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Section A

General Methods

All the reagents and solvents for executing the present work were obtained from Sigma
Aldrich. Dry DCM was prepared first by distilling it and then refluxing it over CaH, (5%
w/v) for few hours and again distilled it and finally stored it over 4A° molecular sieves for
future use. Pyridine was dried over KOH for one week, then distilled and stored over 4A°
molecular sieves and used throughout the synthesis. All the chemical reactions were
monitored by TLC on 0.25 mm silica gel 60 F254 plates (E. Merck) using 2% ceric
ammonium sulphate solution as a spraying reagent for detection of the spots on the TLC.
Purification of all the compounds was carried out by column chromatography using Silica gel
60-120 mesh stationary phase or by recrystillation. 'H NMR and '3C NMR spectra were
recorded on Bruker DPX 400 and DPX 500 instruments using CDCl; or CD;0D as the
solvents with TMS as internal standard. The chemical shifts were expressed in 3 ppm and
coupling constants in Hertz. High resolution mass spectra (HREIMS) were recorded on

Agilent Technologies 6540 instrument.



Section B: 'TH NMR, 13C NMR, DEPT135 and HRMS spectra of compounds
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Data File SN-AC.d Sampla Nama SN-AC
Sampie Type Sample Position vial 15

Instrument Name Instrument 1 User Name

Acqg Method vishal_12-01-13.m nime 015 PM 2:28:06
IRM Calibration Status R >~ o daily_report.m

Acquisition SW 6200 series TOF/6500 series
Q-TOF B.05.01 (B5125)

bel Mass m DB Formula
Cpd 6: C17 H20 O4 0.26 288.1382 C17 H20 O4 Ci7 H20 O4 -7.19 17 H20 O4
Compound Label  {m/x T | Algorit] T nss _____|{
‘Gpd 6: C17 H20 O4 ]289.1451 ;0.26 iFind by Molecular Feature [288.1382 i
S R | i !
MFE MS Spectrum B
x10 4 |Cpd 6: C17 H20 O4: +ESI MFE Spectrum (0.198-0.398 min) Frag=135.0V SN-AC.d
1.2 o=
El=
4 S|=
0.8 S
0.6
0.4
o2
o
150 260 250 300 350 400 450 600 650 600 660 700 7560 800 850 900 950
Counts vs. Mass-to-Charge (m/x)
MS m Peak List
s z [Abund I-:o-mula Ton
289.1451| 1 12623.54 [C17 H21 O4 M H
250.1493| 1 2400.3 [C17 H21 O (M) +
291.1572] 1 428.05|C17 H21 O4 M+ H)+
Predicted Match Table
2 Calc m/= Diff (ppm) e Calc Abund %% Sum 2% <alc Sum 9%
i 289.1451 289.1434 -5.85 100 100 817 82.46
-10.47 19.01 18.78 15.53 15.49
2.05

| 2 290.1499 290.1468
3 291.1572 291.1995 -26.96 3.39 2.99 2.77
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Compound Table
MFG DIfF
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 30: C20 H26 04 0.343 330.1832 C20 H26 04 €20 H26 04 -0.22 C20 H26 04

Compound Label \m/z RT Algorithm Mass
Cpd 30: C20 H26 04 1331.1904 0.343 (Find by Molecular Feature {330.1832

MFE MS Spectrum

%10 § |Cpd 30: C20 H26 O4: +ES| MFE Spectrum (0,228-0,762 min) Frag=135.0V ESTER-10.d
81 3
==
8 =]
28
4 3
ﬂ o«
ko
2 82
o
L

150 200 250 300 350 46%

MS Spectrum Peak List

450 500 550 600 650 700 750 800 850 900 950
ounts vs. Mass-to-Charge (m/z)

m/z z |Abund Ion
331.19044 1 833862.25 | C20 H27 04 (M+H)+
332.194| 1 166759.95 |C20 H27 04 (M+H)+
333.1971| 1 23436.2 |C20 H27 O4 {M-+H)+
661.3722] 1 652812.54 [C40 H53 O8 (2M+H)+
662.3752| 1 27424.81 |C40 H53 O8 {(2M+H)+
Predicted Isotope Match Table
Isotope m/z Calc m/jz DIff (ppm) _|Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 331.1904 331.1904 -0.06 100 100 80.98 79.61
2 332.194 332.1938 -0.63 20 22.09 16.2 17.59
3 333.1971 333.1965 -1.7 2.81 3.15 2.28 2.5
4 334.2004 334.1992 -3.53 0.56 0.34 0.46 0.27
5 335.2051 335.2019 -9.51 0.11 0.03 0.05 0.02

--- End OF Report ---
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4b-HRMS

Compound Table

MFG DIff
Compound Label RT Formula MFG Formula (ppm) DB Formula
Cpd 41: C21 H28 04 0.344 344.2005 C21 H28 O4 €21 H28 04 -4.99 €21 H28 O4
{Compound Label m/z Algorithm Mass
iCpd 41: C21 H28 O4 1345.2077 Find by Molecular Feature {344.2005
MFE MS Spectrum
x10 6 |Cpd 41: €21 H28 O4: +ESI MFE Spectrum (0.202-0.920 min) Frag=135.0V ESTER-4.d
1 S
58
0.8 S
B3
0.6 =
8
0.4 8c
=
o b= =
0.2 =2 8
0 . . 4
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z - z |Abund Formula Ton =
345.2077| 1 971585.25 |C21 H29 04 (M+H)+
346.2113| 1 191310.58 |C21 H29 O4 (M+H)+
347.2138| 1 29088.8 |C21 H29 04 (M+H)+
689.4056| 1 87788.53 |C42 H57 O8 {(2M-+H)+
690.409| 1 41244.23 [C42 H57 OB (2M+H)+
Predicted Isotope Match Table 5
Isotope m/z Calcm/z Diff (ppm) _[Abund % Calc Abund % Abund Sum % ‘Calc Abund Sum %
1 345.2077 345.206 ~4.89 100 100 81.12 78.74
2 346.2113 346.2094 -5.32 19.69 23.2 15.97 18.27
3 347.2138 347.2122 -4.53 2.99 3.39 2,43 2.67
4 348.2179 348.2149 -8.42 0.5 0.37 0.41 0.29
5 349.2218 349.2176 -11.92 0.09 0.03 0.07 0.03
--- End Of Report ===
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4c-HRMS
Comp d Table
MFG Diff
Compound Label RT Mass Formula MFG I {ppm) DB Formula
Cpd 26: C23 H32 04 0.344 372.2334 C23 H32 04 C23 H32 04 -8.95 C23 H32 04
Compound Label mjz RT Algorithm Mass
Cpd 26: C23 H32 04 373.2406 0.344 Find by Molecular Feature {372.2334
MFE MS Spectrum
x10 6 |Cpd 26: C23 H32 O4: +ESI MFE Spectrum (0.237-1.021 min) Frag=135.0V ESTER-2.d
1 2 3
5
0s S
518
0.6 =
L2l
=]
0.4 ﬁ wy
o
w
0.2 g

— ~
[

150 200 250 300 350 40(0: 460 500 550 600 650

MS Spectrum Peak List

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

1700 750 800 850 900 950

m/z z |Abund Formula Ton
373.2406] 1 952065.63 [C23 H33 04 (M+H)+
374.2443| 1 215911.33 [€23 H33 04 (M+H)+
375.2469| 1 34384.83 |€23 H33 04 (M+H)+
74547| 1 80257.11 |C46 HBS 08 (2M+H)+
746.4734] 1 44637.95 | C46 HGS 08 (2M+H)+
Predicted Isotope Match Table
1 p m/z Calc m/z Diff (ppm) |Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 373.2406 373.2373 -8.81 100 100 78.8 77.03
2 374.2443 374.2407 |- -9.49 22,68 25.41 17.87 19.57
3 375.2469 375.2436 -8.72 3.61 3.92 2.85 3.02
4 376.2494 376.2464 -8.15 0.55 0.45 0.44 0.35
5 377.2498 377.2491 -1.94 0.06 0.04 0.05 0.03

--~ End Of Report ---
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4d-HRMS

C d Table
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 33: C19 H24 04 0.344 316.1686 C19 H24 04 C19 H24 04 -3.7 C19 H24 04
iCompound Label im/z RT _ |Algorithm Mass
Cpd 33: C19 H24 04 317.1759 |0.344 Find by Molecular Feature |316.1686

MFE MS Spectrum
x10 4 [CPd 33: C19 H24 O4: +ES| MFE Spectrum (0.249-0.483 min) Frag=135.0V ESTER-8.d
3
8 ﬁ L3
=[x
~
=i
6 a5
4
2

633.3417
C38H49 08

150 200 250 300 350 400 450 500 550 €00 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge {m/z)

MS Spectrum Peak List

m/z z |Abund |Formula Ilon
- 317.1759] 1 | 86736.3/C19 H25 04 JM+H)+
318.1794| 1 | 16992.7|C19 H25 04 {M+H)+
319.1825| 1 | 2939.97|C19 H25 04 (M+H)+
6333417 1 | 729.04|C38 H49 08 (2M+H)+
634.344] 1 351.9|C38 H49 08 |(2M+H)f
Predi Isotope Match Table
Isotope m/z Calem/z Diff {(ppm) Ab)[_lld Yo Calc Abund % lAbund Sum % Calc Abund Sum %
1 317.1759 317.1747 -3.58 100 100 81.31 80.71
2] 318.17%4 318.1781 -3.95 19.59 20.99 15.93 16.94
3 319.1825 319.1808 -5.24 3.39 291 2.76. 235
-— End Of Report «=-
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4e-HRMS
Compound Table
MFG DifF
Comp Label RT Mass Formula MFG Formula (ppm) DB F
Cod 33: C20 H26 04 0.341 330.1815 €20 H26 04 €20 H26 04 4.9 €20 H26 04
Compound Label im/z RT___ 'Algorithm Mass
Cpd 33: C20 H26 04 i331.1887 [0.341 Find by Molecular Feature 330.1815
é i
MFE MS Spectrum
x10 5 |Cpd 33: C20 H26 O4: +ESI MFE Spectrum (0.241-0.742 min) Frag=135.0V E-12.d
3.5 %3
3 S
25 Sl
2 B
1.5 238
1 58
0.5 8
ig -
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge {m/z)
MS Spectrum Peak List
m/z z_|Abund Formula Ton
33L.1887f 1 334444.03 |C20 H27 04 (M+H)+
332.1923| 1 70161.08 |C20 H27 04 (M+H)+
333.195( 1 10302.89 |C20 H27 O4 (M+H)+
661.3723| 1 11072.51 |C40 H53 08 (2M+H)+
662.3768 | 1 5044.16 [C40 H53 08 (2M-+H)+
Predicted Isotope Match Table
Isotope F 74 Calc m/z Diff (ppm) _|Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 331.1887 331.1904 4.96 100 100 80.16 79.63
2] 332.1923 332.1928 4.51 20.98 22,09 16.82 17.59
3 333.195 333.1965 4.53 3.08 3.15 2.47 2,51
4 334.1971 334.1992 6.41 0.69 0.34 0.56 0.27

--- End Of Report -—
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Compound Table
“MFG DITT
Ci d Label RT Mass Formuta MFG Formula (ppm) DB Formula
Cpd 19: C18 H22 04 0.342 302.1523 C18 H22 04 C18 H22 04 -1.62 €18 H2204
ound Label  :m/z RT " “IAlgorithm Mass |
9: C18 H22 04 :303.1596 ;0.342 Find by Molecular Feature |302.1523  §
: i H
MFE MS Spectrum
%10 5 |Cpd 19: C18 H22 O4: +ESI MFE Spectrum {0.241-0.542 min) Frag=135.0V ESTER-5.d
g
1 17: @ p%,
- o
1.2 s2
1
o0
0.75 20
58
0.5 o3
0.25 38
S
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge {m/z)
MS Spectrum Peak List
m/z z |Abund Formula Ion
303.1596] 1 186029.88 |C18 H23 O4 (M+H)+
304.1627| 1 37429.66 [C18 H23 04 (M+H)+
305.1659] 1 6819.66 [C18 H23 04 (M+H)+
605311} 1 2413.01 |C36 H45 O8 (PM+H)+
606.31584 1 883.95 | C36 H45 08 (2M+H)+
Predicted pe Match Table
Isotope m/z Cale mjz Diff (ppm) |Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 303.1596 303.1591 -1.79 100 100 80.78 81.58
2 304.1627 304.1625 -0.56 20.12 19.89 16.25 16.22
3 305.1659 305.1651 -2.54 3.67 2,69 2,96 22

-— End Of Report -
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4g-HRMS

Compound Table
MFEG Dift
C nd Label RT Mass Formula * MFG Formula {ppm) DB
Cpd 18: C22 H22 04 0.341 350.1525 C22 H22 04 C22 H22 04 -1.91 C22 H22 04
Comp d Label im/z RT ?Ajguﬁtmm Mass
Cpd 18: €22 H22 04 ;351‘1597 0.341  Find by Molecular Feature 1350,1525
s i

MFE MS Spectrum

x10 4 |Cpd 18: C22 H22 O4: +ESI MFE Spectrum {0.244-0.544 min) Frag=135.0V ESTER-6.d
84
7
6
5
4
3 %
2 8
1 =
0 i LA
" 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)
MS Sp um Peak List
m/z z |Abund Formula Ton
351.1597| 1 75530.73 jC22 H23 04 (M+H)+
352.1631| 1 20453.84 C22 H23 04 {M+H)+
353.1665| 1 3656.73 |C22 H23 04 {M+H)+
7013006 1 807.34 (2M+H)+
702.3148| 1 583.45 (2M+H)+
Predicted Isotope Match Table
m/zr Calcm/z Diff (ppm) |Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 351.1597 351.1591 -1.88 100 100 75.44 77.98
2 352.1631 352.1625 =17 27.08 24.21 2043 18.88
3 353.1665 353.1653 -3.33 4.84 3.62 3.65 283
4 354.1692 354.168 -3.3 0.63 0.41 0.48 0.32
--- End Of Report ---
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4h-HRMS
Compound Table
~MFG Diff
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 40: C19 H24 04 0.344 316.1706 €19 H24 04 C19 H24 04 -9.8| C19 H24 04

[Com d Label

im/zIRT

iAlgorithm

Mass

%de 40: C19 H24 O4

1317.1779 0.344

iFind by Molecular Feature {316.1706

H

MFE MS Spectrum

x10 5 |Cpd 40: C19 H24 O4: +ESI MFE Spectrum (0.240-0.724 min) Frag=135.0V ESTER-3.d

5
4
3
2

BB

1

317
C19H

633.3443
C38H49 08

MS Spectrum Peak List

ounts vs. Mass-to-Charge {m/z)

i
150 200 250 300 350 40?: 450 500 550 600 650 700 750 800 850 900 950

m/z z_|Abund Formula Ton
317.1779] 1 614381.19 _C“E H25 04 (M+H)+
318.1808] 1 115471.52 [C19 H25 04 (M+H)+
319.1834| 1 16288.95 |C19 H25 04 (M+H)+
633.3443( 1 33324.07 |C38 H49 08 (ZM+H)+
634.3478] 1 14670.79 [C38 H49 O8 (2M+H)+
Predicted I pe Match Table
Isotope m/z Calcm/z Diff (ppm) _|Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 317.1779 317.1747 -10.05 100 100 81.99 80.49
2 318.1808 318.1781 -8.41 18.79 20.99 15.41 169
3 319.1834 319.1808 -8,22 2.65 291 2.17 2.35
4 320.1875 320.1835 -12.59 0.44 0.3] 0.36 0.24
S 321.1868 321.1861 -2.12 0.08 0.03 0.06 0.02

--- End Of Report ---
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5. HRMS

Compound Table
L
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 62: C19 H22 06 0.359] 346.143 €19 H22 06 C19 H22 06 -4.03 C19 H22 06
Compoundiabel  Im/z  RT __ |Algorithm Mass |
Cpd 62: C19 H22 06 347.1524  [0.359 (Find by Molecular Feature :346.143

MFE MS Spectrum

x10 3

12

1
08
06
04
0.2

6

b-Ale]

347.162
C19H23

Cpd 62: C19 H22 06: +ESI MFE Spectrum (0.275-0.559 min) Frag=135.0V ESTER-7.d

150 200 250 300 350

MS Spectrum Peak List

400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

m/z z |Abund [Formula Ion
347.1524] 1 | 1293.18|C19 H23 06 (M+H)+
348.1537] 1 387.41|C19 H23 06 (M+H)+
349.1446| 1 239.88|C19 H23 06 {(M+H)+
Predicted Isotope Match Table
Isotope m/z Calc m/z Diff (ppm) jAbund % [Calc Abund % |Abund Sum % Calc Abund Sum %
1 347.1524 347.1489 -10.15 100 100 67.34 80.4
2 348.1537 348.1523] -4.05 29.96 21.04 20.17 16.92.
3 349.1446 349.1548 29.01 18.55 3.34 12,49 2.68|
-—- End Of Report -~
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6a-HRMS

Compound Table

as

7s s

&0

ss as

25

MFE MS Spectrum

MFG DI
Compound Label RT Mass Formula MFG Formula (ppm DB Formula
Cpd 26: €25 H26 F N O5 0.339 439.1835 €25 H26 F N OS C25 H26 F N O5 -9.08 C25 H26 FN 05
Compound Label m/z _ IRT __ IAlgorithm Mass
Cpd 26: C25 H26 F N O5 {440.1908 {0.339 |Find by Molecular Feature {439,1835

x10 4 |Cpd 26: C25 H26 F N O5: +ESI MFE Spectrum (0.245-0.579 min) Frag=135.0V AMD-3.d
8 S
=
5 =] ('™ -
4 g8 5
3 2 g2
O B
2 P
54
1 8
0

160 200 250 300 350 400 450 500 550 600 650 'Soo 750 800 850 900 950

MS Spectrum Peak List

Counts

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

m/z z |Abund Formula Ion
440.1908( 1 58052.72 |C25 H27 F N OS5 (M+H)+
441.1942( 1 17473.34|C25 H27 F N O5 (M+H)+
442.1962| 1 3446.66 [C25 H27 F N 05 (M+H)+
443.1995| 1 499,52 |C25 H27 F N O5 (M+H)+
879.368| 1 712,17 |C50 H53 F2 N2 010 (2M+H)+
Predicted Isotope Match Table
m/z Calcmjz Diff (ppm) |Abund % ‘Calc Abund % Abund Sum % Calc Abund Sum %
1 440.1908 440.1868 -9.04 100 100 73.05 75.03
2 441.1942 441.1901 -9.38 30.1 27.91 21.99 20.94
3 442.1962 442.1929 -7.57 5.94 4.77 4.34 3.58
4 443.1995 443.1956 -8.81 0.86 0.61 0.63 0.46

--- End Of Report -—
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6b-HRMS

Compound Table
MFG DIt
Compound Label RT Mass Formula MFG Formula {ppm) DB Formula
Cpd 22: C25H26 CIN O3 0.338 455,1517 €25 H26 CIN OS5 C25 H26 CIN 05 -3.75 C25 H26 CI N O5
Compound Label \m/z RT Algorithm Mass ~
Cpd 22: C25 H26 CI N O5 1456.1589  [0.338 |Find by Molecular Feature }455.1517

MFE MS Spectrum

x10 4 |Cpd 22: C25 H26 CI N O5: +ESI MFE Spectrum (0.249-0.500 min) Frag=135.0V AMD-4.d
1.75 n
1.5 % =z
1.25 e g
Gl
1 ] ;
0.75 &
0.5
0.25
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z z |Abund F Il Ion
456.1589| 1 16546.83 |C25 H27 CI N 05 {(M+H)+
457.1622| 1 4492.13 |C25 H27 CI N OS (M+H)+
458.1571| 1 665185 [C25 H27 CIN OS (M+H)+
459.1601| 1 1729.21 |C25 H27 CI N O5 (M+H)+
460.1649| 1 426.22 |C25 H27 CIN 05 (M+H)+
Predicted Isotope Match Table
Isotope m/z Calcm/z Diff (ppm) |Abund % Calc Abund % Abund Sum % [Calc Abund Sum %
1 456.1589 456.1572 -3.62 100 100 55.44 56.88
2] 457.1622 457.1605 -3.7 27.15 27.91 15.05 15.87
3 458.1571 458.1555 -3.54 40.2 36,77 22,29 20.92
4 459.1601 459.1581 -4,36 10,45 9.54 5.79 5.42
5 460.1649 460.1607 -9.05 2.58 1.59 1,43 0.9
--- End Of Report -
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pound Table
— MFG Dift
Compound Label RT Mass Formula MFG Formula (ppm)_ DB Formula
Cpd 38: C26 H29 N 06| 0.341| 451.202 €26 H29 N 06 €26 H29 N 06 -5.57| C26 H29 N 06
Compound Labei  [m/z IRT __ |Algorithm - Mass |
Cpd 38: C26 H29 N 06 452.2093 0.341  [Find by Molecular Feature [451.202 I
i
i
MFE MS Spectrum
x10 4 |Cpd 38: C26 H29 N 06: +ESI MFE Spectrum (0.240-0.557 min) Frag=135.0V AMD-2.d
w©
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Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z z_|Abund Formuta lon
452.2003| 1 89683.57|C€26 H30 N 06 (M+H)+
453.2126] 1 27589.89|C26 H30 N C6 (M+H)+
454.2153| 1 5104.62|C26 H30 N 06 {M+H)+
903.4136| 1 3224.48|C52 H59 N2 012 (2M+H)+
904.415| 1 1707.49|C52 H59 N2 012 (2ZM+H)+
Predicted Isot Match Table
m/z Calc m/z Diff {(ppm) iAhund % |Calc Abund % {Abund Sum % Calc Abund Sum %
1 452.2093 452.2068 5.51] 100 100 72.47) 74.03
2 453.2126| 453.2101 -5.45 30.76 29.06 22.3 21,51
3 454,2153 454.2128 -5.42 5.69 5.3 4.13 3.93
4 455.2208 455.2155 -11.65 1.52 0.72 1.1 0.54

--- End Of Report ---
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7a- HRMS

MFE MS Spectrum

x10 8

Cpd 35: C16 H20 03: +ES|I MFE Spectrum (0.157-0.574 min) Frag=135.0V Me-Sn.d
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1.5
1

0.5

261.1491
Ci6H21 03

521.2006
C32H41 08

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs, Mass-to-Charge (m/z)

Compound Table
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 35: C16 H20 03 0.342 260.1418 C16 H20 03 C16 H20 O3 -2.16/ €16 H20 O3
iCompound Label  'm/z 'RT__'Algorithi Mass
Cpd 35: C16 H20 O3 1261.1491  10.342 :Find by Molecular Feature ;260.1418

MS Spectrum Peak List
m/z 2z |Abund Formula Ton
261.1491) 1 239147.03 |C16 H21 O3 (M+H)+
262.1524{ 1 37327.34 |C16 H21 O3 {M+H)+
263.1557| 1 4625.03 |C16 H21 O3 (M+H)+
521.2906| 1 3571.02 |C32 H41 O6 (2M+H)+
522.2935) 1 1096.33 |C32 H41 06 (2M+H)+
Predicted Isotope Match Table
Isotope m/z Calc m/z DIff (ppm) |Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 261.1491 261.1485 -2.13 100 100 84.84 83.38
2 262.1524 262.1519 -1.99 15.61 17.66 13.24 14.73
3 263.1557 263.1546 -4.28 1.93 2408 1.64 1.74
4 264.1582 264.1572 -3.77 0.32 0.18 0.27 0.15
== End Of Report ---
7b- HNMR
Ethyl sn 1h and 13c i e -
Ethyl-Sn & = S8 EsnEREsadernilad
~ o o I I By R T B I I I BRI R s ot Qg
| K ARG kPt ol
p
|I
|
g / | )
-
— J J SN s/
-0 o
(0]
O
|
1
|
1
T B T SR e e B
2 o - [ O <t b b WD 0
: 9 9 =] gorddonN
T T — R - = ; : o ] coaivaime =g : :
8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 0.5 0.0




7

Ethyl-Sn

—179

Ib-.. CNMR.

_~134.007
_~130,715

—127.793
~125.971

114,769

77,341

§
71087

'\\\7() 833
L75.902

—64.234

41870
40,592

23735

23709
~-10,092
_~15,081
14,535
18

{

g 170 160 150 140 130 120 %lﬂ 100 90 80 (ju 5£ 50 4U<: = 30 ;T'.E = NJ;El] i
Ethyl-Sn & = = == SRFRBE
B i e =S i o F o —
— [ o -+ = AN = = ==
I Nt N S
by
H ‘I
1
. LA
1
T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
Compound Table
MFG DT
€ d Label RT Mass Formula MFG ro_n!‘ula (ppm) DB Formul;
Cpd 56: C17 H22 03|  0.341 274.1566 C17 H22 03 C17 H22 03 1.01 C17 H22 03
Compound Label im/z RT Algorithm Mass
Cpd 56: C17 H22 03 i275.1638  0.341 (Find by Molecular Feature {274.1566
1 !
MFE MS Spectrum
x10 5 [Cpd 56: C17 H22 O3: +ES| MFE Spectrum (0.229-0.612 min) Frag=135.0V Ethyl-Sn.d
1.4 8
1.2 §§ 2
1
1 &l
N
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150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs, Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z z_|Abund Formula Ion
275.1638| 1 133000.11 [C17 H23 03 {(M+H)+
276.1675| 1 23110.87 |C17 H23 03 (M+H)+
277.1706] 1 3223.87 |17 H23 03 (M+H)+
2781738 1 676.89 [C17 H23 03 (M+H)+
549.3188| 1 1699,39|C34 H45 06 (2M+H)+
Predicted Isotope Match Table
Isotope m/z Calcm/z Diff (ppm) _|Abund % Calc Abund %  |Abund Sum % Cal¢ Abund Sum %
1 275.1638 275.1642 1.23 100 100 83.12 82.47
2 276.1675 276.1676 0.19 17.38 18.77 14.44 1548
3 277.1706 277.1703 -1.23 242 2.28 2,01 1.88
4 278.1738 278.173 -3.02. 0.51 0.21 0.42 0.17

-~ End Of Report —
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7c-HRMS

Compound Table

1
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd48: CI8H24 03|  0.341 288.1739 C18 H24 03 C18 H24 03 ~4.76 C18 H24 03

mpound Label \m/z RT Algorithm Mass
1Cpd 48: C18 H24 O3 1289.1812 10,341 |Find by Molecular Feature [288.1739

MFE MS Spectrum

x10 5 |Cpd 48: C18 H24 O3: +ESI MFE Spectrum (0.178-0.579 min) Frag=135.0V Prop-Sn.d
1 ad
s
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Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List
m/z z |Abund Formula Ion
289.1812| 1 101849,02 |C18 H25 O3 (M+H)+
290.1848| 1 22401.21 |C18 H25 03 (M+H)+
291.1877| 1 3268.99 |C18 H25 03 (M+H)+
292.1875| 1 511.43|C18 H25 03 M+H)+
5§77.3517] 1 851.44 |C36 H49 06 (2M+H)+
Predicted Isotope Match Table
Isotope m/z Cale m/z lnlﬂ !Epm! Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 289.1812 285.1798 -4.62 100 100 79.55 81.57
2| 290.1848 290.1832 -5.29 21.99 19.87 17.5 16.21
3 201.1877 291.186 -5.9 3.21 249 2.55 2.03
4 292.1875 292.1887 4.03 0.5 0.23 0.4 0.19
--- End Of Report -

7d- HNM

News folder 1 = S
BUTYL-SN <} o Y NE
~ -1 i
| [ (v

I

) T T =T Lo T Lo

- (=1 (=] ~ DN WLNM o) WWn ;m o

~ S ] =] Qov-aN NN -
—e A T o T T ol T T e e e 2 T T
7.5 70 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0



7d--"CNMR

& z3ny 8 28=5g o®  memn
Butyl-Sn o [SRCRVGR: Iral SRy =] = =4
g 7 sSRG = RS G S
oz=an = EEELE % =88
I N — | Al e
N 1
O ot | | | 7
| I
o |
¢}
i I
| 111
| H
. Y )
: T T T T T T T T T T T T T T T T . . . . : -
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 o -10
cl3-arun 8 e S o w ;oo EeaiEs
Figghen ¥ g & 28 REESHE
= woo® =g =i ol
g = W e B R e
| | A T
I
‘I
" I ' i

T T T
220 210 200 180 180 170 180 150 140 130 120 110 100 90 a0 70 60 50 40 30 20 10 o -0 -20

7d-HRMS

Compound Table

. FIFG Dift
CumEund Label RT Mass Formula MFG F {ppm) DB Formula
Cpd 37: C19 H26 O3 0.339 302.1908 C19 H26 O3 C19 H26 O3 -8.68 C19 H26 O3
Comr d Label Lz iRT iAlgorithm Mass
Cpd 37: C19 H26 O3 1303.1981 §0.339 {Find by Molecular Feature {302.1908
MFE M$S Spectrum
%10 5 |Cpd 37: C19 H26 O3: +ESI MFE Spectrum (0.240-0.574 min) Frag=135.0V But-Sn.d
1.2 o
= O
1 25
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Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z z |Abund F 1 Ton -
303.1981| 1 113225.38 |C19 H27 O3 ({(M+H)+
304.2013{ 1 23009.65 |C19 H27 O3 {(M-+H)+
305.2039| 1 3184.22 |C19 H27 O3 (M+H)+
605.3918| 1 1108.61 {(2M+H)+
606.3932] 1 406.07 (2M+H)+
Predicted Isotope Match Table
Isotope m/z Calc m/z Diff (ppm) |Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 303.1981 303.1955 -8.81 100 100 80.99 80.68
2 304.2013 304.1989 -7.98 20.32 20.97 16.46 16.52
3 305.2039 305.2017 -7.36 2.81 2.71 2.28 2.18
4 306.2081 306.2044 -11.92 0.34 0.26 0.28 0.21

--- End OF Report ---
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Te- HRMS

C

und Table

~ MES DI
Cor d Label RT Mass Formula MFG Formula _(ppm) DB Formula
Cpd 44: C20 H28 O3 0.342 316.2015 C20 H28 O3 €20 H28 O3 7.37 €20 H28 O3
Compound Label m/z RT Algorithm Mass
Cpd 44: C20 H28 O3 317.2087 0.342  iFind by Molecular Feature |316.2015
MFE MS Spectrum
x10 4 [Cpd 44: C20 H28 O3: +ESI MFE Spectrum (0.065-0.566 min) Frag=135.0V Pentyl-Sn.d
<«
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4 SR
1
3
2 ] §
pratil
1 i
B8
o 3]
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z 2z |Abund Formula Ion
317.2087) 1 5£5312.84 |C20 H25 03 (M+H)+
3182124 1 13000.19 |20 H29 O3 (M+H)+
319.2166| 1 2219.97 |C20 H25 O3 (M+H)+
320.2222| 1 278,22 |C20 H29 O3 (M+H)+
633.4139] 1 466.63 [C40 H57 06 (2M+H)+
Predicted Isotope Match Table
Isotope m/z Calc m/z Diff (ppm) |Abund % Calc Abund % _ jAbund Sum % ‘Cale Abund Sum %
i 317.2087 317.2111 7.73 100 100 78.11 79.8
2 318.2124 318.2145 6.82 23.5 22.08 18.36 172.62
3 319.2166 319.2174 2.56 4.01 2.94 3.14 234
4 320.2222 320.2201 -6.53 0.5 0.29 0.39 0.23
--- End Of Report —
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C d Table
C: d Label RT Mass Formula MFG F {ppm) DB Formula
Cpd 37: C22 H24 03 0.342 336.1734 C22 H24 03 C22 H24 03 -2.48 C22H24 O3
Compound Label m/z RT Algorithm Mass
Cpd 37: C22 H24 03 337.1807 10.342 :Find by Molecular Feature ;336.1734
MFE MS Spactrum
xi0 § [Cpd 37: C22 H24 O3: +ESI MFE Spectrum (0.236-0.569 min) Frag=135.0V Bn-Sn.d
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Counts vs. Mass-ta-Charge (m/z)
MS Spectrum Peak List
m/z z |Abund I Ton
337.1807| 1 360433.63 [C22 H25 O3 (M+H)+
338.1838| 1 82600.91 |C22 H25 03 |§_M+H)+
339.1869| 1 12149.19 [C22 H2S5 03 (M+H)+
673.3525] 1 11205.7 | C44 H49 06 (2M+H)+
674.3558| 1 6455.44 |C44 H49 06 (2M+H)+
Predicted Isotope Match Table
m/z Calc m/z Diff (ppm) _|Abund % Calc Abund % Abund Sum % Calc Abund Sum %
1 337.1807 337.1798 -2.63 100 100 78.95 78.15
2 338.1838 338.1832 -1.78. 22.92 24.2 18.09 1891
3 339.1869 339.1862 -2.28 3.37 3.42 2.66 2.67
4 340.18599 340.1889 -2.87 0.38 0.35 0.3 0.28

--- End Of Report -—
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7g-HRMS

Compound Table
MFG Dift.
Compound Label RT Mass Formula MFG Formula {ppm) DB Formula
Cpd 41: C22 H23 CI 03| 0.341| 370.134 C22H23C1 03 C22H23Cl03 -1.17] C22 H23 CI O3
Compound Label m/z :RT Algorithm Mass
Cpd 41: C22H23C1 03  {371.1412 [0.341 |Find by Molecuiar Feature {370.134

MFE MS Spectrum

x10 4
5

4
3

371.1412
C22H24CI03

741.2747

Cpd 41: C22 H23 Cl O3: +ESI MFE Spectrum (0.250-0.517 min) Frag=135.0V 4-Cl-Sn.d

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z z |Abund Formula Ion
3711412 1 49728.36|C22 H24 C1 03 {M+H)+
372.1446| 1 14165.91|C22 H24 Cl 03 {M+H)+
373.1395| 1 15888.38|C22 H24 Cl 03 (M+H)+
374.1419| 1 3672.21|C22 H24 C1 O3 (M+H)+
741.2747] 1 902.98 (2M+H)+
Predicted Isotope Match Table .
Isotope m/z Calc m/z Diff (ppm) |Abund % |Calc Abund % |Abund Sum % Calc Abund Sum %
1 371.1412 371.1408 -0.96 100 100 59.07 59.24
2 372.1446 372.1442 -0.93 28.49 24.18 16.83 14.33
3 373.1395 373.1388 -1.89 31.95 35.41 18.87 20.98
4 374.1419 374.1417 -0.52 7.38 8.09 4.36 4.79
5 375.147 375.1444 -6.87 1,47 1.12 0.87 0.66

--- End Of Report ---




