacetamide
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Compound 8j 'HNMR 4-Methoxy-N-(2-methyl-5-phenyl-1H-pyrrol-1-yl)benzamide
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Compound 8j 3CNMR 4-Methoxy-N-(2-methyl-5-phenyl-1H-pyrrol-1-yl)benzamide
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Compound 8§ HPLC data of 4-Methoxy-N-(2-methyl-5-phenyl-1 H-pyrrol-1-yl)benzamide
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Compound 8k BCNMR N-(2-Methyl-5-phenyl-1H-pyrrol-1-yl)-2-phenylacetamide
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Compound 8k HPLC data of N-(2-Methyl-5-phenyl-1H-pyrrol-1-yl)-2-phenylacetamide
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Compound 80 BCNMR of N-(2-Methyl-5-phenyl-1H-pyrrol-1-yl)-2-(o-tolyl)acetamide
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Compound 80 HPLC data of N-(2-Methyl-5-phenyl-1H-pyrrol-1-yl)-2-(o-tolyl)acetamide
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Uze Multiplier & Dilution Factor with ISTD:

Sigmal 1: ADCL A, ADCL

Signal 2: DADL A, Sig=214,10 Bef=off

Pealr PetTime Tvpe TWidch Area Heidght Area
# [min] [min] [malT*=2] [mLATT] %

1 5.541 W 0.0%%0 745.07306  107.2817%6 5,480
£  6.545 VW 0.0570 1.25215%e4 =2045.74414 54, 50580

Totals 1. 3560064 Z157.02550

Signal 3: DDl B, Sig=254,16 Ref=off

Pealr PetTime Tvpe TWidch Area Heidght Area
# [min] [mir] [malT*=] [mATT] %

1 n.545 BB 0.036% 341%. 17187 615.05%43 100. 0000

Totals 341%. 17187 615.05%43



