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Creation time
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Current_time
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Data_format = 1D COMPLEX
Dim_size = 13107
Dim_title = 1H

Dim unite = Ippml
Dimensions =x

si; = ECX 500M
Spectrometer = DELTA2_HMR

Field strength = 11.7473579(T] (500 [MH
X acq duzation = 1.74587904(e]

X demain -1

X freq = 500.15991521 [MHz]
X offast = 7.0 [ppm]

X points - 16384

X_prescans =1

X resolution = 0.57277737 (Hz)
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Irr_demain -1

Irr freq = 500.15991521 [MHz]
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Clipped - FALSE

Mad_return =1

Scans =10
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Danta_prasat = PALSE
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Temp_get = 22(0dc1
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=
- Filename = sba 130507 _yzbl2-14 H
Authox -
Experiment - eingle_pules.ex2
= Sample_id = yab12-T4
21 Solvent - bso-nc
= Creation time = Y-2013 09:05:35
Revision time = 29 MAY-2013 19135103
Current Ei = 29-MAY-2013 19:35:16
=] Comment = singla pulse
3 Data_format = 1D COMPLEX
in_size - 13107
Dxm title = 1H
Din umits = Tppml
Dimeneione =X
=1 Site = ECX 500M
Spactrometer = DELTA2 MM
Field_gtrength = 11,7473578[T1 (500 [MH
X_acq duration = 1 74537%4[
=1 X domain -
= o - soo 15991521 Hz1
= = 7.01ppml
= = 16384
= = 0.57277737 [Hz]
=7 = 5.38438438 [kHs]
= 1H
= 500.15991521 (MHz]
= 5.01ppml
- 18
:— = 500.15881521 [MH=z]
= 5.0[ppm]
- - PALSE
- = 10
=] - 10
= 16 [us]
- = 1.74587904 (el
F = 45(deq]
= 3(dB]
=4 = 8(usl
= Off
T = Off
Dante_presat - PALSE
= Initial waic = 1(a1
=1 = Recvr_gain = 44
=~ Relaxation delay = 5[s]
Repetition time = 6.74587304 ]
Tamp_get - 22.514¢]
=1 = = 2=
I (. J
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s Filename = sba 130507 yzbl2-14_C
E Author - delta
Experiment = single pules dec
~ Sampla_id = y=b12-Td
Bk Solvent - DMs0-DE
Creation time = 7T-MAY-2013 09:28:54
E| Revision time = 29-MAY-2013 19:22:12
Current_Eime = 20-MAY-2013 10:22:42
By Comnant = singla pulss dacouple
Data_format = 1D CcOMPLEX
E| - 26214
Dim title = 13¢
= Din“unita = Ippml
3 Dimenaione -
Site - Eex soom
E Spactrameter - DELTA2_MMR
=] Fisld strength = 11.7473579(T] (500[ME
b= X _acq duration = 0.83351792(a)
omain -1l
B X freq = 125.76529768 (MHs]
¥ offmat = 120 [ppm]
=] X pointa - 32768
= X prescans -1
Eresolution = 1.19959034 (Hz]
B X aweep = 393081761 (kHz]
Ter demain -
LR Irr freq = 500.15991521 MHz]
= Irraffset = 5.0 ppm]
Clipped - FALSE
El Mod_ raturn -1
Scana - 181.0
=] Total_scans - 481.0
= 5.4fus]
E| = 0.83361792(e]
= 20[deg]
EE = £.3[dB]
= = 3.13333333 (us]
Tir_atn dec = 16.193 [aB)
- = 18.193 [aB)
= WALT
- TRUE
ai = 1lal
- TRUE
Noe_time = 2[el
Recvr_gain - 52
Relaxation delay = 2[a]
Repatition time = 2.83351792(a]
Temp_get = 23.4[d0)
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=] Filename = sba 120528 yzbl2-15 C
= Authox = delta
Experiment = single pulse dec
= Senple_id = yzbl2-1
1 Solvent = DMSO-DE
Creation time = 29-MAY-2013 08:25:37
Revision time - 30-MAY-2013 18:23:34
=] Current_time = 30-MA¥-2013 18:23:58
=
Conment - single pulse decouple
= Data_format = 1D COMPLEX
=1 Dim size = 36214
Dim_title = 11c
Dim unite = [ppm]
=] Dinensions =x
= i - Bex 500M
Spectrometer = DELTAZ_NMR
=1 Field strength = 11.7473578(T] (500 [MH
= X acq duration = 0.93361792(a]
¥ domain - 1ic
- X freq = 125.76529768 [MHz1
= X affast = 120 ippm)
X points - 32768
X_prescane =4
2] ¥ resolution = 1.19555034 [Hzl
= - 35.3081761 [cHz]
» =1
- Trr fre = 500.15951521 [MHz1
2] Trr_offsst = 5.0ippm
= clipped = TRUE
Mod_xeturn =1
=1 Scan: - 13629
s Total scane - 13628
X 90 width = 5.4[uel
£] X acq_time - 0.83361792(a]
= X angle = 30[deg]
¥ aen = 6.3[dB]
= X pulae - 3.13333333 [us]
=1 Irr_atn_dec = 18.193 (dB]
= Irr_atn noe = 18.183 (48]
Irr noise -
=] Decoupling - TRUE
z Initial wait = 1lal
Fos - TRUR
- Noe_time - 2(al
24 Recvr_gain - 54
= Relaxation delay = 2[s]
Repetition time = 2.83361792(a]
™ Tenp_get = 22.8(dc)
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= Filename = sba 130527 _ysbl2-16_C
Author - €
. I pules dee
i eich
Solvent = DMSO-Di
Creation_time = 27-MAY-2013 1£:27:08
=] Revision time = J-MAR-2014 21:33:03
= Current_time = T-MAR-2014 21:30:41
Comment - wingle pules decouple
Data_format - 1D COMPLEX
Dim_size - 26214
g D
. Dinm_unite = ippml
ER| Dimensions =X
= BCX 500M
Spectrometsr - DELTA2 MMR
Field strength = 11.7473579[T] (500 [MH
X acq duration = 0.83361792 (el
= X_domain -
= frag = 125.76529768 [MHz]
= X offast = 120{ppm]
X points - 12768
it :
X resclution = 1.19959034 (Hz]
X_swesp = 39.3081761 (kHz]
i ol 4
=1 Ter freq = 500.15891521 (MHz]
i Trr_offeet = 5.0(ppml
¢lipped = TRUE
Mod_return =1
Scana = 398
Total_gcane - 398
= 90 wideh = 9.4[ue)
EF| i = 0.83361792[s]
= 30[deg]
= £.3[dB]
= 3.13333333 [uel
= 18.193 [dB]
= 18.193 [dB]
= WALTZ
2] = TRUR
= Initial wait = 1(al
- = TRUE
Noe_t: = 2[=]
Recvr_gain - 54
Relaxation delay - 2[al
Repetition time = 2.83361792[s]
=] Tenp_get - 24.7[dc)
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Author -
e et DINE e e
sample_id = yzb12-T
Solvent = DMSO-D&
N i I Bwmpeonns 20.42.2
Revision time = 28-MAY-2013 10:13
Current time 28-MAY-2013 19:13:30
-
- Comment - singls pulss
= Data_format = 1D CoMPLEX
2 Daoster D6
Dimeini T
Dim_unite - tppml
Dimeneione -
= BCX 500M
Spectremeter = DELTAZ_NMR
Pield strength = 11.7473570(T] (500 ([MH
X_acq_duration = 1.74587904(s]
- T m
=1 freq 500.15991521 [MHz]
X offant = 7.0 (ppml
X pointe - 16384
i o3
X_resolutien = 0.57277737 [Hz]
X eweep = 5,38438438 [kHz]
Trr_demain - 18
Irr fraq = 500.15991521 (MHz]
< = = Trr offset - [ppm]
4 = = : T
= 500.15991521 (MHz]
Tri offeet 5.0 [ppml
=] et ERL
~ Mod_return -1
Scane = 10
E5t R
X_$0_width = 16[ue)
3 X _acq_time = 1.74587904 [s]
X_angTe - 151deg)
Kawn - 3uam)
X pulse = 8[us]
Ter mods - off
Tri mode = Off
- Ll .
= Initial wait 1[s]
Recvr_gain -1
- - o Relaxation delay = 5ls]
- - Repstition time = £.745287904(a]
Temp_ast - 24.5del
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Current_time

- Comment

=3 Data_format
Dim_mize
Dim title
Dim unita

EE Dimeneions

= Site
Spectromete:
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EE
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Pilenams = sba 130521 yzhdd-2 H_
Author = delta
e eeiment DI pulee a2
=] Sepie i iy
H Solvent = DMSO-DE
Creation_time = 21-MAY-2013 11:00:18
[t T RN
Current_time = 27-MAY-2013 20:00:10
=] Comment - asingle pulss
Data format 1D COMPLEX
i = 13107
I
2 pm
-] Ix
2 . = Sex soom
Spactzometar - DELTA2_BR
Field strength = 11.7473579(T] (500 [MH
- X acq duration = 1.74587904 (8]
=1 = ¥ domain - 1m
g ¥ Ereq 2 500.15951521 a1
X offest = 7.00ppml
X points - 16384
i, o
=1 X _resolution = 0.57277737 (H=z]
<& = 538438430 (kHz]
g+
= 500.15991521 [MHz]
- 5.0 (pem
= = 1H
| = 500.15991521 [MHz]
= 5.0 (ppm]
Clippe: FALZE
Mod. return 1
Scana 10
=1 Total scans 10
X_80_width - 16 [us)
X acqy_time = 1.74587504 (2]
A ot
= 5 . X atn - 1rde]
=1 = X pules - 8lus]
A ok
Tri_mods - off
Dante_presat = FALSE
Initial wait = 1[=]
=3 Recve gain s
~ Relaxation_delay - 5lel
Repstition time = 6.74587904 (s]
Tomm get I 22 5040
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= sba 130521 yzb4d-2_€_
- delta
=] = single pulee dec
= = yzbdd-7
- DMSO-DE
= 21-MAY-2013 14:35:33
=7 = 27-MAY-2013 19:51:21
= Current_time = 27-MAY-2013 10:51:48
Conment = single pulse decouple
- Data_format = 1D COMPLEX
=1 Din_gize - 26214
Dim titla - 130
Dim unite = Ippal
Dinenaions -x
=P sit! = ECx 500
Spectrometer = DELTA2 NMR
Field strength = 11.7473579(T] (500 [MH
2] X_acq duration = 0.83361792(sl
2 X_donma, - 13
X Ere = 125.76529768 (MHz]
X offast = 120 [ppm)
=1 X pointa - 32768
=3 X _prescans 4
X resolution 1.19959034 (Hz]
39.3081761 (ks
- -
=1 = 500.15891521 [MHz]
2 = 5.0 (ppm]
= PALSE
- -1
£] - 4548
H - 4548
= 9.41ue)
= -0l
S -
= 3.13333333 (uel
= = 18.193 [dB]
:, = 18,193 [dB]
= = WALTZ
Dacoupling - TRUE
- Initial wait = 1fal
= Noe = TRUE
= Noe_time = 2[=]
Recvr_gain - 50
Relaxation delay = 1lel
=] Repetition time = 2.83361792([s]
= Temp_get = 23.7(de)
=
2
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= Filename = sba_130419_yzbdd-3_H_
- Author = delfa
Exparimant = mingls _pulse.ax2
= Sample_id = yzhi4-3
= Solvent - DMS0-D6
= Creation kime = 19-APR-2013 11:04:41
Ravision time = 5-MAY-2013 14:15:08
= Current_ = 5-MAY-2013 14:18:03
=N
= Comment = single_pulee
1D COMPLEX
= = 13107
E - 18
= [ppm]
-x
=] = Bcx 500K
= = DELTAZ NMR
Field stremgth = 11.7473579[T] (5000MH
=] X_acq_duration = 1.74587304(e]
- X _domain = 1H
freq = 500.15891521 Mi=]
= 4 = K offmet = 7.00ppm)
=] = o | ¥ points = 16384
= X preecans =1
¥ resolution = 0.57277737 [Hzl
X eweep = $.28438428 [kHz]
=] Trr_domain =18
= Irr_freq = 500.15991521 [MHz]
Irr offaet = 5.0[ppm]
ri_demain - 18
= Tri“freq = 500.15891521 [MHs]
Tri_offeet 5. 0 [ppm]
Clipped = FALSE
e |= Mod_return =1
=N Mo Scan =10
Total acana - 10
- X 90 wideh = 16[ua]
Z1 X acq_time = 1.74587804 (2]
¥ angle = 45deg]
X atn = 3(dp)
= X pulae = 8[ue]
= Trr_mods - off
Tri mo - off
~ Dante_prasat - FALSE
-] = =|= Initial wait = 1al
= - Recvr_gain - 4€
Relaxation delay = 5[a]
Repatition time = 6.74587904 [a]
=] Temp_get = 22.4[d)
3
=
) A U UL,--_. | L
T T T T T T T T T T T T T T
140 130 12.0 110 10.0 9.0 | BHU I 70 6.0 50 10 3 0
. AN Inn
= ] Nne = o3 2
g g gcgsnzE 22 % & g
| 2 SZEamAaS Z8 = 2 ]
s = PPN RS I =
X : parts per Millior

H NMR for compound 6p



80‘ a 99 0

0.0

6?.0

X : parts per Million : [H

'H NMR for compound 6q

T
104

=
7
o
=]
g
<
=
&
¥ ‘
a
o
S [ 1) ‘
| | ‘ 11 |
= |J L“ h I | Il
g o u ‘M wm PRI /
: wwWwwaww A i W o BB ! P A A A S
]
T T T T T T T T T T T T
1700 160.0 150.0 140.0 1300 120.0 110.0 1000 90.0 80.0 70.0 60.0 50.0 400 30.0 200
)1 I |
/ yedi F'\L | ‘ .
S TEQCLOm womOCLmmew woR P = =)
& 3&§5«‘S&' NERIAHESRE Fregg b ]
R - sHoC TS ax g i g " i
fesifie ZAIZDEDZEES === o -
X : parts per Milfion - T3
=
%4
: @
=3 ‘ '
5
=
=4
= Pilename - SBA_130423_YZR44-4 H_
= Auther ta
=] Expariment = singla pulse.ex2
z Sample id - vzBas—%
Pl Solvent = DM3O-D&
s = 23-APR-2013 16:48:47
=1 Revision time = 24-APR-2013 20:06:49
B Current_time = 24-APR-2013 20:07:2%
= Conment: = single pules
z = 1D COMPLEX
=4 = 13107
s T
:’ [ppm]
= ECX S00M
=7 Spectrome = DELTA2_NME
X Pield strengeh = 11,74735790T1 (500 M
= X acq duration = 1.74587304 (al
=] X domain Zam
= = 500.15991521 [MHz]
= = 7.00ppml
2 - 18384
o1
=E = 0.57277737 (Hs)
= = 5.38438438 [kEs]
=1 = = = - = 1H
= “ =W Trr_frag = 500.15991521 (MHz]
= Irr_offeet = 5.01ppml
] Tri_demain = 1H
- Tri freq = 500.15991521 (MHz]
=4 Tri_offast = 5.0 [ppm]
= Clippad = FALSE
= Mod return -1
=7 Scane =10
- Total scans - 1o
= X_90_widch = 1[uel
=3 X acq_time 1.74587504 (]
= X angle = 4Bideq
= X at = 3(dB]
= X pulse = 8[us]
17z mods - off
= Trimode - off
Danta _prasat = FALSE
=3 Initial wait = 1[s]
B - - Recvr_gain -4
_ = Relaxation delay = 5lel
= Repstition time = &.74587904 [s]
- Temp_get - 18.81de)
g 7
- :7
E
s =3
N ‘ |
T T T T T T T T T T T T
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= - 8BA 130423 ¥ZB44-4 C_
E = delta

= single pulee dec

=3 -

b -

_ Current_time - 24-APR-2013 19:54:51

=

= Conment = single pulae decouple
3 Data_format = 1D COMPLEX

Dim_aize - 26214
= Dim_title = 13c
23 Dim unita = [ppnl

Dimensione =X

El site = Ecx 500M

Spectromstar = DELTA2 NMR
-
=7 Field strengeh = 11.7473579(r) (500 (M

E| X acq duration = 0.833§1792[a]

X domain - 1ic
= X fre = 125.76529768 [MHz)
=1 X affast = 120 [ppm]
= X points = 32768

El X prescans -

X resolution = 1.18955034 [Hz]
=3 X aweep = 39.3081761 [kHz]
= Trr_domain -1

Irr freq = 500.15991521 [MHz)

E Irr_offaat = 5.0 [ppml
— clipped -
=1 Mod_raturn -1
= Scan; = 2550
E Total_scans - 2550
2] X_90_width = 9.4[us)
z X acq_time = 0.83361792(a)

X_angle = 30[deg]

K atn = 6.3[dB]

- X pulas = 3.12333333[us]
= IEfr_atn_dec = 18.193[dB]
= Irr atn nos = 18.193 [dB]

E Irr_moise -

Decoupling = TRUE
= Initial_wait = 1lel
= Noe = TRUE

Noe_time = 2[e]

Recvr gai: - 5z

Relaxation_delay = Z[e]
=24 Fepetition time = 2.83361792[a]
= Temp_get = 19.2(dc]

S \
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=] = sha 130413 yzbdd-5 B
= delta
= = mingle pulee.ex2
EE = yabdd-§
- -
=] = 5-MAY-2013 1!
= = single_pulee
=1 = 1D COMPLEX
= 13107
- -1\
= = [ppml
= - x
= Ecx S00M
=] = DELTA2 NMR
- Field_gtrength = 11,7473578[T] (500 [MH
- X aeq duration = 1.74587504 [s]
] X domain -1
= = 500.15991521 (MHz]
= 7.0(ppml
= = - 16384
=5 3 -1
= 0.57277737 [Hz]
- = 9.38438438 [kHz]
i = 500.15991521 [MHz]
- [ppm]
=] -8
E = 500.15991521 (MHs]
= 5.0[ppm]
- - PALSE
— = 20
- 20
= S —
=7 ~ = 16 [us]
= 1.74587904 [e]
_ = 45[deq)
= X = 1[dB]
= Bfual
- off
=] = - off
< Dante presat - PALSE
Initial_waic - 1(a1
- Recvr_gain =50
=7 Relaxation delay = 5[s]
Repetition time = &,74587304[e]
Temp_get = 22.4[dC)
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