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EXPERIMENTAL SECTION

Typical experimental procedure for the synthesis of compound (3a):

A solution of N-(2-formylphenyl)-4-methylbenzene-1-sulfonamide (1) (1 mmol, 0.28 g) and potassium carbonate (2 mmol, 0.28 g) in
acetonitrile solvent was stirred for 15 minutes at room temperature. To this solution, (Z)-methyl 2-(bromomethyl)-3-phenylacrylate
(2a) (1.2 mmol, 0.31 g) was added drop wise till the addition is complete. After the completion of the reaction as indicated by TLC,
the reaction mixture was concentrated and extracted with ethylacetate (2x15 mL). The organic layer thus obtained was washed with
water (2x10 mL), followed by brine solution (2x 10 mL) and dried over anhydrous sodium sulphate. The crude product obtained was
purified by a pad of silica gel (100-200 mesh) column chromatography using ethylacetate and Hexane (1:9) to afford the compound
(3a) as a colourless solid (0.44 g, 98% vyield).

Methyl (2E)-2-{[N-(2-formylphenyl)(4-methylbenzene) sulfo namido]methyl}-3-phenylprop-2-enoate (3a):

Colourless solid; Yield: 98% mp: 98-100 °C; *H NMR (CDCls, 300 MHz) :5 2.43 (s, 3H), 3.68 (s, 3H), 4.53 (d, 1H, J = 13.5 Hz),
5.06 (d, 1H, J = 13.5 Hz), 6.42 - 7.91 (m, 14H), 9.89 (s, 1H); *C NMR (CDCls, 75 MHz): 5 21.6, 46.4, 52.3, 126.3, 127.6, 127.9,
128.3,128.3, 128.7, 129.5, 129.5, 129.63, 132.9, 133.4, 133.9, 136.1, 141.4, 144.3, 167.5, 189.9; MS (m/z): 451 (M*+1).

Methyl (2E)-2-{[N-(2-formylphenyl)(2-methylbenzene) sulfo namido]methyl}-3-(4-methylphenyl)prop-2-enoate (3b):
Colourless solid; Yield: 87%; mp: 100-102°C;*H NMR (CDCls, 300 MHz) : & 1.96 (s, 3H), 2.39 (s, 3H), 3.76 (s, 3H), 4.35 (d, 1H, J =
13.8Hz), 4.91 (d, 1H, J = 13.5 Hz), 6.25-7.94 (m, 13H), 10.01 (s, 1H); *C NMR (CDCls, 75 MHz): 5 19.6, 21.6, 46.8, 52.3, 125.6,
127, 127.6, 127.8, 128.1, 128.2, 128.9, 129.1, 129.5, 130.2, 132.9, 133.5, 133.6, 135.9, 137.5, 142.2, 143.6, 144.2, 167.1, 190.1; MS
(m/z): 465 (M"+1).

Methyl (2E)-2-{[N-(2-formylphenyl)(4-methylbenzene) sulfo namido]methyl}-3-(4-methylphenyl)prop-2-enoate (3c):

Colourless solid; Yield: 87%; mp: 103-105 °C; *H NMR (CDCls, 300 MHz): & 2.42 (s, 3H), 2.44 (s, 3H), 3.64 (s, 3H), 4.57 (d, 1H, J =
13.5 Hz), 5.08 (d, 1H, J = 13.5 Hz), 6.48-7.90 (m, 13H), 9.87 (s, 1H); *C NMR (CDCls, 75 MHz): & 21.5, 21.6, 46.4, 52.2, 124.9,



127.7, 127.9, 128.3, 128.7, 129.5, 129.5, 129.9, 131.1, 132.9, 133.3, 136.2, 140.2, 141.2, 144.3, 144.6, 167.7, 189.9; MS (m/z): 465
(M*+1).

Methyl (2E)-2-{[N-(2-formylphenyl)(4-methylbenzene)sulfo namido]methyl}-3-(2-methoxy phenyl)prop-2-enoate (3d):
Colourless solid; Yield: 97%; mp: 110-112 °C; *H NMR (CDCls, 300 MHz): § 2.41 (s, 3H), 3.69 (s, 3H), 3.70 (s, 3H), 4.45 (d, 1H,J =
13.5 Hz), 5.01 (d, 1H, J = 13.8 Hz), 6.38 - 7.87 (m, 13H), 9.85 (s, 1H); *C NMR (CDCls, 75 MHz):  21.6, 46.7, 52.2, 55.3, 110.7,
120.3, 123.1, 126.3, 127.5, 127.8, 128, 128.3, 129.5, 130, 130.9, 133.3 (m/z): 481 (M"+1).

Methyl (2E)-2-{[N-(2-formylphenyl)(4-methylbenzene)sulfo namido]methyl}-3-(4-methoxyphenyl)prop-2-enoat (3e):

Colourless solid; Yield : 97%; mp:110-112 °C; 1H NMR (CDCI3, 300 MHz): & 2.40 (s, 3H), 3.68 (s, 6H), 4.40 (d, 1H, J = 13.5Hz),
5.01 (d, 1H, J = 13.8Hz), 6.37 - 7.89 (m, 13H), 9.85 (s, 1H);13C NMR (CDCI3, 75 MHz): & 21.6, 46.7, 52.2, 55.3, 110.7, 120.3,
123.1,126.4, 127.4, 127.7, 128., 128.2, 129.5, 129.9, 130.9, 133.2, 133.3, 136.1, 140.9, 141.5, 144.1, 157.4, 167.4, 190;MS (m/z): 481
(M*+1).

Methyl (2E)-2-{[N-(2-formylphenyl)(4-methylbenzene)sulfo namido]methyl}-3-(2-chlorophenyl)prop-2-enoate (3f):

Colourless solid; Yield : 90%; mp: 142-144 °C; *H NMR (CDCls, 300 MHz): & 2.43 (s, 3H), 3.65 (s, 3H), 4.49 (d, 1H, J = 13.5 Hz),
5.01 (d, 1H, J = 13.8 Hz), 6.44-7.91 (m, 13H), 9.98 (s, 1H); *C NMR (CDCls, 75 MHz) : & 21.6, 46.5, 52.4, 117.7, 123, 127.3, 128,
128.3, 128.5, 128.9, 129.6, 129.8, 130.9, 132.4, 133.5, 135.6, 136.1, 136.2, 141.3, 142.9, 144.5, 167.2, 189.8; MS(m/z): 485 (M*+1).
Methyl (2E)-2-{[N-(2-formylphenyl)(4-methylbenzene)sulfo namido]methyl}-3-(3-chlorophenyl)prop-2-enoate (3g):

Colourless solid; Yield: 90% ;mp: 142-144 °C; 'H NMR (CDCls, 300 MHz): & 2.43 (s, 3H), 3.65 (s, 3H), 4.49 (d, 1H, J = 13.5 Hz),
5.00 (d, 1H, J = 13.5 Hz), 6.44-7.91 (m, 13H), 9.97 (s, 1H); *C NMR (CDCls, 75 MHz): & 21.6, 46.4, 52.3, 126.9, 127.7, 128, 128.3,
128.5, 128.9, 129.6, 130.9, 132.4, 132.9, 133.50, 135.61, 136.07, 141.32, 142.87, 144.52, 167.22, 189.76; MS (m/z): 485 (M"+1).
Methyl (2E)-2-{[N-(2-formylphenyl)(4-methylbenzene)sulfo namido]methyl}-3-(4-chlorophenyl)prop-2-enoate (3h):



Colourless solid; Yield : 79%; mp:145-147°C; ‘*H NMR (CDCls, 300 MHz): & 2.43 (s, 3H), 3.64 (s, 3H), 4.49 (d, 1H, J = 13.2 Hz),
5.00 (d, 1H, J = 12.9 Hz), 6.44-7.90 (m, 13H), 9.98 (s, 1H);*C NMR (CDCls, 75 MHz): 5 21.6, 46.5, 52.3, 126.9, 127.7, 128, 128.3,
128.5, 128.9, 129.6, 130.9, 132.4, 132.9, 133.5, 135.6, 136.1, 141.3, 142.9, 144.5, 167.2, 189.8; MS (m/z): 485 (M*+1).
(E)-methyl3-(2,4-dichlorophenyl)-2-((N-(2-formylphenyl)-4-methylphenylsulfonamido)methyl)acrylate (3i):

Colourless solid; Yield : 80%, mp: 98-100°C; *H NMR (CDCls, 300 MHz) : § 2.48 (s, 3H), 3.72 (s, 3H), 4.34 (d, 1H, J = 13.5Hz),
4.89 (d, 1H, J = 13.8Hz), 6.36-7.95 (m, 12H), 10.02 (s, 1H); **C NMR (CDCls, 75 MHz) :5 21.6, 46.8, 52.5, 117.7, 122.9, 127, 127.3,
128.1, 128.3, 128.6, 129.6, 129.8, 130.1, 131.1, 133.7, 134.9, 135.8, 136.1, 139.7, 141.4, 144.2, 189.7, 195; MS (m/z): 516 (M*+1).
(E)-methyl 2-((N-(2-formylphenyl)-4-methylphenylsulfo namido)methyl)-3-(4-isopropylphenyl)acrylate (3j):

Colourless solid; Yield: 88%; mp: 101-103 °C; *H NMR (CDCls, 300 MHz,): & 1.29 (s, 3H), 1.31 (s, 3H), 2.43 (s, 3H), 2.96 (sep, 1H,
J=6.9 Hz), 3.62 (s, 3H), 4.58 (d, 1H, J = 13.2 Hz), 5.06 (d, 1H, J = 13.5 Hz), 6.49 - 7.88 (m, 13H), 9.85 (s, 1H); *“ NMR (CDCls, 75
MHz): 8 21.6, 23.8, 23.9, 34.1, 46.5, 52.2, 124.9, 126.9, 127.8, 127.9, 128.3, 128.4, 129.5, 130.1, 131.4, 132.9, 133.3, 136.2, 141,
144.3, 144.6, 151.1, 167.8, 189.8; MS (m/z) : 492 (M*+1).

Methyl (2E)-2-{[N-(2-formylphenyl)(4-methylbenzene)sulfo namido]methyl}-3-(4-fluorophenyl)prop-2-enoate (3k):

Colourless solid; Yield: 79%; mp:132-134°C; *H NMR (CDCls, 300 MHz): & 2.43 (s, 3H), 3.63 (s, 3H), 4.53 (d, 1H, J = 13.2 Hz),
5.03 (d, 1H, J = 13.5 Hz), 6.46-7.90 (m, 13H), 9.93 (s, 1H); *C NMR (CDCls, 75 MHz): & 20.5, 45.2, 51.2, 114.7, 114.9, 124.8,
126.5, 126.9, 127.2, 127.3, 128.5, 128.9, 128.9, 130.7, 130.8, 131.8, 132.3, 135, 140.1, 142, 143.4, 160.5, 166.7, 188.6; MS (m/z): 469
(M*+1).

Methyl (2E)-2-{[N-(2-formylphenyl)(4-methylbenzene)sulfo namido]methyl}-3-(naphthalen-1-yl)prop-2-enoate) (3I):

Colourless solid; Yield: 97%; mp:139-141°C; *H NMR (CDCls, 300 MHz): & 2.36 (s, 3H), 3.85 (s, 3H), 4.43 (d, 1H, J = 13.5 Hz),
5.00 (d, 1H, J = 13.8 Hz), 6.03 - 8.22 (m, 15H), 10.08 (s, 1H);**C NMR (CDCls, 75 MHz): § 21.5, 46.9, 52.5, 124.6, 124.9, 126.4,
126.6, 126.7, 127.3, 127.9, 128, 128, 128.3, 129, 129.4, 131.3, 131.4, 133.2, 133.4, 135.8, 141.4, 142.9, 144, 166.9, 189.9; MS (m/z):
501 (M*+1).



Methyl (2E)-2-{[N-(2-formylphenyl)(4-methylbenzene)sulfo namido]methyl}-3-(3,4-dimethoxyphenyl)prop-2-enoate (3m):
Colourless solid; Yield:92%; mp:123-125°C; *H NMR (CDCls, 300 MHz): § 2.45 (s, 3H), 3.59 (s, 3H), 3.95 (s, 3H), 3.96(s, 3H), 4.67
(d, 1H, J = 13.2 Hz), 5.13 (d, 1H, J = 13.2 Hz), 6.51-7.89 (m, 12H), 9.89 (s, 1H):"*C NMR (CDCls, 75MHz): § 21.6, 46.2, 52.2, 56.1,
56.3, 111.1, 112.9, 122.7, 124.6, 126.5, 127.91, 128.4, 128.4, 128.6, 129.6, 133.1, 133.3, 136.4, 140.76, 141.8, 144.4, 144.8, 150.9,
168.1, 189.8; MS (m/z) : 511 (M*+1).

Methyl (2E)-2-{[N-(2-formylphenyl)(4-methylbenzene)sulfo namido]methyl}-3-(4-methylphenyl)prop-2-enoate (3n):

Colourless solid; Yield:87%: mp:110-112 °C; *H NMR (CDCls, 300 MHz) : & 1.29 (t, 3H, J = 7.5 Hz), 2.46 (s, 3H), 2.71 (g, 2H, J =
7.5 Hz), 3.60 (s, 3H), 4.46 (d, 1H, J = 12.9 Hz), 4.97 (d, 1H, J = 12.9 Hz), 6.25-7.52 (m, 13H), 9.89 (s, 1H);**C NMR (CDCls, 75
MHz) : 6 15.4, 21.6, 28.8, 47.2, 52.1, 125.5, 127.55, 127.8, 128.2, 128.5, 128.9, 129.5, 130, 130.8, 131.4, 133.6, 136.5, 142.7, 144.1,
144.2,146.1, 168.1, 189.5; MS (m/z) 465 (M*+1).

Representative procedure for the synthesis of Methyl 3-phenyl-5-tosyl-3,3a,4,5-tetrahydro isoxazolo[4,3-c]quinoline-3a-
carboxylate (5a):

To a solution of 2 mmol of N-allylated derivative (3a) in ethanol, NH,OH.HCI (6 mmol) was added and stirred well at room
temperature for 1 h. After the completion of the reaction as evidenced by the tlc, ethanol was removed under reduced pressure and the
crude thus obtained was further treated with 10 mL CCl,and NCS (5 mmol) and EtzN (4 mmol) and the reaction mixture and stirred
well at room temperature for 1 h. After completion of the reaction, reaction mixture was evaporated under reduced pressure and the
resulting crude mass was diluted with water (15 mL) and extracted with ethyl acetate (3 x 15 mL). The combined organic layer was
washed with brine (2 x 10 mL) and dried over anhydrous Na,SO,. The organic layer was evaporated and the crude mass was purified
by column chromatography (silica gel 60-120 mesh 5% EtOAc in hexanes) to provide the desired pure product 5a (0.36 g, 79% yield).

Methyl 3-phenyl-5-tosyl-3,3a,4,5-tetrahydroisoxazolo[4,3-c]quinoline-3a-carboxylate (5a):
Colourless solid; mp 163 — 165 °C; 1H NMR (300 MHz, CDCI3): 6 2.38 (s, 3H), 2.66 (d, 1H, J =12.9 Hz), 3.80 (s, 3H), 4.74 (d, 1H, J

=129 Hz), 6.11 (s, 1H), 7.10 — 8.10 (m, 13H); 13C NMR (75 MHz, CDCI3): 6 21.5, 50.1, 53.6, 62.6, 88.2, 117.0, 119.8, 124.0,



125.4, 126.3, 126.7, 128.9, 129.0, 129.9, 131.1, 135.0, 136.6, 137.5, 144.2, 150.6, 170.6; IR (neat) : v 1240, 1361, 1600 (medium),
1736 (strong) cm-1 ; HRMS (m/z) Calcd for C,sH2,N20sS [M + H]+ 463.1249, Found 463.1308.

Methyl 3-o-tolyl-5-tosyl-3,3a,4,5-tetrahydroisoxazolo[4,3-c]quinoline-3a- carboxylate (5b):

Colourless solid; Yield: 72%; mp 168 — 170°C ; *H NMR (300 MHz, CDCls): & 2.35 (s, 3H), 2.50(s, 3H), 2.77 (d, 1H, J = 12.9 Hz),
3.86 (s, 3H), 4.75 (d, 1H, J = 12.9 Hz) 6.30 (s, 1H), 7.11 — 8.10 (m, 12H); *C NMR (75 MHz, CDCls): 5 18.4, 20.6, 23.7, 48.6, 52.7,
61.7, 115.7, 116.0, 118.5, 119.3, 123.0, 124.6, 125.6, 127.5, 128.0, 128.9, 130.0, 130.1, 133.2, 135.7, 136.5, 143.2, 149.4, 169.8; IR
(neat): v 1252, 1458, 1598 (medium), 1735 (strong) cm™ ;: HRMS (m/z) Calcd for CsH24N205S [M + H]* 477.1342, Found 477.1474.
Methyl 3-p-tolyl-5-tosyl-3,3a,4,5-tetrahydroisoxazolo[4,3-c] quinoline-3a-carboxylate (5¢):

Colourless solid; Yield: 76%; mp 170-172 °C; *H NMR (300 MHz, CDCls): & 2.26 (s, 3H), 2.31(s, 3H), 2.63 (d, 1H, J = 12.9 Hz),
3.70 (s, 3H), 4.66 (d, 1H, J = 12.9.1 Hz), 5.99 (s, 1H), 7.01 — 8.01 (m, 12H);*C NMR (75 MHz CDCls): § 21.1, 21.5, 50.1, 53.6, 62.5,
88.2, 117.0, 119.8, 124.0, 125.3, 126.8, 126.8, 129.7,129.9, 131.1, 132.0, 136.6, 137.6, 138.8, 144.2, 150.6, 170.7; IR (neat): v 1244,
1464, 1636 (medium), 1740 (strong) cm™ ; HRMS (m/z) Calcd for Ca6H24N,0sS [M + H]" 477.1362, Found 477.1478.

Methyl 3-(2-methoxyphenyl)-5-tosyl-3,3a,4,5-tetrahydro isoxazolo[4,3-c]quinoline-3a-carboxylate (5d): Colourless solid; Yield:
80%:; mp 132-134 °C; *H NMR (300 MHz, CDCls): 6 2.39 (s, 3H), 2.81 (d, 1H, J = 12.9 Hz), 3.80 (s, 6H), 5.10 (d, 1H, J = 12.9 Hz),
6.51 (s, 1H), 7.09 — 8.05 (m, 12H); **C NMR (75 MHz, CDCls):  21.5, 48.8, 53.6, 63.0, 85.8, 116.6, 120.0, 124.0, 126.3, 126.8,
127.5, 128.0, 129.9, 130.0, 130.1, 131.3, 131.4, 131.5, 132.9, 136.9, 137.5, 144.2, 150.9, 169.6; IR (neat):v 1224, 1461, 1622
(medium), 1736 (strong) cm™ ; HRMS (m/z) Calcd for CosH24N206S [M + H]* 493.1433, Found; 493.1533.

Methyl 3-(4-methoxyphenyl)-5-tosyl-3,3a,4,5-tetrahydro isoxazolo[4,3-c]quinoline-3a-carboxylate (5e): Colourless solid; Yield:
84%: mp 140-142 °C; *H NMR (300 MHz, CDCls): § 2.39 (s, 3H), 2.72 (d, 1H, J = 12.6 Hz), 3.78 (s, 3H), 3.80 (s, 3H), 4.72 (d, 1H, J
= 12.9 Hz), 6.06 (s, 1H), 6.88 — 8.09 (m, 12H); *C NMR (75 MHz, CDCls): § 21.5, 50.1, 53.6, 55.3, 62.5, 88.1, 114.4, 117.1, 119.8,
124.0, 126.3, 126.7, 126.8, 127.1, 129.9, 131.2, 136.6, 137.6, 144.2, 150.6, 160.0, 170.7; IR (neat):v 1287, 1513, 1613 (medium),
1740 (strong) cm™ ; HRMS (m/z) Calcd for CasH24N,06S [M + H]" 493.1344, Found 493.1433.



Methyl 3-(2-chlorophenyl)-5-tosyl-3,3a,4,5-tetrahydro isoxazolo[4,3-c]quinoline-3a-carboxylate (5f): Colourless solid; Yield:
78%; mp 155-157 °C; *H NMR (300 MHz, CDCls): & 2.39 (s, 3H), 2.81 (d, 1H, J = 12.9 Hz), 3.80 (s, 3H), 5.10 (d, 1H, J = 12.9 Hz),
6.51 (s, 1H), 7.09 — 8.08 (m, 12H); *C NMR (75 MHz, CDCls): § 21.5, 48.6, 53.6, 62.9, 85.8, 116.6, 120.0, 124.4, 126.8, 127.5,
128.0, 129.4, 129.9, 130.0, 130.1, 131.3, 131.4, 132.9.136.9, 137.5, 144.2, 150.7, 169.6; IR (neat): v 1241, 1461, 1601 (medium),
1736 (strong) cm™ ; HRMS (m/z) Calcd for CosH21CIN,OsS [M + H]* 497.0816, Found 497.0932.

Methyl 3-(3-chlorophenyl)-5-tosyl-3,3a,4,5-tetrahydro isoxazolo[4,3-c]quinoline-3a-carboxylate (5g): Colourless solid; Yield:
82%; mp 160-162 °C; *H NMR (300 MHz, CDCls): & 2.39 (s, 3H), 2.67 (d, 1H, J = 12.9 Hz), 3.79 (s, 3H), 4.72 (d, 1H. J = 12.9 Hz),
6.09 (s, 1H), 7.10 — 8.08 (m, 12H); *C NMR (75 MHz, CDCly):  21.5, 50.1, 53.7, 62.6, 87.4, 116.8, 120.0, 124.2, 126.3, 126.7,
126.9, 126.9, 129.2, 129.3, 130.0, 131.3, 133.6, 134.9, 136.6, 137.5, 144.4, 150.7, 170.4; IR (neat):v 1246, 1479, 1636 (medium),
1732 (strong) cm™ ; HRMS (m/z) Calcd for Cp5H,:CIN,OS [M + H]* 497.0812, Found 497.0930.

Methyl 3-(4-chlorophenyl)-5-tosyl-3,3a,4,5-tetrahydro isoxazolo[4,3-c]quinoline-3a-carboxylate (5h): Colourless solid; Yield:
85%; mp 159-161 °C; *H NMR (300 MHz, CDCls): & 2.40 (s, 3H), 2.66 (d, 1H, J = 12.6 Hz), 3.80 (s, 3H), 4.72 (d, 1H, J = 12.9 Hz),
6.09 (s, 1H), 7.11 — 8.08 (m, 12H); *C NMR (75 MHz, CDCls):  21.5, 50.1, 53.7, 62.6, 87.4, 116.8, 120.0, 124.2, 126.3, 126.7,
126.9, 129.3, 130.0, 131.3, 133.6, 134.9, 136.6, 137.6, 144.3, 150.7, 170.7; IR (neat): v 1243, 1490, 1616 (medium), 1740 (strong) cm"
1+ HRMS (m/z) Calcd for C,5H21CIN,OsS [M + H]* 497.0924, Found 497.0932.

Methyl 3-(2,4-dichlorophenyl)-5-tosyl-3,3a,4,5-tetrahydro isoxazolo[4,3-c]quinoline-3a-carboxylate (5i): Colourless solid;
Yield: 79%; mp 157-159 °C; *H NMR (300 MHz, CDCls): & 2.40 (s, 3H), 2.81 (d, 1H, J = 12.9 Hz), 3.80 (s, 3H), 5.06 (d, 1H, J = 12.6
Hz), 6.46 (s, 1H), 7.10 — 8.07 (m, 11H); *C NMR (75 MHz, CDCls) : § 21.6, 48.8, 53.7, 63.0, 85.4, 116.5, 120.1, 124.1, 126.3, 126.8,
127.9, 129.1, 129.8, 130.0, 131.5, 131.6, 132.1, 135.4, 137.0, 137.5, 144.3, 151.1, 169.5; IR (neat): v 1244, 1463, 1636 (medium),
1737 (strong) cm™ ; HRMS (m/z) Calcd for CsH20CloN,0sS [M + H]* 531.0436, Found 531.0549.

Methyl 3-(4-isopropylphenyl)-5-tosyl-3,3a,4,5-tetrahydro isoxazolo[4,3-c]quinoline-3a-carboxylate (5j): Colourless solid; Yield:
869%; mp 152-154 °C; *H NMR (300 MHz, CDCly): & 1.16 (d, 6H, J = 6.9 Hz), 2.31 (s, 3H), 2.83 (sep, 1H, J = 6.9 Hz), 2.61 (d, 1H, J



=12.9 Hz), 3.71 (s, 3H), 4.68 (d, 1H, J = 12.9 Hz), 5.99 (s, 1H), 7.02 — 8.02 (m, 12H).*C NMR (75 MHz CDCls): & 21.5, 23.8, 23.9,
33.8, 50.1, 53.6, 62.5, 88.3, 117.0, 119.7, 124.0, 125.4, 126.3, 126.8, 127.0, 129.9, 131.1, 132.3, 136.6, 137.4, 144.2, 149.7, 150.63,
170.7; IR (neat): v 1260, 1461, 1606 (medium), 1742 (strong) cm™ ; HRMS (m/z) Calcd for CagHasN»0sS [M + H]" 505.1674, Found
505.1795.

Methyl 3-(4-fluorophenyl)-5-tosyl-3,3a,4,5-tetrahydro isoxazolo[4,3-c]quinoline-3a-carboxylate (5k): Colourless solid; Yield:
81%; mp 139-141 °C; *H NMR (300 MHz, CDCls): § 2.39 (s, 3H), 2.66 (d, 1H, J = 12.6 Hz), 3.79 (s, 3H), 4.72 (d, 1H, J = 12.9 Hz),
6.09 (s, 1H), 7.05 — 8.08 (m, 12H); *C NMR (75 MHz, CDCls):  21.5, 50.1, 53.7, 62.6, 87.5, 115.9, 116.2, 116.8, 119.9, 124.1,
126.3, 126.7, 127.3, 127.4, 130.0, 130.9, 131.2, 136.6, 137.5, 144.4, 150.7, 170.5; IR (neat): v 1240, 1508, 1603 (medium), 1746
(strong) cm™ ; HRMS (m/z) Calcd for CasH21FN2OsS [M + H]* 481.1124, Found 481.1235.

Methyl 3-(naphthalen-2-yl)-5-tosyl-3,3a,4,5-tetrahydro isoxazolo[4,3-c]quinoline-3a-carboxylate (51): Colourless solid; Yield:
84%; mp 155-157 °C; *H NMR (300 MHz, CDCls): & 2.34 (s, 3H), 2.62 (d, 1H, J = 12.9 Hz), 3.87 (s, 3H), 4.69 (d, 1H, J = 12.9 Hz),
6.96 (s, 1H), 7.11 — 7.93 (m, 15H); 3C NMR (75 MHz, CDCls): & 21.4, 50.2, 53.8, 63.3, 86.2, 117.4, 120.2, 122.5, 124.0, 124.2,
125.5, 126.2, 126.0, 126.5, 127.4, 129.0, 129.2, 129.7, 129.8, 130.2, 131.0, 133.6, 136.9, 137.6, 144.1, 150.6, 171.1; IR (neat): v 1240,
1486, 1600 (medium), 1738 (strong) cm™ ; HRMS (m/z) Calcd for CagH24N»05S [M + H]* 513.1370, Found 513.1488.

Methyl 3-(3,4-dimethoxyphenyl)-5-tosyl-3,3a,4,5-tetrahydro isoxazolo[4,3-c]quinoline-3a-carboxylate (5m): Colourless solid;
Yield: 79%; mp 156-158 °C; *H NMR (300 MHz, CDCls): & 2.39 (s, 3H), 2.73 (d, 1H, J = 12.9 Hz), 3.79 (s, 3H), 3.87 (d, 6H, ] = 4.8
Hz), 4. 73 (d, 1H, J = 12.9 Hz), 6.06 (s, 1H), 6.75 — 8.08 (m, 11H); **C NMR (75 MHz, CDCls): § 20.5, 28.6, 49.1, 52.6, 54.9, 55.1,
61.5, 87.1, 107.3, 110.5, 116.0, 116.8, 118.9, 123.0, 125.2, 127.7, 126.5, 129.0, 130.1, 135.6, 136.6, 143.3, 148.4, 149.7, 169.7; IR
(neat):v 1237, 1512, 1623 (medium), 1737 (strong) cm™ ; HRMS (m/z) Calcd for Co7H2sN207S [M + H]* 523.1422, Found 523.1534.
Methyl 3-(4-ethylphenyl)-5-tosyl-3,3a,4,5-tetrahydro isoxazolo[4,3-c]quinoline-3a-carboxylate (5n): Colourless solid; Yield:
74%: mp 163-165 °C; *H NMR (300 MHz, CDCls): & 1.24 (t, 3H, J = 7.5 Hz), 2.38 (s, 3H), 2.67 (q, 3H, J = 7.5 Hz), 3.78 (s, 3H), 4.75
(d, 1H, J = 12.9 Hz), 6.07 (s, 1H), 7.11 — 8.09 (m, 12H); *CNMR (75 MHz, CDCls):  15.4, 21.5, 28.5, 50.1, 53.6, 62.5, 88.3, 117.0,



119.8, 122.4, 124.0, 125.4, 126.3, 126.8, 128.5, 129.9, 131.1, 132.2, 136.6, 137.5, 144.2, 145.1, 170.7; IR (KBr): v 1245, 1486, 1606
(medium), 1737 (strong) cm™ ; HRMS (m/z) Calcd for C7H26N»0sS [M + H]"491.1523, Found 491.1639.

Typical experimental procedure for the synthesis of (Z)-N-(2-cyano-3-phenylallyl)-N-(2-formylphenyl)-4-
methylbenzenesulfonamide (7a): A solution of N-Ts aminobenzaldehyde (1) (1 mmol, 0.28g) and potassium carbonate (2 mmol,
0.29 g) in acetonitrile solvent was stirred for 15 min at room temperature. To this solution, (E)-2-(bromomethyl)-3-arylacrylonitrile
(6a) (1.2 mmol, 0.27 g) was added drop wise till the addition is complete. After the completion of the reaction as indicated by TLC,
the reaction mixture was concentrated and extracted with ethylacetate (2x15 mL). The organic layer thus obtained was washed with
water (2x10 mL), followed by brine solution (2x 10 mL) and dried over anhydrous sodium sulphate. Then the crude sample was
purified by a pad of silica gel (100-200 mesh) column chromatography using ethylacetate and Hexane (1:9) to afford the pure product
(7a) as a colourless solid (0.38 g, 92% vyield).

(2)-N-(2-cyano-3-phenylallyl)-N-(2-formylphenyl)-4-methylbenzenesulfonamide (7a):

Colorless solid; Yield:92%; mp:126-128°C; 1H NMR (300 MHz, CDCI3): 6 2.44 (s, 3H), 4.27 (d, 1H, ] = 14.4Hz), 4.82 (d, 1H, J =
13.8Hz), 6.85-8.03 (m, 14H), 10.46 (s, 1H); 13C NMR (CDCI3, 75 MHz): § 21.7, 55.8,105.5, 117.5, 128.1, 128.3, 128.9, 129, 129.3,
129.4,129.9, 131.2, 132.4, 134, 134.3, 135.9, 140.3, 144.8, 147.9, 189,6; MS (m/z):417 (M*+1).
(22)-2-{[N-(2-Formylphenyl)(4-methylbenzene)sulfonamido]methyl}-3-(2-chlorophenyl) prop-2-enenitrile (7b):

Colorless solid; Yield :92%; mp: 134-136°C; *H NMR (300 MHz, CDCl3) : & 2.46 (s, 3H), 4.30 (d, 1H, J = 13.1 Hz), 4.87 (d, 1H, J =
13.8 Hz), 6.86-8.03 (m, 13H), 10.46 (s, 1H); *C NMR (CDCls, 75 MHz) : § 21.7, 55.3, 109.1, 116.6, 127.3, 128.1, 129.2, 129.3,
129.5,129.8, 129.9, 130.8, 131.9, 133.9, 134.2, 134.3, 135.9, 140.1, 144.5, 144.8, 189.5; MS (m/z): 452 (M*+1).
(22)-2-{[N-(2-Formylphenyl)(4-methylbenzene)sulfonamido]methyl}-3-(4-chlorophenyl) prop-2-enenitrile (7c):



Colorless solid; Yield: 92%; mp: 131-133°C; *H NMR (300 MHz, CDCls): & 2.45 (s, 3H), 4.30 (d, 1H, J = 13.1 Hz), 4.87 (d, 1H, J =
13.8 Hz), 6.86-8.03 (m, 13H), 10.42 (s, 1H); *C NMR (CDCls, 75 MHz): 5 21.7, 55.8, 106.3, 117.2, 128, 128.4, 129.3, 129.3, 129.5,
129.9, 130.3, 130.8, 133.9, 134.4, 135.8, 137.2, 140.3, 144.9, 146.3, 189.5; MS (m/z) :452 (M"+1).
(22)-3-(2H-1,3-Benzodioxol-5-yl)-2-{[N-(2-formylphenyl)(4-methylbenzene)sulfonamido] methyl}prop-2-enenitrile (7d):
Colorless solid; Yield :92%; mp:136-138°C; *HNMR (300 MHz, CDCls) : & 2.45 (s, 3H), 4.24 (d, 1H, J = 13.5 Hz), 4.77 (d, 1H, ] =
13.5 Hz), 5.99 (s, 2H), 6.75-8.00 (m, 12H), 10.40 (s, 1H);**C NMR (CDCls, 75 MHz):  21.7, 55.9, 101.8, 102.5, 107.8, 108.6, 117.8,
125.9, 126.6, 127.3, 128, 128.4, 129.3, 129.4, 129.8, 134.2, 135.9, 140.3, 144.7, 147.5, 148.3, 150.3, 189.6; MS (m/z) : 462 (M"+1).
(2)-N-(2-cyano-3-(2,4-dichlorophenyl)allyl)-N-(2-formylphenyl)-4-methylbenzenesulfonamide (7e):

Colorless solid; Yield:92%; mp:126-132°C; *H NMR (300 MHz, CDCls): & 2.46 (s, 3H), 4.30 (d, 1H, J = 14.4Hz), 4.80 (d, 1H, J =
14.7Hz), 6.87-8.01 (m, 12H), 10.42 (s, 1H);"*C NMR (CDCls, 75 MHz): § 21.7, 55.8, 106.2, 117.2, 125.6, 127.4, 128, 128.4, 129.1,
129.3,129.4, 129.5, 129.7, 129. 9, 130.3, 130.8, 130.9, 134.4, 135.8, 137.2, 140.3. 144.9, 146.3, 189.6; MS (m/z): 483 (M*+1).
((Z)-N-(2-cyano-3-(4-isopropylphenyl)allyl)-N-(2-formylphenyl)-4-methylbenzenesulfonamide(7f):

Colorless solid; Yield: 88%; mp:132-136 °C 'H NMR (CDCls, 300 MHz,): § 1.29 (s, 6H), 2.46 (s, 3H), 2.42 (sep, J = 6.3 Hz, 1H),
4.27 (d, 1H, J = 14.1Hz), 4.84 (d, 1H, J = 13.8Hz), 6.86 - 8.01 (m, 13H), 10.45 (s, 1H)."*C NMR (CDCls, 75 MHz): § 21.7, 23.7, 23.8,
34.1,55.8, 103.9, 117.7, 127.1, 128.1, 128.3, 129.3, 129.3, 129.6, 129.8, 129.9, 129.9, 134.1, 134.3, 135.9, 140.3, 144.7, 147.9, 152.7,
189.6; MS (m/z); 457 (M*+1).

(22)-2-{[N-(2-Formylphenyl)(4-methylbenzene)sulfonamido]methyl}-3-(2-methylphenyl) prop-2-enenitrile (7g):

Colorless solid; Yield: 92%; mp:121-123°C; *H NMR (300 MHz, CDCl3) :  2.06 (s, 3H), 2.46 (s, 3H), 4.30 (s, 1H), 4.88 (d, 1H, J =
11.7 Hz), 6.87-8.03 (m, 13H), 10.49 (s, 1H); 3¢ NMR (CDCl3, 75 MHz) : 6 19.5, 21.7, 55.4,107.7, 117.1, 126.4, 127.8, 128.1, 129.2,
129.3, 129.9, 130.5, 130.7, 131.8, 133.8, 134.3, 136, 137.1, 140.2, 144.9, 147.3, 189.6; MS (m/z); 432 (M*+1).
(22)-2-{[N-(2-formylphenyl)(4-methylbenzene)sulfonamido]methyl}-3-(3-chlorophenyl) prop-2-enenitrile (7h):
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Colorless solid; Yield: 92%; mp: 124-228°C; *H NMR (300 MHz, CDCls): & 2.45 (s, 3H), 4.29 (d, 1H, J = 14.1Hz), 4.81 (d, 1H, ] =
14.1Hz), 6.87-8.01 (m, 13H), 10.43 (s, 1H); 3C NMR (CDCI3, 75 MHz): § 21.7, 55.8, 105.5, 117.5, 127.3, 128.1, 128.4, 128.9, 129,
129.3,129.5, 129.9, 131.2, 132.3, 134.1, 134.3, 135.8, 140.3, 144.8, 147.9, 189.6; MS (m/z); 452 (M*+1).
(22)-2-{[N-(2-Formylphenyl)(4-methylbenzene)sulfonamido]methyl}-3-(3,4-dimethoxyphenyl)prop-2-enenitrile (7i):

Colorless; solid; Yield: 92%; mp: 139-141°C; *H NMR (300 MHz, CDCls): § 2.45 (s, 3H), 3.86 (s, 3H), 3.88 (s, 3H), 4.23 (d, 1H, J =
14.4 Hz), 4.83 (d, 1H, J = 13.1 Hz), 6.80-8.01 (m, 12H), 10.47 (s, 1H); **C NMR (CDCls, 75 MHz) :  21.6, 55.9, 55.9, 55.9, 60.9,
101.9, 110.5, 110.8, 118.2, 124.4, 125.3, 128, 128.2, 129.2, 129.8, 129.9, 134.1, 134.3, 135.9, 140.4, 144.7, 147.8, 149, 151.7, 189.7,
MS (m/z): 478 (M*+1).

Representative procedure for the synthesis of 3-Phenyl-5-tosyl-3,3a,4,5-tetrahydroisoxazolo[4,3-c]quinoline-3a-carbonitrile
(9a):

To a solution of 2 mmol of N-allylated derivative (7a) in ethanol, NH,OH.HCI (6 mmol) was added and stirred well at room
temperature for 1 h. After the completion of the reaction as evidenced by the tlc, ethanol was removed under reduced pressure and the
crude thus obtained was further treated with 10 mL CCl, and NCS (5 mmol) and EtsN (4 mmol) and the reaction mixture and stirred
well at room temperature for 1 h. After completion of the reaction, reaction mixture was evaporated under reduced pressure and the
resulting crude mass was diluted with water (15 mL) and extracted with ethyl acetate (3 x 15 mL). The combined organic layer was
washed with brine (2 x 10 mL) and dried over anhydrous Na,SO,. The organic layer was evaporated and the crude mass was purified
by column chromatography (silica gel 60-120 mesh 5% EtOAc in hexanes) to provide the desired pure product 9a (0.29 g, 67% yield).
3-Phenyl-5-tosyl-3,3a,4,5-tetrahydroisoxazolo[4,3-c]quinoline-3a-carbonitrile(9a):

Colourless solid; Yield: 67%; mp 136 - 138 °C; *H NMR (300 MHz, CDCls): & 2.38, (s, 3H), 3.90 (d, 1H, J = 12.6 Hz), 5.30 (d, 1H, J
=12.9 Hz), 5.49 (s, 1H), 7.12 — 7.95 (m, 13H); BCNMR (75 MHz, CDCl3): 6 21.6, 51.0, 54.2, 89.4, 113.8, 114.0, 119.7, 124.5, 126.7,
126.8, 128.8, 129.1, 130.2, 131.5, 132.7, 135.5, 136.7, 145.5, 151.6; IR (KBr): v1262, 1444, 1603, 2837 (medium) cm™ ; HRMS
(m/z) Calcd for C4H19N303S [M + H]™ 430.1168, Found 430.1203.
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3-(2-Chlorophenyl)-5-tosyl-3,3a,4,5-tetrahydroisoxazolo[4,3-c]quinoline-3a-carbonitrile (9b):

Colourless solid; Yield: 64%; mp 160-162 °C; *H NMR (300 MHz, CDCls): § 2.32 (s, 3H), 2.76 (d, 1H, J = 13.2 Hz), 5.10 (d, 1H, J =
12.9 Hz), 6.49 (s, 1H), 7.02 — 7.93 (m, 12H); *CNMR (75 MHz, CDCls): & 21.6, 43.7, 48.5, 50.9, 86.3, 113.7, 116.6, 119.4, 124.2,
127.1, 127.8, 128.1, 129.9, 130.9, 131.1, 131.4, 131.1, 132.4, 135.7, 136.5, 145.0, 148.0; IR (KBr): v 1261, 1523, 1633, 2057
(medium) cm™; HRMS (m/z) Calcd for C24H1sCIN3O5S [M + H]" 464.0767, Found 464.0842.
3-(4-Chlorophenyl)-5-tosyl-3,3a,4,5-tetrahydroisoxazolo[4,3-c]quinoline-3a-carbonitrile (9¢):

Colourless solid; Yield: 66%; mp 158-160°C; 'H NMR (300 MHz, CDCl3): 6 2.31 (s, 3H), 3.81 (d, 1H, J = 12.9 Hz), 5.21 (d, 1H, J =
12.6 Hz), 5.40 (s, 1H), 7.05 — 7.98 (m, 12H); *CNMR (75 MHz, CDCls): § 20.5, 28.6, 49.9, 53.2, 87.6, 112.6, 112.9, 118.7, 123.6,
125.8, 127.0, 127.2, 128.4, 128.9, 131.8, 134.5, 135.3, 135.7, 144.2, 150.6; IR (KBr): v 1284, 1491, 1636, 2925 (medium) cm™ ;
HRMS (m/z) Calcd for Co4H1gCIN3O3S [M + H]™ 464.0756, Found 464.0833.
3-(Benzo[d][1,3]dioxol-5-yl)-5-tosyl-3,3a,4,5-tetrahydroisoxazolo[4,3-c]quinoline-3a-carbonitrile (9d): Colourless solid; Yield:
61%:; mp 175-177 °C; *H NMR (300 MHz, CDCls): & 2.39 (s, 3H), 3.84 (d, 1H, J = 12.9 Hz), 5.27 (d, 1H, J = 12.9 Hz), 5.40 (s, 1H),
6.05 (s, 2H), 6.90 — 7.96 (m, 11H); *CNMR (75 MHz, CDCls):  21.6, 51.0, 54.0, 57.2, 89.3, 101.6, 107.2, 108.7, 113.8, 119.7,
121.0, 124.5, 124.8, 126.7, 128.1, 129.9, 132.7, 135.5, 136.7, 145.1, 148.3, 149.2, 151.6; IR (KBr): v 1024, 1362, 1605, 2830
(medium)em™ ; HRMS (m/z) Calcd for CsH19N3OsS [M + H]™ 474.1045, Found 474.1125.
3-(2,4-dichlorophenyl)-5-tosyl-3,3a,4,5-tetrahydroisoxazolo[4,3-c]quinoline-3a-carbonitrile (9¢): Colourless solid; Yield: 63%;
mp 152-154 °C; *H NMR (300 MHz, CDCls): § 2.38 (d, 3H), 3.87 (d, 1H, J = 12.9 Hz), 5.28 (d, 1H, J = 12.9 Hz), 5.46 (s, 1H), 7.11 —
7.96 (m, 11H); BCNMR (75 MHz, CDCl3): 6 15.3, 21.6, 28.7, 51.0, 54.1, 89.5, 113.9, 114.2, 119.7, 124.5, 126.7, 126.9, 128.0, 128.5,
128.6, 129.9, 132.6, 135.6, 136.7, 145.1, 146.5, 151.6; IR (KBr): v 1286, 1462, 1604, 2963 (medium) cm™ ; HRMS (m/z) Calcd for
C24H17CIoN305S [M + H]™  498.0346, Found 498.0460.
3-(4-1sopropylphenyl)-5-tosyl-3,3a,4,5-tetrahydroisoxazolo[4,3-c]quinoline-3a-carbonitrile (9f): Colourless solid; Yield: 66%;
mp 183-185 °C; 'H NMR (300 MHz, CDCls): & 1.30 (d, 6H, J = 15.0 Hz), 2.38 (s, 3H), 2.83 (sep, 1H, J = 6.6 Hz), 3.87 (d, 1H, J =
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11.7 Hz), 5.26 (d, 1H, J = 9.9 Hz), 5.40 (s, 1H), 7.13 — 7.96 (m, 12H); *CNMR (75 MHz, CDCls): § 21.6, 23.8, 23.9, 34.0, 51.0, 54.0,
89.5, 113.9, 114.2, 119.7, 124.5, 126.7, 127.0, 128.5, 129.9, 132.6, 135.6, 136.7, 145.1, 151.6; IR (KBr): v 1269, 1463, 1637, 2398
(medium) cm™ ; HRMS (m/z) Calcd for Co7H25N303S [M + H]* 472.1578, Found 472.1694.
3-0-Tolyl-5-tosyl-3,3a,4,5-tetrahydroisoxazolo[4,3-c]quinoline-3a-carbonitrile (99g):

Colourless solid; Yield: 65%; mp 190-192 °C; *H NMR (300 MHz, CDCls): & 2.30 (s, 3H), 2.31 (s, 3H), 3.85 (d, 1H, J = 12.6 Hz),
5.28 (d, 1H, J = 12.9 Hz), 5.75 (s, 1H), 7.03 — 7.8 (m, 12H); *CMR (75 MHz, CDCls): & 14.1, 19.7, 21.6, 29.7, 51.1, 54.3, 86.5,
113.8, 119.6, 124.5, 126.7, 127.5, 128.1, 129.7, 130.9, 132.6, 135.4, 135.5, 136.5, 145.1, 151.1; IR (KBr): v 1287, 1489, 1633, 2852
(medium) cm™ ; HRMS (m/z) Calcd for CosH21N303S [M + H]* 444.1254, Found 444.1379.
3-(3-Chlorophenyl)-5-tosyl-3,3a,4,5-tetrahydroisoxazolo[4,3-c]quinoline-3a-carbonitrile (9h):

Colourless solid; Yield: 67%; mp 155-157 °C; 1H NMR (300 MHz, CDCI3): 6 2.30 (s, 3H), 3.83 (d, 1H, J = 5.1 Hz), 5.23 (d, 1H, J =
5.1 Hz), 5.43 (s, 1H), 7.02 — 7.86 (m, 12H); *C NMR (75 MHz, CDCls): 5 21.6, 28.6, 50.0, 53.2, 88.3, 112.8, 118.7, 123.5, 125.8,
127.0, 128.1, 128.8, 128.9, 129.2, 130.6, 130.5, 131.7, 134.5, 135.7, 144.1, 150.6; IR (KBr): v 1260, 1521, 1635, 2923 (medium) cm™
; HRMS (m/z) Calcd for C4H1sCIN3OsS [M + H]* 464.0746, Found 464.0829.
3-(3,4-Dimethoxyphenyl)-5-tosyl-3,3a,4,5-tetrahydroisoxazolo[4,3-c]quinoline-3a-carbonitrile (9i): Colourless solid; Yield: 62%;
mp 180-182 °C; *H NMR (300 MHz, CDCls): & 2.33 (s, 3H), 3.94 (d, 1H, J = 21.6 Hz), 3.95 (s, 6H), 5.54 (d, 1H, J = 13.2 Hz), 5.95 (s,
1H), 7.10 — 7.97 (m, 11H); *CNMR (75 MHz, CDCls): § 21.5, 51.4, 54.5, 56.3, 88.2, 111.5, 112.9, 113.7, 114.1, 115.4, 119.8, 122.9,
124.5, 126.6, 128.0, 129.9, 132.7, 135.8, 136.8, 145.0, 148.9, 150.8, 151.6; IR (KBr): v 1268, 1461, 1637, 2925 (medium) cm™ ;
HRMS (m/z) Calcd for CogH23N30sS [M + H] 490.1324, Found 490.1431.
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32

300.1300055 MHz
EM

0
0.30 Hz
0

1.00
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Current Data Parameters
NAME vv=27
EXPNO 2
PROCNO 1
N—O F2 - Acquisition Parameters
/ Date_ 20130730
. Time 20.39
“ INSTRUM spect
N~ O PROBHD 5 mm DUL 13C-1
5a 1S OMe PULPROG zgpg30
™™ 65536
SOLVENT CDC13
NS 825
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 574.7
oW 27.800 usec
DE 6.00 usec
TE 300.0 K
Dl 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
sazsszxz CHANNEL fl ===sz=a==
NUCI 13C
Pl 9.30 usec
PL1 0.00 a8
SFOl 75.4752953 MHz
wwunswnw CHANNEL {2 wwawsumus
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 Mhz
F2 - Processing parameters
I SI 32768
SF 75.4677490 MHz
WDW EM
S58B 0
LB 1.00 Hz
T T T T T T T T T T T gg 1'42
200 180 160 140 120 100 80 60 40 20 0 ppm
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Sample Name W-27 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename \W-27.d ACQ Method Pondicherry Universi Comment MM-MB-462.1249 Acquired Time 18-11-2014 15:05:37

x10 5 |Cpd 1: C25 H22 N2 OS5 S: + FBF Spectrum (0.353, 0.670-0.753 min) VV-27.d Subtract
1.6 463.1308 '
1.55 (M+H)+
1.5
1.45
1.4
1.35
1.3+
1.25 1 |

1.15 “
-
1.1 N~ O

1.05- 59 15 OMe
a
1
0.95
0.9
0.85
0.8-
0.75-
0.74.
0.65-
0.6-
0.55-
0.5-
0.45-
0.4
0.35
0.3
0.251
0.2
0.15
0.1
0.05

|
455 456 457 458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474 475 476 477
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Current Data Parameters

NAME DK-V-77
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20100701
Time 18.02
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG 2930
D 65536
SOLVENT CDC13
NS 16
Ds 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
Cone RG 456.1
DW 81.000 usec
DE 6.00 usec
TE 300.0 K
« D1 1.00000000 sec
TDO 1
, £l ========
1H
13.15 usec
1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing Darame»e {3
SI
SF 300.1300060 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
: \_L_J U N
T T T T T T T T T T T T
11 10 9 8 7 6 5 4 3 2 1 0 ppm
— O < [e)} v o
© [ee] [o)) o] [os} oo} oo} @ ~N o
o o o o |o o lm
I I
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190.07
167.11
144.18
143.58
142.19
137.50
135.86
133.64
133.45
132.95
130.21
129.47
129.07
128.85
128.19
128.14
127.84
127.57
127.03
125.61
52.29

46.75

s\

—21.57
———19.63

Current Data Parameters

NAME DK-V-2-Me-Est-CHO
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20100914
Time 13.50
INSTRUM spect
g PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
Me NS 111
DS 4
N SWH 17985.611 Hz
| FIDRES 0.274439 Hz
o Ts CO,Me AQ 1.8219508 sec
3b RG 512
DW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
d11e 0.03000000 sec
DELTA 1.89999998 sec
TDO al
======== CHANNEL fl ========
NUC1 13C
P1 7.40 usec
PL1 -2.00 dB
SFO1 75.4752953 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
WDW EM
SSB 0
LB 1.00 Hz
g T T T T T T T T T T T T ;g 2 48
200 180 160 140 120 100 80 60 40 20 0 ppm
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Current Data Parameters
NAME Vv-55¢
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150422
Time 12.21
INSTRUM spect
PROBHD S mm DUL 13C-1
PULPROG 230
D 65536
SOLVENT CpCl3
NS 16
— Me DS 2
v Q SWH 6172.839 Hz
FIDRES 0.094190 Hz
O d O AQ 5.3084660 sec
T RG 203.2
N r‘o W 81.00C usec
Me DE 6.00 usec
5p TS TE 300.0 K
Dl 1.00000000 secc
TDO 1
enwmmnz= CHANNEL ] sssscces
NUCl 1H
el 13.15 usec
PL1 0.00 ¢B
SFO1 300,.1318534 MHz
F2 - Procesaing parameters
s1 32768
SF 300.1300082 MHz
WOW EN
SsSB 0
LB 0.30 Hz
G3 0
h eC 1.00
T T T T R T T T T T
10 9 8 7 5 4 3 2 1 0 ppm
A 'ﬁ (N / AN LA
( Y
@G58 @ f @ [H=2
o oJrocp - - ™ olN~N .
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C325

Current Data PArAmatars

HAME V=55=-F
EXPHO 1
PROCHD 1

F2 = Acguisition Parameters
Date_ 20130307
Time 17.56
INSTRUM spect
PROBHD 5 mm DUL 13C=1
PULPROG 2qpgal

™ 65836
SOLVENT CDCLA

HS 1024

05 1

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 574.7

fe ] 27.800 usec
DE £.00 usec
TE 300.0 K

ol 200000000 sec
dll 0.03000000 sec
DELTA 1.89999358 sec
DO 1
memsmmas CHANHEL fl ssssesmew
HUC1 13C

Bl 9.30 usec
PL1 0.00 dB
5FOL T5.4752953 MHz
ammmss=s CHANNEL f2 s=ssssss=
CPDPRG2 waltzlé
HUC2 1H
PCFD2 B0.00 usec
PL2 0.00 dB
PL12 15.68 dB
FL13 16.00 dB
P02 300.1312005 MHz
FZ = Processing parameters
51 32768

5F T5.4678253 MHz
WOW EM

3B 4]

LB 1.00 Hz
=B 4]

BC 1.40



Sample Name MM-55F Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MM-55Fn.d ACQ Method Pondicherry Universi Comment MSK-MB-476.1406 Acquired Time 05-06-2015 12:58:29

%x10 5 [Cpd 1: C26 H24 N2 OS5 S: + FBF Spectrum (0.438, 0.721-0.921 min) MM-55Fn.d Subtract

1.45

1.4
1.35 477.1474
1.3 (M+H)+

1.251
1.2 N—O Me
1.15-
1.1
1.05
14
0.95
0.9
0.85
0.8
0.75
0.7
0.65
0.6
0.55
0.5
0.45
0.4
0.35]
0.3
0.25
0.2
0.15
0.1
0.05

O - - -~ r - I - - - - r - - -
470 472 474 476 478 480 482 484 486 488 490 492 494
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Current Data Parameters
NAME DK-V-4-¢Me EST Ts-CHO
EXPNC 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20111009
Time 17.42
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG 2930
TD 65536
3c Me SOLVENT cpcl3
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.09419C Hz
AQ 5.3084660 sec
RG 40.3
DW 81.000 usec
N = DE 6.00 usec
| TE .0 K
Dl 1.00000000 sec
0” H Ts CO,Me o0 7
Pl 13.15 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300000 MHz
WDW EM
SSB (0]
LB 0.30 Hz
GB [
PC 1.00
T | BRRER R T MARERAN RARARAAS LS REL T T T AN RARSAARRAS RARE: T T
b5 g 10 9 - 8 7 6 5 3 2 i 0 ppm
o ol ol‘—i [o)} — o] o @ [
. of o of . . o . of .
— — |t |~ s o | | ~N ooy
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Current Data Parameters
NAME DK-V-4-¢Me EST Ts-CHO
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20111009
Time 17.50
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 200
Ds 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 1290.2
DwW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
TDO 1

CO,Me

CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
WDW EM
SSB 0
LB 1.00 Hz 2
GB 0
PC 1.40

| U l | |

! T T T T T T 7 I T I T T k
200 180 160 140 120 100 80 60 40 20 0 ppm
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Current Data Parameters
NAME VV=53F
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130312
Time 23.44
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROCG 2930
D 65536
N—O SOLVENT cpCl3
/ NS 8
o DS 2
. SWH 6172.839 Hz
N Me FIDRES 0.094190 Hz
5 Ts OMe AQ 5.3084660 sec
c RG 90.5
DW 81.000 uscc
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
sun===u= CHANNEL fl sssassc=
NUC1 14
Pl 13.15 usec
PL1 0.00 48
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300297 MHz
WOW EM
SSB 0
LB 0.30 Hz
GB 0
LLM i PC 1.00
Gl i T T T T T T N | 1 1 - T 1 1
11 10 9 8 7 (5] 5 4 3 2 1 0 Ppm
olonof—|o | = | oY
olojonmmic o o — N[O |
— o im|mic ] ™ leimim
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170.77

150.65
144.28
138.83

137.61

136.61

132.04
13112

129.98

129.71

126.80

126.32

125.38

N

124.08
119.89

117.06
88.28

77.48

77.05
76.63

62.54

53.64
50.11

21.54
21.19

—

an
LS

Current
NAME
EXPNO
PROCNO

Data Parameters
Vv-53F
2

1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG

SWH
FIDRES
RO

RG

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL13
SFo2

F2
SI
SF
WOW
S5SB
LB

T
200

T
180

T
160

T
140

1
-

20

100

80

27

60

40

20

-

GB
ppm*®*

20130312
23.49
spect
13C-1

zgpg30
65536
€bCi3

94

4
17985.611
0.274439
1.8219508
912.3
27,800
6,00
300.0

2.00000000

0.03000000

1.89999998

1

S mm DUL

Hz
Hz
Sec

usec
usec
K
sec
sec
sec

CHANNEL f]1 swesszzn

13C
9.30

usec

0.00 dB
75.4752953 MHz

waltzlé
1H
80.00 usec
0.00 dB8
15.68 dB
16.00 d8
300.1312005 MHz

- Processing parameters

32768
75.4677490 MHz
EM
0
1.00 Hz
0

1.40



Sample Name

Inj Vol

Data Filename

MM-53F Position
-1 InjPosition
MM-53F.d ACQ Method

Instrument Name
SampleType

Pondicherry Universi Comment

Q-TOF
Sample
MSK-MB-476.1406

User Name
IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
05-06-2015 13:32:25

x10 4

]
1.65
1.6
1.55
1.5
1.45
1.4
1.35
1.3
1.25
1.2
1.15
1.1
1.05
1
0.951
0.9
0.85
0.8
0.75
0.7
0.65
0.6
0.55
0.5
0.45
0.4
0.35
0.3
0.25
0.2
0.15
0.1
0.05

+ Scan (0.621 min) MM-53F.d

477.1478

|
476.6 476.7 476.8 476.9 477 477.1 477.2 477.3 477.4 A477.5 477.6 477.7 477.8 477.9 478
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Current Data Parameters
NAME vv-57
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20121201
Time 19.10
INSTRUM spect
R PROBHD 5 mm DUL 13C-1
PULPROG 2930
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 181
DW 81.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 13.15 usec
PL1 0.00 dB
SFOl 300.1318534 MHz
F2 - Processing parameters
ST 32768
SF 300.1300050 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
I T W] | ESREASEEL) EenE ARt R REs e I AN | I I [ T
1.1 10 9 8 7 6 5 4 3 2 % 0 ppm
g: n|olH|o|olo|— [To) o [Te) To]
o ololola|H oo o — N —
‘r4| [ | O | [ | o ™
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NAME vv-57
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20121201
Time 19.13
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 214
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 574.7
DW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== CHANNEL f1 ========
NUC1 13¢€
Pl 9.30 usec
PL1 0.00 dB
SFO1 75.4752953 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzle
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
WDW EM
SSB 0
LB 1.00 Hz
I I ! T T I I T j T ? I gg 1_48
200 180 160 140 120 100 80 60 20

SV



Current Data Parameters

NAME VV=5TF
EXPHO 1
PROCHO 1
N—O OMe F2 - Regquisition Parameters
Date_ 20130205
o Time 22.01
“ INSTRUM spect
N =0 PROBHD 5 mm DUL 13C-1
OMe PULEROG zg30
54 TS D 65536
SOLVENT CoCLd
HS 13
Ds 2
SWH 172,839 Mz
FIDRES 0.094190 Hz
AQ 5. 30B4G60 sec
R 16i.3
o B1.000 usec
DE 6.0 usec
TE 300.0 K
ol 1.00000008 sec
TOO 1
mrnessrs CHANNEL £l srosssss
HUC1 i1
Pl ) 13.15 usec
FL1 0.00 dB
SP01 I66.1318524 MHz
F2 = Processing parameters
51 32768
SF 300,1300060 MHz
WOW EM
558 ]
LE 0.30 Hz
GB 0
J L PC 1.00
N _
) —— T i . I R e e e mana s e A R e
10 9 8 7 ] 5 4 3 2 1 ppm
i )\ | I
e == L) m\ - [ H =IRG
S S =T |':n| =71 —
f=1 B T B |f_1| =] e =]l

31
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Current Data Paramecers
HAME Vv.V.5TF
EXFHO 1
PROCHD 1
FZ = Acquisition Parameters
Date_ 20130206
N—O OMe Time 19,26
| INSTRUM spact
FROBHD = mm DUL L2C-1
- ) PULPROG zgpg 30
FO Th 655246
N" OMe SOLVENRT CoCl3
54 1S NS a2
[»3 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ L.8219508 sec
RG 1290.2
oW 27.800 usec
oE E.00 usec
TE 300.0 K
o1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89%9%999%8 sec
T 1
mnssssss CHANHEL {] ==ssssas
HOC1 138
El 9.30 usec
Plel 0.00 dB
SFOL 75.4T752953 MHz
=emm=mme CHANHEL f2' sesssces
CROPRGZ waltzlé
WUCZ 1H
PCPD2 B0.00 usec
FL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SF02 300.1312005 HH=z
F2 - Processing parameters
51 32768
L SF T5.4677490 MHz
v EM
SsB 0
Le 1.00 hz
-
T x | T T T T T T g T T T ;,'g :.%g
200 180 160 140 120 100 80 60 40 20 0 ppm
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Sample Name MM-57F Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename MM-57Fnd ~ ACQ Method Pondicherry Universi Comment MSK-MB-492.1355 Acquired Time 05-06-2015 13:09:44

x10 4 |[Cpd 1: C26 H24 N2 O6 S: + FBF Spectrum (0.453-0.970 min) MM-57Fn.dSubtract

4

3.8 493.1433
3.6 (M=H)+

3.4
" 3.2

3]
2.8
2.6

2.4

2.2

24
1.8
1.6
1.4
1.2

14
0.8
0.6
0.4
0.2

|
485 486 487 488 489 490 491 492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508
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r—,—,—f"”;:i:::zi;i;:L/J / Current Data Parameters
NAME DK-V-4-OME-TS-CHO
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130305
Time 22.29
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30
(o] TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
fo) RG 64
3e DW 81.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
P1 13.15 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300036 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
\nana ARASEASASEAAS RARERAREEE LALESASAE S L a e MRS AR AR AABREASAREEE
10 9 38 7 6 5 4 3 0
o ~ [ [~ [~ |||~ o~ x\\ ™
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Current Data Parameters
NAME DK-V-4-OME~-TS-CHO
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130305
Time 22.36
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
. NS 96
(o) DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
= OCH; a0 1.8219508 sec
s e i
W % usec
H;CO H N DE 6.00 usec
TE 300.0 K
(0] D1 2.00000000 sec
3e dil 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== CHANNEL fl ========
NUC1 13¢C
Pl 9.30 usec
PL1 0.00 dB
SFO1 75.4752953 MHz
======== CHANNEL £2
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
WDW EM
SSB 0
LB 1.00 Hz
L : :
" PC 1.40
i Lades o e o e WA "
! I v T I I T = T T N

! - T T
200 180 160 140 120 100 80 60 40 20 0 ppm




8.094
8.069
7.650
7.623
7.395
7.367
7.286
7.262
7.234
7.218
7.190

.149

7

<\\\z—=

323
7.098
6.908
6.880
6.062
4.750
4.707
3.807
3.785

35S
=

__—2.744

T 20702

BRORER
(<O

<

(o))

™

o~
Current Data Parameters
NAME Vv=35F
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20121030
Time 21.38
INSTRUM spect
PROBHD S mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 406.4
DW 81.000 usec
DE 6.90 usec
TE 300.0 K
D1 1.00C00000 sec
TDO0 1
- C”ANNEL fl Sassssmm
NUC1 1H
Pl i3.15 usec
PL1 0.00 dB
SFO1 30G.1318534 MHz
F2 - Processing paranmeters
SI 32768
SF 300.,1300063 Mrz
wWDwW EM
SSB 0
LB 0.30 Hz
GB 0
I JP PC £.00
)
LF 0 ST B s 4 1 M e T . 1 LA | ] I any S i v
11 10 9 8 7 6 S 4 3 2 1 0 ppm

/ K | ll } \

-y an£ 0&%;1\9 «ﬁ o r;frﬁ ™ |[ud

(=3 B Cd el Cnl = B (=2 o 040\ r: rw
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BRUKER
(a5

FOLOMOOOMMMENWYWOON -
FOLVLNWVWLYANHODEEMNMOOeE V) NN N MO T
T S T S Yt ™ B 8 7o J T 5 o J I n
COCOITR OO~ WVWWOWOWTOACT + o+ + = .
FONTOMMONNNNNNAH A OO NN MO —
B e [ e e B e I et I e e B e T e e B e s B = O il WO nwn N Current Data Parameters
NAME VV-35F
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20121030
Time 22.11
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG 2gpg30
TD 65536
SOLVENT CDC13
NS 501
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 456.1
DW 27.800 use
DE 6.00 use
TE 300.0 K
D1 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
ssssss=s CHANNEL fl swa=m==z
NUCL 13C
Pl 9,30 use
PL1 0.00 dB
SFOl 75.4752953 MH2
sumumnws CHANNEL f2 =======
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 use
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MH:z
F2 - Processing parameters
I 32768
SF 75.4677490 MHz
WDW EM
SSB 0
T T T T T T T T T T ég 1-08“2
200 180 160 140 120 100 80 60 40 20 0 ppmpc 1.40
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Sample Name MM-35F Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MM-35F.d ) ACQ Method Pondicherry Universi Comment MSK-MB-492.1355 Acquired Time 05-06-2015 13:09:44

x10 4 |Cpd 1: C26 H24 N2 O6 S: + FBF Spectrum (0.453-0.970 min) MM-35F.d Subtract

4

3.8+ 493.1433
3.6 L

3.4

- 3.2

3

OMe
2.8

2.6

2.4
22

2
1.8-
1.6-
1.4
1.2

0.8
0.6
0.4
0.2

|
485 486 487 488 489 490 491 492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508
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OO WO~ OMmM
[ e e ol o S o

N

7.309
74303
7.285
7.278
74263
7239
74219
6.468
6.442
5. 029
4.983
4.511

4.466
3.647

Za

2.434

BRUKER

Current Data Parameters

NAME DK-V-2-C1-EST-CHO
EXPNO 2
PROCNO T
F2 - Acquisition Parameters
Date 20130303
Time 23.29
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 6
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 45.3
Dw 81.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO dl
== CHANNEL fl ========
1H
13.15 usec
0.00 dB

300.1318534 MHz

F2 - Processing parameters

SI 32768
SF 300.1300011 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
J PC 1.00
A T, P
] s pa T IAARRRARARS I T [ B
11 10 9 5 4 1 0 ppm
) 1IN
(] (@] o o (]
—t — ]r4| [sa] ™

39



DX NMOUNHEOVOANONOANSONONND AN
S NNOMN A0V INITOA~TVWAITITANONONSI O 0 W0 (35]
e B e w e e e o w e e e e e s e & @ =) \O ™M < [Ce)
O TN AH OO MANOODNOHWMOOOI~ME~ ¢+ ¢ ¢ @& .
O OIFIFLIOMNNOONANNNNNNNNASO [ N —
N oA A A A A A A A A A A A A A A A A S S v < o~
Current Data Parameters
NAME DK-V-2-C1-EST-CHO
EXPNO 3
PROCNO al
F2 - Acquisition Parameters
Date_ 20130303
Time 23,33
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 58
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 9123
DW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dl1l 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== CHANNEL fl =s======
NUC1 13¢
Pl 9.30 usec
PL1 0.00 dB
SFOl 75.4752953 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SF02 300.1312005 MHz
F2 - Processing parameters
ST 32768
| SF 75.4677490 MHz
Lo e | w
= v . SSB 0
LB 1.00 Hz
| | 1 T T | T | e o
PC 1.40

T I T ] .
200 180 160 140 120 100 80 60 40 20 0 ppm



7.427
7.399
7.350
7.326
7.289
7.217
7.264
7.143
7.118
7.094
6.511
5.124
5.081

™
@
o
@

8.057
7.683
7.656
7.630
7.450

i

NAME
EXPNO
PROCNO

—2.394

__—3.889
=——3.807
2,836
=—2.793

BRORER
(<O

Current Data Parameters

VV-33F
1
1

F2 - Acquisition Paramecters

Date_
Time
INSTRUM
PROBHD
PULPROG
™
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

NUC1
Pl
PLL
SFOL

3

10 9 6
Wi N (N
QMO M| (O
NN -t O

1.00
3:39

41

20120904

13.18

spect

S mm DUL 13C-1
2930

65536

coCl3

16

2

6172.839
0.094190
5.3084660
456.1
81.000
6.00

300.0
1.00000000
1

hiz
Mz
sec

usec
usec

-

sec

swssumax CHANNEL £l swewswwe

1K
13.15 usec
0.00 dB
300.1318534 MHz

¥2 - Processing parameters

32768
300.1300063 MHz
¥

0
0.30 Hz
0

1.00



e e e T Ty I By I I g - e g T
WO AR TN A O TON0T OO0 0N =0 @D = ™
R T e Ty T~ BT e = w1
M~ OO0 MO~ DWOF O « v e . . . .
b= o ot T T o e T T I BB o B R IV R R T el Y= [ [ag W +e ] —i
L i R I I I e I I e B B e I B B B B B - e B e (=] uy = (et | Current Data Parameters
J HAME VW-33F
J EXPND 1
| PROCHNO 1
FZ = Acquisition Parameters
Date_ 20121204
Time 22,08
IRSTRUN Spect
PROBHD 5 mm DUL 13C=1
FULFROG Zgpg 30
™D 55536
SOLVENT coCl3
K5 1024
DS q
SWH 17965.611 Hz
FIDRES 0.274439 Hz
AQ L.8219508 se&c
RG 512
D 27.800 usec
DE 6.00 usec
TE 300.0 K
a3} 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89599908 sec
DO 1
memmmmen CHANNEL f] sesscs=s
HUC1 - 13c
Fl 2,30 usec
FL1 0.00 dB
SFOl T5.4752953 MHz
amsmmmss CHANHNEL f2 sossrmes
CPDPRGZ waltzlé
Nuc2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.668 dB
PL13 16.00 di
SF02 300. 1312005 MH=z
F2 - Processing parameters
s8I 327&8
SF T5.4677490 MHz
Wi EM
558 0
B 1.00 Hz
- CB 0
T I I I i I T b T N T G T N T " B 1.40
180 160 140 120 100 80 60 40 20 ppm
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Sample Name MM-33F Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MM-33F.d ACQ Method Pondicherry Universi Comment MSK-MB-496.0859 Acquired Time 05-06-2015 13:06:04

x10 3 |Cpd 1: C25 H21 CI N2 O5 S: + FBF Spectrum (0.435-1.102 min) MM-33F.d Subtract
4.6

4.4
4.2
4
3.8
" 3.6
3.4
3.2
34
2.8
2.6
2.4
2.2
2 499.0913
1.8 ek
1.6
1.4
1.2
1]
0.8}
0.6
0.4
0.2

490 492 494 496 498 500 502 504 506 508 510 512

497.0932
(M+H)+




—09.974
7.909
7.886
7655
7392
7'.365
7337
7.285
7.264
7:238
7.211
6.465
6.439

— 3.647

—2.434

Current Data Parameters

0.99
1.01
1.01

3.14

NAME DK-V-3-C1-EST-TS~-CHO
EXPNO 1
PROCNO I
F2 - Acquisition Parameters
Date_ 20130305
Time 22.46
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 57
DW 81.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f]1 ========
NUC1 1H
Pl 13.15 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300016 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

I I~

0 ppm



189.76

167.22

144.52

142.87

141.32
136.07

135.61

—
< O

133. 50
132.93

N O
m M
—

129.. 62
128.97

128.49

128.26

128.02
12767

126.93

77.53
77.10
76.68

NSV

i

52.34

46.44

T
200

T
180

A3

T
160

T
140

T
120

T
100

80
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Current Data Parameters
NAME DK-V-3-Cl-EST~TS-CHO
EXPNO 2
PROCNO a4
F2 - Acquisition Parameters
Date_ 20130305
Time 22.52
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG 2gpg30

- TD 65536
SOLVENT CDC13
NS 93
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 724.1
DW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO L
ey CHANNEL fl ==sms=ss
NUC1 13cC
Pl 9.30 usec
PL1 0.00 dB
SFO1 75.4752953 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
WDW EM
SSB 0
LB 1.00 Hz

b GB 0
PG 1.40
T 3
40 20 0 ppm



BROKER
(P50

Current Data Parameters

NAME VV=-33A-F
EXPNC 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20121108
Time 23.27
INSTRUM spect
PROBHD S mm DUL 13C-1
PULPROG zg30

0 65536
SOLVENT CDC13

NS 7

DS 2

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 101.6

DW 81.000 use
DE 6.00 use
TE 300.0 K
D1 1.00000000 sec
DO 1
swnum=== CHANNEL {1 TEEEEEE
NUC1 1H

Pl 13.15 use
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768

SF 300.1300056 MHz
WOW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

10

1.00
2,11
9.12
1.22

~J -4

0.94

3.06
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Current Data Parameters

NAME VV-33A-F
EXENO 2
PRCCNO 1

F2 -« Acquisition Parameters
Date 20121106

¢ 23,34
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30

™ 65536
SOLVENT CDC13

NS 272

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 3649.1

DW 27.800 usec
DE 6.00 usec
TE 300.0 K

D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
muz====s CHANNEL {1 =ws==z====
NOC1 13C

Pl 9.30 usec
PL1 0.00 4B
SFO1 75.4752953 MHz
nxn=e CHANNEL f2 swwwswums
CPDPRG2 waltzlé

NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dg
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768

SF 75.4677490 MHz
WOW EM

S$SB 0

LB 1.00 Hz
GB Q

PC 1.40



Sample Name MM-33A Position Instrument Name Q-TOF User Name
-1 InjPosition SampleType Sample IRM Calibration Status
Data Filename  MM-33A.d ACQ Method Pondicherry Universi Comment MSK-MB-496.0859 Acquired Time

Inj Vol

QTOF-PU\admin
Success
05-06-2015 13:02:28

x10 3
6.2
6
5.8
5.6
5.4
5.2
5
4.8
4.6
4.4
4.2
4
3.8
3.6
3.4
3.2
3
2.8+
2.64
2.4
2.2
2]
1.8
1.6
1.4
1.2
1
0.8
0.6
0.4
0.2

Cpd 1: C25 H21 CI N2 OS5 S: + FBF Spectrum (0.419-1.036 min) MM-33A.d Subtract

497.0930
(M-+H)+

499.0947
(M+H)+

501.0759
(M+H)+

489 490 491 492 493 494 495 496 497 498 499 500 501 502 503 504 505 506 507 508 509 510 511 512
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Current Data Parameters
NAME DK-V-4-C1-EST-CHO
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130305
Time 19.52
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 40.3
DW 81.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 13.15 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300015 MHz
WDwW EM
SSB 0
LB 0.30 Hz
GB 0

k PC 1.00

[ T ! M| I

10 9 8 7 6 )

o rng e~ ]H] e~ o~ [~ < o)

o . aN[M|oo|H]| O | O ™ ™

— < ||| = —| |- ™ ™
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Current Data Parameters
NAME DK-V-4-C1-EST-CHO
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130305
Time 20.23
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 460
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 1625.5
DW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 9.30 usec
PL1 0.00 dB
SFO1 75.4752953 MHz
CHANNEL f£2
CPDPRG2 waltzlé6
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
| WDW EM
1 1 [ SSB 0
LB 1.00 Hz
T -0 : I T T T = T * I ) T T T gg 1.48
200 180 160 140 120 100 80 60 40 20 0 ppm
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Current Data Parameters
HAME Wi=54F
EXPNG 1
PROCHD 1
F2 - RAcguisition Parameters
Date 20121018
Time 19,08
INSTRUM spect
PFROBED 5 sm DUL 13C-1
N—O PULPROG zg30
/ o 65536
y SOLVENT cDCl3
~ NS 16
o al D3 ]
N" Ome SHH £172.830 Mz
Ts FIDRES 0.094190 Hz
5h AQ &, I0B466D sec
RS 512
oW 81.000 usec
OE 6.00 usec
TE 300.0 K
Bl 1.00000000 sec
T 1
sessawms CHANHEL ] =sessens
NuCl 1H
Pl 13.15 usec
PLL Q.00 dB
SFa1 300.1316534 MMz
F2 = Proceasing parameters
3 3276
sF 300.1300060 MHEz
W EM
| 55B 0
Lz 0,30 Hz
GB a
H‘ 1 PC 1.00
- e T e — e . — — R T - i
11 10 ] g 7 & 5 4 3 2 1 0 ppm
— c:Fﬂ =1 (=} - o L
=7 1 ] [ = = L] ~ b=3 ]
(S Y d 5 = o -
Ll | Lot B Ci [T 10 — — 3] Lol L]



UNIV. OF MADRAS m
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WO = QWM DS 0 W
TOTOOROMOMREMNOE B oM ~ O w0
L T T T S T R T T T - I o | W@ Uy
O~V MmA00 OO0 o0 + s . . .
W= M NN NN~ I~ [ B g O = —¥
B el el el el e e B e e e e R - - = [ Y W T ] o Current Data FParameters
[ i f HAME VW=54F
| | | EXPHO 1
| I [ PROCHD 1
| | | J [ F& = Roquisition Parameters
Date_ 20150422
T i mss 12,32
INSTRUM spect
PROBHD 5 mm DUL 13C-1
N—O FULFPROG 29pg30
/ ' o 65526
SOLVENT CDC13
",/\ H5 2310
ns 4
N (l)\MO Cl SWH 17985.611 Hz
Ts e FIDRES 0.274439 Hz
5h AG 1,8219%08 sec
RG 3251
[ 27.800 usec
DE 6.00 uses
TE I00.0 K
o1 2.00000000 sec
dll 0.03000000 sec
) ¥y 1.6995%9998 aec
)
CHANNEL f] =m=mmmm===
13C
9.30 usec
0.00 48
75.4752953 HHz
sssssss= CHANNEL f£; ssssssss
CRDPRGE waltzlé
HDRCZ 1H
PCPD2 BD.00 usec
PLZ2 0.00 4
PL1Z 15.68 d2
PL13 16.00 48
SFo2 300.1312005 MHz
F2 - Processing parameters
31 32768
EF T3 4677482 MHz
WDH EM
Z5E o
LE 1.00 Hz
: T > T T T T T T T ! T ' T T ':2 1,-1:'::
200 180 180 140 120 100 BO &0 40 20 0 ppm
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Sample Name MM-54F Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MM-54F.d ACQ Method Pondicherry Universi Comment MSK-MB-496.0859 Acquired Time 05-06-2015 14:49:27

x10 3 |Cpd 1: C25 H21 CI N2 OS5 S: + FBF Spectrum (0.426-1.010 min) MM-54F.d Subtract

3.6
3.4 497.0932
(M+H)+

3.2

3]

2.8

2.6

2.4

2.2

2]
1.8

1.6
499.0912

1.4 e b

1.2

1
0.8
0.6
0.4

0.2

(o}

488 490 492 494 496 _ 498 500 502 504 506 508 510 512



10.020
#:::9571
7.946
7.926
75921
7.663
7.421
74397
7:392
Te311
7.324
7.304
7.299
7.275
7.266
7.247
7.219
7.191
7181
7+153
6.391
6.364
4.913
4.867
4.368
4.323
3. 725
2.428

NAME
EXPNO
PROCNO

2

Current Data Parameters

Vv-52
1
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
D
SOLVENT
NS

DS

SWH

FIDRES
AQ
RG
DW
DE

SI
SF
WDW
SSB
LB
GB
PC

T T 1 T IRAZEESALES:
10 9 8 7

6
™M (00|00 |OY |\O | [LO
= N[O |O|N|OY
=M N[N |O

o
o~
w
[\S]
-
o

ppm

1.06

.28
307
810

54

20121204
23:13
spect

5 mm DUL 13C-1
zg30

65536
CDC13

16

2

6172.839
0.094190
5.3084660
287.4
81.000
6.00

300.0 K
1.00000000
1

usec
dB

300.1318534 MHz

F2 - Processing parameters

32768
300.1300049 MHz
EM
0
0.30 Hz
0
1.00



Current Data Parameters
NAME vv-237
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

195.04
189.69
144.19
141.38
139.68
136.13
135.80
134.93
133.68
131.10
130.11
129.76
129.58
128.56
128.25
128.13
127.25
127.04
122.96
11753
52.50

46.77

21.61

J

Date 20150622
Time 20.26
INSTRUM spect
PROBHD 5 mm DUL 13cCc-1
PULPROG zgpg30
D 65536
SOLVENT CcDC13
Cl (o) NS 78
DS 4
SWH 17985.611 Hz
N OCH; FIDRES 0.274439 Hz
Ts AQ 1.8219508 sec
cl H N~ RG 20642.5
3i DW 27.800 usec
DE 6.00 usec
(o) TE 300.0 K
D1 2.00000000 sec
di1 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
====—==== CHANNEL f1l
NuC1l 13c
Pl 10.38 usec
PL1 0.00 dB
SFOl 75.4752953 MHz
======== CHANNEL f2
CPDPRG2 waltzlé
Nuc2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.21 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677496 MHz
W EM
SSB o]
T T T I T T I I T T T I LB 1.00 Hz
200 180 160 140 120 100 80 60 40 20 0 ppmgg 148
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BMR
L)

Current Lata Parameters

NAME V.V.52F
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130206
Time 16.21
INSTRUM spect
PROBHD S mm DUL 13C-1
PULPROG zg30

™ 65536
SOLVENT cDC13

NS 11

s 2

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 322.5

oW £1.000 usec
DE 6.00 usec
TE 300.0 K

D1 1.00000000 sec
TDO 1
sxnssnss CHANNEL {1 essuwnns
NUC1 18

21 13.15 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 = Processing parameters
SI 32768

SF 300.1300058 MHz
WDW EN

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

NONTMUNUODAN-MNe=E«MMITNONMO W ~ —~ 0~
ChETTOALCOVNMEMOFE OO NOOVUO s o TN O
OCCOOWLOLITaTMANNNNMm«TOO @ XX~ <
oo~~~ OYONW [3¢] NN N
m
Ts OMe c
I T l | 1 I 1 1
10 5 4 3 1 0 ppm
uD wwxi\ - N - O
rv|c> o} o l ! ™
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Current Data Parameters
NAME V.V.52F
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130206
Time 16.26
INSTRUM spect
PROBHD S mm DUL 13C-1
PULPROG zgpg30
™ 65536
SOLVENT CDC13
NS 606
I\O cl DS 4
Ts OMe SWH 17985.611 Hz
5i FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 1149.4
> DW 27.800 usec
DE 6.00 usec
TE 300,0 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
DO 1
sszass=s CHANNEL ]l =sssssu=
NUC1 13C
Pl 9.30 usec
PL1 0.00 dB
SFOl 75.4752953 MHz
szzsze== CHANNEL 2 =sssssxawe
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 d8
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
DW EM
SSB 0
L8 1.00 Hz
| I 1 1 I 1 ' T ] I 1 1] Gpg 1'43
200 180 160 140 120 100 80 60 40 20 0 ppm
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Sample Name MM-52F

Inj Vol

-1

Data Filename  MM-52F.d

Position Instrument Name Q-TOF User Name
InjPosition SampleType Sample IRM Calibration Status
ACQ Method Pondicherry Universi Comment MSK-MB-530.0470 Acquired Time

QTOF-PU\admin
Success
05-06-2015 13:27:49

x10 3
1.8

1.7
1.6
1.5
1.4
1.3
1.2
1.1

14
0.9
0.8
0.7
0.6
0.5
0.4
0.3
0.2-

0.1

Cpd 1: C25 H20 CI2 N2 OS5 S: + FBF Spectrum (0.452-1.086 min) MM-52F.d Subtract

531.0549
(M+H)+

-533.0530 5i
(M+H)+

524

526

528 530 532 534 536 538 540 542 544

546

548
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Current Data Parameters
NAME DK-V-PIP-EST-TS-CHO
EXPNO 1,
PROCNO 1
F2 - Acquisition Parameters
Date 20121211
Time 19,57
INSTRUM spect
PROBHD 5 mm DUL 13C-1
Me Me PULPROG 2930
- TD 65536
3j SOLVENT cpcl3
NS 12
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
= RG 80.6
N oW 81.000 usec
DE 6.00 usec
y 18 COMe TE 300.0 K
D1 1.00000000 sec
TDO i
======== CHANNEL fl ========
NUC1 1H
Pl 13.15 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300051 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PE 1.00
I T M RS aad T R e L S [ e
11 10 9 8 3 2 1 0 ppm
o o[ ol |+ () <)) Mo
o oo ol o (o)) of oy oV |oy
— Ol —| |~ o~ ey




< NDWOWANTOM~OWMONMONWO WO
[os) COMANNHNOAL AN MMOOWA WWOM — N mMmM
S T I e e e Gl B i R I S ™~ W0 O 0 ® O (N
o)) CHATTA OO NAOOC O™~ O .
@ O ILLTOMONONOONNNNNNN ~~ 0 [N IRYe) v EuEe
— A A A A A A A A A A A A A A A A [ToRRS N NN N Current Data Parameters
NAME DK-V-PIP-EST-TS-CHO
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20121211
Time 20.02
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 65
Me Me DS 4
3j SWH 17985.611 Hz
/] FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 512,
DW 27.800 usec
DE 6.00 usec
TE 300.0 K
7 D1 2.00000000 sec
r;l d1l 0.03000000 sec
DELTA 1.89999998 sec
Ts CO,Me TDO 1
0~ H 2
======== CHANNEL f1l ========
NUC1 13C
P1 9.30 usec
PL1 0.00 dB
SFO1 75.4752953 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SF02 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
I T T T I T T T T T T T ¥ T 0 BC 1.40
200 180 160 140 120 100 80 60 40 20 ppm



L)
RUKER

L)

Current Data Parameters

NAME Vv-56-F
EXPNOC 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20121021
Time 0.01
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG 2930
T 65536
SOLVENT cDC13
NS 9
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 322.5
317} 81.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
smnumwws CHANNEL fl sssss==s
NUC1 1H
Pl 13.15 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300274 MHz
WDW EM
SSB 0
[ LB 0.30 Hz
ﬂ ( H GB 0
i“_. - eC 1.00
e Ras T T T Aaaassasss ARasnan IRaaassancs nas
10 9 8 7 6 5 4 3 2 1 0 ppm
|
(@] [To) (2] [Tol (o)) = O N (=) (=] (o)}
(o] [ee]} (o]} (an]} (o)) foa} (o)) (=] QIO IO (o)
oo o o ™ e 1 se)
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AL EANR28 eSS N8y ram n mo  wmwe BRUKER
I St R T Y S P i Ry TR L] Lo I e 1) B - A =[N o Sl T o S | [eolie e Ts]
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FODITSTOMOOMOANNNNNA—~OO N MO MMM~
Hrdrd A S A A A A A A~ O O v, MmO NN
| | Current Data Parameters
NAME VV=-56-F
EXPNO 2
PROCNO 1
|
F2 - Acgquisition Parameters
Date_ 20121031
Time 0.07
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 386
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 512
DW 27.800 usec
E 6.00 usec
TE 300.0 ¥
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
====s=s==s CHANNEL fl ss=s====
NUC1 13C
Pl 9.30 usec
PL1 0.00 dB
SFO1 75.4752953 MHz
=umuunns CHANNEL 2 =ss==a==
CPDPRG2 waltzlé
NUC2 1R
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
\ SF 75.4677490 MHz
DW EM
SSB 0
LB 1.00 Hz
GB 0
I 1 - 1 N T I N 1 1 1 g ] 1 | PC 1.40
200 180 160 140 120 100 80 60 40 20 0 ppm
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Sample Name MM-56F Position Instrument Name Q-TOF User Name QTOF-PU\admin

Inj Vol

-1 InjPosition SampleType Sample IRM Calibration Status Success

Data Filename  MM-56F.d ACQ Method Pondicherry Universi Comment MSK-MB-504.1718 Acquired Time 05-06-2015 12:47:15

x10 3

8.5
8
7.5
7
6.5
61
5.5
5
4.5
4
3.5
3_
2.5
2]
1.5
14

0.5

Cpd 1: C28 H28 N2 OS5 S: + FBF Spectrum (0.450-1.000 min) MM-56F.d Subtract

5065.1795
(M+H)+

L

497 498 499 500 501 502 503 504 505 506 507 508 509 510 511 512 513 514 515 516 517 518 519 520
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Current Data Parameters
NAME DK-V-4-F-EST-CHO
EXPNO i
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130303
Time 23311
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 57
DW 81.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 13.15 ‘usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
ST 32768
SF 300.1300019 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
i 1
T I 5 B T T I T I T I I T
11 10 9 8 7 6 5 4 3 2 1 0 ppm
— O (oo o=~ o [e)] )
(@] N|O|M|O (@] o (o)) (@] (e]
— O |oo|N — o ™
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Current Data Parameters
NAME DK-V-4-F-EST-CHO
EXPNO 2
PROCNO 3 8
F2 - Acquisition Parameters
Date_ 20130303
Time 23.19
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 39
Ds 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 1024
DW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 9.30 usec
PL1 0.00 dB
SFO1 75.4752953 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
ST 32768
SF 75.4678335 MHz
o L :
n e .SSB 0
LB 1.00 Hz
I [ T T I i I T T T Igg 1_48
180 160 140 120 100 80 20 ppm
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Current Data Parameters
NAME VV=T4F
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130312
Time 22.23
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CcDC13
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 181
DW 81.000 usec
DE 6.00 usec
TE 300.0 K
331 1.00000000 sec
T00 ) 1
=amxmwns CHANNEL fl ==ss=sxa=
NUC1 1H
P1 13.15 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
S1 32768
SF 300.1300082 MHEz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
“ ” L“—‘v_ﬁ\~ ec 1.00
T || . I R | I ) ] | 1 I el 1
° 8 7 6 5 < 3 2 1 0 ppm
Q- G)CDE:q ,co
OO N o = (=] oo
:]:j-« uxonl e — -t



Bﬁbkén
LD

Current Data Parameters

MMM OUMOTUNAOCAH U NOOO

NSO ONNANOOTLTMNMEFTMEHAONATTMON OO b

s U (ot TOR AL IR Y SUS MR TIOUE (R YRR My et S WO Ve 'V p i~ AN o 4 V= 39 Vo P N | Ug)
COTFTLHOOFPRTWVWWOWITANAOLWOWY ¢ ¢ ¢« o IR .

< OMOMOOMNOANNNNNMeA~S -~ 0N MO —

A A A A A AT A A A A A A A A A OO O o~

T T T 1 T | I 1 T N9
200 180 160 140 120 100 80 60 40 20

NAME VV=T4F
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130312

Time 22.33
INSTRUM spect
PROBHD S mm DUL 13C-1
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 310

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 812.7

DW 27.800 usec
DE 6.00 usec
TE 300.0 K

D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
wunmmumn CHANNEL [l memswnww
NUC1 13C

Pl 9.30 usec
PL1 0.00 dB
SFO1 75.4752953 MHz
s=uss==s CHANNEL f2 ====m====
CPDPRG2 waltzlé

Nuc2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768

SF 75.4677490 MHz
WOW EM

SSB v}

L 1.00 H2
GB 0

BC 1.40



Sample Name MM-74F Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MM-74F.d ACQ Method Pondicherry Universi Comment MSK-MB-480.1155 Acquired Time 05-06-2015 13:16:38

x10 4 |Cpd 1: C25 H21 F N2 O5 S: + FBF Spectrum (0.423-1.007 min) MM-74F.d Subtract

2

1.9 481.1235

1.8 (M-+H)+

1.7
1.6

1.5
1.4
1.3

-

.24

-

aE

1
0.9-
0.8-
0.7-
0.6-
0.5-
0.4-
0.3
0.2
0.1

| g
474 475 476 477 478 479 480 481 482 483 484 485 486 487 488 4890 490 491 492 493 494 495 496
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Current Data Parameters
NAME DK-V-NAP-EST-Ts-CHO
EXPNO hiE
PROCNO 1
F2 - Acquisition Parameters
Date_ 20111009
Time 16.19
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 7
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 64
N = 3l DW 81.000 usec
) DE 6.00 usec
TE 300.0 K
0° >H Ts COzMe D1 1.00000000 sec
TDO 1
CHANNEL f1
13.15
300.1318534
F2 - Processing parameters
SI 327
SF 300.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
LL‘_._.JL,,_A
T i SR G W i T I I I I T I T I
3 11 10 9 8 7 6 5 4 3 g 1 0 ppm
(o)) (@R RQVIRES Lol [e) o (o)) (@] (=) o
|| [« o}~ | — ™
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OOV OIFLOVONNININOAAINOMOANAO
AN OO MOMeEMANMOMAOOMMESLW <O O O LW O N <
T T S P Vo WP S Vo) < O [Te)
NOVOITNADNNDAADNODNVOOS™ O OO <F ¢ s o . . .
VO FIITOMNMOMONONNNNNNNNNNNNSS~WO N O —
A A A A A A A A A A A A A A A A A A A A A~ w0 < N
Ej\ = 3l
N
Ts CO,Me
0” " H 2
T T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm

Current Data Parameters
DK-V-NAP-EST-Ts-CHO
2

NAME
EXPNO
PROCNO

1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD

SOLVENT

20111009
16.23
spect

5 mm DUL 13C-1

zgpg30
65536
cpcl3
106

4
17985.611
0.274439
1.8219508
2580.3
27.800
6.00

300.0
2.00000000
0.03000000
1.89999998

CHANNEL f

0.00
75.4752953

Hz
Hz
sec

usec
usec
K
sec
sec
sec

= CHANNEL f2 ====
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768

SF 75.4677490 MHz
wDwW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40



B%R

Current Data Parameters

NAME VV-73F
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130516
Time 18.11
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30
™ 65536
SOLVENT CDC13
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 322.5
DW 81.000 usec
DE 6.00 usec
TE 300.0 ¥
D1 1.00000000 sec
TDO 1
=zzaasew CHANNEL fl wwsessswns
NUC1 1K
Pl 13.15 usec
PL1 0.00 d8
SFo1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300071 MHz
WDW EM
558 0
LB 0.30 Hz
GB 0

17 PC 1.00

T I

0 ppm
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171.16
150.62
144.14
137.68
136.94
133.66
131.03
130.26
129.89
129.73
129.27
129.06
=———127.4¢6
126.58
126.30
126.25
21.45

Current Data Parameters

———r——p—r

NAME VW=-73F

EXPNO 3

PROCNO 1

F2 - Acquisition Parameters

Date_ 20130523

Time 20.22

INSTRUM spect

PROBHD 5 mm DUL 13C-1

PULPROG zgpg30

TD 65536

SOLVENT CDC13

NS 2155

Ds 4

SWH 17985.611 Hz

fIDRES 0.274439 Hz

AQ 1.8219508 sec

RG 456.1

DW 27.800 usec

DE 6.00 usec

TE 300.0 K

D1 2.00000000 sec

dll 0.03000000 sec

DELTA 1.89999998 sec

D0 1

wmumm==e CHANNEL £l ========

NUCl 13C

Pl 9.30 usec

PL1 0.00 dB

SFO1 75.4752953 MHz

zuzzzz=z= CHANNEL 2 wessa= me

CPDPRG2 waltzlé

NUC2 1H
80.00 usec
0.00 dB
15.68 dB
16.00 dB

300.1312005 MHz

F2 - Processing parameters

S1 32768

SF 75.4677490 MHz

WDW EM

SSB 0

LB 1.00 Hz

GE 0

PC 1.40



Sample Name MM-73F Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MM-73F.d ACQ Method Pondicherry Universi Comment MSK-MB-512.1406 Acquired Time 05-06-2015 12:50:52

%x10 3 |Cpd 1: C29 H24 N2 OS5 S: + FBF Spectrum (0.488-1.055 min) MM-73F.d Subtract

3.8

| 513.1488

3.4 1

3.2
3
2.8

2.6 ; -'|\-ls OMe
51
2.4

- ‘

2.2

2
1.8
1.6
1.4

1.2

0.8
0.6
0.4
0.2

504 505 506 507 508 509 510 511 512 513 514 515 516 517 518 519 520 521 522 523 524 525 526 527
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Current Data Parameters
NAME DK-V-DI-OME-EST-TS-CHO
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130305
Time 20.57
O INSTRUM spect
PROBHD S mm DUL 13C-1
H;CO N CH PULPROG 2930
OCH;, ™ 65536
SOLVENT CDC13
Ts
- NS 16
H;CO H N DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
o AQ 5.3084660 sec
RG 203.2
3m DW 81.000 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300050 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
.
T T e T T AN RARSSS a Aansss T T 8 AR
11 10 9 8 7 6 5 4 3 2 1 0 ppm
() ofm[r~ s |ov]olm A (0] fr|oo]— o
(e ) ||| M |[OY (] o < |(N|O (260]
s | AN O | H |O —i (a8 (00) [00) ™
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189.83

168.11
150.88
144.83
144.44
141.84
140.76
136.42
133.33
133.12
129.59
128.59
128.41
128.36
127.91
126.51

NS\

124.56
122.73

112.90

s 1 s
77.45
1702
76.60
56.:33
56.05

21..63

NAME
EXPNO
PROCNO

TT——52.17
TT—— 46.24

Date_
Time

PROBHD

TD
SOLVENT

SI
SF
WDW
SSB
LB
GB

| -

!
200

T J T g T = T
180 160 140 120

T
100

T
80

75

T 1 :
60 40

BEN N I

20 0 ppm

INSTRUM

PULPROG

Current Data Parameters

DK-V-DI-OME-EST-TS-CHO

1

F2 - Acquisition Parameters

20130305
21.16
spect

5 mm DUL 13C-1
zgpg30
65536
CcDC13
2717
4
17985.611 Hz
0.274439 Hz
1.8219508 sec
645.1
27.800 usec
6.00 usec
300.0 K
2.00000000 sec
0.03000000 sec
1.89999998 sec

CHANNEL f1 =
13¢
9.30 'usec
0.00 dB
75.4752953 MHz

CHANNEL f
waltzlé
1H
80.00 usec
0.00 dB
15.68 dB
16.00 dB
300.1312005 MHz

F2 - Processing parameters

32768
75.4677490 MHz
EM
0
1.00 Hz
0

1.40
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3333 ELUCEREEr 27 283 nmn
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e e e e A - - T I HH L.><~_)
W%/ \/ \/ V / Corrent Data Parameters
HAME Ww-T8
EXPHO 1
PROCHO 1
F2 - Acguisition Parameters
Dace 20130409
Time 21.38
l;l—O INSTRUM spect
M - FPROBHD 5 mm DUL 13C-1
~ T 65516
\
(@) SOLVENT €ocll
N ~ OMe N3 16
Ts OMe .F'S "y
5m * ‘
SHH 6172.839 Hz
FIDRES 0.0541%0 Hz
AQ 5.3084660 sec
EG 50.5%
O 81.000 uses
DE 6.00 usec
TE 3I00.0 X
Dl L. 00000000 sec
T i

mesmsssa CHANHEL f] ssosssms
NUC ]
Fl

Fil
SFOL

F? - Frocessing paramotors
5I 32764

sF 300.120007T8 MH:z

Hz

MJ\\ﬁx_L_HLWJ x___dlutx AN

T T T T BAS RARALSALAS RAREL S LS RARA LRSS

5 4 3 2 1 0 ppm

8 T 6

=R EEREEE o3 = GG
S|S|meea NS o ] b
~leileledeleilele e —le
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RRIRB8L0BIN33B3308e nanrw o
2oz geYsgeuYnEeson i B ? BRU R
w NN Ok L :g o 0 =
Ll ol Sl L O o ol o B B - I - uw = o™ L‘X‘)
\\\I\\\\!////"// w J Current Data Parameters
' HAME =78
EXPHNO 2
PROCKD 1
F2 - Acqguisition Parametecs
Date
Time
INSTRUM sp
N—O PROBHD 5 mm DUL 13C
) PULBROG zapg 30
OMe 0 65536
O 2 O SOLVERT cocl3
— Hs 600
N~ [0 OMe DS 4
Ts OMe SWH 17965, 611 Hz
5m FIDRES 0.274439 Hz
AQ 1.8219508 sec
EG Lgid.6
i 27.800 uvsec
DE §.00 usec
TE i00.0 K
ol 2.00000000 sec
dll 0., 03000000 sec
DELTA 1.85%59595%8 =ec
TDD 1
memamume CHAMNEL fl sssassss
HUCL 13C
Pl 9.30 usec
PLL 0.00 4B
5FO1 15 4752953 MHz
CHANNEL 2 ==ewe===
waltzlé
1H
80.00 usec
0.00 4B
15.68 da
16,00 dB
J00.1312005 MHz
F2 - Proceasing pArAfetérs
51 I2TER
] 5F 15 4678256 MHz
| WoW =
356 1]
LB 1.00 Hz
| 7 - §omr— - . - 1 —————— - ﬁg :_qg
200 180 160 140 120 100 80 60 40 20 0  ppm
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Sample Name MM-78F Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename MM-78F.d ACQ Method Pondicherry Universi Comment MSK-MB-522.1460 Acquired Time 05-06-2015 14:45:06
x10 4 |Cpd 1: C27 H26 N2 O7 S: + FBF Spectrum (0.454-0.587 min) MM-78F.d Subtract
9.5

9_
523.1534
8.5 (M+H)+

8

7.5
7'1

6.5

6

5.5
5
4.5
4
3.5
3
2.5
2

1.5+

0.5+

|
515 516 517 518 519 520 521 522 523 524 525 526 527 528 529 530 531 532 533 534 535 536 537 538




9.870
887
862
689
331
304
253
232
207
507
482
090
045

— 3.628

Current Data Parameters
NAME DK-V-4-ET-EST-CHO
EXPNO 3

PROCNO 3
F2 - Acquisition Parameters
Date__ 20130303
Time 23.49
INSTRUM spect
PROBHD S mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 9
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
(o) AQ 5.3084660 sec
RG 64
3n DW 81.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO il
======== CHANNEL fl ========
NUC1 1H
Pl 13.15 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300041 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
/ PC 1.00
T | | BREZEIZELS REZEAES T N I T I T
11 10 9 8 7 4 3 2 1 0 ppm
o o [o|w [T) o (o)) O[O
o —[N|O (O o)) — — oY —
— || |< o ™
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o)) SO AOMM OO W~ < ... . . . . e
@ OO OMOMOMONNNNNN il el o 4 [QVIRNe] o — "
— s B B B B B B B B B B B B AR R 0~~~ [TolR S N N Currernt Data Parameters
NAME DK-V-4-ET-EST-CHO
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130303
Time 23.43
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 90
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 912.3
DW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
o dil 0.03000000 sec
DELTA 1.89999998 sec
3n TDO 2T
======== CHANNEL f1l ========
NUC1 13e
Pl 9.30 usec
PL1 0.00 dB
SFO1 75.4752953 MHz
======== CHANNEL f2 ======== |
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
WDW EM
SSB 0
LB 1.00 Hz
I ’ I T LI i T N T » T I E: T T 5 I i I g(B: 1.48
200 180 160 140 120 100 80 60 40 20 0 ppm
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— 3.785
1.249
1.224
1.159

/
é :
\
=
<

Current Data Parameters
HAME

VW=T8C
EXFRO 1
FROCHO 1
N—O
F2 - Requisition Parameters
Date_ 20141202
4 Time 22.32
/Fo IMSTRUN BpEct
N M Et FROBHD 5 mm DUL 13C=1
5n Ts OMe FULPROG 2430
™ E5536
SOLVENT chcl3
HS 16
s F 4
SWH 61T7T2.83% Mz
FIDRES D.0%4190 H=z
AQ 5.3084660 sac
RG 161.3
W B1.000 usec
LE 6.00 usec
TE 3000 K
[+ 1.00000000 sec
TDO 1
smsessas CHANNEL fl sseses -
HUC1 1H
Pl : 13.15 usec
PL1 0.00 48
SF01 300.1318534 MAz
F2 - Processing parameters
51 32768
sF 300.1300064 MHz
WOEH EM
558 0
LB 0.30 Hz
GR 1]
l 1 BC 1.00
..... i T : I ree—r T e - r
10 ) ] T & 5 4 3 2 1 0 ppm
1 [t [ o | | ] [=] \re)
=] 3 =1 ) =1 =] [=] =] =] o | [=]
o =t | = e | — 4 3] L
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Attt A A A A O O O, N N~ <:-4.:::,‘::;.-:>
\\\\\ \ 3 Current Data Parameters
NAME VV=78C
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20141202
Time 22.38
INSTRUM spect
N—O PROBHD 5 mm DUL 13C-1
! PULPROG 29pg30
O 3 O ™ 65536
N SOLVENT CcDC13
N~ O Et NS 210
s5n Ts OMe DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 2298.8
oW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
DO 1
snnssnus CHANNEL fl ==smswwe
NUC1 13C
Pl 9.30 usec
PL1 0.00 dB
SPol 75.4752953 NHz
suussans CHANNEL f2 wessssss
CPDPRG2 waltzle
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 d8
PL12 15.68 dB
PL13 16.00 dB
SFo2 300.1312005 MHz
P2 - Processing parameters
S1 32768
SF 75.4677490 MHz
oW EM
SB 0
LB 1.00 Mz
GB 0
] I I 5 T 1 1 || 1 4 1 | | 3 PC 1.4
200 180 160 140 120 100 80 60 40 20 0 ppm
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Sample Name MM-78C Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename MM-78C.d ACQ Method Pondicherry Universi Comment MSK-MB-490.1562 Acquired Time 05-06-2015 14:24:55

x10 5 |Cpd 1: C27 H26 N2 OS5 S: + FBF Spectrum (0.453-0.503, 0.553-0.887 min) MM-78C.d Subtract

14

O 491.1639
0.9 (M+H)+

0.85
0.8- )

0.75 m‘; o i!m
T~
0.7 N Et

0.65

0.6 1
0.55
0.5
0.45
0.4
0.35
0.3 4
0.25
0.2
0.15
0.1+
0.05

484 486 488 490 492 494 496 498 500 502 504 506



7.306
7.27179
7.265
7231
7.204
7.159
7.140
6.992
6.875
6.850
4.851
4.805
4.298
4.250

2.442

"
7a
T T T T T T T T
11 10 9 8 7 6 5 4
N[ fol-o|n o ™ {oo] N <D
N NI N[O O — o Sl (D
S Y P PN P ) I o«;
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Current Data Parameters

NAME DK-V-H-CN-CHO
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20100909
Time 9.3
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG 2g30
TD 65536
SOLVENT CcDC13
NS 7
Ds 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 71.8
DW 81.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
CHANNEL fl =ss=====
1H
13.15 usec

0.00 dB
300.1318534 MHz
F2 - Processing pazameters
SI 32768

SF 300.1300051 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters
NAME DK-V-H~CN-CHO
- EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20100909
Time 9.49
INSTRUM spect
_Ts PROBHD 5 mm DUL 13C-1
N PULPROG 2gpg30
CN TD 65536
SOLVENT CDC13
(o) H : NS 176
| DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
7a AQ 1.8219508 sec
RG 362
DW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
TDO 4
== CHANNEL f1l ========
13C
7.40 usec
PL1 -2.00 dB
SFO1 75.4752953 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
WDW EM
[ | [ SSB 0
" s " A LB 1.00 Hz
e T T T T T T [ ] = 1 i
200 180 160 140 120 100 80 60 40 20 0 ppm
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)

Current Data Parametera

Kz
Hz

sec

usec

J usec

K
sec

usec
dB
MKz

MMz

Hz

NAME vw-66
EXPNO 1
PROCNO 1
N—O F2 - Acquisition Paramcters
Date_ 20121204
Time 23.04
INSTRUM spect
CN PROBHD 5 mm DUL 13C-1
N PULPROG 2G30
Ts ™ 65536
9a SOLVENT cDC13
NS 10
oS <
S 6172.839
FIDRES 0.094190
AQ %.3084660
RG 287.4
o 21,000
oE €.00
TE 306.0
) 1.00000000
700 b
wosssese CHANNEL {1 =ww=
NUCl iH
Fl 13.15%
PL1 0.00
SFol 300.1318534
¥2 - Processing paramcters
sI 32768
S 300.1300059
WOW EM
SSB 0
L8 0.30
GcB 0
c .00
™ T T i T T T T M
1 10 9 8 7 4 3 0 ppm
|}
- (W0 0o N ™ 8 ) =
| R[LUN| N R RN 2 ]
-l Tiw O oo - el
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HAME
EXEND

—— 21.60

S\

Date
Time

PROCHO

an
(<O

Current Dats Faramnetérs

VW=-6EF
1
1

F2 - Roquisition Paramaters

20130123

N—O

INSTRUB
PROBHD S mm DUL
PULFROG

L3c

/
TD B5536
CN SOLVENT cpCla
HS 2
N

DS
9a Ts SWH

F2 =
51
‘ p aF

| J WDW

N [ RN £ ISR T U
) G

]
200

T " T L T o T ! T ] T T T B

180 160 140 120 100 80 60 40 20

87

FIDRES

4
11985, 611 Hz
0.2T443% Hz
1.8219508 sec
a12.3
2T.800 usec
6.00 usec
300.0 K
200000600 aec
¢.03000000 sec
1.6855999958 sec
1

CHANNEL f1 =====s===
13C
9,30 usec
.00 dB
754752953 MHz

CHANNEL f2 s=ess===
waltzlh
IH
80.0% uasc
0.00 48
15.68 dB
16.00 dB
300.1312005 MHz

Procesaing parameters

32768
75.4677490 Mz

EM

[+

1.00 Hz

W
1 .



Sample Name W-66-F Position

Inj Vol

-1 InjPosition

Data Filename  \W-66-F.d ACQ Method Pondicherry Universi

Instrument Name Q-TOF User Name QTOF-PU\admin

SampleType
Comment

Sample IRM Calibration Status Success
MM-MB-429.1147 Acquired Time 18-11-2014 15:00:55

x10 S

1.25
1.2
1.15
1.1
1.05
1]
0.951
0.9
0.85
0.8
0.75
0.7
0.65]
0.6
0.55
0.5
0.45
0.4
0.35
0.3
0.25
0.2
0.15-
0.1
0.05

(e

+ Scan (0.786 min) VV-66-F.d

430.1203

256.2981

149.0178

LLL.t b

[M+H]
Mol. Mass for C24 H19 N3 O3 S = 430.1219

N—O
/
(L e
N
gaTs

881.2163

FOeor P R 1 -

100 150 200 250 300 350 400 450

L Lk
500 550 600 650 700 750 800 850 900 950
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Current Data Parameters

N/Ts
o H | CN
7b
Cl
T T T T T T T T T T T T T
12 1T 10 9 8 7 6 5 4 3 2 1 0 ppm
\[\ (Hmvon\ s iol < ©
o -or—||—<v = = =N o
2 il 15 = ol
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NAME DK-V-2-Cl-Est e N
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20100910
Time 16.26
INSTRUM spect
PROBHD S mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 143.7

oW 81.000 usec
DE 6.00 usec
TE 0.0 K
D1 1.00000000 sec
N0 1

CHANNEL f1 ===

0.0
300.1318534

1H
13.15
C

usec
dB
MHz

- Processing parameters
32768

300.1300049 MHz

EM

0
0.30 Hz

0
1.00



©

189.49
144.84
144.49
129.89
129.80
129.51
129.28
129.16
128.11
127.29
116.63
109.12
77.47
77.0
76.62
55.25
21.66

Co><)
\\\\\\//V BIL!%R

Current Data Parameters

NAME DK-V-2-Cl-Bat €N
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Datr._ 20100910
Time 16.33
INSTRUM spect
PROBHD 5 ¥u¢ DUL A3C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 194
DS 4
N/Ts SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
0“ H CN RG 362
| DW 27.800 usec
DE 6.00 usec
TE 300.0 K
7b D1 2.00000000 sec
dil 0.03000000 sec
Cl DELTA 1.89999998 sec
TDO 1
CHANNEL f1 =
13¢C
7.40 usec
-2.00 dB
75.4752953 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6é
NUC2 1H
PCPD2 80.00 usec
0.00 dB
15.68 dB
16.00 dB
300.1312005 MHz
; F2 - Processing parameters
i SI 32768
SF 75.4677490 MHz
WDwW EM
SSB o]
LB 1.00 Hz
T T T T | T T | T T | = ; 48
200 180 160 140 120 100 80 60 40 20 0 ppm



_—2.788
2744

—2.320

o

Current Data Parametacs

HAME =71
EXPHO 1
PROCHO 1
N—O Cl FZ = Acquisition Farameters
| Date_ 20130409
Time 19, 50
INSTRUM apEct
O CN O FROBHD > =m DUL ".F;E- 1
N FULPROG g 30
Ts e 65536
SOLVENT CDCL3
9b NS L6
=14 2
SWH 6172.83% Hz
FIDRES 0.094190 H=z
AQ 5. 3084660 =sec
RG 143.7
o] 21.000 usec
DE 6.00 uaec
TE 300.0 K
ol 100000000 aes
700 1
sassssss CHANNEL ] ssssssas
HUCL 1H
] 13.1% usec
E @,00 dB
300.1318534 MKz
F2 - Frocessing parameters
5L 32768
| 5F 300.13002T7T9 MHz
WD EM
558 0
L2 0.30 Hz
GB 4]
PC 1.00
#_F_H'\—"\_H.\__L —
- B cepee Ty T e R I T Y
11 10 9 6 5 4 2 1 0 ppm
"W -1mi=]
b = =
- | |
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Ll ) : L.x_)
o \ /
-\-E::::ﬁ“': r r’ﬂ_ﬂ_ﬂ! i Current Data Parameters
NAME =77
EXFRO 2
PROCRO 1
F2 - Moguiaitiosn Pa (L]
Date_
N—O Cl INSTRUB
/ PROBHD
PILPROG
10
CN SOLVENRT
N B )
Ts (] 4
SWH 1798%. 611 He
b FIDRES 274439 Hz
g 1.8219508 aec
R 1625.5
(£ 27600 waame
BE .00 waec
TE Joo.0 K
Dl 2.00000000 asc
dll 0. 03000000 aec
DELTA 1.899999598 sec
T 1]
F2 = Processing paranctocs
51 ITTER
[ I SF T5.467T491 MMz
\ WD EM
338 o
LB 1.00 Hz
o
, . . . . . — T 1.40
200 180 160 140 120 100 80 60 40 20 0 ppm
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Sample Name MM-77F Position Instrument Name

Inj Vol

-1 InjPosition SampleType

Data Filename MM-77F.d ACQ Method Pondicherry Universi Comment

Q-TOF
Sample
MSK-MB-463.0757

User Name
IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
05-06-2015 13:23:15

x10 3
1.35

1.3
1.25
1.2
1.15-
151
1.051
14
0.95 ]
0.9
0.85
0.8
0.75]
0.7
0.65 |
0.6

' 0.55
0.5
0.451
0.4
0.35-
0.3
0.25
0.2
0.15]
0.1
0.051

Cpd 1: C24 H18 CI N3 O3 S: + FBF Spectrum (0.450-1.084 min) MM-77F.d Subtract

464.0842
(M+H)~+

466.0833
(M+H)+

N—O Cl
/
|O CN Cﬂ
N
Ts
9b

456 458 460 462 464 _ 466 468 _ 470

472 474

476

478

480
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— el ol ol el e el Lt st S el ol ol o V- AV SRV TV TV R S R ] ~N
N/Ts
e cl
A | U P
T T T T T T T T T T

11 10 9 8 . 6 5 4 2 1 0 ppm
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RUOKER
(<O

Current Data Parameters

NAME DK-V-4-C1-CN-CHO
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20100909

+ Time 10.13
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG 2930
D 65536
SOLVENT CDC13
NS 16 7
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 101.6
DW 81.000 usec
DE 6.00 usec
TE 0.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ==
NUC1 1H
P1 13.15 usec
PL1 0.00 dB
SFO1 300.1318534 MHz

F2 - Processing parameters
SI

SF 300.1300042 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



34..37
133.99
30.78
130.27

189.53
146.29
144.85
140.27
137.20
135..7:9
1

1
129.89
129.50
129.34
129,25
128.36
128.03
117,23
106.25
77.49
7707
76.65
55.76
21.66

N

_/_

Current Data Parameters

NAME
EXPNO
PROCNO

DK-V-4-C1-CN-CHO
2
B |

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
RQ

RG

DW

7c

Cl

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL13
SFO2

S1
SF
WDW
SSB
LB
GB
PC

ppm

I T I T I

T T T T T
180 160 140 120 100 80 60 40 20

20100909
10.24
spect

5 mm DUL 13C-1
2gpg30
65536
cDpCl3

72

4
17985.611
0.274439
1.8219508
362

27.800
6.00

300.0 K
2.00000000
0.03000000
1.89999998

-2.00
75.4752953

16.00

300.1312005 MHz

1 F2 - Processing parameters

32768
75.4677490 MHz
EM
0
1.00 Hz
0
1.40



an
(<O

Curgent Data Parameters

3.796
—2.318

NAME VY-T15F
EXPRO 1
FROCNO 1
F2 - Acquisition Parameters
Date_ 20130313
N—O Time 18.32
| INSTRUN spect
PROBHD % mm DUL 13C-1
O CN PULPRCG 2g30
ky 65536
N Cl SOLVENT cDC13
9c Ts uS 18
oS 2
SWH 6172.839 Hz
FIDRES 0.054190 Hz
Ag 5.3084660 sec
RiG 161.3
oW B1.000 usec
DE 6.00 usec
TE 300.0 ¥
bl 1.00000000 sec
TDO 1
ssssss== CHANNEL fl sessssss
HUCL 1H
Pl 13.15 usec
PL1 0.00 48
SFO1 300,.1318534 MH:z
F2 - Procesaing parametercs
81 32768
5F 300.1300276 MHz
WDW EM
558 0
LB 0.30 Hz
GB o
PC 1.00
I I I T s e ARaand B Bt A B
11 10 g g8 7 [ 5 4 3 2 1 0 ppm
o[ [ o] =)= ~|w - =}
E=1 Lol =F1 ) 8 T oo k] I
= o = | e oo L}
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H‘H"H—_
% |I Current Data Parameters
L . LA HAME VW=T5F
EXFHD 2
PRCCNO 1
N—O F2 - Ahoquisition Paramaters
| Date_ 20130313
Time 18.52
IHNSTRUM spect
O CN O PROBHD 5 mm DUL 13C-1
N Cl PULPROG zgpgin
9c Ts TD 65536
SOLVENT CDC13
] 719
D3 ]
SWH 17985.611 Hz
FIDRES 0.27443% Hz
A 1.8219508 sec
RG 296,31 .
oW 27.800 useg
DE 6.00 usec
TE 300.0 K
ol 2.00000000 sec
dil 0.03000000 -
DELTA 1.89999998 sec _
TDO 1
’ 13C
9.30 usec
0.00 dB
15.4752953 MHz
seman CHANHEL f2 s=ssss==
CPOPRG2Z waltzlé
HUCZ 1H
pCPD2 20.00 usec
PL2 0.00 di
FL12 15.68 dB
PL13 16.00 4B
1 SF02 300.1312005 MHZ
1
FZ2 = Processing parameters
11 21 I2TER
| BF 75.4678256 MHz
WO EM
S50 0
LB 1.00 Hz
T T T T T T T ' T r T T —T |=’ 1_43
200 180 160 140 120 100 80 60 40 20 0 ppm



Sample Name MM-75F Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MM-75F.d ACQ Method Pondicherry Universi Comment MSK-MB-463.0758 Acquired Time 05-06-2015 13:40:22

x10 3 |Cpd 1: C24 H18 CI N3 O3 S: + FBF Spectrum (0.438-1.072 min) MM-75F.d Subtract

2.4

2.3
464.0833
2.2 (MrHy+

2.1
24 N—O

.9 4
Soce
7 o ¥S Cl
.6
.5
4
.3
2
1
1 466.0819
0.9- A HEE
0.8-
0.7-
0.6-
0.5
0.4
0.3
0.2
0.1

S S U (U Ul (s S

456 457 458 459 460 461 462 463 464 465 466 467 468 469 470 471 472 473 474 475 476 477 478
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(O

Current Data Parameters

TTT——2.450

N=m\——

NAME DK-V-PIP-CN-Ts-PYZ
EXPNO 3
PROCNO 1k
F2 - Acquisition Parameters
Date_ 20111210
Time 17.50
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG 2930
_Ts TD 65536
N SOLVENT CDC13
NS
) DS 2
O H CN SWH 6172.839 Hz
| FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 143.7
4 DW 81.000 usec
DE 6.00 usec
7d (o) TE 300.0 K
D1 1.00000000 sec
o—/ D0
=m======= CHANNEL fl ==msssss
NUC1 1H
P1 13.15 usec
PL1 0.00 dB
SFOl1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300050 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

-
=
-
o
e}
o0 —
~J -
o
w
[N
w
N
=
o
T
0}
=]

/ . I\
1] afs (s fo]o ]~ fo zox oo ~
S |~ |m o[l || |on |o [.—o! —
| e of o of o b of . . ot .
= Ao || =i | !o !.—<‘ ™|
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O NI TOMONONNNNNNNNAODOOO™™ WO —
o A A A A A A A A A AAAAAA A AAA A SN N
N/Ts
CN
O~ 'H |
7
d [}
o—/
|
i s it ot
T ! T T I T I I I I I
200 180 160 140 120 100 80 60 40 20 ppm
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Current Data Parameters

NAME DK-V-PIP-CN-Ts-PYZ
EXPNO 2
PROCNO X

F2 - Acquisition Parameters
Date_ 20111210
Time 17.49
INSTRUM spect
PROBHD S5 mm DUL 13C-1
PULPROG 2gpg30

TD 65536
SOLVENT CDC13

NS 500

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 20642.5

DW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 3

CHANNEL f

== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 18
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz

F2 - Processing parameters
SI 32768

SF 75.4677490 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40



O b= W% M 0 O v W
ﬂlﬂﬂﬂhgﬁﬂuﬂ
@ 0 0 M~ WD o N ood
S N e N N e

WW/’%/

T. 192
7.103
7.078
7.053
7.012
6.926
6.899
6.863
6.837
5.987
5.334

5.222
5.1B£'
3,333
3.?5!

o~

©3
3 BRU

Current Data Parameters

HAME vw-E0F
EXPRD ]
PROCHO
F2 - hoquisition Parameters
Date 20150420
Time 9.10
m INSTRUM spect
CN > PROBHD 5 mm DUL 13C=1
O PULPROG zg30
TD 65536
ad TS SOLVENT CHCLA
H5 25
Ds .
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
Rk 1z
D #1.000 usec
DE 6.00 usec
TE 300.0 K
ol 1.00000000 séc
TDO 1
mesmnsss CHAKNEL [l ssssssss
KUC1 1H
Pl 13.15 usec
PLL 0.00 dB
SF01 300.1318534 MH=z
F2 = Processing parameters
51 3276
SF 0o.
WD
S8R
LB
GB
T T
11 10 4 3 2 1 (I ppm
- =
o =
- L]
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Current Data Parameters

wW-B0F
1
1
N—O F2 = RAoguisivion Parameters
/ Date 20150420
Time 8.5
CN O> IHSTRUH apect
FROBHD 5 mm DUL 13C=1
.’I‘.‘ o PULPROG zqpa 0
S TD 65536
9d LOLVENT CDCL3
1351 9615
DS 4
SWH 17985.611 Hz
FEDRES 0.274439% M=
F.To] 1.82159508 sec
R 1290.2

BCEDZ B0.00 usec
FL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz

51 2768
) aF 75.4677490 MHz
| WOW EH
558 0
LB 1.00 Hz
. . GB 0
T = T T T 4 T I T T PC 1.40

200 180 160 140 120 100 80 60 40 20 O ppm
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Sample Name  MM-60F Position Instrument Name Q-TOF User Name QTOF-PU\admin

Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success

Data Filename  MM-60Fn.d ACQ Method Pondicherry Universi Comment MSK-MB-473.1045 Acquired Time 05-06-2015 12:26:32
x10 3 |Cpd 1: C25 H19 N3 O5 S: + FBF Spectrum (0.420-0.871 min) MM-60Fn.d Subtract

2.7+

2.6

i

2.4

2.3
2.2+

2.1

N—O

2 4 e}
LTIy
.8 : N o
7 9d Ts
.6
.51
.4
.3
24
RE

14
0.9-
0.8
0.7
0.6+
0.5-
0.4 -
0.3
0.2
0.1+

P S R e L I T

266 467 468 469 470 471 472 473 474 475 476 477 478 479 480 481 482 483 484 485 486 487 488 489
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Current Data Parameters
NA -239
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150620
Time 16.50
INSTRUM spect
PROBHD 5 mm DUL 13C-1
Ts PULPROG zg30
N~ D 6553
ﬁgLVENT 1GCDCI3
lo) H CN . DS 2
| SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
7e RG 90.5
DW 81.000 usec
Cl Cl DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
= CHANNEL f
1H
13.88 usec
0.00 dB
SFO1 300.1318534 MHz
F2 - Processing garameters
Si 3276!
SF 300.1300000 MHz
wWDW EM
SSB 0
LB 0.30 Hz
GB 0
[ [ S M R II IIl[ e A S R s | i
13 12 1 10 4 3 2 1 0 ppm

(= (O[O INN D= L ANE=4 -
= ] R e i s S R Al (S )7
- =N M = O| | ot I o e
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Current Data Parameters
NAME VV-239
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150620
Time 16.54
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
D 65536
SOLVENT CDCI3
NS 133
_ DS
_Ts SWH 17985.611 Hz
N FIDRES 0.274439 Hz
AQ 1.8219508 sec
CN RG 10321.3
O~ 'H DW 27.800 usec
| DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
7e d11 0.03000000 sec
DELTA 1.89999998 sec
Cl Cl TDO 1
======== CHANNEL f1 ========
NUC1 13C
P1 10.38 usec
PL1 0.00 dB
SFO1 75.4752953 MHz
======== CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 16.21dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
) 32768
SF 75.4677490 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
T I T T T T I [ T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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Current Data Parameters
HAME VV=h9F
EXFNG 1
PROCHO 1
F2 - RBcguisition Parameter:
N—O Cl Date 20130117
/ Time ™ 18.08
INSTRUM spect
O CN PROBED 5 mm DUL 13C=1
PULPROG zg30
N Cl T 65536
Ts SOLVEYT cpel3
HS 16
9e ¥ 5
SWH 6172.839 Mz
FIDRES 0.094190 H=z
A 5.3084660 sa
RG 114
o B1.000 us
DE .90 us
TE 300.0 K
rl 1. 00000000 so
TOO 1
s=s=m CHANHNEL f] ===sma
HUCL 1H
Pl 13.15 ua
PL .00 du
SFO1 300.1318534 HH
F2 = Processing parazeters
51 I2TeR
3F 300.1300068 MH
WDW EM
358 Q
LB 0.30 Hz
li Jl H P 1.00
- T T I e T S - T masEe s o B y
1 10 9 8 7 6 5 4 3 2 1 0 ppm
| K |
= o [+ =] =
'?E! 3 o ﬂﬁé{?l @@ ".1 ™
=1L =10 008 [=11=] = L]
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Current Data Farametacs
HAME VW-69F
EXFHD 2
PROCHO 1
F2 - hequisitison Parameters
Date_ 20130123
Time B.35
INSTRUM spact
N—O Cl PROBHD 5 mm DUL 13C-1
fi PULPROG TGpqI0
™ 6&3?2
SOLVENT coC
O ) :
N Cl og 4
Ts SWH 17985611 Hz
FIDRES 0.274439 Hz
9e AR 1.8219508 sec
RE dmBl. 3
oW 27800 usec
DE §.00 usec
TE 300.0 K
bl 2.00000000 aac
dll 0.03000000 sec
DELTA 1.899959%8 sec
o0 1
mmmmmmms CHANHEL {1l ssssssss
HUC1 13C
Pl 9.30 usec
PL1 0.00 48
SOl 75.4752953 MHz
msssnass CHANNEL ra - -
CPOFRGE waltzlé
HUC2 10
PCRDZ 000 usec
PL2 0.00 dB
PL12 15.68 4B
PL13 16.00 48
SFO2 300.1312005 MHZ
F2 - Processing parameters
&I 32768
aF TH.4677490 HHZ
LIl l J i %
— i - L " s5B 0
La 1.00 Hz
- T y T T T 1 T T T T ﬁg i “g
200 180 160 140 120 100 g0 &0 20 ppm



Sample Name MSK-V-69 Position Instrument Name Q-TOF . User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MSK-V-69N.d ACQ Method Pondicherry Universi Comment MSK-MB-497.0368 Acquired Time 23-06-2015 11:11:18

x10 2 [Cpd 1: C24 H17 CI2 N3 O3 S: + FBF Spectrum (0.414-0.980 min) MSK-V-69N.d Subtract
1.25 498.0460

1.2 (MEEDF
1.151
1.1
1.05- N—O Cl

14
SeCe
N Cl

0.9
0.85 _ %
0.8
0.75-
0.7
0.65
0.6
0.551
0.5
0.45-|
0.4+
0.35-
0.3
0.25-
0.2
0.15
0.1
0.05-
o

490 492 494 496 498 500 502 504 506 508 510 512

108



-]
mhhlomeommmmmweoNmmwnnvwwovhhvwmeomwon
SRV ANANNNNNRLANRRINANNDNNRO IO NN
F&NNNNNNI\NI\NNI\(D(D(DQVQ‘Q‘VQ?QNNNNNNFF\—
z/ \ ”/4% / Current Data Parameters
NAM -240
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 2015062
Time 16.34
INSTRUM S|
PROBHD 5 mm L1SC1
PULPROG 2g30
Ts D 65536
N~ SOLVENT cDCi3
NS 16
Ds 2
fo) H CN SWH 6172.839 Hz
| FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 0.6
DW 81.000 usec
7f DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
1H
P1 13.88 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
S| 32768
SF 300.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
/L w Pc 1.00
13 12 11 10 9 5 4 2 1 0 ppm
I
=) (N r\ﬁ\o\v‘ w) (o (m - <
S Ak Bl e b B < 192 | P
- NN ™| | [ || ©
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Current Data Parameters
NAME VV-240
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 2015062/
Time 16.40
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
D 65536
SOLVENT CDCI3
NS 105
Ts : DS 4
N SWH 17986.611 Hz
FIDRES 0.274439 Hz
CN AQ 1.8219508 sec
0o~ 'H RG 1824.6
| DwW 27.800 usec
DE 6.00 usec
TE 300.0 K
7f D1 2.00000000 sec
d11 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== CHANNEL f{ ========
NUC1 13C
P1 10.38 usec
PL1 0.00 dB
SFO1 75.4752953 MHz
=== CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.21 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
Sl 32768
SF 75.4677490 MHz
wWDwW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
i T I [ I | T T [ I I I
200 180 160 140 120 100 80 60 40 20 0 ppm
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1.307
1.284

sRGRER
(<O

Current Data Farameters

HAME VW=T8
EXFHO 1
PROCHO 1
F2 - Acquisition Parameters
Date_ 20130409
) Time 22.59
N—O INSTRUM spect
/ PROBHD 5 mm DUL 13C=-1
PULFROG zg30
o 65536
CN SOLVENT cDcll
Me NS 16
N oS 2
Ts SWH 6172.839 Hz
of Me FIDRES 0.094190 Mz
AQ 5.3084660 sec
\| G 71.8

oW 81.000 usec

6.00 usec

300.0 ¥

D 1.00000000 sec
ThO 1
mem=ames CHANHEL ]l sssassme
HUC1 1H

Pl 13.15 usec
PL1 0.00 48
S0l 300.13L8534 MHz

F2 - Processing parameters

51 32768

5F 300.1300073 MHzZ

WoW EM

558 i}

LB 0.30 Hz

GB 0
Jhﬁlt_ IJI “ N

,r1$nfr—.-|-.-.-.-.-.-.-.-.-.-|
11 10 4 3 2 1 0 ppm

w ' N
Fﬁgf| F‘%J% 2 @8 8§
Ll L I IR - - - o] o
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Current Data Parameters
BiAME -8
g § EXPNO 2
BROCNG 1
N—O
/ FZ - Acquisition Parameters
Date_ 20130409
Time 23.06
CN INSTRUM spect
Me FROBHD 5 me DUL 13C-1
_Il\_l FULPROG zgpg30
S TD 65536
of Me SOLVENT cocl3
BE 126
N DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
O 1.5 SG50B sec
RG 48.2
oW 27.800 usec
DE 6.00 usec
TE 0.0 K
ol &. 00000000 sac
dll 0.03000000 sec
DELTA 1.89999998 sac
TOO 1
smmmm=m= CHANNEL [} m==—====
HUC] 13c
Pl 9,30 usec
FL1 0.00 dB
SFO1 T5.4752953 MHz
2 sammwm==
waltzls
IH
B0, 00 usec
0.00 dB
15.68 dB
16.00 dB
SFO2 300.1312005 MH=z
F2 - Processing parameters
51 12768
SF T5. 4677494 MMz
WD EM
558 o
La 1.00 Hz
e
I | I N ' I I I N T AN I | N ] ""_;g :qu
200 180 160 140 120 100 80 60 40 20 0 ppm
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Sample Name MM-76-F Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename MM-76F.d ACQ Method Pondicherry Universi Comment MSK-MB-471.1617 Acquired Time 05-06-2015 12:30:32

%10 3 [Cpd 1: C27 H25 N3 O3 S: + FBF Spectrum (0.458-0.975 min) MM-76F.d Subtract

6_
B8 472.1694
5.6 (M+H)+
5.4
5.2

$ 54
N—0
4.6
4.4
4.2 CN Me

a T
3.8 S
ey of Me
3.4 \
3.2

3_
2.8
2.6
2.4
2.2

2..
1.8
1.6
1.4
1.2

1
0.8
0.6
0.4
0.2

464 465 466 467 468 469 470 471 472 473 474 475 476 477 478 479 480 481 482 483 484 485 486
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Current Data Parameters
NAME DK-V-2-Me-TS~-CN-CHO
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20111024
Time 13.46
INSTRUM spect
PROBHD S5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
Ts NS 5
N~ DS 2
SWH 6172.839 Hz
CN FIDRES 0.094190 Hz
(o) AQ 5.3084660 sec
| RG 64
bW 81.000 usec
7g DE 6.00 usec
TE 300.0 K
Me D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 13.15 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI
SF 300.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T I & et T Ji7 T T I T T I T
12 11 10 9 8 6 5 4 2 0 ppm
o 0O f{oo ™ ~|[©
() | || o N ||
— fel (o} | le] N
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189.61

147.31
144.88

140.22

137..06
136.02

134.26

133.81
131.76
130.68

130.45

129.92
129..30

129.23

128.06

127.76
126.38

11712

107.74
7753

721

76.68

s\

55.37

=21 . 66
19,486

N/Ts
CN
o H |
79 i
Me
T T T T T T I I i T T T T N
200 180 160 140 120 100 80 60 40 20 ppm
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Current Data Parameters

NAME
EXPNO
PROCNO

DK-V-2-Me-TS-CN-CHO
2

1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL13
SFO02

20111024

13.38

spect

5 mm DUL 13C-1

4
17985.611 Hz
0.274439 Hz
1.8219508 sec
20642.5
27.800
6.00

usec
usec

300.0 K

sec
sec
sec

2.00000000
0.03000000
1.89999998

d

CHANNEL f1
1

0.00
75.4752953

CHANNEL f2

15.68 dB
16.00 dB
300.1312005

F2 - Processing parameters

SI
SF
WDwW
SSB
LB
GB
PC

32768
75.4677490 MHz
EM
0
1.00 Hz
]

1.40



7.891
7.887
7.865
7.861
7.814
7.786
7.749
7.731
7.718
7.647
7.618
7.321
7.309
7.303
7.290

N—O Me
|

L o]
N
9g Ts

7.262
7.257
7.226

7.211
7.186
7.088
7.063
7.038
5.756
5.305
5.262
3.879
3.837
2.317
2.302

=5

i N 1

Current Data Parameters

NAME
EXPNO
PROCNO

Vv-231
1
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
™
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

TE

D1

D0

NUC1
Pl
PL1
SFO1

20141223
21.48
spect

S mm DUL 13C-1
zg30
65536
CDC13
16
2
6172.839 Hz
0.094190 Hz
5.3084660 sec
80.6
81.000 use
6.00 use
300.0 K
1.00000000 sec
1

CHANNEL f] =wesmse=

1H
13.15 usel
0.00 dB
300.1318534 MHz

F2 - Processing parameters

SI
SF
WDW
SSB
LB
GB

\RARAS RARSASARAS RAS RS T T

5 4 3 2 1

.0
1.10
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300.1300293 MHz
EM
0
0.30 Hz
0

1.00
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Current Data Parameters
NAME vv-231
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20141223
N—O  Me Time 21.52
! INSTRUM spect
PROBHD S mm DUL 13C-1
CN PULPROG zgpg30
N TD 65536
9g Ts SOLVENT cpCl13
NS 154
DS 1
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 2298.8
oW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
=zunauss CHANNEL £l wweasmsew
NUC1 13C
Pl 9,30 usec
PL1 0.00 dB8
SFO1 75.4752953 MHz
==mmus=s CHANNEL {2 ===ss===
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFOo2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
WDW EM
SB 0
1B 1.00 Hz
1 1 | 7 | K T || I 1 I I 1 GB 0
200 180 160 140 120 100 80 60 40 20 0 ppmec 1.40
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Sample Name MM-231 Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename MM-231.d ACQ Method Pondicherry Universi Comment MSK-MB-443.1304 Acquired Time 05-06-2015 14:21:13

x10 3 (Cpd 1: C25 H21 N3 O3 S: + FBF Spectrum (0.422-1.039 min) MM-231.d Subtract

2.4
S 444.1379
2.2 (M+H)+
2.1
24
.9
.81
7 |

.6 .

(L Je)
# "I\'ls

.31
.2
23
1 ..
0.9
0.8
0.7-
0.6
0.5-
0.4
0.3
0.2
0.1+

B T SRS G s G G

436 437 438 439 440 441 442 443 444 445 446 447 448 449 450 451 452 453 454 455 456 457 458 450
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UNIV. OF MADRAS
~
5 sovremommwowd avoo . BRUKER
b 4 HTANO AN OW DO ™~ < O O n
. SO VLVWILITMNMMMOHONO ®® @~ N oo
o I LR W S L N N g o e ' Current Data Parameters
— Qs IS TS OE B ST 00 L N NAME V.V.-238
EXPNO 1
PROCNO c
F2 - Acquisition Parameters
Date 20150622
Time 12.35
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
_Ts NS 16
N DS 2
CN SWH 6172.839 Hz
fo) H FIDRES 0.094190 Hz
| AQ 5.3084660 sec
RG 128
DW 81.000 usec
DE 6.00 usec
TE 300.0 K
7h D1 1.00000000 sec
Cl TDO I
======== CHANNEL fl ========
NUC1 1H
Pl 13.88 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300040 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
J PC 1.00
R P R NG P R R R R i T A S e i " ! R [ R
2 11 10 9 6 5 4 3 1 0 ppm
« ) LL 4
éb t) (o)
e 2| |2
i iv=] =
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UNIV. OF MADRAS

| A~ M OO T~ O LW W
e} O NOMOMANDODOITMNOOOMOANST I UM N X
. LI R~ I e S e ) o) X}
(o)) LT OUNFEITANADNNOOYO 0O~ LI . . .
[o0) TN OOMONNANNNNNNAO 0 [Te] —
— A A A A A A A A A A A A AA A v (V]
N/Ts
CN
O~ "H |
7h
Cl
1 T T T G T 7 T ; T 7 T T T T T v
200 180 160 140 120 100 80 60 40 20 ppnm

Currdnt Dafl amet prs
NAME Se—r238
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150622
Time 12.52
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 250

4
17985.611 Hz
0.274439 Hz

1.8219508 sec

20642.5

27.800

6.00

300.0

2.00000000

0.03000000

1.89999998

1
======== CHANNEL ] ========

NUC1 13¢
Pl 10.38 usec

PL1 0.00 dB

SFO1 75.4752953 MHz

PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.21 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
ST 32768

SF 75.4677490 MHz
WDW EM

SSB 0

LB 1.00 Hz
GR 0

PC 1.40



HOONCOEHMC DA ETOOANNMOASOMNGNOMON
NO A DV NOETNLTMNAC AT O WITANM~TNO DN
VOOV ODODNUOVITTTNNNATATOODODTTNNN-®

B (M T R B L O B WA 0 8 T Al SR R L BN
~ee~cc~~C~NCCNCCCNNNECCEODOOOD DN M

an
(O

Current Data Parameters

3.813
— 2305

T\l

NANE vv-232
EXPNO 1
PRCCNO 1
F2 - Acquisition Parameters
Date_ 20141230
N—O Time 21.31
/ cl INSTRUM spect
PROBHD 5 mm DUL 13C-1
CN PULPROG 230
™ 65536
N SOLVENT cDnCl3
oh Ts NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
/G 64
oW B1.000 usec
DE 6.00 usec
TE 300.0 X
ol 1.00000000 sec
TDO 1
“ssswans CHANNEL f1 ==wnmnnew
NUC1 1H4
Pl 13.15 usec
PLl .00 d8
$F01 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300288 M4z
Wow EM
S58 o
L8 0.30 Hz
GB 0
ec 1.00
'~ k\_
T T T T T T T T T T 1
11 10 9 6 5 q 3 2 1 0 ppm
N o~ ™
o~ ™M -4 —
- - ™
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150.61
144.15
135.76
134.59
131.72
130.52
130.06

S

129.23

N—O

! cl
(L T

N

9h Ts

\

128.97

128.84
128.13

127.02

125.87
123.55

118.75

113.09

112.85
B8.33

Current Data Par
MNAME

EXPHO

FROCHD

——— 53.24
T 50.03
— 28.34

— 21.67

Date 2
Time
INSTRUM
PROBHD 3
PULPROG

D

SOLVERT
NE

SWH

mm DU

17

FIDRES 0
AQ
EG

D

1.

2.0
0.0
.8

= CHANWEL

75,

CHANNHEL

02 00,

F2 = Processing

51

5F
WDW
. 358

e LB

5.

200

| i I
180 160 140

|
120

I
100

T " T N T T T s

lec
80 ppm
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F2 = Requisition

sRGRER
(O

amatars
V=232
1

1

Paramoters
0141231
18.57
spect
13C=1
zgpg 30
65534
CDC13
527
4
985.611 Hz
274439 Hz
B219508 smec
T24.1
27.800 uses
6.00 useg
300.0 K
0000000 =ec
3000000 =zec
59995998 sec

1
[] sesscca=
13
9.30 usec
0.00 dB

4752953 MHz

£2
waltzlé
1H

ad. 00
0.00
15.68
1E.00
1312005

usec
dB
dB
dB
HHz

paramatars

12768
4678259 MHz

EM
i

1.00 Hz
0
1.40



Sample Name MSK-232F Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MSK-232F.d ACQ Method Pondicherry Universi Comment MSK-463.0757 Acquired Time 15-06-2015 14:36:02

x10 3 |Cpd 1: C24 H18 CI N3 O3 S: + FBF Spectrum (0.484-1.168 min) MSK-232F.d Subtract

4.4
4.2 464.0829
i (M+H)+
3.8
3.6-
3.4 N—O
3.2 ! cl

| (L =)
2.8 N
2.6
2.4
2.2

21 466.0808
1.8- (M+H)+

1.6
1.4
1.2

1
0.8
0.6
0.4
0.2 ‘

8 470 472 474 476 478 480

(3% H—

456 458 460 462 464 466 a
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—
l\l\HMKO‘OOWO\N(DNN(\NLDOLD(\IK\LDO[\wOkacnOva‘O
TOOOEITMOOOWITNATDAOOMN—HM~TNOW O o D O O
o-ooowmmmlnvvvvvmmﬂﬁooc\ooooaaoomm(\!(\loowv
r—iOOOOl\c\l\l\l\(\l\l\l\t\l\l\(\l\l\l\kowkomkovvvvmmc\l
Current Data Parameters
NAME DK-V-OMe2 CN Ts-CHO
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20111009
Time™ 18.07
INSTRUM spect
PROBHD S mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
Ts SWH 6172.839 Hz
N FIDRES 0.094190 Hz
AQ 5.3084660 sec
lo) H CN RG 64
| DW 81.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
. TDO 1
7i OMe
======== CHANNEL f]l ========
OMe NUC1 1H
Pl 13.15 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300000 MHz
wDpw EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T I I T T | RERZE SRR I I T i R T T -
12 11 10 9 8 i 6 5 4 3 2 1 0 ppm
o AN |H|OM O |V [N o)) [} (@} {e)) o
’v—i O |N|—H|O|N }O oM ™
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O O—=ILMOULAAONWOAHMANMMSO N
N~ O TONODENNOMMHOIONMO ® O O <
e s s e s s e s s e s s e e e e e e s s DHOO OO ® 0
A OO FOUNITITANANDNANWMOUN TFTOOO =« + s o o s o .
O LT OONONNNNNNNAAAOS O OWNWNLN —
— Al A A A A A A A A A A A A A A A SO N NN N Current Data Parameters
NAME DK-V-OMe2 CN Ts-CHO
EXPNO 2
PROCNO I
F2 - Acquisition Parameters
Date_ 20111009
Time 18.22
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 219
DS 4
SWH 17985.611 Hz
Ts FIDRES 0.274439 Hz
N~ AQ 1.8219508 sec
RG 5160.6
bW 27.800 usec
(o] H CN DE 6.00 usec
| TE 300.0 K
D1 2.00000000 sec
di1 0.03000000 sec
DELTA 1.89999998 sec
TDO L
7I OMe CHANNEL f1l ===
13C
OMe 9.30 usec
00 dB

0.00
75.4752953 MHz

CHANNEL f2 ===
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40

| .

| T \ " T T " 1 T T T !
200 180 160 140 120 100 80 60 40 20 0 ppm
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AN HOOONOMUVUMUWOWMHMOT <HON @ BRUKER
CTOOVTNOONOTVNIINONWON OM ™
NAVAEETMMANNHAH AN Ao Pt (N
NN MOOOM o~
Current Data Parameters
NAME vv=-78
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140827
N—O Time 0.27
/ OMe INSTRUM spect
PROBHD S mm DUL 13C-1
O CN PULPROG 2g30
N OMe D 65536
9i Ts SOLVENT CDC13
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 228.1
DW 81.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
==aams== CHANNEL fl ========
NUC1 1H
Pl 13.15 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300066 MHz
WDW EM
SSB 0
LB 0.30 Hz
EB 0
L |I C 1.00
T T TEET T T T o T T T v
9 8 7 6 5 4 3 2 1 0 ppm
wmir~|olo ol [« <~ ~
;: ;: o 2: o |Oon o| o o m cﬂ
N NN e L) |0 m
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Current Data Parameters

MOVOUMUNANVITFOUMEANLMO O W
WOV A TANOMO Ol N @

B L L B e, W, e e i, & e N 6 ) ) Y e n
HOOWMWUWINMNNNDOWULSNOOINLMNA + o+ v v s s %
numeTLrnnnnmoaNNNNNrd "l ddH0ONS OO A -

P e B B B B B I B B I B B B B B B B o o el o T BT I T e ) ~N

N—O

! OMe

L ]
N OMe
9i Ts
1 b I | ! T ’ I I I 1 I T T
200 180 160 140 120 100 80 60 40 20 0 Ppm
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NAME vv-78
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140827

Time 3.17
INSTRUM spect
PROBHD S mm DUL 13C-1
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 2651

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 456.1

DW 27.800 usec
DE 6.00 usec
TE 300.0 K

D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
wemuusmss CHANNEL f]l ========
NUC1 13C

Pl 9.30 usec
PL1 0.00 dB
SFO1 75.4752953 MHz
smwwmmun CHANNEL f2 ========
CPDPRG2 waltzlé

NUC2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 15.68 dB
PL13 16.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768

SF 75.4677490 MKz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40



Sample Name MM-78CN Position

Inj Vol

-1 InjPosition

Data Filename  MM-78CNn.d ACQ Method Pondicherry Universi

Instrument Name

SampleType
Comment

Q-TOF User Name QTOF-PU\admin
Sample IRM Calibration Status Success
MSK-MB-489.1358 Acquired Time 05-06-2015 12:37:16

x10 4
2.6
2.5+
2.4+
2.34
2.2

C 2.1

24

.9

8

.74

.6

5_

.44

.3

2

.1

1]

0.9

0.8

0.7

0.6

0.5

0.4

0.3

0.2

0.1+

B T T T T TR S S Y

+ Scan (0.586 min) MM-78CNn.d

490.1431

| f ‘|| L |||l

491.1599

N—O
! OMe
N OMe

9i Ts

Illl L |I|

489.25 489.5 489.75 490 490.25 490.5 490.75 491

491.25 491.5 491.75 492 492.25 492.5



