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223PNMRO7

Sanpl e Nane
223PNVRO7
Data Col | ected on
MR400wal kup- vnnr s400
Archive directory

Sanple directory:
Fi dFil e: PROTON

Pul se Sequence: PROTON (s2pul)
Sol vent: cdcl 3
Data collected on: Mar 9 2015

Temp. 25.0 C/ 298.1 K

Rel ax. delay 1.000 sec

Pul se 45.0 degrees

Acq. time 2.556 sec

Wdth 6410.3 Hz

8 repetitions

OBSERVE  H1, 399.6463908 Mz
DATA PROCESSI NG

FT size 32768

Total time O min 28 sec
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223PNMRO7
Sanpl e Nane
223PNM207 H.Co
Data Col | ected on: -
MR40Owal kup- vnnr s400

Archive directory:
Sanple directory:
Fi dFil e: CARBON

Pul se Sequence: CARBON (s2pul)
Sol vent: cdcl 3

Data collected on: Mar 9 2015

Tenp. 25.0 C/ 298.1 K
User: 1-14-87

Rel ax. delay 1.000 sec

Pul se 45.0 degrees

Acq. time 1.311 sec

W dth 25000.0 Hz

256 repetitions
OBSERVE C13, 100.4911704 MHz
DECOUPLE H1, 399.6484109 Mz
Power 40 dB

conti nuously on

WALTZ- 16 nodul at ed

DATA PROCESSI NG

Li ne broadening 0.5 Hz

FT size 65536

Total tine 9 mn 52 sec
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223PNMR201
exp2 PROTON

SAMPLE
date Dec 8 2014
sol vent cdcl 3
file /mt/hgfs/Ml~
ody/ Book P/ 223PNMR~

01.fid
ACQUI SI TI ON
SW 6410. 3
at 2.556
np 32768
fb 4000
bs 32
dl 1. 000
nt 8
ct 8
TRANSM TTER
tn H1
sfrq 399. 649
t of 399.7
t pwr 60
pw 5. 300
DECOUPLER

dn C13
dof 0
dm nnn
decwave WIO0_HCN5mm
dpwr 35
dnf 29412

PRESATURATI ON

sat node n
wet n
SPECI AL
tenp 25.0
gain 18
spin not used
hst 0. 008
pwoo 10. 600
alfa 10. 000
FLAGS
il n
in n
dp y
hs nn
PROCESSI NG
fn not used
DI SPLAY
sp -274.3
wp 3963.0
rfl 807. 2
rfp 0
rp -80.6
I'p 0
PLOT
we 234
sc 8
Vs 460
th 50

ai cdc ph
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223PNVR0O1

Sanpl e Nane:
223PNVR201
Data Col | ected on:
MR400wal kup- vnnr s400
Archive directory:

Sanpl e directory:

Fi dFil e: CARBON

Pul se Sequence: CARBON (s2pul)
Sol vent: cdcl 3

Data collected on: Dec 8 2014

Tenp. 25.0 C/ 298.1 K
User: 1-14-87

Rel ax. delay 1.000 sec

Pul se 45.0 degrees

Acq. time 1.311 sec

W dth 25000.0 Hz

256 repetitions
OBSERVE C13, 100.4911569 MHz
DECOUPLE H1, 399.6484109 Mz
Power 40 dB

conti nuously on

WALTZ- 16 nodul at ed

DATA PROCESSI NG

Li ne broadening 0.5 Hz

FT size 65536

Total tine 9 mn 52 sec

220 200 180 160

‘ bl b

140

PN

120

umwmu.\umummummmn.um.mumumm.ﬂm Lol it nwmmmu.m.h.lmmuﬂw“uw

100 80 60 40

20

b B

0 ppm

S4



223ONMB7F3ext ract ed

exp2 PROTON

"athot

CH; O

_~._ CH; OCHL

Rﬁ
HiCO

Quinstatin 3 N~ 0~ 0 © N © O MOMMGMATSTYLW o O W
SAMVPLE PRESATURATI ON 6003833888688 5RS8
date Sep 16 2015 satnode n mn o aNNAddAHAG A O OO o e oo o o o
sol vent cdel 3 wet n
file /mt/ hgfs/ Mel ~ SPECI AL -
ody/ Book Q@ 223QNMB~ tenp 25.0 @
7F3_A.fid gain 44 ~
ACQUI SI TI ON spin not used
sw 6410.3 hst 0. 008
at 2.556 pwao 10. 600
np 32768 alfa 10. 000
fb 4000 FLAGS
bs 32 il n ~
dl 1.000 in n Q
nt 8 dp y ~
ct 8 hs nn ©
TRANSM TTER PROCESSI NG b
tn HL fn not used ™
sfrq 399. 649 DI SPLAY
t of 399.6 sp -0.2
t pw 60 wp 4998. 2
pw 5.300 rfl 807.3
DECOUPLER rfp 0
dn Cl3 rp -2.5
dof 0 Ip 0
dm nnn PLOT
decwave WI0_HCNSmMm  we 234
dpwr 35 sc 8
dnf 29412 vs 736
th a7
ai cdc ph
I I ‘ I I I I ‘ I I I ‘ I I I I I I ‘ I I I I ‘ I I I I I ‘ I I ‘ I ‘ I I ‘ I I I
12 11 10 8 7 5 4 3 2 1 ppm
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AL

Current Data Parameters H

NAME Noleen-223QNM97F2

EXENO 1 CHG’ e GCHQH({} & BRUKER
PROCNO 1 i 0

F2 - Acquisition Parameters

Date_ 20161003 : i
Time 14.37 Quinstatin 3
INSTRUM spect
PROBHD 5 mm PABBO BB—
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 12288

DS 2

SWH 27173.912 Hz
FIDRES 0.414641 Hz
AQ 1.2058624 sec
RG 2050

DW 18.400 usec
DE 8.33 usec
TE 300.4 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 100.6248421 MHz
NUC1 13C

Pl 9.50 usec
PLW1 48.50999832 W
======== CHANNEL f2 ========
SFO2 400.1326008 MHz
NUC2 1H
CPDPRG([2 waltz1l6
PCPD2 90.00 usec
PLW2 25.00000000 W
PLW12 0.32743999 W
PLW13 0.26523000 W

F2 - Processing parameters
SI 65536

SF 100.6127676 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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2230QNVBIOF3

exp2 PROTON

S7

H o ©
SAMPLE PRESATURATI ON Bac P g
date Aug 26 2015 satnode n o o
sol vent cdel 3 wet n H‘BEO NH
file /mt/ hgfs/ Mel ~ SPECI AL o
ody/ Book Q@ 223QNMB~ tenp 25.0 )
9F3.fid gain 30 f"r M ©
ACQUI SI TI ON spin not used Z\E S
sw 6410.3 hst 0. 008 o ?'
at 2.556 pwao 10. 600
np 32768 alfa 10. 000
fb 4000 FLAGS
bs 32 il n
dl 1.000 in n -
nt 8 dp y S
ct 8 hs nn ~
TRANSM TTER PROCESSI NG
tn HL fn not used
sfrq 399. 649 DI SPLAY
t of 399.6 sp -215.8
t pwr 60 wp 4116.7
pw 5.300 rfl 807.3
DECOUPLER rfp 0
dn Cl3 rp -24.6
dof 0 Ip 0
dm nnn PLOT
decwave WI0_HCNSmMm  we 234
dpwr 35 sc 8
dnf 29412 vs 852
th 50
ai cdc ph
I ‘ I I ‘ I I I I I ‘ I I ‘ I I I
9 8 6 5 ppm



Current Data Parameters

NAME 223QNM89F 3
EXPNO 13
PROCNO 1

F2 - Acquisition Parameters
Date_ 20150827
Time 16.13
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 2048

DS 2

SWH 27173.912 Hz
FIDRES 0.414641 Hz
AQ 1.2058624 sec
RG 2050

DW 18.400 usec
DE 7.87 usec
TE 300.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

—======= CHANNEL f1 ====

SFO1 100.6248421 MHz
NUC1 13C

Pl 11.70 usec
PLW1 99.00000000 W
======== CHANNEL f2 ========
SFO2 400.1326008 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 25.00000000 w
PLW12 0.32743999 W
PLW13 0.26523000 W

F2 - Processing parameters
ST 65536

SF 100.6127685 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

S8
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223RNML5Qui nst ati n4

S9

. o] N
HaC. N\_V/\LN 4 H
. &H, OCHP Heo o =
Sanpl e Nane: lf:H3 Ve I
223RNML5Qui nst ati n4 N
Data Col | ected on: Quinstatin 4
MR40Owal kup- vnnr s400

Archive directory:

Sanple directory:

Fi dFi 1 e: 223RNML5Qui nst ati n4proton
Pul se Sequence: PROTON (s2pul)
Sol vent: cdcl 3

Data collected on: Sep 12 2016

Rel ax. delay 1.000 sec

Pul se 45.0 degrees

Acq. time 2.556 sec

Wdth 6410.3 Hz

8 repetitions

OBSERVE Hl, 399.6464127 MHz

DATA PROCESSI NG

FT size 32768

Total time O min 28 sec

I ‘ I I I I ‘ I I I I ‘ I I ‘ I I I I ‘ I I I I ‘ I I I I I I I I ‘ I I I I ‘ I I I I I
12 11 10 9 8 7 6 5 4 ppm



223RNML5Qui nst at i n4car bon HaC

Sanpl e Nane
223RNML5Q4car bon

Data Col | ected on
MR400wal kup- vnnr s400

Archive directory:

Sanple directory:
Fi dFi 1 e: 223RNML5Qui nst ati n4car bon

Pul se Sequence: CARBON (s2pul)
Sol vent: cdcl 3
Data collected on: Sep 12 2016

User: 1-14-87

Rel ax. delay 1.000 sec

Pul se 45.0 degrees

Acq. time 1.311 sec

W dth 25000.0 Hz

256 repetitions
OBSERVE Cl13, 100.4911493 Mz
DECOUPLE H1, 399. 6484109 Mz
Power 40 dB

continuously on

WALTZ- 16 nodul at ed

DATA PROCESSI NG

Li ne broadening 0.5 Hz

FT size 65536

Total time 9 min 52 sec
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223RNWD
exp2 PROTON

SAMPLE
date  Aug 29 2016
sol vent cdcl 3
file /mt/hgfs/Ml~
ody/ BookR/ 223RNWB. ~

fid
ACQUI SI TI ON
SW 6410. 3
at 2.556
np 32768
fb 4000
bs 32
dl 1. 000
nt 8
ct 8
TRANSM TTER
tn H1
sfrq 399. 649
t of 399.7
t pwr 60
pw 5. 300
DECOUPLER

dn C13
dof 0
dm nnn
decwave WIO0_HCN5mm
dpwr 35
dnf 29412

PRESATURATI ON

200

3

OoYUI

1. 450

1. 390

S11

sat node n
wet n
SPECI AL
tenmp not used
gain 30
spin not used
hst 0. 008
pwao 10. 600
alfa 10. 000
FLAGS
il n
in n
dp y
hs nn
PROCESSI NG
fn not used
DI SPLAY
sp -372.5
wp 5013.1
rfl 807.2
rfp 0
rp 72.2
I'p 0
PLOT
we 234
sc 8
Vs 150
th 50

ai cdc ph
‘ I I I I ‘ I I I
11 10



223RNVB

Sanpl e Nane
223RNWD
Data Col | ected on
MR400wal kup- vnnr s400
Archive directory:

Sanpl e directory:
Fi dFi 1 e: 223RNMBcar bon
Pul se Sequence

Sol vent: cdcl 3
Data col |l ected on: Aug 29 2016

CARBON (s2pul )

User: 1-14-87

Rel ax. delay 1.000 sec

Pul se 45.0 degrees

Acq. time 1.311 sec

W dth 25000.0 Hz

256 repetitions
OBSERVE C13, 100.4911538 MHz
DECOUPLE H1, 399.6484109 Mz
Power 40 dB

conti nuously on

WALTZ- 16 nodul at ed

DATA PROCESSI NG

Li ne broadening 0.5 Hz

FT size 65536
Total tine 9 mn 52 sec
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I
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S13

223RNMR1GE CHq 0 A, CH3 OCHPO H%%r ﬁ

exp2 PROTON Quinstatin 5 o
H
o
SAVPLE PRESATURATI ON o
date Sep 12 2016 satnode n ]
sol vent cdcl 3 wet n i ;
file /mt/hgfs/Mel ~ SPECI AL «
ody/ BookR/ 223RNMR1~ tenp not used i
Qui nstatin5proton. ~ gain 30
fid spin not used
ACQUI SI TI ON hst 0. 008 ~
SwW 6410.3 pwa0 10. 600 S @
at 2.556 alfa 10. 000 < S
np 32768 FLAGS © o
fb 4000 il n S
bs 32 in n
d1l 1.000 dp o
nt 8 hs nn 3 b ©
ct 8 PROCESSI NG o 5 ©
TRANSM TTER fn not used o S
tn H1 DI SPLAY
sfrq 399.649 sp -77.2 N
t of 399.7 wp 4519. 3 o
t pwr 60 rfl 807.2 o
pw 5.300 rfp 0
DECOUPLER rp 78.9
dn Cl3 Ip 0
dof 0 PLOT
dm nnn wc 234
decwave WI0_HCNSmm  sc 8
dpwr 35 vs 368
dnf 29412 th 50
ai cdc ph

DM

11 10 9 8 7 6 5 4 3 2 1 ppm



Sanpl e Nane
223RNMR1QBcar bon CH; O _A__ CH; OCHPO

Data Col | ected on
MR40Owal kup- vnnr s400
Archive directory

223RNM21GBcar bon K( \)j\ m S14
: H
H N
H.C
& 0

Quinstatin &

Sanple directory:
Fi dFi 1 e: 223RNMR21Qui nstati n5carbon

Pul se Sequence: CARBON (s2pul)
Sol vent: cdcl 3
Data collected on: Sep 12 2016

User: 1-14-87

Rel ax. delay 1.000 sec

Pul se 45.0 degrees

Acq. time 1.311 sec

W dth 25000.0 Hz

256 repetitions
OBSERVE C13, 100.4911500 MHz
DECOUPLE H1, 399.6484109 Mz
Power 40 dB

conti nuously on

WALTZ- 16 nodul at ed

DATA PROCESSI NG

Li ne broadening 0.5 Hz

FT size 65536

Total tinme 9 mn 52 sec

Gt Bl d kBt R e (e ﬂ o b bl L m b ] W d b bl St g L e |k ‘\1 T T Y T A A Y e .\h“w i \L ml.‘.u.‘.ul\H‘.uL‘m.‘.n M\ A
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223RNML7

exp2 PROTON

T

2200

2

IO

2.084

1. 429

1. 386

1.158

S15

SAMPLE PRESATURATI ON
date Sep 7 2016 satnode n
sol vent cdel 3 wet n
file /mt/ hgfs/ Mel ~ SPECI AL
ody/ BookR/ 223RNML7~ t enp not used
proton.fid gain 18
ACQUI SI TI ON spin not used
sw 6410.3 hst 0.008
at 2.556 pwao 10. 600
np 32768 alfa 10. 000
fb 4000 FLAGS
bs 32 il n
dl 1.000 in n
nt 8 dp y
ct 8 hs nn
TRANSM TTER PROCESSI NG
tn HL fn not used
sfrq 399. 649 DI SPLAY
t of 399.7 sp -0.1
t pw 60 wp 4998. 2
pw 5.300 rfl 807.2
DECOUPLER rfp 0
dn Cl3 rp 79. 4
dof 0 Ip 0
dm nnn PLOT
decwave WI0_HCNSmMm  we 234
dpwr 35 sc 8
dnf 29412 vs 919
th 50
ai cdc ph
I I ‘ I I I I ‘ I I I ‘
12 11 10



223RNML7car bon

Sanpl e Nane
223RNML7car bon

Data Col | ected on
MR400wal kup- vnnr s400

Archive directory:

Sanpl e directory:
Fi dFil e: 223RNML7car bon

Pul se Sequence: CARBON (s2pul)
Sol vent: cdcl 3
Data collected on: Sep 7 2016

User: 1-14-87

Rel ax. delay 1.000 sec

Pul se 45.0 degrees

Acq. time 1.311 sec

W dth 25000.0 Hz

256 repetitions
OBSERVE C13, 100.4911554 MHz
DECOUPLE H1, 399.6484109 Mz
Power 40 dB

conti nuously on

WALTZ- 16 nodul at ed

DATA PROCESSI NG

Li ne broadening 0.5 Hz

FT size 65536
Total tine 9 mn 52 sec
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O
H N—
_ .- 3 + $17
223QNVR3F2 aboo > &, OcHO HIE
" - 3 3
exp2 PROTON E*”E b o =
— N~ 82835 TRE
SAMPLE PRESATURATI ON {IUIHEIHHHE{"‘] — - OO0 O O O O
date May 4 2015 satnode " Ww o d oo o o oo
sol vent cdcl 3 wet n < 0 ®
file /mt/hgfs/Mel ~ SPECI AL QN
ody/ Book Q 223QNMR~ tenp 25.0 o« T
3F2l argersanple.fi~ gain 44
d spin not used
ACQUI SI TI ON hst 0. 008
sw 6410.3 pwao 10. 600 S
at 2.556 alfa 10. 000 @
np 32768 FLAGS T <
fb 4000 il n =
bs 100 in n o
dl 1.000 dp y
nt 8 hs nn S
ct 8 PROCESSI NG ™
TRANSM TTER fn not used T
tn H1 DI SPLAY
sfrq 399.649 sp -401.4
t of 399.7 wp 5052. 6
t pwr 60 rfl 800.1
pw 5.300 rfp 0
DECOUPLER rp -115.5
dn c13 Ip 0
dof 0 PLOT
dm nnn wc 234
decwave WI0_HCNSmm  sc 8
dpwr 35 vs 141
dnf 29412 th 46
ai cdc ph
I I ‘ I I I I ‘ I I ‘ I I I I ‘ I I I I ‘ I I I I ‘ I I I I ‘ I I I ‘ I I ‘ I I I I ‘ I I I I I
11 10 9 8 7 6 5 3 2 1 ppm



223QNMR3F2car bon

o}
H
H.C. I"'I\/U\M
E : E:HB CH3U
Emz P

Quinstatin 6 {4)

Sanpl e Nane:
223QNM23F2car bon

Data Col | ected on:
MR400wal kup- vnnr s400

Archive directory:

Sanpl e directory:
Fi dFi | e: CARBON

Pul se Sequence: CARBON (s2pul)
Sol vent: cdcl 3
Data collected on: May 4 2015

Tenp. 25.0 C/ 298.1 K
User: 1-14-87

Rel ax. delay 1.000 sec

Pul se 45.0 degrees

Acq. time 1.311 sec

W dth 25000.0 Hz

512 repetitions
OBSERVE Cl13, 100.4911500 Mz
DECOUPLE H1, 399.6484109 MHz
Power 40 dB

conti nuously on

WALTZ- 16 nodul at ed

DATA PROCESSI NG

Li ne broadening 0.5 Hz

FT size 65536
Total tine 38 mn

gt Ll .\MlJlnlm‘ T Y AL A PO Y Y ot
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S19

223QNVBA
exp2 PROTON N H [} op
- < ITe) (o] o
o il ~ < la
SAMPLE PRESATURATI ON o oi N |- [«
date Apr 20 2015 satnode n i
sol vent cdel 3 wet n
file /mt/ hgfs/ Mel ~ SPECI AL
ody/ Book Q@ 223QNMVB~ tenp 25.0
A fid gain 46 "\
ACQUI SI TI ON spin not used M=
sw 6410.3 hst 0.008
at 2.556 pwao 10. 600
np 32768 alfa 10. 000
fb 4000 FLAGS
bs 32 il n
dl 1.000 in n
nt 8 dp
ct 8 hs nn
TRANSM TTER PROCESSI NG 3
tn HL fn not used -
sfrq 399. 649 DI SPLAY -
t of 399.7 sp -806. 8
t pwr 60 wp 6409. 9
pw 5.300 rfl 807. 2
DECOUPLER rfp 0
dn Cl3 rp -165.4
dof 0 Ip 0
dm nnn PLOT
decwave WIO_HCNSmMm  we 234
dpwr 35 sc 8
dnf 29412 vs 323
th 50
ai cdc ph
J b J\ J\ Ji » ut
‘\\\\\\\\\‘\\\\ \\‘\\\\\\\\\‘\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\ \‘\\\\\\\\\‘
14 12 10 8 6 4 2 0 ppm



Lt
5

o b Quasle ke ; .
i CLAS High Resolution Mass Spectromeiry Laboratory, ASU i
42912015 Pagel i

File: 223QNMSA_runi  Date Run: 04-20-2015 (Time Run: 15:45:28)

Sample: Sample in DCM/ MeOH; apei400-1000p

Instrument: JEOL LCmate Run By: Zolotova/Knight S20

Ionization mode: APCI+

Scan: 6-19 R.T. 82
Base; miz 415; L3%FS TIC: 335920 (Max Inten : 13571) #lons: 395
(Background)

[P R

50,3060
w_lm: s

THAFTE
8555165

R T ——

1330 ”ITS” AL g 16

iz 400

RT.: 1.48
#lons: 172

Secant 21-582- (6-19)
Base: miz 442; 18.6%FS TIC: 344344 (Max Inten ; 195418)

dazasnd

1

w400
Error Limit : 3 ppm Unsaturation Limits £ 1 to 40

Selacted Isotopes : CH NMGH
Meagnred Mazs 2 Buse Farnuda Caleuluted Mass Error Linsaturation
4422706 24 35
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4422695 100.0%




exp2 PROTON Hy O ,-"'E'““m CHy OCHAL
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223QNML11F2 Hﬁc*m N\/J\Nﬁwfﬂ : H
: \ E S21
¢ . N
: 0

N
SAVPLE PRESATURATI ON &
date Sep 21 2015 satnode n oi
sol vent cdcl 3 wet n Cluinstatin 7
file /mt/ hgfs/ Mel ~ SPECI AL N JII.-
ody/ Book Q@ 223QNML~ tenp 25.0 w,
11F2.fid gain 30 ™
ACQUI SI TI ON spin not used ©
sw 6410.3 hst 0.008 @2 2
at 2.556 pwao 10. 600 ° S
np 32768 alfa 10. 000 30 T
fb 4000 FLAGS @ v
bs 32 il n ° s
dl 1.000 in n
nt 8 dp y
ct 8 hs nn
TRANSM TTER PROCESSI NG I
tn HL fn not used « ™ ©
sfrq 399. 649 DI SPLAY 5 & ©°
t of 399.7 sp -172.2 ~ o
t pw 60 wp 4387.5
pw 5.300 rfl 807. 2
DECOUPLER rfp 0
dn Cl3 rp -1.8
dof 0 Ip 0
dm nnn PLOT
decwave WI0_HCNSmMm  we 234
dpwr 35 sc 8
dnf 29412 vs 326
th 50
ai cdc ph

I ai

10 9 8 7 6 5 4 3 2 1 ppm



223QNML11F2car bon

Sanpl e Nane:
223QNML11F2car bon

Data Col | ected on:
MR400wal kup- vnnr s400

Archive directory:

Sanpl e directory:
Fi dFi | e: CARBON

Pul se Sequence: CARBON (s2pul)
Sol vent: cdcl 3
Data collected on: Sep 21 2015

Tenp. 25.0 C/ 298.1 K
User: 1-14-87

Rel ax. delay 1.000 sec

Pul se 45.0 degrees

Acq. time 1.311 sec

W dth 25000.0 Hz

448 repetitions
OBSERVE Cl13, 100.4911485 Mz
DECOUPLE H1, 399.6484109 MHz
Power 40 dB

conti nuously on

WALTZ- 16 nodul at ed

DATA PROCESSI NG

Li ne broadening 0.5 Hz

FT size 65536

Total tine 38 mn

= CH; OCHL

j;\’ J%%’&H S22

Cluinstatin 7

77.549
77 292N
76.911
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223ONMLO7F2
exp2 PROTON

SAMPLE
date  Sep 17 2015
sol vent cdcl 3
file /mt/hgfs/Ml~
ody/ Book @ 223QNML~
07F2bocdapQr.fid

ACQUI SI TI ON
sw 8012.8
at 2.045
np 32768
fb 4000
bs 32
di 1. 000
nt 256
ct 32
TRANSM TTER
tn H1
sfrq 399. 649
t of 399.7
t pwr 60
pw 5. 300
DECOUPLER
dn C13
dof 0
dm nnn
decwave WIO0_HCN5mm
dpwr 35
dnf 29412

PRESATURATI ON

sat node n
wet n
SPECI AL
tenp 25.0
gain 32
spin not used
hst 0. 008
pwao 10. 600
alfa 10. 000
FLAGS
il n
in n
dp y
hs nn
PROCESSI NG
fn not used
DI SPLAY
sp -536.0
wp 5077.9
rfl 1608. 5
rfp 0
rp 2.8
I'p 0
PLOT
we 234
sc 8
Vs 224
th 50

ai cdc ph

5. 238

3.285

1427

1.385

0. 017

S23




223QNMLO7F2car bon

Sanpl e Nane:
223QNMLO7F2car bon

Data Col | ected on:
MR400wal kup- vnnr s400

Archive directory

Sanpl e directory:
Fi dFi | e: CARBON

Pul se Sequence: CARBON (s2pul)
Sol vent: cdcl 3
Data collected on: Sep 17 2015

Tenp. 25.0 C/ 298.1 K
User: 1-14-87

Rel ax. delay 1.000 sec

Pul se 45.0 degrees

Acq. time 1.311 sec

W dth 25000.0 Hz

256 repetitions
OBSERVE Cl13, 100.4911508 Mz
DECOUPLE H1, 399.6484109 MHz
Power 40 dB

conti nuously on

WALTZ- 16 nodul at ed

DATA PROCESSI NG

Li ne broadening 0.5 Hz

FT size 65536
Total tine 9 mn 52 sec
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S25
223QNML29Qui nstatin 8 \/J\
exp2  PROTON r.:H3 c.Hg OCHO H i
3 o] - o <
SAMPLE PRESATURATI ON < 3 S8
date Oct 29 2015 satnode n Cuinstatin 8 M o s © ©
sol vent cdel 3 wet n l]
file /mt/ hgfs/ Mel ~ SPECI AL
ody/ Book Q@ 223QNML~ tenp 25.0 o~ @
29Quinstating.fid gain 30 © N @
ACQUI SI TI ON spin not used o & =}
sw 6410.3 hst 0. 008
at 2.556 pwao 10. 600 2
np 32768 alfa 10. 000 o 0 y
fb 4000 FLAGS ° g o
bs 32 il n o
d1 1.000 in n g
nt 8 dp y ~
ct 8 hs nn
TRANSM TTER PROCESSI NG g
tn HL fn not used ®
sfrq 399. 649 DI SPLAY @
t of 399.7 sp -85.8
t pwr 60 wp 4590. 9
pw 5.300 rfl 807. 2
DECOUPLER rfp 0
dn Cl3 rp 157. 6
dof 0 Ip 0
dm nnn PLOT
decwave WI0_HCNSmMm  we 234
dpwr 35 sc 8
dnf 29412 vs 282
th 50
ai cdc ph
I ‘ I I I I ‘ I I I I ‘ I I I I ‘ I I I I ‘ I I I ‘ I I I ‘ I I I I ‘ I ‘
11 10 8 7 6 5 3 1 ppm
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2230ONML29Qui nst ati n 8car bon
CH

Sanpl e Nane:
223QNML29car bon

Data Col | ected on:
MR400wal kup- vnnr s400

Archive directory:

Sanpl e directory:
Fi dFi | e: CARBON

Pul se Sequence: CARBON (s2pul)
Sol vent: cdcl 3
Data collected on: Cct 29 2015

Tenp. 25.0 C/ 298.1 K
User: 1-14-87

Rel ax. delay 1.000 sec

Pul se 45.0 degrees

Acq. time 1.311 sec

W dth 25000.0 Hz

256 repetitions
OBSERVE Cl13, 100.4911515 Mz
DECOUPLE H1, 399.6484109 MHz
Power 40 dB

conti nuously on

WALTZ- 16 nodul at ed

DATA PROCESSI NG

Li ne broadening 0.5 Hz

FT size 65536
Total tine 9 mn 52 sec
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527 CLAS High Resolution Mass Spectrometry Laboratory, ASU

11/5/2015 Page 1

File: 223Q-NM-129-run2 Date Run: 11-05-2015 (Time Run: 15:10:56)
Sample: Sample in MeCI2/MeOH
Instrument: JEOL LCmate Run By: Zolotova/Knight

Ionization mode: APCI+

Scan: 98-104 R.T.: 4.02

Base: m/z 754; 86.8%FS TIC: 3485632 (Max Inten : 910160) #lons: 392
100 753.5285
0
3

.

zoi. 3273844 3712281

Rl T — 584.3854

620.4095 689.4475 811.4902 850.6160
‘-|—L|—|—|—“T—:—|—‘rﬁ—.—r—r—
miz 300 350 400 450 500 550 600 650 700 750 800 850

Selected Isotopes : CH NGOG Error Limit : 100 ppm Unsaturation Limits : 4 to 20
Measured Mass % Base Formula Calculated Mass Error Unsaturation
753.5285 100.0% C42H69N606 753.5279 0.8 11.5
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223RNVR3
exp2 PROTON o o
N 3
SAMPLE PRESATURATI ON o -
date Sep 13 2016 satnode n
sol vent cdcl 3 wet n
file /mt/ hgfs/ Mel ~ SPECI AL
ody/ BookR/ 223RNWR3~ t enp not used
.fid gain 18
ACQUI SI TI ON spin not used M
sw 6410.3 hst 0. 008 i %
at 2.556 pwao 10. 600 — 4
np 32768 alfa 10. 000
fb 4000 FLAGS
bs 32 il n
d1 1.000 in n
nt 8 dp
ct 8 hs nn
TRANSM TTER PROCESSI NG
tn HL fn not used
sfrq 399. 649 DI SPLAY
t of 399.7 sp -283.0
t pwr 60 wp 5321.0
pw 5.300 rfl 807. 2
DECOUPLER rfp 0
dn Cl3 rp 98.8
dof 0 Ip 0
dm nnn PLOT
decwave WI0_HCNSmMm  we 234
dpwr 35 sc 8
dnf 29412 vs 349
th 50
ai cdc ph
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223RNMR3car bon

exp2 CARBON

—
[32]
<
SAMPLE PRESATURATI ON o N~
date Sep 13 2016 satnode n 3 3
sol vent cdcl 3 wet n ©
file /mt/hgfs/ Mel ~ SPECI AL N o
ody/ BookR/ 223RNMR3~ tenp not used 2
bocDap(Bcarbon.fid gain 30
ACQUI SI TI ON spin not used = .
sw 25000.0 hst 0. 008 o N2
at 1.311 pweo 13. 750 w xR
np 65536 alfa 10. 000 N
o o ~
fb 17000 FLAGS o N 4 N
. < L0 N Qo
bs 64 il n o ~ s <
di 1.000 in n ® oo x
nt 256 dp =
ct 256 hs nn
TRANSM TTER PROCESSI NG
tn Ci3 1Ib 0. 50 <
sfrq 100.502 fn not used 393 S
t of 1530. 2 DI SPLAY ® 4 o
t pwr 57 sp -198.8 10 < & c:\.: ®
pw 6.875 wp 20928. 2 e y @
DECOUPLER rl 9200. 3 S N
dn HL rfp 7760. 9 - ®
dof 0 rp -84.7 =]
dm yyy |Ip 0 w R & 2 3
decwave w PLOT s 3 N 3~ B o
® o o S <
dpwr 40 we 234 % o © €Sy oI >
dnf 9311 sc 8 © ~ 3 %}
Vs 87899 X
th 16
ai cdc ph
ot L utale L 4 b gt mm“.u‘ulh..u‘mu.m‘m m m..mL‘..m‘m\.m“‘.Ju.mu‘u. n‘u“lﬂ.lulh\.“.‘\.‘nl\L.l i ik R b (b i e 0 el ulh.uum ITREVRMERIRTIINY W ITITARTNUSTT NN N1 STTRRSRTIOT 01 P X Yt T A
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