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S1  HNMR Spectrum of 2a in CDCl;
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3.0

| 16 Acquisition
Time

| 17 Acquisition
Date

| 18 Modification

Date

_50:5 19 Spectromete
r Frequency

| 20 Spectral
Width

| 21 Lowest

| Frequency

| 22 hudeus

| 23 Acquired
Size

| 24 Spectral Size

10 Temperature

Value

E:f MR-
NPCF/ 2D
data/
ROT-4-4/ 3/
fid

ROT-44
ROT-4-4

Brulker
BioSpin
GmbH
M

spect

cod3
681.4
2030

16
322
0.5000

12,2500
26149

2012-10-13
T18:39:57
2012-10-13
T18:40:04
500,13
125313
-3842.0

H
32768

65536



S2  >CNMR Spectrum of 2a in CDCl;

ROBd4-4 5 oz oo 2 @z gunzom X o e D >
. 2 82 B93338 . 5 aske = s
RTE-4 : g8 2RREEE 21 ¢ 2
Y T [ Y N |1 ~E | |
ROT-4 R BH85EE
ROT-£4 & geany [0
i I NV
1 =3000
iy
~2000
- ~1000
L)
Ll 11—
T T T T T T T T T
136 134 132 130 128 126
f1 (ppm)
]
I
|
| ! I |
|
| B g |
L L] | i
| N ol
1 1 1 1 T 1 1 T 1 i 1 T 1 1 1 1 1 1 I 1
190 180 170 160 150 140 130 120 110 100 a0 80 70 60 40 30
f1 (ppm)
Page 04

o000

~8000

-7000

6000

~5000

4000

~3000

=2000

r1oo0

r-100

Parameter

-

Data File
Name

e

Tithe
Comment
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w

w
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Spectramete
E

8 Author

9 Solvent

10 Temperature

11 Pulse
Sequence

12 Number of
Scans

13 Receiver
Gain

14 Relaxation
Delay

15 Pulse Width

16 Acquisition
Time

17 Acquisition
Date

18 Modification
Date

19 Spectromete
r Frequency

20 Spectral
Width

21 Lowest
Frequency

22 Nudeus

Value

E:f NVR-
NPC-P/ 2D
data/
ROT-4-4f 4/
fid

ROT-44
ROT-44

Bruker
BioSpin
GmbH
Im

spect

cDCl3
682.3
2gpg30

10240
1148
1.0000

8.4500
1.0420

2012-10-147
00:43:41
2012-10-147
00:43:48
125,76
31446.5
-320L7

13C

23 Acquired Size 32768

24 Spectral Size

65536




S3 DEPT-135 Spectrum of 2a in CDCl;
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(70000
Parameter Value
1 Data File E:/ NMR-NPC-
L Mame P/ 2D data/
- ROT44/ 5/
fid
2 Title ROT-4-4
L0000 3 Comment ROT-4-4
4 Origin Bruker BioSpin
GmbH
5 Owner M
L40000 |5 S
7 Spectrometer spect
8 Author
9 Solvent cocl3
30000 | ¢
10 Temperature  682.7
11 Pulse dept13s
Sequence
12 Number of 8192
20000 g
13 Receiver Gain 23170
14 Relaxation 10000
1o000| ==
15 Pulse Width ~ 8.4500
16 Acquisition 10420
Time
L 17 Acquisition 2012-10-1410
0 Date 5128148
18 Modification  2012-10-14T0
Date 5:28:54
19 Spectrometer 12575
100000 Frequency
20 Spectral Width 31446,5
21 Lowest -3150.5
Frequency
20000 22 Nudeus 13C
23 Acquired Size 32768
24 Speciral Size 65536




S4 COSY Spectrum of 2a in CDCls

Parameter  Value (f2,
f1)

DataFile  E:fNMR-

Name NFCPI 2D
dataf
ROT-4-4/ 6/
ser

Title ROT-4-4

Comment  ROT-44

N it -

—

[

GmbH
ROT-4-4 -1
5 Owner 1M
ROT-4-4 (COSY) )
6 Site
| o
7 Spectromete spect
j ' ' F1 r
_— “ ol 8 Author
ﬁ ; 9 Solvent o3
1 | 3 10 Temperature 6827
l 11 Pulse cosygpaf
( 4 Sequence
| 12 Mumber of 12
‘ s Seans
- I | DRecsiver 64
_J i 6 - Gain
i | I E |14 Relaxation 14953
—.J r7 B Delay
3’ Hj T | 15 Pulse Width 12,2500
l I 8 16 Acquisiton 0. 1024
Time
E 17 Acquisition - 2012-10-14
Date T05:29:35
10 18 Modification  2012-10-14
Date T0e:10:20
B 19 Spectromete (500,13,
5 r Frequency 500.13)
20 Spectral (10000.0,
13 Width 10002.5)
21 Lowest (-1993.1,
14 Frequency -1994.4)
22 Nudeus H, H
| d (1H, 1)
15 23 Acquired (1024, 128)
I e e e T e e I | B I TR e i3 | Size
14 13 12 11 10 9 8 7 b 3 4 3 2 1 0 24 Spectral Size (1024,
f2 (ppm) 1024)
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SS
CDCl;

HSQC Spectrum of 2a in
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Parameter  Value (f2, f1)
1 DataFile E:/ NMR-NPC-
MName P/ 20 dataf
ROT4-4/ 7/
ser
2 Titke ROT-4-4
3 Comment ROT-4-4
(H5QC)
4 Qrigin Bruker
BioSpin GmbH
5 Owner 1M
& Site
7 Spectrometer spect
8 Author
9 Solvent codl3
10 Temperature 6328
11 Pulse hsqeetgp
Sequence
12 Mumber of 32
Scans
13 Receiver Gain 13330
14 Relaxaton  1.5000
Delay
15 Pulse Width 12,2500
16 Acquisition  -0.0512
Time
17 Acguisiion  2012-10-14T
Date 0G:11:47
18 Modification  2012-10-14T
Date 09:44:58

19 Spectrometer (500.13,

Frequency — 125.76)
20 Spectral (10000.0,

Width 31446.5)
21 Lowest (-1993.1,

Frequency  -6344.1)
22 Nudeus (1H, 13C)

23 Acquired Size (512, 256)
24 Spectral Size (512, 512)




S6 HMBC Spectrum of 2a in CDCl;
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f1 (ppm)

Parameter

Data File
Name

o

]

Title
Comment

[

Y

Crigin

Owner
Site

@

7 Spectrometer
8 Author

9 Solvent

10 Temperature

11 Pulse
Sequence

12 Number of
Scans

13 Receiver Gain

14 Relaxation
Delay

15 Pulse Width

16 Acquisition
Time

17 Acquisition
Date

18 Modification
Date

19 Spectrometer

Frequency

Value (f2, f1)

E:/ NMR-MPC-
P/ 2D dataf
ROT-4-4/ 8/
ser

ROT-4-4

ROT-4-4
HMBC

Bruker BioSpin
GmbH

1M

spect

codl3
683.0
hmbegpndgf

32

16334
1,5000

12,2500
0.2048

2012-10-1470
9:96:34
2012-10-14T1
1:46:58
(500,13,
125,76

20 Spectral Width (10000.0,

21 Lowest
Frequency

22 Nudeus
23 Acquired Size
24 Spectral Size

31446.5)

(-1893.1,
-3168.0)

(1H, 13)
(2048, 128)
(2048, 512)




S7 HRMS Spectrum of 2a
Qualitative Compound Report

Data File ROT-4-4.d Sample Name  ROT-4-4
Sample Type Sample Position Vial 31
Instrument Name Instrument 1 User Name
Acq Method vishal_12-01-13.m Acquired Time  13-03-2013 PM 9:17:09
IRM Calibration Status [SlECESeT T DA Method SamplePurity-Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG DIl
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 17: C27 H24 04 0.187| 412.168 C27 H24 04 C27 H24 04 -1.24 C27 H24 04

Compound Label m/z RT Mg&rlthm Mass

Cpd 17: C27 H24 04 413.1754  0.187 Find by Molecular Feature 412.168

MFE MS Spectrum
x10 § |Cpd 17: C27 H24 0O4: +ESI MFE Spectrum (0.131-0.632 min) Frag=175.0V ROT-4-4.d
413.1754
4 C27 H25 04
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)
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1 .
S8 H NMR Spectrum of 2b in CDCl;
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Parameter

1 Data File Name

2
3

Title

Comment

Origin

|5 Owner

Site

Spectrometer

|8 Author

Solvent

- 10 Temperature

| 11 Pulse
Sequence

| 12 Number of
Stans

| 13 Receiver Gain

| 14 Relaxation
Delay

| 15 Pulse Width

| 16 Acquisition
Time

1 17 Acquisition
Date

| 18 Modification
Date

| 19 Spectrometer

| Freguency

| 20 Spectral Width

|21

5000 |

Lowest
Freguency

_5 22 Mudeus
| 23 Acquired Size
24 Spectral Size

Value
E:/ NMR-MPC-
P/ 2D data/
ROT-4-1-UF/
8/ fid
ROT-4-14JP
ROT-4-140P

Bruker BioSpin
GmbH

M
spect

cpd3
300.0
030

16

114
0.5000

13,1000
2,7263

2012-10-1371
8:1%:07
2012-10-1371
8:19:08
400,13

12019.2
-3111.0

1H
32768
65536



S9  >C NMR Spectrum of 2b in CDCls
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Parameter Value
1 Data File Mame E:f NMR-MPC-
P/ 2D dataf
ROT-4-1-UP/
9/ fid
2 Title ROT-4-1-LP
3 Comment ROT-4-1-UP
4 Qrigin Bruker BioSpin
GmbH
5 Owner 1M
6 Site
7 Spectrometer spect
8 Author
9 Solvent cDCl3
10 Temperature  300.0
11 Pulse zgpg30
Sequence
12 Mumber of 10240
Scans
13 Receiver Gain 203
14 Relaxation 1.0000
Delay
15 Pulse Width 9.,2000
15 Acquisition 1.2976
Time
17 Acquisition 2012-10-13T1
Date 2:40:25
18 Modification  2012-10-13T1
Date 2140:28
19 Spectrometer 100.61
Freguency
20 Spectral Width 25252.5
21 Lowest -2566,4
Frequency
22 Nudeus 13C
23 Acquired Size 32788
24 Spectral Size 65536




S10 DEPT-135 Spectrum of 2b in CDCl;
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30

Parameter

1 DataFile
Mame

e

Title
Comment
Qrigin

oW

5 Owner

6 Site

7 Spectrometer
8 Author

9 Solvent
10 Temperature

11 Puise
Sequence

12 Number of
Scans

13 Receiver Gain

14 Relaxation
Delay

15 Pulse Width

16 Acquisition
Time

17 Acquisition
Date

18 Modification
Date

19 Spectrometer
Freguency

20 Spectral
Width

21 Lowest
Frequency

22 Nucleus
23 Acquired Size
24 Spectral Size

Value

E:/ NMR-
NPC-P/ 20
data/
ROT-4-1-UP]
10/ fid

ROT-4-1-UP
ROT-4-1-UP

Bruker
BioSpin GmbH
I

spect

CDCl3
300.0
dept135

§192

203
1.0000

9.2000
12976

2012-10-14T
06:30:19
2012-10-14T
08:30:22
100,61

25252.5
-2670.5

13C
32768
55536




S11  COSY Spectrum of 2b in CDCl;
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f1 (ppm)

Parameter

[

Data File Mame

2 Tite
Comment

w

4 QOrigin

Owner
Site

5

[

7 Spectrometer
3 Author

9 Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain
14 Relaxation Delay
15 Pulse Width

15 Acquisition Time
17 Acquisition Date

18 Modification Date

19 Spectrometer
Frequency

20 Spectral Width

21 Lowest
Freguency

22 Nudleus
23 Acguired Size
24 Spectral Size

Value {f2, f1)

E:/ NMR-NPC-P]
2D data/
ROT-4-1-UP] 11/
ser

ROT-4-1-P

ROT-4-1-UP
(cosy)

Bruker BioSpin
GmbH

M

spect

coal3

300.0

cosygpgf

12

36

1.4863

13.1000

0.1278
2012-10-13T 18:0
1:03
2012-10-13718:4
2:28

(400,13, 400.13)

(8012.8, 8002.6)

(-2141.4,
-2136.3)

{(1H, 1H)
(1024, 128)
(1024, 1024)




S12  HSQC Spectrum of 2b in CDCl;
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f1 (ppm)

Parameter

o

Data File Mame

P2

Title
Comment

w

4 Origin

w

Cwner
6 Site

=~

Spectrometer
8 Author

9 Seolvent
10 Temperature
11 Pulze Sequence

12 Mumber of
Scans

13 Receiver Gain

14 Relaxation
Delay

15 Pulse Width
15 Acguisition Time
17 Acquisition Date

18 Modification
Date

19 Spectrometer
Frequency

20 Spectral Width

21 Lowest
Frequency

22 Nudeus
23 Acquired Size
24 Spectral Size

Value (f2, f1)

E:f NMR-NPC-P/
2D dataf
ROT-4-1-UP]
12/ =er
ROT-4-1-UP
ROT4-1-UP
(HsQC)

Bruker BioSpin
GmbH

1M
spect

coeiz
300.0
hsqcetgp
32

03
1.4341

13,1000
0.0639
2012-10-13T 18:
4350
2012-10-13722;
09:38

(400,13,
100,61)

(8012.8,
25155, 1)

(-2348.5,
-5073.5)

(14, 13C)
(512, 256)
(512, 512)



S13 HMBC Spectrum of 2b in CDClj
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-220

fL (ppm)

Parameter  Value (f2, f1)

e

Data File Mame E:f NMR-NPC-

P/ 2D dataf
ROT-4-1-UR/
13/ ser
2 Title ROT4-1-UP
3 Comment ROT4-1-UP
(HMEC)
4 Qrigin Bruker BioSpin
GmbH
5 Qwner 1M
6 Site
7 Spectrometer - spect
8 Author
9 Solvent CoClz
10 Temperature  300.0
11 Pulse hmbegplpndaf
Sequence
12 Number of 32
Scans
13 Receiver Gain 203
14 Relaxation 1.2460
Delay
15 Pulse Width 13.1000
16 Acquisition 0.2556
Time
17 Acquisition 2012-10-1312
Date Z1101
18 Modification 2012-10-13T2
Date 357:02
19 Spectrometer (400,13,
Frequency 100.61)
20 Spectral Width (8012.3,
25155.7)
21 Lowest (-2345.5,
Frequency -2533.1)
22 Nucleus (1H, 13C)
23 Acquired Size (2048, 128)
24 Spectral Size. (2048, 512}




S14 HRMS Spectrum of 2b

Qualitative Compound Report

Data Flle ROT-4-1-UP.d Sample Name ROT-4-1-UP
Sample Type Sample Position Vial 45
Instrument Name Instrumnent 1 User Name
Acq Method vishal_12-01-13.m Acquired Time  13-03-2013 PM 5:06:08
IRM Calibration Status _ DA Method SamplePurity-Defaultm
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG DIfY
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 28: C34H30 04| 0.188 502.2161 €34 H30 04 C34 H30 04 -3.39 C4 H3 04

Compound Label m/z RT Algorithm ‘Mass

Cpd 28: C34 H3004  |503.2233  |0.188 Find by Molecular Feature 502.2161

MFE MS Spectrum

x10 6 |Cpd 28: C34 H30 O4: +ESI MFE Spectrum (0.126-0.660 min) Frag=175.0v ROT4-1-UP.d

503.2233
et 34 H31 O4
1

0.8
0.6

04
0.2

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-io-Charge (m/z)
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S15 'HNMR Spectrum of 2¢ in CDCl;
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Parameter

1 DataFile
Name

2 Title

3 Comment
4 QOrigin

5 Qwner
6 Site

7 Spectrometer
8 Author

% Solvent

10 Temperature

11 Pulse
Sequence

12 Mumber of
Scans

13 Receiver
Gain

14 Relaxation
Delay

15 Pulse Width

16 Acquisition
Time

17 Acquisition
Date

18 Modification
Date

19 Spectrometer
Frequency

20 Spectral
Width

21 Lowest
Frequency

22 Mudeus

23 Acquired Size

24 Spectral Size

Value

E:f NMR-
NPCP] 4
mar-mcd-2a/
19/ fid

4-mar-
med-23
ROT-DUMMY

Bruker
BioSpin
GmbH

m
spect

cocl3
300.0
7030

15
134
1.0000

13,1000
27263

201303041
12:17:47

201303097
12:17:50

400,13
12018.2

-3104.9

H
32768
65530



S$16 "“C NMR Spectrum of 2¢ in CDCls
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a
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Parameter

pars

Data File
Mame

2 Tile
Comment
Crigin
Owner
Site

Specirometer
Author

Solvent

10 Temperature

11 Pulse
Sequence

12 Number of
Stans

13 Receiver Gain

14 Relaxation
Delay

15 Pulse Width

16 Acquisition
Time

17 Acquisition
Date

18 Modification
Date

19 Spectrometer
Frequency

20 Spectral
Width

21 Lowest
Frequency

22 Mudeus

23 Acquired Size

24 Spectral Size

Value

E:/ NMR-HPC-
P/ &-mar-c13-
med-2a/ ¢13-
samdarshif
13/ fd

ok
samdarshi

ROT-DU-51

Bruker
BinSpin GmbH
1M

spect

€oci3
680.5
19030

10240

1825
10000

8,4500
1.0420

2013-03-08T
1720136
2013-03-08T
23:18:3%6
125,78

31446.5
-3148.0
13

32768
83530



S17 DEPT-135 Spectrum of 2¢ in CDCl;

;ﬁégﬂn-ds?rsm ’g g E g i g E 5 5 E E E ._14000 Parameter Value
T Wwas g T i -13000 |1 DataFile Name E:f NMR-NPCP/
| S| SV | I il
12000 med-2a/ c13-
+ samdarshif 14/
11000 fid
r 2 Title c13-samdarshi
10000 15 comment ROT-DUS1
Lagog |4 Crigin UXNMR,, Bruker
Analytische
8000 Messtechnik
L GmbH
F7000 |5 Owner root
[ 6 Site
6000 !
I 7 Spectrometer spect
| 5000 13 athor
|
| F4000 |3 Solvent CDCI3
| f
10 Te 1t 680.2
: L3000 emperature
L 11 Pulse Sequence -dept135
2000 12 Number of Scans 8192
i 13 Receiver Gain 16384
1000 :
f > 14 Relaxation Delay 1.0000
' [ L 00 T A B NN -0 15Pulse Width  B.4500
15 Acquisition Time  1.0912
_ﬂlUOU 17 Acquisition Date  2013-03-07T04:
| ;
i L2000 o
L 18 Modification 2013-03-07T04:
3000 Date 10:26
B 19 Spectrometer 125.76
--4000 Frequency
20 Spectral Width  30030.0
5000 i
L 21 Lowest -2439.7
6000 Frequency
H 22 Nudeus 150
7000 |23 Acquired Size 32768
8000 .24Sped:ra| Size 65536
--9000
10000
I L T T L T T L T I T I T I 1 T I
140 130 120 110 100 a0 70 60 50 40 30 20 10

80
f1 (ppm)
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S18 COSY Spectrum of 2¢ in CDCl;
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r3

=7

9

1 (ppm)

Parameter

pere

Datz Fle
Name

2 Title
Comment

L

e

Owner
Site

-

Specirometer
8 Author

9 Solvent
10 Temperature

11 Pulse
Sequence

12 Number of
Scans

13 Receiver Gain

14 Relaxation
Delay

15 Pulse Width

16 Acquisition
Time

17 Acquisition
Date

18 Madification
Date

19 Spectrometer
Frequency

Value (f2, 1)

E:/ NMR-NPC-
P/ 2D data/
ROT-Du-1f 3/
ser
ROTDu-1
ROT-DU-1
{hmb)
LXNMR,
Bruker
Analytische
Messtechnik
GmbH

psm

spect

coCl3
6816
hmbegpndgf

32

16384
1.5000

12.2500
0.1634

13041471
24347
13041471
4412
(500.13,
125.7)

20 Spectral Width (125313,

21 Lowest
Frequency

22 fudeus

23 Acquired Size

24 Speciral Size

35211.3)
(3424,
-5016.4)
(1, 13€)
(20%, 128)
(2048, 512)




S19  HSQC Spectrum of 2¢ in CDCl;
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fi (ppm)

Parameter  Value (f2,
f1)

DataFile  EifNVR-

Name NPCP{ 2D

—

data/ ROT-
Du-1f 2f ser

2 Title Apr14-2013

3 Comment ROTOU-1
(hsc)

4 Origin LIXNMR,
Bruker
Analyfische
Messtechnik
GmbH

5 Owner psm

6 Site

7 Spectromete spect

i
B Author

9 Solvent coa3

10 Temperature 881.0

11 Pulse hsqeetnp
Sequence

12 Mumber of 32
Scans

13 Recaiver 18390
Gain

14 Relaxation  1.5000
Delay
15 Pulse Width 12,2500

16 Acquisition  0.0409
Time

17 Acquisiion  2013-04-14
Date T08:10:00

18 Modification 2013-04-14
Date Tiz4214

19 Spectromete (500,13,
rFrequency 125.78)

20 Spectral (125313,
Width 35211.3)

21 Lowest (32425,
Frequency -8078.0)

22 Nudleus (1H, 13C)

23 Acquired (512, 56)
Size

24 Spectral Size (512, 512)




S20 HMBC Spectrum of 2¢ in CDCl;
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L1
1 3
'
e
[
i
"
|
I
0
2 1 1]

1 (ppr)

Parameter Value (f2, f1)

1 DataFie E:f HMR-
Name WPCP/ 1D
data/ ROT-
Du-1f 3f ser
2 Title ROTCu-1
3 Comment  ROT-DU-1
(bwrbe)
4 Origin UXNMR,
Bruker
Analytische
Messtechnik
GrbH
5 Owner psm
6 Site
7 Spectrometer spect
8 Author
9 Solvent cods
10 Temperature 6816
11 Pulse hmbegpndaf
Sequence
12 Number of 32
Scans

13 Receiver 16334
Gain

14 Relawation  1.3000
Delay

15 Pulse Width  12.2500

16 Acquisition  0.1634
Time

17 Acquisition  2013-04-14T

Date 1243:47

18 Modification  2013-04-147
Date 144122

19 Spectrometer (500,13,
Frequency  125.76)

0 Spectral (1313,
Width 35211.3)

iowest (3424,
Frequency  -5016.4)

22 Nudeus (1H, 13C)

23 Acquired Size (2046, 128)

74 Speciral Sze {2048, 512)




S21 HRMS Spectrum of 2¢

Qualitative Compound Report
Data File ROT-DULA Sample Name  ROT-DUL
Sample Type Sample Pasition Vial 53
Instrument Nama Instrument | lUser Name
g Method vishal_12:01-13m Acquired Time  11-03-2013 PM 4:25:08
1RM Calibration Status _n Method Samglefurity-Defaut.m
Comment
Sampie Group Info.
Acquisition SW 5200 series TOF/G500 series
Version Q-TOF B.0S.01 (B5125)
Compound Table
WFG I
Compound Label RT Mass Farmiila MFG Formula {ppm) DB Formula
Cpd 18: CAHIG 08| 0.099]  E56.M414 Cal H36 08 C41 H36 08 AH 41 H36 08

Compound Label  m/z RT  Algorithm Mass

ICod18: C41 3608 6572486 0.199 Find by Moiecular Faature 6562414

MFE M5 Spactrum
110 4 |Cpd 18: C41 H36 OB: +ES| MFE Spectrum (0.146-0.348 min) Frag=175.0V ROT-DU1.d
657 2466

A1 HYT Ol

0
06
04

0.2

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 %00 850
Counts vs. Mass-to-Charga (miz) .
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S22 HNMR Spectrum of 2d in CDCl;
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Parameter Value
1 DataFile E:/ NMR-NPC-P/ 1-
Name mar-mecd-2a/ H1/ 11/
fid
2 Title H1
3 Comment ROT-AS
4 Origin Bruker BioSpin GmbH
5 Owner 1M
6 Site
7 Spedrometer spect
8 Author
9 Solvent cocl3
10 Temperature 300.0
11 Pulse zg30
Sequence
12 Number of 18
Scars
13 Recever 181
Gain
14 Relasation  1.0000
Delay
15 Pulse Width 13,1000
16 Acqusiion  2.7263
Time
17 Acqusiion 2013-03-01T12:05:32
Date
18 Modification  2013-03-01T12:05:34 -
Date
19 Spedrometer 400.13
Frequency
20 Spectral 12019.2
Width
21 Lowest -3104.0
Frequency
22 Mucleus 1H

23 Acquired Size 32763
24 Spedral Size 65535




S23 HRMS Spectrum of 2d

Qualitative Compound Report

Data File ROT-AS.d Sample Name  ROT-AS
Sample Type Sample Pasition vial 2
Instrument Name Instrument 1 User Name
Acq Method vishal_12-01-13.m Acquired Time  14-03-2013 PM 12:50:25
TRM Calibration Status SEESI oA Mcthod SamplePurity-Default.m
Commaent
Sample Group Info. 65:25(ACN:H20)
Acquisition SW 6200 series TOF/6500 seres
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG Bif
Compound Label RT | Mass Formula MFG Formula (ppm) DB Formula
Cpd 30: C30 H30 08|  0.195| 518.194 €30 H30 08 €30 H30 0B 0.05 €30 H30 08

Compound Label m/z RT Algorithm Mass

Cpd 30: C30H3008  |519.2014 0.195 Find by Molecular Feature 518.194

MFE M5 Spectrum

%10 5 |Cpd 30: C30 H30 O8: +ESI MFE Spectrum (0,145-0.412 min) Frag=175.0v¥ ROT-AS.d
1 5192014

C30 H31 OB
0.8

0.6

|
04

0.2 |

a L

150 200 250 300 350 400 450 500 S50 600 650 700 750 &00 850 800 950
Counts vs. Mass-to-Charge (miz)
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S24 'H NMR Spectrum of rottlerin CDCly
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Parameter

1 DataFie
MName

2 Title

3 Comment
4 Origin

5 Owner
6 Site

8 Author

9 Solvent

11 Pulse
Sequence

12 Number of
Scans

14 Relaxation
Delay

16 Acquisition
Time

17 Acquisition
Date
Date

Frequency

21 Lowest
Fregquency

22 Nudeus

7 Spectrometer spect

10 Temperature - 300.0

13 Receiver Gain 203

15 Pulse Width

18 Modification
19 Spectrometer 400.13

20 Spectral Width 12019,2

23 Acquired Size 32788
24 Spectral Size 65536

Value

E:/ NMR-NPC-
i
Aug-08-2012-
NPCP/
Aug-08-2012-
NPC-Pf 29/ fid

Aug-08-2012-
NPCP

ROHlerin

Bruker BioSpin
GmbH

1ImM

cocl3

zg30

16

0,5000

13,1000
27263

2012-08-08T1
3:90:13

2012-08-08T1
5:56:16

-3104.2

H




