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Supplementary Information. Young, Xiao, and Zakarian

Parameters
Parameter Value AN
Title wj-1-107-pure2 0/ H A
Spectrometer inova :
Solvent cDCI3 s2
Temperature 80.0
Number of Scans 8
Relaxation Delay 8.0000
Acquisition Date 2015-02-17T17:35:57
Spectrometer Frequency 499.86
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Parameters OM
Parameter Value E
Title Wj-1-107-c13 s2
Spectrometer inova
Solvent cDCI3
Temperature 80.0
Number of Scans 28
Relaxation Delay 1.0000
Acquisition Date 2015-02-17T19:09:39
Spectrometer Frequency 125.70
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Supplementary Information.

Parameters
Parameter Value
Title wj-1-108-pure4
Spectrometer inova
Solvent cDCI3
Temperature 80.0
Number of Scans 8
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5001
Acquisition Date 2015-02-23T10:17:01
Spectrometer Frequency 499.86
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Parameters 4
Parameter Value
Title wj-1-108-pureC13
Spectrometer inova
Solvent cDpci3
Temperature 80.0
Number of Scans 120
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026
Acquisition Date 2015-02-23T14:43:58
Spectrometer Frequency 125.70
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Supplementary Information.

Young, Xiao, and Zakarian

Parameters
Parameter Value CCI3
Title wj-1-109-pure2 (o) T
Spectrometer inova H
Solvent coci3 S3
Temperature 25.0
Number of Scans 8
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5001
Acquisition Date 2015-02-28T12:10:33
Spectrometer Frequency 499.86
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Parameters S3
Parameter Value
Title wj-1-109-C13-2
Spectrometer inova
Solvent cDCI3
Temperature 25.0
Number of Scans 724
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026
Acquisition Date 2015-03-02T15:27:15
Spectrometer Frequency 125.70
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Supplementary Information. Young, Xiao, and Zakarian

Parameters OH
Parameter Value H
Title xq-4-204-2 CI3CM
Spectrometer inova 5 H
Solvent CDCI3
Temperature 220
Number of Scans 16
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5001
Acquisition Date 2014-03-26T12:03:50
Spectrometer Frequency 499.86
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Parameters
Parameter Value
Title xq-4-204-1-2-C13
Spectrometer inova
Solvent CDCI3
Temperature 22.0
Number of Scans 380
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026
Acquisition Date 2014-03-26T12:00:47
Spectrometer Frequency 125.70
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Supplementary Information.

Young, Xiao, and Zakarian

Parameters OBOM
Parameter Value H
Title xq-4-212 CI3CM
Spectrometer inova H
Solvent cociz S4
Temperature 25.0
Number of Scans 16
Relaxation Delay 4.8000
Pulse Width 0.0000
Acquisition Time 2.5001
Acquisition Date 2014-03-28T18:19:23
Spectrometer Frequency 499.86
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Parameters
Parameter Value OBOM
Title xq-4-212-C13 :
Spectrometer inova C|3CM
Solvent cocis :
Temperature 25.0 S4
Number of Scans 216
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026
Acquisition Date 2014-03-28T18:17:14
Spectrometer Frequency 125.70
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Supplementary Information.

Young, Xiao, and Zakarian

Parameters QBOM
A CHO
Parameter Value Cl,C N
Title xq-4-216 H
Spectrometer inova
Solvent cdcl3 6
Temperature 30.0
Number of Scans 16
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5000
Acquisition Date 2014-03-29T16:45:49
Spectrometer Frequency 599.64
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Parameters OBOM
Parameter Value /\/\/ CHO
) Cl,C X
Title xq-4-216-C13 H
Spectrometer inova -
Solvent cdcl3 6
Temperature 30.0
Number of Scans 420
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.2987
Acquisition Date 2014-03-29T16:42:10
Spectrometer Frequency 150.79
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Supplementary Information.

Young, Xiao, and Zakarian

Parameters
Parameter Value
Title xq-4-167
Spectrometer inova
Solvent CcDCI3
Temperature 24.0
Number of Scans 8 8
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5001
Acquisition Date 2014-02-24T16:19:09
Spectrometer Frequency 499.86
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Parameters
Parameter Value
Title xq-4-167-C13
Spectrometer inova
Solvent cDCI3
Temperature 24.0
Number of Scans 220
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026
Acquisition Date 2014-02-24T16:19:34
Spectrometer Frequency 125.70
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Supplementary Information.

Young, Xiao, and Zakarian

Parameters
Parameter Value
Title ky-3-185-amide
Spectrometer inova
Solvent cDCI3
Temperature 25.0
Number of Scans 32
Relaxation Delay 8.0000 10 BOMO
Pulse Width 0.0000 + rotamer + rotamer
Acquisition Time 2.5001
Acquisition Date 2014-10-13T20:27:16
Spectrometer Frequency 499.86
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Parameters
Parameter Value
PMBN
Title ky-3-185-C13
Spectrometer inova
Solvent CcDCI3
Temperature 25.0 I
Number of Scans 292
10 BOMO
Relaxation Delay 1.0000
Pulse Width 0.0000 + rotamer + rotamer
Acquisition Time 1.3026
Acquisition Date 2014-10-13T20:28:30
Spectrometer Frequency 125.70
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Supplementary Information. Young, Xiao, and Zakarian
Parameters j.l\ OH
Parameter Value PMBN
Title ky-3-183-b-2
Spectrometer inova —
= [
Solvent cDCI3
Temperature 25.0 |
Number of Scans 28 MeO,C a BOMO” “CCls MeO,C 3a BOMO™ "CCl,
Relaxation Delay 8.0000 + rotamer + rotamer
Pulse Width 0.0000
Acquisition Time 2.5001
Acquisition Date 2014-10-11T14:19:22
Spectrometer Frequency 499.86
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Parameters
Parameter Value
Title ky-3-183-b-2-C13
Spectrometer inova
Solvent CcDCI3
—
Temperature 25.0 -
Number of Scans 1308
Relaxation Delay 1.0000 " "
MeO,C 3a BOMO™ “CClI BOMO~ “CCl
Pulse Width 0.0000 2 3 MeO,C 3a 3
- + rotamer + rotamer
Acquisition Time 1.3026
Acquisition Date 2014-10-11T14:25:12
Spectrometer Frequency 125.70
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Supplementary Information.

Parameters
Parameter Value
Title ky-3-187-c
Spectrometer inova
Solvent cbci3
Temperature 25.0
Number of Scans 32
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5001
Acquisition Date 2014-10-21T12:04:28
Spectrometer Frequency 499.86
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Parameters
Parameter Value
Title ky-3-187-c-carbon
Spectrometer inova R -
Solvent cDpci3
Temperature 25.0
Number of Scans 336 MeO,C .,
Relaxation Delay 1.0000 OMO CCl
Pulse Width 0.0000
Acquisition Time 1.3026 18
Acquisition Date 2014-10-21T12:06:42
Spectrometer Frequency 125.70
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Supplementary Information. Young, Xiao, and Zakarian

Parameters
Parameter Value
Title ky-3-192-S|
Spectrometer inova
Solvent CDCI3
Temperature 50.0
Number of Scans 8
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5001 20
Acquisition Date 2015-01-31T08:51:38
Sp! Fr 499.86
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Parameters
Parameter Value o H (:)H
Title ky-3-192-C13 T A
Spectrometer inova
Solvent cDpci3
Temperature 50.0
Number of Scans 196
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026
Acquisition Date 2015-01-31T08:52:29 20
Spectrometer Frequency 125.70
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Supplementary Information.

Young, Xiao, and Zakarian

Parameters
Parameter Value
Title ky-3-214-a
Spectrometer inova
Solvent CDCI3
Temperature 25.0
Number of Scans 8
Relaxation Delay 8.0000
Pulse Width 0.0000 21
Acquisition Time 2.5001
Acquisition Date 2014-12-02T14:48:45
Sp! Fr 499.86
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Parameters
Parameter Value
Title ky-3-214-a-carbon
Spectrometer inova
Solvent cDpci3
Temperature 25.0
Number of Scans 384
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026 21
Acquisition Date 2014-12-02T14:51:36
Spectrometer Frequency 125.70
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Supplementary Information.

Young, Xiao, and Zakarian

Parameters
Parameter Value
Title ky-3-223-a-1
Spectrometer inova
Solvent CDCI3
Temperature 25.0
Number of Scans 8
Relaxation Delay 8.0000
Pulse Width 0.0000 22
Acquisition Time 2.5001
Acquisition Date 2014-12-09T09:25:50
Spectrometer Frequency 499.86
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Parameters
Parameter Value
Title ky-3-223-a-1-C13
Spectrometer inova
Solvent cDcI3
Temperature 25.0
Number of Scans 412
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026 22
Acquisition Date 2014-12-09T709:27:52
Spectrometer Frequency 125.70
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Supplementary Information. Young, Xiao, and Zakarian

Parameters OH
Para.meter Value . cl \V(K/cozau't
Title ky-3-202-si-1
Spectrometer inova H
Solvent coci3 S8
Temperature 80.0
Number of Scans 8
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5001
Acquisition Date 2015-01-09T15:04:55
Spectrometer Frequency 499.86
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Parameters
Parameter Value OH
Title ky-3-202-C13 Cl CO,Bu-t
Spectrometer inova H
Solvent CDCI3 S8
Temperature 80.0
Number of Scans 88
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026
Acquisition Date 2015-01-13T20:39:25
Spectrometer Frequency 125.70
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Supplementary Information.

Young, Xiao, and Zakarian

Parameters (_)H
Parameter Value H
! cl., CO,Bu-t
Title Kky-3-203-a-1 v,/\/
Spectrometer vnmrs H
Solvent cdcl3 ent-S8
Temperature 26.0
Number of Scans 8
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5001
Acquisition Date 2014-11-24722:29:42
Spectrometer Frequency 399.78
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Parameters 9“
Parameter Value Cl o, A CO,Bu-t
Title ky-3-203-a-7-C13 ‘H
Spectrometer inova
Solvent CcDCI3 ent-S8
Temperature 25.0
Number of Scans 692
Relaxation Delay 1.0000
Acquisition Date 2015-03-14T15:19:44
Spectrometer Frequency 125.70
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1 (ppm
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Parameters OSiEt3
Parameter Value
cl CO,H
Title ky-3-218-hplc-major-2
s . H
pectrometer inova
Solvent cDCI3 23
Temperature 25.0
Number of Scans 8
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5001
Acquisition Date 2014-12-09T09:21:14
Spectrometer Frequency 499.86
T T W T T i
< =3 o — & o
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= = o - =1 A
- T - T - T - - T - T 7 T - T - T - T - T - T - T -
7.5 7.0 6.5 6.0 5.0 4.5 4.0 5 3.0 2.5 2.0 1.5 1.0 0.5
f1 (ppm)
~
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~ o N S 0 AN X
— ©o < m N — O O <
| | \ o/ NN
Parameters
Parameter Value OS|Et3
Title ky-3-218-hplc-major-C13 Cl COzH
Spectrometer inova H
Solvent CDCI3
Temperature 25.0 23
Number of Scans 164
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026
Acquisition Date 2014-12-08T719:54:08
Spectrometer Frequency 125.70

T T T T T T

220 210 200

T T T T T

190 180 170

L L e e e B A
130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)
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Parameters OSiEt3
Parameter Value H
! cl, CO,H
Title ky-3-219-a-2 . V/\/
Spectrometer inova H
Solvent coci3 ent-23
Temperature 25.0
Number of Scans 8
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5001
Acquisition Date 2014-12-12T08:41:18
Spectrometer Frequency 499.86
T i T T T T
=3 o o © I n
< * < o =] N
- =} o o = ©
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
3.0 7.5 7.0 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
f1 (ppm)
0
© © 0 o N
o 72} [Te) ~NA o~ o O
N ) N S 0 m N®
— © < m N — O <
| Vo [
Parameters
Parameter Value ;
Title ky-3-219-a-2-C13 OSiEty
Spectrometer inova Cl ., CozH
Solvent cpci3 H
Temperature 25.0 ent-23
Number of Scans 12
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026
Acquisition Date 2014-12-12T08:53:07
Spectrometer Frequency 125.70
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 ¢ (90 ) 70 60 50 40 30 20 10 0
1 (ppm
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Supplementary Information. Young, Xiao, and Zakarian

.
Parameters
Parameter Value lo) o
Title xq-4-169
Cl CO,Bu-t
Spectrometer inova H 2

Solvent CcDCI3
Temperature 240 1
Number of Scans 12
Relaxation Delay 8.0000
Acquisition Date 2014-02-21T17:49:51
Spectrometer Frequency 499.86
I M M | M M MA N .M\J\ Y}
T ™ T T T T T
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< * < < o < S X e e
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7.5 7.0 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
f1 (ppm)
m o o o
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— — 0 ~ < MmN NN —
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Parameters
Parameter Value o o
Title xq-4-169-C13 (o] W(k/cozBu-t
Spectrometer inova H

Solvent cDCI3 11
Temperature 24.0
Number of Scans 120
Relaxation Delay 1.0000
Acquisition Date 2014-02-21T17:52:35
Spectrometer Frequency 125.70

i | —

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T ]
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220 210 200 190 180 170 160 150 140 130 120 1f110( 10)0 90 8 70 60 50 40 30 20 10 0 -10
ppm
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Parameters
Parameter Value
Title xq-4-176
Spectrometer inova -
Solvent CcDCI3 c
Temperature 25.0
Number of Scans 12 Cl o Cl
Relaxation Delay 8.0000 3b BOMO™ “CCl3
Acquisition Date 2014-02-27T15:48:52 (0]
Spectrometer Frequency 499.86 H H
+ rotamer + rotamer
CO,Bu-t CO,Bu-t
AR 1 S B ¥ AT SR T T T A W AN A
T o < o < (=3 O 0 WMo ©o o~ < ~ 0 < 0 O < O wn oo
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f1 (ppm)
Parameters
Parameter Value
Title xq-4-231-P
Spectrometer inova
Solvent cDCI3
Temperature 25.0
Number of Scans 28
Relaxation Delay 8.0000
Acquisition Date 2014-04-11T17:03:15 cl
Spectrometer Frequency 499.86 H
CO,Bu-t
13
AN T T AN AN T latd e N e B e e
o mm o o~ < TN =M o 0 o v 0 O N o T MO O NN TOMOWLANO = O
wn M 0 ~ m m Mmoo st O ~ Mmoo — NS ON — o0 wnm— < ONMANNMO WS MN
RN N — — Ao HAH N oS “oo <+ on N TN AMmo oA AN
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
f1 (ppm)
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Young, Xiao, and Zakarian
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Parameters
Parameter Value
Title xq-5-48-HPLC-major
Spectrometer inova
Solvent CcDCI3
Temperature 25.0
Number of Scans 32
Relaxation Delay 8.0000
Acquisition Date 2014-07-12T15:58:02
Spectrometer Frequency 499.86
M
LRI L
“Mma < o
<+ = o~ o
T T T T T T T
0 7.5 6.5
o~ o o~ ~ 0 M
< N o N S mo
A 0 < o 0 N <
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Parameters
Parameter Value
Title ky-3-213-C13
Spectrometer inova
Solvent cDCI3
Temperature 25.0
Number of Scans 28948
Relaxation Delay 1.0000
Acquisition Date 2015-03-07T13:56:28
Spectrometer Frequency 125.70
T T T T T T T
170 160 150 140

T T

130

120

30 20 10
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Supplementary Information.

Parameters
Parameter Value
Title xq-5-49
Spectrometer inova
Solvent cdcl3
Temperature 25.0
Number of Scans 32
Relaxation Delay 8.0000
Acquisition Date 2014-07-14T15:40:01
Spectrometer Frequency 599.64

3.131

o 036

Young, Xiao, and Zakarian

H CO,Bu-t
15
o P e R i i
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QR S99
MmO N ~N O o
T T T T T T T
0 7.5 7.0 6.5
Parameters
Parameter Value
Title xq-5-52
Spectrometer inova
Solvent cdcl3
Temperature 25.0
Number of Scans 32
Relaxation Delay 8.0000
Acquisition Date 2014-07-15T14:29:05
Spectrometer Frequency 599.64

241—=
A
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1.00\1

3.341

11499

11121
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16
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Supplementary Information.

Acquisition Date

Parameters
Parameter Value
Title ky-3-210-crude

Spectrometer inova
Solvent cdcl3

Temperature 25.0

Number of Scans 32

Relaxation Delay 8.0000

2014-11-26T13:13:53

Young, Xiao, and Zakarian

Spectrometer Frequency 599.64 17
T T T T L g gt e ™o T T T NI A I A A T
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f1 (ppm)
Parameters
Parameter Value
Title ky-3-225-a-2
Spectrometer inova . o
0 22N
Solvent cociz rﬁ\/?:m o]
Temperature 25.0 x fo)
Number of Scans 8 CO,Me ) H
Relaxation Delay 8.0000 Et;SiO’
Pulse Width 0.0000
Acquisition Time 2.5001 Cl
Acquisition Date 2014-12-12T709:03:29
Spectrometer Frequency 499.86 24
M‘HMLJU\ ol Lk
T T T T T T T R L e A A=t B R A S A R
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f1 (ppm)
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Parameters
Parameter Value
Title ky-3-225-a-2-C13
Spectrometer inova
Solvent cbpci3
Temperature 25.0
Number of Scans 476
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026 cl
Acquisition Date 2014-12-12T09:05:00
Spectrometer Frequency 125.70 24
|
il [
N
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170 160 150 140 130 120 100 90 8 70 60 50 40 30 20 10 0
f1 (ppm)
Parameters
Parameter Value
Title ky-3-228-c-5
Spectrometer inova
Solvent CcDCI3
Temperature 25.0
Number of Scans 8 H
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5001 Cl
Acquisition Date 2014-12-17T709:05:37 25
Spectrometer Frequency 499.86
T T T T T T T T T U N Al RN IS S
3 nNe8 & & S 3 S IS 3 N a S2RBRAN
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Parameters
Parameter Value
Title ky-3-228-C13
Spectrometer inova
Solvent CDCI3
Temperature 25.0
Number of Scans 420
Relaxation Delay 1.0000 H
Pulse Width 0.0000
Acquisition Time 1.3026
Acquisition Date 2014-12-17T09:07:51 cl
Spectrometer Frequency 125.70
T T T T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 30 20 1C
f1 (ppm)
Parameters
Parameter Value
Title ky-3-238-b-pure
Spectrometer inova
Solvent CcDCI3
Temperature 25.0
Number of Scans 16
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5001
Acquisition Date 2015-01-05T08:28:06
Spectrometer Frequency 499.86
26
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Parameters
Parameter Value
Title ky-3-238-b-C13
Spectrometer inova .
Solvent coci3 2N
Temperature 25.0
Number of Scans 824
Rel ion Del 1. ey,
elaxation Delay 0000 Io) cCl,
Pulse Width 0.0000
Acquisition Time 1.3026 (o]
Acquisition Date 2015-01-05T09:19:33 H
Spectrometer Frequency 125.70
26
|
|
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180 170 160 150 140 130 120 110 100 80 70 60 50 40 30 20 10
f1 (ppm)
Parameters
Parameter Value
Title ky-3-240-si-1
Spectrometer inova
Solvent cdcl3
Temperature 25.0
Number of Scans 16
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5000
Acquisition Date 2015-01-09T08:40:07
Spectrometer Frequency 599.64
1
o \A\_._____
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f1 (ppm)
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Parameters
Parameter Value
Title ky-3-240-si-C13
Spectrometer inova
Solvent cdcl3
Temperature 80.0
Number of Scans 19640
Relaxation Delay 1.0000
Pulse Width 0.0000 al
Acquisition Time 1.3026 o
Acquisition Date 2015-01-09T20:41:27 H
Spectrometer Frequency 125.70
1
b 1 A R 1 e T
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180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)
Parameter Value (f2, 1) ' , [
1 Title ky-3-240-hsqc-2 0 ' Lo
2 Spectrometer inova ! : Vo [
3 Solvent cdcl3 ) m EEXW 20
4 Temperature 25.0 ! ] 0 ' L
5 Number of Scans 16 ! "o o Q@‘ L30
6 Relaxation Delay 1.0000 | 9 0 D 99
7 Acquisition Date 2015-01-21715:29:06 0 . ' [
8 Spectrometer Frequency (599.63, 150.79) b ' ' 40
9 Nucleus (1H, 13C) b o é L
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2 (ppm)
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Parameters
Parameter Value |- l 27
Title ky-3-240-honodec-2
T Spectrometer inova ;: Jl: B e )
ont coc m ) 25
Temperature 80.0 ﬁn A M J A
Number of Scans 8 h N A S, I k23
Relaxation Delay 3.0000
Acquisition Date 015-01-20T 1551723 J“ M‘J\“‘A M N’A"J’——’_}L*
pec Erequency 4998 N A A M L/\M.J\J__"—A; r21
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Parameter Value (f2, f1) 60
1 Title ky-3-240-hmbc2 )
2 Spectrometer inova i » r70
3 Solvent cdcl3 - Lo
4 Temperature 25.0
5 Number of Scans 0 90
6 Relaxation Delay 1.0000 100 g
7 Acquisition Date 2015-01-23T13:41:24 &
8 Spectrometer Frequency (599.63, 150.79) 110 :
9 Nucleus (1H, 13C) he
: 120
. Y S } 130
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Parameters
Parameter Value
Title ky-3-227-a
Spectrometer inova
Solvent CDCI3
Temperature 25.0
Number of Scans 8
Relaxation Delay 8.0000
Pulse Width 0.0000
Acquisition Time 2.5001 28
Acquisition Date 2014-12-15T09:15:38
Spectrometer Frequency 499.86
L J WA
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Parameters
Parameter Value o
Title ky-3-227-a-C13
Spectrometer inova
Solvent cDpci3
Temperature 25.0
Number of Scans 300
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026 CIS
Acquisition Date 2014-12-15T09:18:00
Spectrometer Frequency 125.70 28
|
I |
|
|
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180 170 160 150 140 130 120 110 100 f%? ) 70 60 50 40 30 20 10 0
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Parameters
Parameter Value o
Title ky-3-230-si-2
Spectrometer inova PMBN
Solvent CDCI3 e, -
@ N cCl; O
Temperature 25.0 B
Number of Scans 32 X (o)
Relaxation Del: 4.8000
elaxation Delay CO,H o™
Pulse Width 0.0000
Acquisition Time 2.5001 R
Acquisition Date  2014-12-23T08:35:33 Cl
Spectrometer Frequency 499.86 29
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Parameters
Parameter Value
Title ky-3-230-C13-2
Spectrometer inova
Solvent cDpci3
Temperature 25.0
Number of Scans 420
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026 CI‘:
Acquisition Date 2014-12-29T10:45:41 29
Spectrometer Frequency 125.70
I
M I |
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
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1 (ppm
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Parameters
Parameter Value
Title ky-3-235-b-hplc-1 . -
) oy 8
Spectrometer inova
Solvent CcDCI3
Temperature 25.0
Number of Scans 8 0 ""CC|3
Relaxation Delay 8.0000
Pulse Width 0.0000 o
Acquisition Time 2.5001
Acquisition Date 2015-01-05T13:45:31
Spectrometer Frequency 499.86 30
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Parameters
Parameter Value (o]
Title ky-3-235-b-C13
Spectrometer inova
Solvent CDCI3
Temperature 25.0
Number of Scans 804
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 1.3026
Acquisition Date 2015-01-05T13:48:05
Spectrometer Frequency 125.70
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Supplementary Information. Young, Xiao, and Zakarian

Parameters
Parameter Value
Title ky-3-241-si-1
Spectrometer inova
Solvent cdcl3
Temperature 25.0
Number of Scans 16
Relaxation Delay 8.0000
Acquisition Date 2015-01-09T08:48:25
Spectrometer Frequency 599.64
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Parameters
Parameter Value
Title ky-3-241-C13
Spectrometer inova
Solvent cDCI3
Temperature 80.0
Number of Scans 20808
Relaxation Delay 1.0000
Acquisition Date 2015-01-11719:09:45
Spectrometer Frequency 125.70
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Supplementary Information.

Young, Xiao, and Zakarian

Parameter Value (f2, f1) [
1 Title ky-3-241-hmqc-coupled-3 D . o 1o
2 Spectrometer inova o o 0000¢C [
3 Solvent cdcl3 ° & "§9 . ? <§' 20
80 o
4 Temperature 25.0 :® fg 2 2 -
5 Number of Scans 128 &0 @% 30
6 Relaxation Delay 1.0000 @ 9 @ W pzhisoye
7 Acquisition Date 2015-01-26T11:42:40 ° ° [
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Parameter Value (f2, f1) 560
1 Title ky-3-241-hmbc - P § r70
2 Spectrometer inova . s Lso
3 Solvent cdcl3 L
4 Temperature 25.0 90
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Supplementary Information.

Young, Xiao, and Zakarian

Parameters
Parameter Valup
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Solvent [o]ae] <}
Temperature 80.4 L M M M [ 1l l]\ J"-. o )"ji' (\/\N 1 r18
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Parameters
Parameter Value fo)
Title 32472 cl W21\/cozsu-t
Spectrometer inova
Solvent CcDCI3 H
Temperature 80.0
Number of Scans 8 s10
Relaxation Delay 8.0000
Acquisition Date 2015-01-19T09:40:20
Spectrometer Frequency 499.86
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Supplementary Information.

Young, Xiao, and Zakarian
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Parameters (o]
Parameter Value Cl CO,Bu-t
Title Kky-3-247-C13 H
Spectrometer inova
Solvent cbci3 sS10
Temperature 80.0
Number of Scans 56
Relaxation Delay 1.0000
Acquisition Date 2015-01-19T09:42:18
Spectrometer Frequency 125.70
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Parameters OH
Parameter Value H
Title ky-3-245-a Cl\v(\/COZBu-t
Spectrometer inova H
Solvent CcDCI3
Temperature 80.0 S1
Number of Scans 8
Relaxation Delay 8.0000
Acquisition Date 2015-01-16T09:30:25
Spectrometer Frequency 499.86
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Parameters
Parameter Value
Title ky-3-253-C13
Spectrometer inova
Solvent cDCI3
Temperature 80.0
Number of Scans 48
Relaxation Delay 1.0000
Acquisition Date 2015-01-26T09:44:42
Spectrometer Frequency 125.70

Young, Xiao, and Zakarian
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Parameters
Parameter Value
Title ky-3-255-Sl| OSiEt3
Spectrometer inova H
P cl COH
Solvent cdcl3 \v(H\/
Temperature 25.0
Number of Scans 8 24
Relaxation Delay 8.0000
Acquisition Date 2015-02-02T09:17:46
Spectrometer Frequency 599.64
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Supplementary Information.

Young, Xiao, and Zakarian
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Parameters OSiEt;
Parameter Value Cl H CO,H
Title ky-3-255-C13 \V(H\/
Spectrometer inova
Solvent cocis 24
Temperature 50.0
Number of Scans 324
Relaxation Delay 1.0000

Acquisition Date

2015-01-31T08:34:39

Spectrometer Frequency 125.70
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Parameters
Parameter Value
Title ky-3-264-a
Spectrometer inova
Solvent CcDCI3
Temperature 50.0
Number of Scans 16
Relaxation Delay 8.0000
Acquisition Date 2015-02-05T08:24:09
Spectrometer Frequency 499.86 Cl
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Supplementary Information. Young, Xiao, and Zakarian
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Parameters
Parameter Value
Title ky-3-264-C13
Spectrometer inova
Solvent cDCI3
Temperature 50.0
Number of Scans 652
Relaxation Delay 1.0000
Acquisition Date 2015-02-05T08:25:13
Spectrometer Frequency 125.70
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Parameters
Parameter Value
Title ky-3-277-b
Spectrometer inova
Solvent cdcl3
Temperature 25.0
Number of Scans 8
Relaxation Delay 8.0000
Acquisition Date 2015-02-23T12:02:09
Spectrometer Frequency 599.64
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Supplementary Information. Young, Xiao, and Zakarian
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Parameters
Parameter Value
Title ky-3-277-C13
Spectrometer inova
Solvent cDCI3
Temperature 25.0 H
Number of Scans 260
Relaxation Delay 1.0000
Acquisition Date 2015-02-25T20:02:49 cl
Spectrometer Frequency 125.70 S13
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Parameters
Parameter Value
Title ky-3-266-a
Spectrometer inova
Solvent cDCI3
Temperature 2.0
Number of Scans 8
Relaxation Delay 8.0000 o
Acquisition Date 2015-02-09T13:45:31 Cl A
Spectrometer Frequency 499.86 H o
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Supplementary Information.

Young, Xiao, and Zakarian
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Parameters
Parameter Value
Title ky-3-280-C13
Spectrometer inova
Solvent cDCI3
Temperature 25.0
Number of Scans 108 (o)
Relaxation Delay 1.0000 CIW
Acquisition Date 2015-02-27T08:35:16 o
Spectrometer Frequency 125.70 H
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Parameter Value
Title ky-3-281-hplc-6
Spectrometer inova
Solvent cdcl3
Temperature 25.0
Number of Scans 8 ..
Relaxation Delay 8.0000 o “CCly
Acquisition Date 2015-03-21T12:25:49 Cl ;
Spectrometer Frequency 599.64 H 0
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Supplementary Information.

Young, Xiao, and Zakarian
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Parameters
Parameter Value
Title ky-3-281-C13
Spectrometer inova
Solvent cDCI3
Temperature 25.0
Number of Scans 1044
Relaxation Delay 1.0000
Acquisition Date 2015-03-04T08:09:03
Spectrometer Frequency 125.70
muironolide A (3)
|
| |
|
|
|
|
| |
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)
Parameter Value (f2, f1)
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Supplementary Information.

Young, Xiao, and Zakarian
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4 Temperature 25.0
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