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1. Molecular docking study for tetraketones (3a-3l)
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	8AN5


MenAT1 toxin-antitoxin complex (rv0078a-rv0078b) from Mycobacterium tuberculosis H37Rv
Xu, X., Usher, B., Gutierrez, C., Barriot, R., Arrowsmith, T.J., Han, X., Redder, P., Neyrolles, O., Blower, T.R., Genevaux, P.
(2023) Nat Commun 14: 4644-4644
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2. Molecular docking study for xanthenes (4a-4i)

PROTEIN 
	8AN5
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Xu, X., Usher, B., Gutierrez, C., Barriot, R., Arrowsmith, T.J., Han, X., Redder, P., Neyrolles, O., Blower, T.R., Genevaux, P.
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Table 6.1 In silico docking results of synthesized compounds (3a–3l) and (4a-4i) against H37Rv
	Ligand
	Binding Affinity
	rmsd/ub
	rmsd/lb

	PDB_8AN_3a_uff_E=296.85
	-7.2
	2.252
	0.164

	PDB_8AN_3b_uff_E=387.38
	-6.9
	12.64
	8.618

	PDB_8AN_3c_uff_E=285.09
	-8.2
	6.345
	1.594

	PDB_8AN_3d_uff_E=447.81
	-6.7
	36.4
	32.64

	PDB_8AN_3e_uff_E=367.96
	-6.1
	2.152
	0.202

	PDB_8AN_3f_uff_E=245.89
	-7.9
	27.45
	24.28

	PDB_8AN_3g_uff_E=247.73
	-7.3
	27.57
	24.28

	PDB_8AN_3h_uff_E=290.01
	-7.7
	27.45
	24.45

	PDB_8AN_3i_uff_E=528.72
	-6.8
	16.08
	13.53

	PDB_8AN_3j_uff_E=255.16
	-7.9
	6.519
	1.953

	PDB_8AN_3k_uff_E=254.58
	-8.8
	36.08
	33.15

	PDB_8AN_3l_uff_E=293.58
	-8.8
	5.183
	1.604

	8AN5_new_4a_uff_E=317.24
	-7.4
	15.713
	12.408

	8AN5_new_4b_uff_E=303.24
	-7.6
	21.51
	18.329

	8AN5_new_4c_uff_E=470.25
	-7.1
	17.321
	14.618

	8AN5_new_4d_uff_E=352.27
	-7.2
	22.867
	20.379

	8AN5_new_4e_uff_E=382.03
	-7.3
	5.494
	1.588

	8AN5_new_4f_uff_E=548.32
	-7.4
	2.316
	0.06

	8AN5_new_4g_uff_E=321.74
	-7.4
	16.128
	13.074

	8AN5_new_4h_uff_E=299.83
	-7.6
	6.127
	2.437

	8AN5_new_4i_uff_E=300.95
	-7.3
	6.266
	2.446


























3. CHARACTERIZATION DATA FOR ALL COMPOUNDS 

Synthesis of 2,2’-(Phenyl-methylene) bis(3-hydroxy-5,5-dimethyl-2- cyclohexene-1-one): 3a 
Yellowish white solid, m.p. 205-206°C. Yield: 85% (0.632g) 1H NMR (500 MHz, CDCl3) δ 11.90 (s, 1H, OH), 7.28-7.23 (d, 2H, ArH), 7.17 -7.14 (m, 1H, ArH), 7.10-7.08 (d ,2H, ArH), 5.54 (s, 1H, CH), 2.48-2.28 (m, 8H, CH2), 1.23  (s, 6H, CH3), 1.09 (s, 6H, CH3) ppm. 13C NMR (100 MHz, CDCl3) δ 190.48, 189.41, 138.09, 128.42, 128.23, 126.80, 125.85, 115.60, 77.41, 77.30, 77.09, 76.78, 47.08, 46.47, 32.77, 31.44, 29.66, 27.44 ppm. IR (neat): 2961, 1739, 1584, 1370, 1243, 1040, 844, 693, 576 cm–1. HRMS (ESI) m/z: [M+H]+ Calculated for C23H29O4+ 368.2060; found 368.2043. TLC: Rf =0.83 (EA: Hexane-1:1).

Synthesis of 9-(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)-3,3-dimethyl-2,3,4,9-tetrahydro-1H-xanthen-1-one: 3b
Yellowish white solid, m.p. 191-195°C. Yield:79% (0.610g) 1H NMR (500 MHz, CDCl3) δ 10.58 (s, 1H, OH), 7.01-7.28 (m, 4H, ArH), 4.69 (s, 1H, CH), 2.63-2.46 (q, 2H, CH2), 2.38-2.34 (m, 4H, CH2), 1.98 (s, 2H, CH2), 1.13 (s, 3H, CH3), 1.03 (, 3H, CH3),1.00 (s, 6H, CH3), ppm. 13C NMR (100 MHz, CDCl3) δ 200.86, 196.76, 170.89, 169.12, 151.00, 128.03, 127.52, 124.59, 124.33, 118.32, 115.74 ,111.04, 77.52, 77.09, 76.67, 50.56, 49.94, 43.18, 41.54, 32.30, 30.99, 29.84, 29.19, 27.72, 27.19, 26.52 ppm. IR (neat): 3743, 2962, 1612, 1369, 1230, 1024, 752, 589 cm–1. HRMS (ESI) m/z: [M+H]+ Calculated for C23H27O4+ 367.1904; found 367.1892. TLC: Rf =0.80 (EA: Hexane-1:1).

Synthesis of 2,2'-((4-hydroxy-3,5-dimethoxyphenyl)methylene)bis(3-hydroxy- 5,5-dimethylcyclohex-2-en-1-one): 3c
     Pure white solid , m.p. 191-192°C. Yield:80% (0.710g) 1H NMR (500 MHz, CDCl3) δ 12.01 (s, 1H, OH ), 6.35 (s, 2H, ArH ), 5.50(s, 1H, CH ), 3.77 (s, 6H, OCH3), 2.43 – 2.35 (m, 8H, CH2 ),1.24 (s, 6H, CH3 ), 1.12 (s, 6H, CH3 ) ppm . 13C NMR (100 MHz, CDCl3) δ 190.33, 189.29, 146.80, 132.74, 129.08, 115.70, 103.96, 56.09,47.13 ,46.36, 32.55, 31.13, 29.99, 26.85 ppm. IR (neat): 2955, 1739, 1584, 1452, 1370, 1211, 1113, 1043, 829, 576 cm–1. HRMS (ESI) m/z: [M+H]+ Calculated for C25H32O7+ 445.2221; found 445.2217. TLC: Rf =0.81 (EA: Hexane-1:1).
   
     Synthesis of 2,2'-((3,4-dimethoxyphenyl) methylene) bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one): 3d
Pure white solid , m.p. 156-159°C. Yield:86% (0.710g) 1H NMR (500 MHz, CDCl3) δ 11.89 (s, 1H, OH), 6.70 (d,1H,ArH ), 6.57 (d,  2H, ArH ), 5.44(s, 1H, CH), 3.79 -3.78 (s, 6H, OCH3), 2.36 – 2.23 (m, 8H, CH2), 1.17(s, 6H, CH3), 1.04  (s, 6H, CH3) ppm. 13C NMR (100 MHz, CDCl3) δ 210.67, 190.56, 189.86, 148.70 ,147.10, 130.47,118.90, 115.77,110.97, 110.54, 55.86, 55.68 ,47.11 ,46.41, 32.31, 31.23, 29.86, 27.09ppm. IR (neat): 2959, 1583, 1513, 1456, 1366, 1305, 1244, 1149, 1024, 879, 755, 662, 569cm–1. HRMS (ESI) m/z:[M+H]+ Calculated for C25H33O6+ 429.2272; found 429.2269. TLC: Rf =0.83 (EA: Hexane-1:1).

Synthesis of 2,2'-((4-(dimethylamino)phenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one): 3e
Pure yellow solid, m.p. 204-206°C. Yield: 81% (0.665g) 1H NMR (500 MHz, CDCl3) δ 11.92 (s, 1H, OH), 6.95 -6.93 (d, 2H, ArH ), 6.67 -6.65 (d, 2H, ArH ), 5.47 (s, 1H, CH ), 2.90 (s, 6H, CH3), 2.45 – 2.29 (m, 8H, CH2 ), 1.22 (s, 6H, CH3 ), 1.09  (s, 6H, CH3 )ppm. 13C NMR (100 MHz, CDCl3) δ 190.21, 189.26, 148.79, 127.49, 125.64 ,115.97, 112.70, 47.11, 46.48, 40.71, 31.86, 31.38 , 29.69, 27.36 ppm. IR (neat): 2959, 1583, 1513, 1456, 1366, 1305, 1244, 1149, 1024, 913, 808, 662, 569cm–1. HRMS (ESI) m/z: [M+H]+ Calculated for C25H34 NO4+ 412.2482; found 412.2464. TLC: Rf =0.85 (EA: Hexane-1:1).

Synthesis of 2,2'-((3,4-dihydroxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one): 3f
Half grey solid, m.p. 111-115°C. Yield:87% (0.670g) 1H NMR (500 MHz, CDCl3) δ 11.92 (s, 1H, OH), 6.76 -6.74 (d, 1H, ArH ), 6.62 (s, 1H, ArH)  6.54 -6.52 (d, 1H, ArH ), 5.47 (s, 1H, CH ), 2.48 – 2.30 (m, 8H, CH2 ), 1.24 (s, 6H, CH3 ), 1.11  (s, 6H, CH3 )  ppm 13C NMR (100 MHz, CDCl3) δ 194.71, 179.75, 151.16 ,134.34, 130.03, 129.03,119.25, 115.73, 115.17,114.45, 111.43 , 53.02,47.13 ,32.11, 31.46 , 29.53, 27.53 ppm.IR (neat): 3471, 2965, 1583, 1371, 1262, 1157, 1059, 952, 868, 775, 662, 599cm–1. HRMS (ESI) m/z: [M+H]+ Calculated for C23H29O6+ 401.1959;  found  401.1947. TLC : Rf =0.80  (EA: Hexane-1:1).

Synthesis of 2,2'-((4-hydroxy-3-methoxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one): 3g
Half white solid, m.p. 189-191°C. Yield:77% (0.640g) 1H NMR (500 MHz, CDCl3) δ 11.95 (s, 1H, OH), 6.81 -6.61 (d, 1H, ArH), 6.59 -6.56 (d, 2H, ArH), 5.49 (s, 1H, CH ), 3.76 (s, 3H, OCH3), 2.47 – 2.29 (m, 8H, CH2 ), 1.23 (s, 6H, CH3 ), 1.11 (s, 6H, CH3 ) ppm  13C NMR (100 MHz, CDCl3) δ 190.39, 189.36, 146.34, 143.61, 129.75, 119.53 ,115.80, 114.11 , 109.87, 55.68, 47.10, 46.41, 32.33, 31.26, 29.82, 27.11.ppm.IR (neat): 3514, 2955, 1590, 1510, 1369, 1243, 1155, 1032, 861 cm–1. HRMS (ESI) m/z: [M+H]+ Calculated for C24H31O6+ 415.2115; found 415.2079. TLC: Rf =0.82 (EA: Hexane-1:1).

Synthesis of 2,2'-((3,4,5-trimethoxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one): 3h
Pure white solid , m.p. 191-195°C. Yield:74% (0.680g) 1H NMR (500 MHz, CDCl3) δ 12.02 (s, 1H, OH), 6.36 (s, 2H, ArH), 5.50 (s, 1H, CH), 3.81 (s, 3H, OCH3) , 3.76 (s, 6H ,OCH3) , 2.36-2.41 (m, 8H, CH2), 1.25  (s, 6H, CH3), 1.12 (s, 6H, CH3) ppm. 13C NMR (100 MHz, CDCl3) δ 190.40 , 189.31, 152.84, 135.94, 133.76, 115.52 ,104.21, 77.43 , 77.11, 76.79, 60.84, 55.92, 47.09, 46.32, 32.77, 31.10, 29.99, 26.81.ppm.IR (neat): 2947, 1580, 1508, 1369, 1238, 1126, 1010, 885, 827 cm–1.HRMS (ESI) m/z: [M+H]+ Calculated for C26H35O7 + 459.2377;  found  459.2374. TLC : Rf =0.85  (EA: Hexane-1:1).

Synthesis of 2,2'-((4-chlorophenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) : 3i
Pure white solid , m.p. 155-157°C. Yield:82% (0.660g) 1H NMR (500 MHz, CDCl3) δ 11.86 (s, 1H, OH), 7.23-7.21 (d , 2H, ArH), 7.02-7.00 (d ,2H, ArH) 5.47 (s, 1H, CH), 2.48-2.29 (m, 8H, CH2), 1.22  (s, 6H, CH3), 1.10 (s, 6H, CH3) ppm. 13C NMR (100 MHz, CDCl3) δ 190.63, 189.43, 136.71, 131.60, 128.35, 128.20, 115.34, 47.06, 46.44, 32.41, 31.43, 29.58, 27.42 ppm.IR (neat): 2962, 1580, 1366, 1253, 1157, 874, 587 cm–1. HRMS (ESI) m/z: [M+H]+ Calculated for C23H28CLO4 + 403.1671; found 403.1650. TLC: Rf =0.79 (EA: Hexane-1:1).


Synthesis of 2,2'-(p-tolylmethylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one):  3j
Pure white solid, m.p. 110-113°C. Yield:83% (0.690g) 1H NMR (500 MHz, CDCl3) δ 11.90 (s, 1H, OH ), 7.08 -7.06 (d, 2H, ArH ), 6.96 (d, 2H, ArH ), 5.50 (s, 1H, CH ), 2.47-2.32 (m, 8H, CH2) 1.22 (s, 6H, CH3),1.09 (s, 6H, CH3 ),1.03 (s, 3H, CH3 )ppm. 13C NMR (100 MHz, CDCl3) δ 203.68 ,190.43, 189.43 , 134.92, 130.15, 128.96 , 126.68 ,115.73 ,103.63, 57.33, 54.12, 47.08, 46.32 ,32.45 ,31.47, 30.93, 29.64, 28.38, 28.35,27.41 ,20.90.ppm.IR (neat): 2953, 1592, 1458, 1369, 1241, 1157, 1030, 879, 810, 653 cm–1.HRMS (ESI) m/z: [M+H]+ Calculated for C24H31O4 + 383.2217;  found  383.2204.TLC : Rf =0.84 EA: Hexane-1:1).

Synthesis of 2,2',2'',2'''-(1,4-phenylenebis(methanetriyl))tetrakis(3-hydroxy- 5,5-dimethylcyclohex-2-en-1-one):  3k
Pure white solid, m.p. 239-241°C. Yield:82% (0.650g) 1H NMR (500 MHz, CDCl3) δ 11.82 (s, 2H, OH), 9.96 (s, 1H, OH), 7.26-7.80  (s, 4H, ArH), 5.56 (s, 2H, CH), 2.47-2.35 (m, 16H, CH2), 1.24  (s, 12H, CH3), 1.11 (s, 12H, CH3) ppm. 13C NMR (100 MHz, CDCl3) δ 191.68, 190.75, 189.52 , 145.94, 134.39, 129.75, 127.45,126.74, 115.16 ,77.24, 47.04, 46.44, 33.36, 31.49, 31.46, 29.53, 27.48 ppm. IR (neat): 2959, 1685, 1589, 1377, 1247, 1160, 1050, 877, 668 cm–1. HRMS (ESI) m/z: [M+H]+ Calculated for C40H51O8 + 659.3578; found 659.3578. TLC : Rf =0.86 EA: Hexane-1:1).

Synthesis of 4-(bis(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)methyl)benzaldehyde:  3l
Pure white solid, m.p. 155-159°C. Yield:84% (0.670g) 1H NMR (500 MHz, CDCl3) δ 11.83 (s, 1H, OH), 9.96 (s, 1H, CHO), 7.25-7.80  (s, 4H, ArH), 5.56 (s, 1H, CH), 2.31-2.53 (m, 8H, CH2), 1.24  (s, 6H, CH3), 1.11 (s, 6H, CH3) ppm. 13C NMR (100 MHz, CDCl3) δ 191.72, 190.78 , 189.55 , 145.95, 134.38, 129.77, 127.45, 115.16 ,77.24, 47.03, 46.44, 33.36, 31.49, 29.56, 27.47 IR (neat): 2962, 1693, 1583, 1369, 1299, 1163, 1050, 871, 668 cm–1.HRMS (ESI) m/z: [M+H]+ Calculated for C24H29O5+ 397.2010;  found 397.2005. TLC : Rf =0.82( EA: Hexane-1:1).
Synthesis of 3,3,6,6-Tetramethyl-9-phenyl-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione: 4a
White solid , m.p. 229-236°C. Yield:85% (0.632g) 1H NMR (500 MHz, CDCl3) δ 7.32- 7.29 (d, 2H,ArH), 7.25 -7.20 (t, 2H,ArH), 7.14-7.11 (d ,1H,ArH) 4.76 (s, 1H, CH), 2.48-2.15 (m, 8H, CH2), 1.12 (s, 6H, CH3), 1.01 (s, 6H, CH3) ppm.13C NMR (100 MHz, CDCl3) δ 196.32, 162.22, 144.09,128.52, 128.39, 128.04, 126.37, 115.71, 77.33,77.02, 76.70, 50.77, 40.91, 32.19, 31.84, 29.26, 27.35 ppm. IR (neat): 2959, 1658, 1595, 1360, 1195, 1140, 1001, 697 cm–1.HRMS (ESI) m/z: [M+H]+ Calculated for C23H27O3+ 351.1955; found 351.1967. TLC : Rf =0.84(EA: Hexane-1:1).

Synthesis of 9-(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)-3,3-dimethyl-2,3,4,9-tetrahydro-1H-xanthen-1-one: 4b
Yellowish white solid, m.p. 191-195°C. Yield: 82% (0.630g) 1H NMR (500 MHz, CDCl3) δ 10.58 (s, 1H, OH), 7.01-7.28 (m, 4H, ArH), 4.69 (s, 1H, CH), 2.63-2.46 (q, 2H, CH2), 2.38-2.34 (m, 4H, CH2), 1.98 (s, 2H, CH2), 1.13 (s, 3H, CH3), 1.03 (, 3H, CH3),1.00 (s, 6H, CH3), ppm. 13C NMR (100 MHz, CDCl3) δ 200.86, 196.76, 170.89, 169.12, 151.00, 128.03, 127.52, 124.59, 124.33, 118.32, 115.74 ,111.04, 77.52, 77.09, 76.67, 50.56, 49.94, 43.18, 41.54, 32.30, 30.99, 29.84, 29.19, 27.72, 27.19, 26.52 ppm. IR (neat): 3743, 2962, 1612, 1369, 1230, 1024, 752, 589 cm–1. HRMS (ESI) m/z: [M+H]+ Calculated for C23H27O4+ 367.1904; found 367.1892. TLC: Rf =0.85 (EA: Hexane-1:1).

Synthesis of 9-(4-Hydroxy-3-methoxyphenyl)-3,3,6,6-tetramethyl-3,4,5,6,7,9-hexahydro-2H-xanthene-1,8-dione : 4e
Pure white solid, m.p. 226-228°C. Yield:71% (0.610g) 1H NMR (500 MHz, CDCl3) δ 6.92 (s, 1H, OH), 6.66-6.64 (s, 1H, ArH), 6.52-6.50 (d, 1H, ArH), 5.59 (s, 1H, ArH), 4.59 (s, 1H, CH), 3.80 (s, 3H, OCH3), 2.38 (s, 4H, CH2), 2.18 -2.04 (m, 4H, CH2), 1.02 (s, 6H, CH3), 0.93 (s, 6H, CH3) ppm. 13C NMR (100 MHz, CDCl3) δ 196.71, 162.63, 162.18, 145.96, 144.06, 136.42, 120.08, 115.81, 114.00, 112.29, 77.28, 55.92, 55.89, 50.76, 45.97, 40.86, 36.51, 32.19, 32.04, 31.46, 31.30, 29.29, 27.27 ppm. IR (neat): 3405, 2959, 1661, 1510, 1354, 1201, 1027, 813 cm–1. HRMS (ESI) m/z: [M+H]+ Calculated for C24H29O5+ 397.2010; found 397.2009. TLC : Rf =0.81 (EA: Hexane-1:1).
Synthesis of 3,3,6,6-Tetramethyl-9-(3,4,5-trimethoxyphenyl)-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione: 4f
Pure white solid, m.p. 206-209°C. Yield: 79% (0.670g) 1H NMR (500 MHz, CDCl3) δ 6.44 (s, 2H, ArH), 4.64 (s, 1H, CH), 3.73(s, 6H, OCH3), 3.70 (s, 3H, OCH3), 2.36 - 2.29 (m, 2H, CH2), 2.22 -2.12 (dd, 6H, CH2), 1.04 (s, 6H, CH3), 0.96 (s, 6H, CH3) ppm.13C NMR (100 MHz, CDCl3) δ 196.50, 190.38, 189.52, 189.30, 162.38, 152.83, 152.78, 139.74,136.57, 133.76, 115.55, 113.45, 105.73, 104.17, 77.30, 60.84, 60.68, 56.09, 55.89, 50.75, 47.10, 46.32, 45.98, 40.90, 32.27, 32.17, 32.03, 31.81, 31.10, 30.01, 29.36, 27.18 ppm.IR (neat): 2953, 1664, 1589, 1458, 1351, 1126, 1007, 833 cm–1. HRMS (ESI) m/z: [M+H]+ Calculated for C26H33O6+ 441.2272; found 441.2269. TLC : Rf =0.84 (EA: Hexane-1:1).
Synthesis of 9-(4-chlorophenyl)-3,3,6,6-tetramethyl-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione : 4g
Pure white solid, m.p. 227-230°C. Yield:79% (0.640g) 1H NMR (500 MHz, CDCl3) δ 7.10-7.09 (d, 2H, ArH), 6.95-6.89 (dt ,2H, ArH), 4.63 (s, 1H, CH), 2.38 (s, 4H, CH2), 2.16 -2.07 (m, 4H, CH2), 1.02 (s, 6H, CH3), 0.92 (s, 6H, CH3) ppm. 13C NMR (100 MHz, CDCl3) δ 196.45, 162.13, 141.20, 135.77, 135.26, 134.93, 128.95, 128.79, 128.25, 126.67, 115.78, 115.74, 77.26, 50.79, 47.09, 46.46, 40.89, 32.42, 32.21, 31.45, 31.42, 29.27, 27.39, 21.06, 20.89 ppm. IR (neat): 2884, 1461, 1343, 1279, 1027, 952, 841 cm–1.HRMS (ESI) m/z: [M+H]+ Calculated for C23H26CLO3 + 385.1565; found 385.2281. TLC : Rf =0.81 (EA: Hexane-1:1).

Synthesis of 3,3,6,6-Tetramethyl-9-(p-tolyl)-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione: 4h
Pure white solid, m.p. 230-232°C. Yield:75% (0.640g) 1H NMR (500 MHz, CDCl3) δ 7.17-7.15 (d, 2H, ArH), 7.11-7.09 (d ,2H, ArH), 4.64 (s, 1H, CH), 2.36 - 2.22 (s, 4H, CH2), 2.18 -2.07 (m, 4H, CH2), 1.03 (s, 9H, CH3), 0.91 (s, 6H, CH3) ppm.13C NMR (100 MHz, CDCl3) δ 196.39, 190.64, 189.44, 162.48, 142.73, 136.75, 132.02, 131.56,129.79, 128.34, 128.21, 115.33, 77.28, 50.70, 47.05, 46.43, 40.85, 32.41, 32.21, 31.48, 31.43,29.58, 29.28, 27.43, 27.29 ppm. IR (neat): 2956, 1658, 1586, 1363, 1192, 1004, 841 cm–1. HRMS (ESI) m/z: [M+H]+ Calculated for C24H29O3+ 365.2111; found 365.2126. TLC : Rf =0.85 (EA: Hexane-1:1).

Synthesis of 4-(3,3,6,6-Tetramethyl-1,8-dioxo-2,3,4,5,6,7,8,9-octahydro- 1H-xanthene-9-yl) benzaldehyde : 4i
Pure white solid, m.p. 298-302°C. Yield:80% (0.635g) 1H NMR (500 MHz, CDCl3) δ 9.92 (s, 1H, CHO), 7.76- 7.74 (d, 2H, ArH), 7.49- 7.47 (d, 2H, ArH), 4.81 (s, 1H, CH), 2.49 (s, 4H, CH2), 2.27-2.14 (m, 4H, CH2), 1.11 (s, 6H, CH3), 0.98 (s, 6H, CH3) ppm. 13C NMR (100 MHz, CDCl3) δ 196.33, 192.06, 162.79, 151.06, 134.78, 129.73, 129.18, 114.84 ,77.26, 50.80, 50.68, 40.86, 32.47, 32.22, 29.27, 28.99, 27.24 ppm. IR (neat): 2962, 1661, 1497, 1353, 1275, 1133, 1040, 714, 697 cm–1. HRMS (ESI) m/z: [M+H]+ Calculated for C24H27O4+ 379.1904; found 379.1914. TLC : Rf =0.85 ( EA: Hexane-1:1).























NMR, HRMS and IR spectra of non-cyclic tetraketone derivatives


Figure S1: 1H NMR spectrum of 2,2’-(Phenyl-methylene) bis(3-hydroxy-5,5-dimethyl-2- cyclohexene-1-one) (3a)




Figure S2: 13C NMR spectrum of 2,2’-(Phenyl-methylene) bis(3-hydroxy-5,5-dimethyl-2- cyclohexene-1-one) (3a)
[image: D1 SAMPLE_page-0001]
Figure S3: HRMS spectrum of 2,2’-(Phenyl-methylene) bis(3-hydroxy-5,5-dimethyl-2- cyclohexene-1-one) (3a)

[image: ]

Figure S4:  IR spectrum of of 2,2’-(Phenyl-methylene) bis(3-hydroxy-5,5-dimethyl-2- cyclohexene-1-one) (3a)



Figure S5: 1H NMR spectrum of 9-(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)-3,3-dimethyl-2,3,4,9-tetrahydro-1H-xanthen-1-one (3b)



Figure S6: 13C NMR spectrum of 9-(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)-3,3-dimethyl-2,3,4,9-tetrahydro-1H-xanthen-1-one (3b)


[image: 07-AAK-D2_IITM_FINAL REPORT_page-0001]
[image: ]Figure S7: HRMS spectrum of 9-(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)-3,3-dimethyl-2,3,4,9-tetrahydro-1H-xanthen-1-one (3b)









Figure S8: IR spectrum of 9-(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)-3,3-dimethyl-2,3,4,9-tetrahydro-1H-xanthen-1-one (3b)


Figure S9: 1H NMR spectrum of 2,2'-((4-hydroxy-3,5-dimethoxyphenyl)methylene)bis(3-hydroxy- 5,5-dimethylcyclohex-2-en-1-one) (3c)




Figure S10: 13C NMR spectrum of 2,2'-((4-hydroxy-3,5-dimethoxyphenyl)methylene)bis(3-hydroxy- 5,5-dimethylcyclohex-2-en-1-one) (3c)

Figure S11:  HRMS spectrum of 2,2'-((4-hydroxy-3,5-dimethoxyphenyl)methylene)bis(3-hydroxy- 5,5-dimethylcyclohex-2-en-1-one) (3c)

[image: ]
Figure S12: IR spectrum of 2,2'-((4-hydroxy-3,5-dimethoxyphenyl)methylene)bis(3-hydroxy- 5,5-dimethylcyclohex-2-en-1-one) (3c)



Figure S13: 1H NMR spectrum of 2,2'-((3,4-dimethoxyphenyl) methylene) bis(3-hydroxy-5,5-     dimethylcyclohex-2-en-1-one) (3d)


Figure S14: 13C NMR spectrum of 2,2'-((3,4-dimethoxyphenyl) methylene) bis(3-hydroxy-5,5-     dimethylcyclohex-2-en-1-one) (3d)


Figure S15: HRMS spectrum of 2,2'-((3,4-dimethoxyphenyl) methylene) bis(3-hydroxy-5,5-     dimethylcyclohex-2-en-1-one) (3d)
[image: ]
Figure S16: IR spectrum of 2,2'-((3,4-dimethoxyphenyl) methylene) bis(3-hydroxy-5,5- dimethylcyclohex-2-en-1-one) (3d)



Figure S17: 1H NMR spectrum of 2,2'-((4-(dimethylamino)phenyl)methylene) bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3e)



Figure S18: 13C NMR spectrum of 2,2'-((4-(dimethylamino)phenyl)methylene) bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3e)

[image: 07-AAK-D5_IITM_FINAL REPORT_page-0001]
Figure S19: HRMS spectrum of 2,2'-((4-(dimethylamino)phenyl)methylene) bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3e)
[image: ]
Figure S20: IR spectrum of 2,2'-((4-(dimethylamino)phenyl)methylene) bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3e)




Figure S21: 1H NMR spectrum of 2,2'-((3,4-dihydroxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3f)


Figure S22: 13C NMR spectrum of 2,2'-((3,4-dihydroxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3f)

[image: 07-AAK-D6_IITM_FINAL REPORT_page-0001]
Figure S23: HRMS spectrum of 2,2'-((3,4-dihydroxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3f)
[image: ]
Figure S24: IR spectrum of 2,2'-((3,4-dihydroxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3f)


Figure S25: 1H NMR spectrum of 2,2'-(4-hydroxy-3-methoxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3g)


Figure S26: 13C NMR spectrum of 2,2'-(4-hydroxy-3-methoxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3g)
[image: 25-MMB-SLM-D3_IITM_FINAL REPORT_page-0001]
Figure S27: HRMS spectrum of 2,2'-(4-hydroxy-3-methoxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3g)
[image: ]
Figure S28: IR spectrum of 2,2'-(4-hydroxy-3-methoxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3g)



Figure S29: 1H NMR spectrum of 2,2'-((3,4,5-trimethoxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3h)


Figure S30: 13C NMR spectrum of 2,2'-((3,4,5-trimethoxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3h)
[image: C:\Users\ELCOT\AppData\Local\Microsoft\Windows\INetCache\Content.Word\23-SS-D8_IITM_FINAL REPORT_page-0001.jpg]
Figure S31: HRMS spectrum of 2,2'-((3,4,5-trimethoxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3h)
[image: ]
Figure S32: IR spectrum of 2,2'-((3,4,5-trimethoxyphenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3h)


Figure S33: 1H NMR spectrum of 2,2'-((4-chlorophenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3i)


Figure S34: 13C NMR spectrum of 2,2'-((4-chlorophenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3i)
[image: 07-AAK-D9_IITM_FINAL REPORT_page-0001]
Figure S35: HRMS spectrum of 2,2'-((4-chlorophenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3i)
[image: ]
Figure S36: IR spectrum of 2,2'-((4-chlorophenyl)methylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3i)


Figure S37: 1H NMR spectrum of 2,2'-(p-tolylmethylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3j)


Figure S38: 13C NMR spectrum of 2,2'-(p-tolylmethylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3j)

[image: 07-AAK-D11_IITM_FINAL REPORT_page-0001]
Figure S39: HRMS spectrum of 2,2'-(p-tolylmethylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3j)
[image: ]
Figure S40: IR spectrum of 2,2'-(p-tolylmethylene)bis(3-hydroxy-5,5-dimethylcyclohex-2-en-1-one) (3j)


Figure S41: 1H NMR spectrum of 2,2',2'',2'''-(1,4-phenylenebis(methanetriyl))tetrakis(3-hydroxy- 5,5-dimethylcyclohex-2-en-1-one) (3k)

 Figure S42: 13C NMR spectrum of 2,2',2'',2'''-(1,4-phenylenebis(methanetriyl))tetrakis(3-hydroxy- 5,5-dimethylcyclohex-2-en-1-one) (3k)

[image: 05-AAK-3-D12_IITM_FINAL REPORT_page-0001]
Figure S43: HRMS spectrum of 2,2',2'',2'''-(1,4-phenylenebis(methanetriyl))tetrakis(3-hydroxy- 5,5-dimethylcyclohex-2-en-1-one) (3k)
[image: ]
Figure S44: IR spectrum of 2,2',2'',2'''-(1,4-phenylenebis(methanetriyl))tetrakis(3-hydroxy- 5,5-dimethylcyclohex-2-en-1-one) (3k)


Figure S45: 1H NMR spectrum of 4-(bis(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)methyl)benzaldehyde (3l)


Figure S46: 13C NMR spectrum of 4-(bis(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)methyl)benzaldehyde (3l)

[image: 23-SS-D13_IITM_FINAL REPORT_page-0001]
Figure S47: HRMS spectrum of 4-(bis(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)methyl)benzaldehyde (3l)
[image: ]
Figure S48: IR spectrum of 4-(bis(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)methyl)benzaldehyde (3l)



NMR, HRMS and IR spectra of cyclic xanthene derivatives



Figure S49: 1H NMR spectrum of 3,3,6,6-Tetramethyl-9-phenyl-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4a)


Figure S50: 13C NMR spectrum of 3,3,6,6-Tetramethyl-9-phenyl-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4a)

[image: ]
Figure S51: HRMS spectrum of 3,3,6,6-Tetramethyl-9-phenyl-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4a)
[image: ]
Figure S52: IR spectrum of 3,3,6,6-Tetramethyl-9-phenyl-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4a)



Figure S53: 1H NMR spectrum of 9-(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)-3,3-dimethyl-2,3,4,9-tetrahydro-1H-xanthen-1-one (4b)


Figure S54: 13C NMR spectrum of 9-(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)-3,3-dimethyl-2,3,4,9-tetrahydro-1H-xanthen-1-one (4b)


[image: 07-AAK-D2_IITM_FINAL REPORT_page-0001]
[image: ]Figure S55: HRMS spectrum of 9-(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)-3,3-dimethyl-2,3,4,9-tetrahydro-1H-xanthen-1-one (4b)








Figure S56: IR spectrum of 9-(2-hydroxy-4,4-dimethyl-6-oxocyclohex-1-en-1-yl)-3,3-dimethyl-2,3,4,9-tetrahydro-1H-xanthen-1-one (4b)


[image: ]

Figure S57: HRMS spectrum of 9-(4-hydroxy-3,5-dimethoxyphenyl)-3,3,6,6-tetramethyl-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4c)
















[image: ]
Figure S58: HRMS spectrum of 9-(4-(dimethylamino)phenyl)-3,3,6,6-tetramethyl-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4d)








Figure S59: 1H NMR spectrum of 9-(4-Hydroxy-3-methoxyphenyl)-3,3,6,6-tetramethyl-3,4,5,6,7,9-hexahydro-2H-xanthene-1,8-dione (4e)



Figure S60: 13C NMR spectrum of 9-(4-Hydroxy-3-methoxyphenyl)-3,3,6,6-tetramethyl-3,4,5,6,7,9-hexahydro-2H-xanthene-1,8-dione (4e)



[image: ]
Figure S61: HRMS spectrum of 9-(4-Hydroxy-3-methoxyphenyl)-3,3,6,6-tetramethyl-3,4,5,6,7,9-hexahydro-2H-xanthene-1,8-dione (4e)
[image: ]
Figure S62: IR spectrum of 9-(4-Hydroxy-3-methoxyphenyl)-3,3,6,6-tetramethyl-3,4,5,6,7,9-hexahydro-2H-xanthene-1,8-dione (4e)




Figure S63: 1H NMR spectrum of 3,3,6,6-Tetramethyl-9-(3,4,5-trimethoxyphenyl)-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4f)


Figure S64: 13C NMR spectrum of 3,3,6,6-Tetramethyl-9-(3,4,5-trimethoxyphenyl)-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4f)



[image: ]
Figure S65: HRMS spectrum of 3,3,6,6-Tetramethyl-9-(3,4,5-trimethoxyphenyl)-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4f)

[image: ]
Figure S66: IR spectrum of 3,3,6,6-Tetramethyl-9-(3,4,5-trimethoxyphenyl)-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4f)


Figure S67: 1H NMR spectrum of 9-(4-chlorophenyl)-3,3,6,6-tetramethyl-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4g)


Figure S68: 13C NMR spectrum of 9-(4-chlorophenyl)-3,3,6,6-tetramethyl-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4g)

[image: ]
Figure S69: HRMS spectrum of 9-(4-chlorophenyl)-3,3,6,6-tetramethyl-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4g)

[image: ]
Figure S70: IR spectrum of 9-(4-chlorophenyl)-3,3,6,6-tetramethyl-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4g)





Figure S71: 1H NMR spectrum of 3,3,6,6-Tetramethyl-9-(p-tolyl)-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4h)


Figure S72: 13C NMR spectrum of 3,3,6,6-Tetramethyl-9-(p-tolyl)-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4h)

[image: ]
Figure S73: HRMS spectrum of 3,3,6,6-Tetramethyl-9-(p-tolyl)-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4h)
[image: ]
Figure S74: IR spectrum of 3,3,6,6-Tetramethyl-9-(p-tolyl)-3,4,5,6,7,9-hexahydro-1H-xanthene-1,8(2H)-dione (4h)



Figure S75: 1H NMR spectrum of 4-(3,3,6,6-Tetramethyl-1,8-dioxo-2,3,4,5,6,7,8,9-octahydro- 1H-xanthene-9-yl) benzaldehyde (4i)



Figure S76: 13C NMR spectrum of 4-(3,3,6,6-Tetramethyl-1,8-dioxo-2,3,4,5,6,7,8,9-octahydro- 1H-xanthene-9-yl) benzaldehyde (4i)
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Figure S77: HRMS spectrum of 4-(3,3,6,6-Tetramethyl-1,8-dioxo-2,3,4,5,6,7,8,9-octahydro- 1H-xanthene-9-yl) benzaldehyde (4i)











Figure S78: IR spectrum of 4-(3,3,6,6-Tetramethyl-1,8-dioxo-2,3,4,5,6,7,8,9-octahydro- 1H-xanthene-9-yl) benzaldehyde (4i)
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Sample Information

Name
Sample D
Instrument
MS Type
Tnj. Vol. (ul)
Position
Plate Pos.
Operator

7102024 MMB

Instrument 1

qror
05
PLFI0

Compound Details
Cpd.1: €23 H26 04

Formula

Data File Path
Acq. Time (Local)
Method Path (Acq)
Version (Acg SW)
TRM Status.
Method Path (DA)
Target Source Path
Result Summary

Mass mz

9312601

3661813

)
M+Na)+

z

%7.1892
301702

Compound Spectra (overtaid)

Qmpound ID
al

‘Spectrum Peaks

m/z
%7.1892
368.1917
391948
370,197
380.1702
20,1738
BL1764

TR

Diff (ppm)
312
49
196
.50

5.69

Formula
@326 0%

Mass Cal, Mass.
36,1813 36,1831

Diff (mba)

T
((M»Ih)lo

18

Compound Spectra

D:\MassHunter\Data\2024\0CT\MMB\07-AAK-D2.d
08:10-2024 07:50:12 (UTCH05:30)
D:\MassHunter\Methods\TRIALS\FIA_POS_organic_02.m

6200 serfes TOF/6500 serles Q-TOF 10.1 (48.0)

Success

D:\MassHunter \Methods\10.0\Defauk.m

1 qualified (1 targets)

Ton Species
(M)
(M)
(MeH)+
(MeH)+
(MeNay-
(M)
(Mena)+

Formula
Q32604
Q32604
Q32604
Q32604
Q32604
Q32604
232604

¢ [P cares

6751
651
6251
o
575
551
5.5
e

a5
4251

375
354
325

275
251
2.5
>
175

125
i
0754
o051
0.5

367.1892
W)

3681917
MiH)+

369,148
MeH)+

552: + FBF Spectium (it 2503-2.552 min) 07-AAK-D2.d. Subtract

3891702
(MNa)+

3901738
MNa)+

3011764
Mena)s

L P PN A SR S S U S SR SR S A
%6 367 X6 360 IO 71 72 73 W4 375 W6 I I8 I/ 380

T
B

Counts v, Mass o Charge (m/2)

LI U Y S S SO Y SO SR N S B
B3 384 W 386 387 386 380 390 91 I 93 39 35 3%
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Sample Information

Name 09012025-BB Data File Path D:\MassHunter\Data\2025\JAN\BB\09-SK-3-D3.d
Sample ID Acq. Time (Local) 09-01-2025 17:21:22 (UTC+05:30)
Instrument Instrument 1 Method Path (Acq) D:\MassHunter\Methods\TRIALS\FIA_POS_organic_02.m
MS Type QTOF Version (Acq SW) 6200 series TOF/6500 series Q-TOF 10.1 (48.0)
Inj. Vol. (ul) 0.5 IRM Status Success
Position P1-B6 Method Path (DA) D:\MassHunter\Methods\10.0\Default.m
Plate Pos. Target Source Path
Operator Result Summary 1 qualified (1 targets)
Compound Details
Cpd. 1: C25 H32 07
Name Formula Mass m/z
C25 H32 07 444.2143
Species m/z
M+H)+ 445.2217
M+Na)+ 467.2034
Compound Spectra (overlaid)
Spectrum Peaks
m/z Z Diff (ppm) Ion Species Formula
445.2217 1 -0.95 (M+H)+ C25H3207
446.2249 1 -1.31 (M+H)+ C25H3207
447.2276 1 -1.24 (M+H)+ C25H3207
448.2299 1 -2.16 (M+H)+ C25H3207
467.2034 1 -1.30 (M+Na)+ C25H3207
468.2065 1 -1.99 (M+Na)+ C25H3207
469.2094 1 -1.47 (M+Na)+ C25H3207
470.2119 1 -1.95 (M+Na)+ C25H3207
471.2193 1 8.23 (M+Na)+ C25H3207
Compound ID
Table
Cpd Key Formula Mass Cal. Mass Species Diff (mDa)
2745 C25H32 07 4442143 444.2148 (M+H)+ -0.5
(M+Na)+
Compound Spectra
X108 Cpd 1: C25 H32 07; 0.237: + FBF Spectrum (rt: 0.254-0.287 min) 09-SK-3-D3.d Subtract
| 445.2217
(M+H)+
-
0.95-
0.9
0.857
0.8
0.757
0.7
0.657
0.6
0.557
0.5
0.45
0.4
0.357
446.2249
0.3+ (M+H)+
0.25-
0.7 467.2034
0.15-] (M+Na)+
0.1 447.2276
468.2065
(M+H)+ 470.2119
0.05-1 (M+Na)+ 0 ey
07 in] |] o i &

I I I I I I I I [ [ I I [ [ [ | I [ T I I [ T I I [ T T I I T T I
444 445 446 447 448 449 450 451 452 453 454 455 456 457 458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474 475 476

Counts vs. Mass-to-Charge (m/z)
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Sample Information

Name 09012025-BB Data File Path D:\MassHunter\Data\2025\JAN\BB\09-SK-3-D4.d
Sample ID Acq. Time (Local) 09-01-2025 17:39:40 (UTC+05:30)
Instrument Instrument 1 Method Path (Acq) D:\MassHunter\Methods\TRIALS\FIA_POS_organic_02.m
MS Type QTOF Version (Acq SW) 6200 series TOF/6500 series Q-TOF 10.1 (48.0)
Inj. Vol. (ul) 0.5 IRM Status Success
Position P1-B7 Method Path (DA) D:\MassHunter\Methods\10.0\Default.m
Plate Pos. Target Source Path
Operator Result Summary 1 qualified (1 targets)
Compound Details
Cpd. 1: C25 H32 06
Name Formula Mass m/z
C25 H32 06 428.2195
Species m/z
M+H)+ 429.2269
M+NH4)+ 446.2632
M+Na)+ 451.2087
Compound Spectra (overlaid)
Spectrum Peaks
m/z Z Diff (ppm) Ion Species Formula
429.2269 1 -0.56 (M+H)+ C25H3206
430.2301 1 -1.04 (M+H)+ C25H3206
431.2323 1 -2.31 (M+H)+ C25H3206
432.2345 1 -3.50 (M+H)+ C25H3206
446.2632 1 21.20 (M+NH4)+  C25H3206
447.2558 1 -2.70 (M+NH4)+  C25H3206
451.2087 1 -0.85 (M+Na)+ C25H3206
452.2117 1 -1.85 (M+Na)+ C25H3206
453.2146 1 -1.41 (M+Na)+ C25H3206
454.2180 1 -0.02 (M+Na)+ C25H3206
Compound ID
Table
Cpd Key Formula Mass Cal. Mass Species Diff (mDa)
2790 C25 H32 06 428.2195 428.2199 (M+H)+ -04
(M+NH4)+
(M+Na)+
Compound Spectra
x10° Cpd 1: C25 H32 06; 0.552: + FBF Spectrum (rt: 0.304-0.403, 0.816-1.444 min) 09-SK-3-D4.d Subtract
429.2269
8 (M+H)+
7.5
7
6.5
6
5.5
5
4.5
4+
3.5
3
451.2087
2.5 430.2301 (M+Na)+
(M+H)+
2
1.5
1 452.2117
4312323 (M+Na)+
0.5 (M+H)+ 446.2632 454.2180
(M+NH4)+ (M+Na)+
o . . _ 1 .

[ I ] T I I I [ I ] T I I [ I I I I I [ [ I I T I [ [ [ I T I [
428 429 430 431 432 433 434 435 436 437 438 439 440 441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457 458 459

Counts vs. Mass-to-Charge (m/z)
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Sample Information

Name
Sample

Instrument

7102024 MB

MS Type QroF

In. Vol.
Position

() os
PLEID

Plate Pos.

Operator

Compound Detail

cpd. 1:

C25H33NO4

Formula

Instrument 1

Data File Path D:\Masstunter\Data\2024\0CTWMMB\07-AAK-DS &
Acq. Time (Local) 08-10-2024 08:51:12 (UTC+05:30)
Method Path (Acq) D:\MassHunter\Methods\TRIALSIFIA_POS._orgaric_02.m
Version (Acq SW) 6200 series TOF/6500 seres Q-TOF 10.1 (48.0)

IRM Status. Success

Method Path (DA) D:\Masstunter\Methods\10.01Default. m

Target Source Path

Result Summary 1 qualfied (1 tergets)

Mass /2

Q25HIINOY

i 4122961
MiNaye 4342284

Compound Spectra (overiaid)

Spectrum Peaks

s

6035

Formula.
C2sHIINOA

Compound Spectra

mz
12264
413.2508
4142526
4342284
435.2320
432343

Mass Cal, Mass
4112393 411.2410

1239

s
[

Ton Species
[N
(et
(M+H)+
(M+Na)+
(ena)e
(tea)e

Formula
C2sH3IN0T
C25133N04
C25H33N04
C25H33N04
2513304
C25133M04

a0
8
754
7
65
6
55
5
45
+
35
3
25

15

05

[Cpd 1 C25 H33 N 04; 0.426: + FBF Spectrum (1t 0.360-0.674 min) 07-AAK-D5.d Subtract

4122064
MR

413.2508
(i

4142526
s+

4342284
(¥

4352220
(M¥ia)+

4362343
(eays

A1 412 413 414 415 406 417 418 419 420 421 42 423 420 425 426 427 428 4 40 43 AR 43 43 435 46 437 438 430 40 441

Counts vs. Mass-to-Charge ()

s

T Quatatve Analva
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HRMS DST-FIST Funded, Department of Chemistry, IIT Madras

Sample Information

Name 07102024-MMB Data File Path D:\MassHHunter\Data\2024\0CT\MMB\07-AAK-D6.d
Sample ID Ac. Time (Local) 08-10-2024 09:11:31 (UTC+05:30)

Instrument Instrument 1 Method Path (Acq) D\ MassHunter\Methods\ TRIALS\FIA_POS_organic_02.m
MS Type qror Version (Acq SW) 6200 series TOF/6500 series Q-TOF 10.1 (46.0)

In. Vol. (ul) 05 IRM Status Success

Position PLELL Method Path (DA) D\ MassHunter\Methods\10.0\Default m

Plate Pos. Target Source Path

Operator Result Summary 1 qualfied (1 targets)

Compound Details
Cpd. 1: C23 H28 06

Nam Formula Mass m/z
Q23112806 00,1871
s miz
ete 401157
MiND): 4182126
MiNa)r 4231757
Compound Spectra (overiaid)
‘Spectrum Peaks
mz z Diff (ppm) Ton Species  Formula
011947 1 298 (MeH)+  C23H2806
4021975 1 441 (MsH) 232806
4032003 1 417 (MeH)+  C23H2806
4182126 1 2% (MeNHA)  C23H2806
20757 1 48 (MaNaye  C23H2806
20179 1 am (MeNa)+ 232806
 MassCalMass  Spedes Diff(mDa)
3 et 15
(MR
MaNa)s
Compound Spectra
4105 [Cod 1 C23 128 06; 0.271: + FeF Spectrum (1 0.2550.35% min) 07-ARK D6.d Subtract
11907
sty
161
15
141
131
121
11
09
4231757
08 (eNays
07
06
05 4021975
Mt
04
b 424179
02 (MeNae
4032003
01 Wit 4182126
(MK

T ) T i T T T T
400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 420 42 423 424 425 426 427 48 429
Counts vs. Mass-to-Charge (m/2)
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HRMS DST-FIST Funded, Department of Chemistry, IIT Madras

Sample Information

25112024-MMB

Sample ID

Tnstrument. Instrument 1
MS Type qroF

Inj. Vol. (ul) 05
Position PLe2
Plate Pos.

Operator

Compound Details
Cpd. 1: C24 H30 06

M)

MiNa+

Formula
413006

miz

415.2079

373011

Compound Spectra (overiaid)

Spectrum Peaks.
m/z
415.2079
4162129
417.2159
437,101
438.1935

Compound 1D

Data File Path
Acq. Time (Local)
Method Path (Aca)
Version (Acq SW)
IRM Status.
Method Path (DA)
‘Target Source Path
Result Summary

Mass m/z
4142013

Cpd Key Formula Mass Cal, Mass. ‘Speci Diff (mDa).

211

2413006 414.2013 414,202

R

Compound Spectra

x10°

25
24
23
22
21

)
19
16
17
16
15
14
13
12
11

1
09
08
07
06
05
04
03
02
o1

[cpd 1- 24 30 0; 0.264: + FBF Spectrum (t: 0.247-0.297 min) 25-MMB-SLM-D3.d_ Subtract

415209
(HH)

4162129
(MEH)s

4172159
(MeH)+

1

Di\MassHunter\Data\2024\NOVIMMB\25 MMB-SLM-D3.d
26-11-2024 13:00:04 (UTC+05:30)
Di\MassHunter\Methodsi TRIALS\FIA_POS_organic_02.m

6200 series TOF/6500 series Q-TOF 10.1(48.0)

Success

Di\MassHunter\Methods\10.0\Default m

1 quafied (1 targets)

Ton Species
(M)
(MeH)s
(M+H)+
(MeNa)+
(MeNa)+

Formula
243006
243006
Q43006
CaH3006
aH3006

437,111
(Fea)

4381935
(MeNa)+

T T T T T T T T
414 415 416 417 418 419 0 01 422 23 424 25 426 07 28 420 430 43 42 4B 4% 435 4% 47 438 439 40 441 42 443

Counts vs. Mass-to-Charge (myz)

F QuaTate Aralyais

Page 1ol

Cenerated 3t 450 on - TT200
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HRMS DST-FIST Funded, Department of Chemistry, IIT Madras

Sample Information
Name 212200818 Data File Path tassHunter\Data| 2024\ DEC MVB\23-55-08.d
Sample ID Acq. Time (Local) 23-12-2024 13:34:28 (UTC+05:30)
Instrument Instrument 1 Method Path (Acq) D:\MassHunter\ Methode\ TRIALS\FIA_FOS_orgaric_02.m
MSType aror Version (Acq SW) 6200 series TOF/6500 series Q-TOF 10.1 (480)
In. Vol. (ul) os RM Status Success
Position P Method Path (DA) D:\MassHuntar ethods\10.0\Defaut.m
Plate Pos. Target Source Path
Operator Result Summary 1 qualfied (1 targets)
Compound Details
Cpd. 1: C26 H34 07
Name Formula Mass mjz
Q615407 582301
es iz
FOPWE- 2]
N 762605
) 219
Compaund Spectra (overlaid)
Spectrum Peaks
iz z Diff (ppm) Tonpecies Formula
902374 1 (MeHy  C6H3407
602409 1 (MeHy Q6H3407
w1202 1 (MeHyr  Ca6H3407
622459 1 (M+Hy+  @sH3407
762605 1 (M+NH)+ Q263407
®1201 1 (MeNa)+  Co6H3407
%2220 1 (MeNa)r  6H3407
3227 1 (Mena)+  CsH3407
84265 1 (M+Na)+  C26H3407
Qrpaund 1D
Tal
Formula Mass Cal, Mass. Diff (mba
s1 @6 H34 07 4582301 458.2305 (1) 04
(e N+
(b}
Compaund Spectra
sagf [P 15 26 H34.07; 0.370: + FBF Spectrum (1: 0.25%,0.420-0.486 min) 23-5508. Subtract
4502374
1 G
=
751
-
65
o
551
.
454
|
35
.2
* ity
251
4812101
7 ad
151
s 4612432 482.220
o5 s+ 476.2605 (+Na)+ 4842265
: | (st ey
o . .

Countsvs Mass-to-Charge (1V2)

T T T T T T T T T
467 468 469 40 471 472 473 474 475 476 477 47 479 480 481

T T T
4B 483 484 485 486 487 488 489

WSSt Qualtaive Analyss

Fage 10 2

“Generatad 3t 14701 on 2312204
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HRMS DST-FIST Funded, Department of Chemistry, IIT Madras

Sample Information
Name 07102024-MMB Data File Path D\ MassHunter\Data\2024\0CT\MMB\07-AAK-D9.d
Sample ID Acg. Time (Local) 08-10-2024 06:28:43 (UTC+05:30)
Instrument Instrument 1 Method Path (Aca) D:\MassHunter\Methods\TRIALS\FIA_POS_organic_02.m
MS Type QroF Version (Acq SW) 6200 series TOF/6500 series Q-TOF 10.1 (48.0)
In. Vol. (ul) X IRM Status Success
Position PLE7 Method Path (DA) D:\MassHunter\Methods\10.0\Defaut. m
Plate Pos. Target Source Path
Operator Result Summary 1 qualfed (1 targets)
Compound Details
Cpd. 1: €23 H27 Cl 04
Name Formula Mass m/z
23H7 004 402.1576
Species  mlz
e aies
MENHA)+ 4201971
MiNaje 4251470
Compound Spectra (overiaid)
Spectrum Peaks
m/z Z Diff (ppm) Ton Species  Formula
4031650 1 519 (MeH)+  C23H27C04
4041680 1 616 (M+H)+ 2327004
405.1629 1 551 (MeH)  C23H27004
406.1653 1 660 (M+H)+  C23H27004
4201971 1 830 (MeNHM  C23H27004
4231928 1 387 (MeNHA)}+  C23H27004
4251470 1 48 (MeNay  C23H27004
4261499 1 588 (MeNa)+  C23H27004
427148 1 525 (MeNa)+ 2327004
4281478 1 485 (M+Nay+  C23H27004
4291490 1 834 (M+Nay  C23H27004
Compound ID
Tabe "
Cpd Key Formula Mass Cal. Mass. Species Diff (mDa)
5841 Q3H270 04 402.1576 402.1598 (MeH)+
(M+NH)+
(M+Na)+.
Compound Spectra
4105 [Cpd 1: C23H27 C10%; 0,445 + FBF Spectrum (t: 0.346-0.875 min) 07-AAK-D9.d Subtract
403.1650
M)+
425.1470
(MNa)+
405.1629
(MsH)+
404.1680
ee 427.1448
(MNay
406.1653
(MiH)» 4281478
420.1971 423.1928 (M+Na)y+
(MNHDE (i)

=T T T ™ el T T
402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 422 423 424 425 426 427 428 429 430 431 42 433

Counts vs. Mass-to-Charge (m/z)

assHunter QUANAtNE ATaIySs Fage T 2

“Generated at 11738 on 08-10-202%
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image101.jpeg
HRMS DST-FIST Funded, Department of Chemistry, IIT Madras

Sample Information
Name 07102024-MMB. Data File Path D:\MassHunter\Data\2024\0CT\MMB\07-AAK-D11.d
Sample 1D Acq. Time (Local) 08-10.2024 07:09:17 (UTC+05:30)
Instrument Instrument 1 Method Path (Acq) D:\MassHunter|Methods\TRIALS\FIA_POS._organic_02.m
MS Type QroF Version (Acq SW) 6200 series TOF/6500 series Q-TOF 10.1(48.0)
In. Vol. (ul) 05 RM Status Success
Position PLES Method Path (DA) D:\MassHunter\Methods\10.0\Defaut.m
Plate Pos. Target Source Path
Operator Result Summary 1 qualified (1 targets)
Compound Details
Cpd. 1: C24 H30 04
Name Formula Mass m/z.
C24 H30 04 3822131
Species  m/z
e 3208
MeNH)+ 3002368
MiNays 4053035
Compound Spectra (overlaid)
‘Spectrum Peaks
mz z Diff (ppm) Ton Species Formula
383.2204 1 -332 (M+H)+ (C24H3004
384.2240 1 27 (M+H)+ C24H3004
385.2258 1 -5.59 (M+H)+ C24H3004
400.2368 1 -28.66 (M+NH4)+  C24H3004
405.2025 1 290 (M+Na)}+  C24H3004
406.2055 1 -3.80 (M+Na)+  C24H3004
407.2079 1 48 (MeNa)e  C24H3004
Compound ID
Table
Cpd Key Formula. Mass Cal. Mass Species. Diff (mDa)
5900 €24 H30 04 382.2131 382.2144 (,&M;‘N ;
(M+Na)+
Compound Spectra
4105 [Cpd 1: C24 130 04; 0.271: + FBF Spectrum (1t 0.255-0.354 min) 07-AAK-D11.d Subtract
| 3832004
(A
4052025
(¥}
384.2240
(N
406.2055
(Mea)>
385.2258
4002368 407.2079
¥ [0 (M) el
o

| P O S o e e P s e ot S [P P et e e S T e I P o Py e D e e e
382 383 384 385 38 387 389 389 390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408 409 410 411 412

Counts vs. Mass-to-Charge (m/z)

“FaseHunter QuaTtative Analyss

Cenerated at 1140 on 08-10-2029
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HRMS DST-FIST Funded, Department of Chemistry, IIT Madras

Sample Information

Name 05092024-88 Data File Path D:\MassHunter\Data\2024\SEP\BB\05-5K-3-D12.4
Sample ID Acq. Time (Local) 05.092024 10:04:53 (UTC+05:30)

Instrument Instrument 1 Method Path (Acq) Dx\MassHunter\Methods\ TRIALS\FIA_POS_organic_02.m
MS Type QroF Version (Acq SW) 6200 seres TOF/6500 series Q-TOF 10.1(48.0)

In. Vol. (ul) 05 TRM Status Success

Position P1-D1 Method Path (DA) Dx\MassHunter\Methods\10.0\Default.m

Plate Pos. Target Source Path

Operator Result Summary 1 quaified (1 targets)

Compound Details
Cpd. 1: C40 H50 08

Name Formula _Mass m/z
C40H5008 6583503
Species _m/z
MiH)r  659.3578
NN 676384
MiNa)e 6813397
Compound Spectra (overiaid)
Spectrum Peaks
miz z Diff (ppm) Ton Species  Formula
6593578 1 011 (44H)+  C40HS008
6603609 1 045 (M4H)+  C40H5008
6613627 1 239 (44H)+  Ca0HS008
6623637 1 515 (MiH)+  CA0H5008
6763846 1 035 (MiNHE)+  CAOHSO008
6773875 1 042 (MiNHe)+  CAOHSO008
6783904 1 045 (M+NH4)+  C40HS008
6613397 1 013 (MiNa)+  CoHS008
6623426 1 091 (MeNay+  CHOHS008
6833446 1 233 (M+Nayt  C4OHSO008.
6643454 1 539 (M+Na)+  CH0HS008
Compound ID
Tabl
Cpd Key Formula Mass Cal, Mass Species Diff (mDa)
3150 C40H50 08 658.3503 658.3506 e 03
(M+Na)r
Compound Spectra
4105 [CPd 1 C40 50 08; 0.416: + FEF Spectrum (1t 0.36.0.928 min) 05 SK-3.D12.0 Subract
813307
(M¥G)+
12
115
11
1051
1
0951
09
085-]
05| 6763846
075 (M)
07|
065 6593578
06| (MeH)+ 682.3426
055 (MeNa)+
05
045-]
04 677.3875
035 (Hi#RHA)
6603609
o> (MiH)+
025
i)+
05 613627 Tk
o1y (M+H)+ 684.3454
005 “ (rirare
74 il

T 7T T S S s o P e Do e o et e Ty P ST g S S Ee P P e B
658 659 660 661 662 663 664 665 666 667 668 669 670 671 672 673 674 675 676 677 678 679 680 681 682 683 684 685 686 687 GBS 689

Counts vs. Mass-to-Charge (m/2)

A Quakave Aralyss Poge 1o Generated ot 1014 6n 0505207
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Sample Information
Name 23122024-MMB Data File Path D:\MassHunter\Data\ 2024\DEC\MMB\23-55-D13.d
Sample 1D Acq. Time (Local) 23122024 13:48:12 (UTC+05:30)
Instrument Instrument 1 Method Path (Acq) D\MassHunter\Methodst TRIALS\FIA_FOS_orgaric_02.m
msType aror Version (Acq SW) 6200 series TOF/6500 seres Q-TOF 10.1 (48.0)
Inj. Vol. (ul) 05 IRM Status Success
Position P1-A4. Method Path (DA) 'D:\MassHunter\Methods\10.0\Default.m
Plate Pos. Target Source Path
Operator Result Summary 1 qualfied (1 targets)
Compound Details
Cpd. 1: C24 H28 05
Name Formula Mass /2
Qi8G5 3961932
Spedes __m/z
reve w7208
1+NA4)+ :14.217?
Compound Spectra (overlaid)
Spectrum Peaks
mz z Diff (ppm) TonSpecies  Formula
272005 1 106 (MeHy+  CaH2805
8208 1 125 (MeH+  CQaH2805
3992071 1 0.03 (MeH)+ Q4H2805
400.2108 1 2.36. (MeH)+ Q4H2805
a14219 1 2328 (MeNHi)- Q412805
015 1 24 (MNa)+  C24H2805
201850 1 210 (M+Na)+ 242805
owmnd D
Tal
Cpd Key Formula Mass Cal. Mass Species Diff (mDa)
76 Q4128 G5 3961932 96,1937 Qs 05
()
(M+Na)*
Compound Spectra
yagf [0 15 24 128 05; 0.334: + FEF Spectium (1 0284:0.400 mn) 23-55-D13.d Subbract
] 397.2005
ey
3982038
(G
a19.1815
3902071
[Goe a14.2179 (Mee)
(R
2

3% 307 3% 390 400 401 4R 403 404 405 406 407 408 409 410 411 412 413 414 4I5S 416 417 418 419 40 @1 42 @3 44 45

Countsvs. Massto-Charge (m/2)

ST Qualkatve Analyss

Page 107 2
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

3 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-23 H:0-27 0:0-3

08082025
MMB_R4 21 (0.208) AM2 (Ar,22000.0,556.28,0.00,LS 10); ABS; Cm (13:52) 1: TOF MS ES+
3.566+008
o 351.1967
%y 352.2012
! 2389977 373.1794
5 374.1831
334.1825
316.1718.320.2025 .. [342:4884 L sesqrrs | 9891935 a98.1379 _ 409.0484 a19.1848
T trrrer BaBANEASsuasss) T Ty
310 320 330 340 350 360 370 380 390 400 410 420
Minimum: -1.5
Maximum: 5.0 100.0 50.0
Mass Calc. Mass mDa PEM DEE i-FIT Norm Conf(%) Formula

351.1967  351.1960 0.7 2.0 10.5 711.1 n/a n/a c23 H27 03
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HRMS DST-FIST Funded, Department of Chemistry, IIT Madras

Sample Information
Name 1020248 Data File Path O MassHonter|Data| 2024 OCT\MME\07-ARK 02.d
Smple 0 Acq.Time (Local) 08-10-2024 07:50:12 (UTC+05:30)
Instrument nstrument 1 Method Path (Acq) D\ MassHunter\ethods\TRIALSIFIA_FOS_oganic_02.m
MsType qror Version (Acq SW) 5200 sees TOF/s300 series Q-TOF 10. (48.0)
Inj. Vol (u) as IRM Status Success
position Py Method Path (DA) O\ MassHurter\ethods\ 0.0\Defaukm
Plate Pos. Target Source Path
operator Result Summary + qualfied 1 target)
Compound Details
Cpd. 1:C23 H26 04
Name Formula Mass myz
Q312608 3013
Sedes iz
o) 3671882
P
Compound Spectra (overiaid)
Spectrum Peaks
wiz z it (ppm) Tonspecies Formula
67192 1 (e Q3008
X607 1 (eHys G604
H9.19% 1 (s G604
To17 1 (eHs Q350
So1m2 1 (e GaHs0s
P07 1 (e GaHas0s
»11764 1 rnae @360t
Grpound D
7a
ES @3 k26 0F 3661013 361831 rere
(e
Compound Spectra
[ (P91 23 126 0% 2552+ P Spectum (1 25032552 ) 07-AAKD2d Subtact
1 289702
o7 {ienare
o5
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]
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2] 2901738
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75 ss1017 L
151 (s
125
o
o 2911764
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Countsvs. Mass-to-Charge (m/2)
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HRMS DST-FIST Funded, Department of Chemistry, IIT Madras

Sample Information
Name

Sample 1D

Instrument

MS Type

Inj. Vol. (ul)

Position

Plate Pos.

Operator

04112025-MMB

Instrument 1
QroF

05

103

Compound Details

Cpd. 1: C25 H30 06

Name. Formula

Data File Path
Acg. Time (Local)
Method Path (Acq)
Version (Acq SW)
IRM Status
Method Path (DA)
Target Source Path
Result Summary

Mass m/z

D:\MassHunter\Data)\ 2025\NOV\MMB\04-X5Y.d
04-11-2025 18:56:31 (UTC+05:30)
D:\MassHunter\Methods\ TRIALS\FIA_POS_organic_02.m
6200 series TOF/6500 series Q-TOF 10.1 (48.0)

Success.

D:\MassHunter\Methods\ 10.0\Defauk.m

1qualified (1 targets)

25 H30 06

Spedes.
(e
M+Na)+

m/z
427.2114
449.1936

Compound Spectra (overiaid)
Spectrum Peaks

m/z
4272114
4282148
4292184
449.1936
450.1968
451.1996
4522015

hememeeN

Compound ID
Table

Cpd Key
2976

Formula
€25 H30 06

Mass Cal. Mass
426.2043 426.2042

Compound Spectra

426.2043

Diff (ppm)
017
0.26
164
023

003
182

Species
MiH)+
(MeNa)

Ton Species
(M+H)+
M)+
(M+H)+
(M+Nay
(MNay+
(MsNay+
(MsNa)+

Formula
C25H3006
C25H3006
C25H3006
C25H3006
C25H3006
C25H3006
C25H3006

Diff (mDa)
00

x10°
18
17
16
15
14
13
12
11

r 4272114
M+
09

08
07
06

05

04
4282148
03 (MHH)+
02
4292184
e

ot -

o1

[cpd 1: €25 H30 06; 0.493: + FBF Spectrum (t: 0.377-1.222 min) 04-XSY.d Subtract

449.1936
(MtNayt

450.1968
(MNa)+

4511996
(MNay

T
42 427 428 429 430 431 432 433

Counts vs. Mass-to-Charge (m/z)

T 1 T T T
434 435 436 437 438 430 440 441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457

FassHunter Qualtative Analysis

Foge T of 2

Generated ot 19:11 on 04-11-2025
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Sample Information
Name

Sample ID

Instrument Instrument 1
MS Type QTOF

Inj. Vol. (ul) 0s

Position P1-D4

Plate Pos.

Operator

04112025-MMB

Compound Details

Cpd. 1: C25 H31 N 03
Name _Formula

C25H31N O3
Spedies m/z
EM+H)+ 394.2374
(M+Na)+ 416.2210
Compound Spectra (overlaid)

Spectrum Peaks

m/z
394.2374
395.2411
396.2469
416.2210
417.2246
418.2268

[

%ogzomd D

Data File Path

Acq. Time (Local)
Method Path (Acq)
Version (Acq SW)
IRM Status
Method Path (DA)
Target Source Path
Result Summary

Mass m/z_
393.2304

DIff (ppm)
-0.67
033
7.33
3.28
4.12
225

Cpd Key Formula
3014 C25 H3LN 03

Mass Cal, Mass
393.2304 393.2304

Species
MH)+
(M+Na)+

Diff (mba)
0.0

Compound Spectra

D:\MassHunter\Data) 2025\NOV\MMB\(4-YPD.d
04-11-2025 19:15:02 (UTC+05:30)
D:\MassHunter\Methods\TRIALS\FIA_POS_organic_02.m
6200 series TOF/6500 series Q-TOF 10.1 (48.0)

Success

D:\MassHunter\Methods\10.0\Defauk.m

1 qualified (1 targets)

Formula

C25H31NO3
C25H31NO3
C25H31INO3
C25H31NO3
C25H3INO3
C25H31INO3

Ton Species
(M+H)+
(M+H)+
(M+H)+
(M+Nay+
(M+Nay+
(M+Nay+

X108 [CPd 1: €25 H31 N 03; 0.445: + FBF Spectrum (rt: 0.693-0.759 min) 04-XPD.d Subtract

394.2374
M)+
145

14

135

13
125
12
115
11
105
1
095
09
085
08
075
07
0,65
06
055
05
b i
04
035
03
025
02
0.15] 396.2469
0.1 (M+H)+
005
0

416.2210
(M+Na)+

418.2268
(M+Na)+

T T T T I I L L I T T T = T
393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 42 423

Counts vs. Mass-to-Charge (m/z)

MassHunter Qualitative Analysis

Page 1 of 2

Generated at 10:01 on 06-11-2025
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HRMS DST-FIST Funded, Department of Chemistry, IIT Madras

Sample Information
Name 04112025MvB Data File Path D:\MassHunter\Data\2025\NOVIMMB\M4-XV.d
Sample 10 Acq. Time (Local) 04112025 19:52:09 (UTC+05:30)
Instrument Instrument 1 Method Path (Aca) D:\MassHunter\Vethods\TRIALS\FIA_POS_orgaric_02m
mS Type qror Version (Acq W) 6200 series TOF/6500 series Q-TOF 10.1 (48.0)
Inj. Vol. (ul) (X} IRM Status Success
Position P106 Method Path (DA) D:\MassHunter\Methods|10.0\Defaut.m
Plate Pos. Target Source Path
Operator Resut Summary 1 quelfied (1 targets)
Compound Details
Cpd. 1: C24 H2805
Name Formula Mass /z
Q4H2805 3%.1938
Spedes  m/z
ﬁma‘ 397.2009
Ny 4142274
eNa) 4191827
(Compound Spectra (overlaid)
Spectrum Peaks
mz 2 Iff (ppm) Ton Species  Formula
3972000 1 018 (i 242805
3982041 1 066 (MeH)  C24H2805
3992136 1 1606 (Mat)s 242805
a2 1 o1 (M4NHaY:  C24H2805
4152302 1 140 (MiNHAY  C24H2805
4162209 1 891 (MiNHAY  C24H2805
01827 1 039 (wehaye  C24H2805
401861 1 037 (M+Na)+ 2442805
2L 1 962 (4hay+  C24H2805
Compound ID
Table
Cpd Key Formula Mass Cal. Mass Species DIff (mDa)
056 C24H2805 396.1938 396.1937 s o1
(MeNa)+
Compound Spectra
xa° [(pd 1: C24 H28 05; 0.475: + FBF Spectrum (1t 0.376-1.038 min) 04-XV.d Subbract
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34
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HRMS DST-FIST Funded, Department of Chemistry, IIT Madras

Sample Information
Name

‘Sample ID

Instrument

MSType

nj. Vol. (uf)

Pasition

Piate pos.

Operator

041120258

Compound Details

Cpd. 1: C26 H32 06
Name

Formula

Q613206

Data File Path
Acq. Time (Local)
Method Path (Aca)
Version (Acq SW)
1RM Status
Method Path (DA)
Target Source Path
Result Summary

Mass /2
4402199

Spedes  miz
s e
e 4632001
Compound Spectra (overtait)
Spectrum Peaks

mz
“1.2260
22307
pregesel
2334
4632091
4642126
4652154
662179

EEILERN

Compound ID
Table
Formula.

Key Mass Cal. Mass.
2935 263206

02199 4402199

Compound Spectra
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Diff (mpa)
00

\Mass Hunten\Data|2025\NOVMIB\04-XTR.d
04112025 18:19:29 (UTC405:30)
D:\MassHunter\Methods\ TRIALS\FIA_POS_organic_02.m
6200 series TOF/6500 seres Q-TOF 10.1 (48.0)

Suecess
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Elemental Composition Report

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

-1.5, max = 50.0

Monoisotopic Mass, Even Electron lons

3 formula(e) evaluated with 1 results within limits (up to 1 best isotopic matches for each mass)
Elements Used:

C:0-24 H:0-29 0:0-3

061120225

MMB_XPT 28 (0.268) AM2 (Ar,22000.0,556.28,0.00,LS 10); ABS

1 365.2126
%
s g e T B B A B B e e o et
365.000 365.100
Minimum: -1.5
Maximum: 5.0 100.0 50.0
Mass Calc. Mass mbDa PEM DBE i-FIT Norm Conf(%) Formula

365.2126  365.2117 0.9 205 10.5  34.7 n/a n/a C24 H29 03
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Elemental Composition Report

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

3 formula(e) evaluated with 1 results within limits (up to 50 closest resuits for each mass)
Elements Used:

C:0-24 H:0-27 0:0-4

25062025

Page 1

MMB_AAK_13X 34 (0.319) AM2 (Ar,22000.0,556.28,0.00,LS 10); ABS; Cm (12:104) 1: TOF MS ES+
1.08e+010
579 1014
;
& ey e e ; me
378.900 379.000 379.100 379.200 379.300 379.400 379.500
Minimu -1.5
e 5.0 s 5000
Mass Calc. Mass mDa PPM DBE 1-rIT7 Norm Conf (%) Formula

379.1914  379.1909 0.5 1.3 11.5 61.2 n/a n/a c24 127 04




image1.png




image2.png




image3.png




image4.png




image5.png




image6.png




image7.png




image8.png




image9.png




image10.png




image11.png




image12.png




image13.png




image14.png




image15.png
GLU

AsP

A182  ppd NN
AL o
Asp
ALa4 ° -
Ley
@ ALA ARG

Ald0 Alds




image16.png




image17.png




image18.png




image19.png




image20.png




image21.png




image22.png




image23.png




image24.png
sp
A33

MET
A136 SR
AT03

o G





image25.png




image26.png




image27.png




image28.png




image29.png




image30.png




image31.png




image32.png




image33.png
VAL
AT2

ALA
A8





image34.png




image35.png




image36.png




image37.png




image38.png




image39.png
B Discovery Studio Visualizer - o x

File Edit View Chemistry Structure Sequence Chart Scripts Tools Window Help

orr 4

ORI T [ | |

[N neceptor-igand nteractons Small Molecues | X-ray My Toole | a
tvew B S HE ) Display Style... ~
Too ¢ » R DS Welcome %+ 623585 | 8ANS new 3 flu s | 8ANS new £ a -0

Change the
visibiity of
the receptor
and ligand.

P

Show
receptor-
ligand
interactions
ona2D
dizgram.

Interactions

van der Waals Pi-Alkyl

I Conventional Hydrogen Bond

Enable Additional Features

Bz @ ~®5G

13
17-03-2026

: Qs » -0ee




image40.png




image41.png




image42.png
File Edit View Chemistry

b N |

“% New

Tools 3

Uispiay recepror-iigana interactions.

Change the visibility of the receptor
and ligand.

Show receptor-ligand interactions on
a 2D diagram.

Define and Edit Binding Site.

Structure

Scripts  Tools  Window
S IS Receptor-Ligand Interactions ([ ey e e LA

Sequence

<] 8ANS new E3

Help

Chart

[3) Display Style...
<] 623589 «

5 - o [[Demsnewd

®  lcome
- @@ <cei>
- @ 3. 8ANS -
=i €
X &
® 5 23000
<
N
Interactions
van der Waals
= -~ ® &

Q

Alkyl

Enable Additional Features

N e 10033026




image43.png




image44.png




image45.png
Bl Oiscovery Studio Visualizer
Sequence Chart Scripts Tools Window Help

TR ecepor-tigana tocerecsions | L RN N
nNew - B H %) Display Style.. -
5 (=05 weicome <] sans new 3 vio - o [l @ | s-0

B R — e
i @ - “aans
" o @ et -
; =7
i 624746
Display receptor surfaces. -
o o T e Ateractions
o
van der Wasle BN Unovorabie Donor-Donor
Define and Edis Binding Site - B Conventionsl Hydrogen Bond

Enable Additional Features





image46.png




image47.png




image48.png
Di Studio Visualizer
File Edit View Chemistry Structure Sequence Chart Scripts Tools Window Help

Receptor-Ligand Interactions

® 2 % Display Style... ~

“GNew ~ |
Tools 3 2 sicome ] 8ANS new E3 <] 633890
Lispiay recepror-iigana Interactions.

<r oo sANS new 3 o -

C +
Display receptor surfaces. -

Il %
Change the visibility of the receptor <
and ligand. [ |
ns
Show receptor-ligand interactions on =
2 2D diagram.
Interactions
§ van der Waals Pi-Alkyl

Define and Edit Binding Site
Enable Additional Features

~ @® N ™ ;03502





image49.png




image50.png




image51.png
View Chemistry Structure _Sequence Chart _Script Window  Help

Receptor-tigand tnteractions
“GNew - @ S H 2 (% Display Style. -
B << BANS new E3
=L
e
i o o5
=)

EN

Change the visibility of the receptor
and ligana.

Show receptor-ligand interactions on

220 diagram. van der Waal

BN cConventional Hydrogen Bond Pr-Alion

Define and Edit Binding Site

Enable Additional Features

2| a s





image52.png




image53.png




image54.png
File Edit View Chemistry Structure Sequence Chart Scripts Tools Window Help
Receptor-Ligand Interactions
Grew - B H % Display Style... ~

Tools €3 2 ome “eansnew B3 [59 1103201 G m-o 8ANS new 3 =
Lispiay recepror-iigana inceractions.

Display receptor surfaces.

Change the visibility of the receptor -
and ligand.

Interactions
van der Waals I Fi-cation
B conventional Hydrogen Bond

Show receptor-ligand interactions on
a 2D diagram.

Define and Edit Binding Site

Show hidden icons

~ @ e o)

Enable Additional Features

N 10-03-2026




image55.png




image56.png




image57.png
File Edit View Chemistry Structure Sequence Chart Scripts Tools Window Help

ISP mecestortipsns toterecins | RS

aNew - B 2 H %) Display Style... ~

Tools £3 2 ‘ome < BaNS new B3 [57] 1269871 <> m - o SANS new

Uispiay recepor-iigana interactions.

@ ;- 1269871

va

Change the visibility of the receptor
and ligand.

Show receptor-ligand interactions on
a 2D diagram.

Interactions

van der Waals
hoy

Conventional Hydrogen Bond
Define and Edit Binding Site - - varoo

= ~ ® o

Carbon Hydrogen Bond
Pi-Alkyl
Enable Additional Features

N D @ 503500





image58.png




image59.png




image60.png
B Discovery Studio Visualizer
File Edit View Chemistry Structure Sequence Chart Scripts Tools Window Help
Macromolect

“Grew B2 E T B % [BoDisplayStyle.. - ! Non-bond Interactions... ~

Tools B3 2 come “Jsansnew B |« > & - O <] 8aNS new B3 =]

Lispiay recepror-iigana interacuons.

s (IECENY Receptor-Ligand Imm:u'uul Pharmacophores | Sm:

Molecules

¢ Ligand Interactions

nteraction Options. H
% o
B . 1376950

xpand Contrac

Show Distances  Show Typ

Display receptor surfaces.

Aromatic  H-Bond  Charge
Hydrophobic Tonizability SAS

pand Contrac &

Change the visibility of the receptor
and ligand.

Receptor Ligand
nteracting Atoms | Pocket Atoms
‘Show receptor-ligand interactions on

Interactions.
2D diagram.
van der Waals Alkyl
Show 2D Diagram - T erogen sens e
— nventional en ¥
Define and Edit Binding Site | roge oyl

Enable Additional Features
Q search

& N NG o g 1052
= @ o W TOS® pams





image61.png




image62.png
B3 Discovery Studio Visualizer

File  Edit Chemistry

 Hacromolecles | Smation [t AT RSP Pharmacophores | SmallMolecles | X-ray | My Tooks

8 Disply Stle...

View Structure  Sequence Chart Scripts  Tools  Window  Help

“rew ~ B
Tooks £ P e ] 102138124 “oansnew D > 0 - O [ [Oeansnen @
Uispiay receprorigana interacions
and Interact
t ption -
c : € €
Display receptor surfaces.
i -
I
Change the visibity of thereceptor €
and ligand. d
g A .
Show receptor-igand interactions on
220 disgram.
Interactions

van der Waals
Define and Edit Binding Site

Pi-Alkyl

Enable Additional Features

NG g
N a2




image63.emf
0.0 0.5 1.0 1.5 2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0 6.5 7.0 7.5 8.0 8.5 9.0 9.5 10.0 10.5 11.0 11.5 12.0 12.5 13.0

f1 (ppm)

6

.

0

2

6

.

0

3

8

.

0

9

1

.

0

0

2

.

0

0

1

.

0

1

2

.

1

7

1

.

0

0

-

0

.

0

1

0

.

0

0

0

.

0

1

1

.

0

9

1

.

2

3

2

.

2

8

2

.

3

3

2

.

3

5

2

.

3

8

2

.

3

9

2

.

4

2

2

.

4

3

2

.

4

8

5

.

5

4

7

.

0

8

7

.

1

0

7

.

1

4

7

.

1

7

7

.

2

3

7

.

2

5

 

C

D

C

l

3

7

.

2

6

7

.

2

8

1

1

.

9

0


oleObject1.bin

image64.emf
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

f1 (ppm)

1

.

9

2

1

.

3

0

3

.

7

8

1

.

7

4

2

.

5

9

2

.

4

3

3

.

7

2

3

.

9

4

4

.

0

0

2

.

3

7

2

.

0

5

4

.

9

9

4

.

2

8

0

.

8

8

2

.

0

2

1

.

9

9

2

7

.

4

4

2

9

.

6

6

3

1

.

4

4

3

2

.

7

7

4

6

.

4

7

4

7

.

0

8

7

6

.

7

8

 

C

D

C

l

3

7

7

.

0

9

 

C

D

C

l

3

7

7

.

3

0

7

7

.

4

1

 

C

D

C

l

3

1

1

5

.

6

0

1

2

5

.

8

5

1

2

6

.

8

0

1

2

8

.

2

3

1

2

8

.

4

2

1

3

8

.

0

9

1

8

9

.

4

1

1

9

0

.

4

8


oleObject2.bin

