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NAME THIOPHENCL_FERRRIER

EXPNO 10
. mw;\/ PROCNO 1
&) Date_ 20140703
Time 18.09
HEHOmmmZOhIWWWWHmw o v i
~ o~ o PROBHD S mm PABBO BB-
(&) A PULPROG 2930
B @nv, o) 65536
_— S SOLVENT CDC13
NS a2
s 2
SWH 8223,685 Hz
o FIDRES 0.125483 Hz
4 c A0 3.9846387 sec
m.\/ RG 50.8
DwW 60.800 usec
DE 6.50 usec
TE 286.8 K
< D1 1.00000000 sec
(o)} TDO 1
======== CHANNEL fl ====—cc=
NUC1 1H
P1 9.30 usec
PL1 -3.50 dB
SFO1 400.1724712 MHz
ST 32768
SF 400.1700446 MHz
WDW EM
51382637916018802826691351699474083 pn i3n W
44321997616071875442988652109986633 GB o
22222111105655444443255555554444444 PC 1.00
5 . T . . . T s . -
77777777775444444444433333333333333
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NAME Feb28-2014-MMM

o EXPNO 31
H HO-Pummerer 20 !
Date_ 20140228
Time 5 19.49
INSTRUM ¢v; spect
PROBHD 5 mm PABBO BB-
PULPROG . zgpg30
TD 65536
SOLVENT CcDCl13
NS 1024
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
2D 1.3631988 sec
RG 161
D 20.800 usec
DE 6.50 usec
TE 300.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
E=Sesome DEZWH. fl ==c=cm==
NUC1 13c
Pl 10.00 usec
PL1 4.00 dB
SFo1 100.6328868 MHz
======== CHANNEL f? ==ss=====
CPDPRG2 waltzlé
Nuc2 1H
PCPD2 80.00 usec
- PL2 -3.00 dB
PL12 15.30 dB
PL13 18.00 dB
SFO2 400.1716007 MHz
SI 32768
SF 100.6228393 MHz
WDwW EM
SSB 0
LB 1.00 Hz
GB 0
ec 1.40

.- U ? UL

-...__.._L.......__.-,.,....__«..,.,_.H_-.._....___..,_.“.._._._..‘..__4,.._..._.__,.“._._._.w...‘._....._.m._.....___._.._.,ﬁ.j

150 140 130 120 110 100 920 80 70 60 50 40 bom
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4-Methyl HO-Pummerer
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NAME Febl3-2014-MMM4

EXPNO 32
FROCHD 1
Date_ 20140224
Time 6.39
INSTRUM spect
PROBHD S mm PABBO BB~
PULPRGG 2gpg30
TD 65536
SOLVENT cDCl13
Hs 1024
DS 4
SWH 24025461
FIDRES 0.366798
AQ 1.3631988
RG 80.€
DwW 20.800
DE 6.50
TE 297.8
Dl 2.00000000
D11 0.03000000
TDO 1
======== CHANNEL f] ====
NUCL 13C
Pl 10.00
PL1 4.00
SFO1 100.6328888
======== CHANNEL f2 ====
CPDFRGZ waltzlé
NUC2 1H
PCPD2 90.00
PL2 -3.00
PL12 15.30
PL13 18,00
SFOZ 400.1716007
I 327e0
SF 100.6226257
WDW EM
S5B ]
LB 1.00
GB 0
BC 1.40

T T | B R Mn o [ A R Ty T e
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4-MeO_HO-Pummerer
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NAME
EXPNC
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS
De
SWH
FIDRES
AQ

RG

DW

DE

TE

Dl

Dil
TDO

NUC1
Pl
PL1
5F01

CPDPRGZ
Nucz
PCPD2
PL2
PL12
BL13
SFO2
51

SF
WDW
SIB
LB
GB

PC

Mar11-2014-MMM
11

1

20140311

1022

spect

5 mm PABRO BB-
zgpg30

65536

CDC13

500

4
24038.461 H=z
0.366798 Hz
1.3631988 sec
114
20.200 urec
6.50 usen
296.0 K
2.00000009) sec
0.03000000 sec
1

======== CHANNEL f] ========

4.00 dB
100.6329888 MH=z

======== CHANNEL f2 ==s=====

waltzlé
1H
90.00 usec
-3.00 dB
15.30 dB
18.00 dB
400.1716007 MHz
32768
100.6228298 MHz
EM

0
1.00 Hz
Q

1.40

é, ety J%F.i _ o H\_r A S R ii.L,.: ..L..s.,..i:pfﬁAq,p?g . ;7:%&;

T BT R I EREsy! T
180 170 160 150 140 130 120
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tert-Butyl HO-Pum
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NAME Apr26-2014-MMM
EXPNO 21
PROCNO 1
Date_ 20140426
Time 13.16
IN° TRUM sp=ct
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT CDCL3
NS 1024
DS 4
SHWH 2403%.461 Hz
FIDRES 0.356798 Hz
ﬁw vy A0 1.3631988 sec
£ RG 128
% Dw 20.800 usec
G 6 e DE 6.50 us-c
TE 282,0 K
; D1 2,00000000 sec
D11 ¢.03000000 sec
o TDO 1
mwx/ LMWnuM ======== CHANNEL f] ========
NUC1 13c
™ Pl 10.00 usec
M\ﬂ v £ PL1 4.00 dB
— SFul 100.63286888 MHz
/ o
e~ ======== CHANNEL f2 ========
. CPDPRG2 waltzlg
NUC2 1H
PCPD2 90.00 usec
PL2 -3.00 dB
PL12 15.30 dB
PL13 18.00 dB
5FO2 400.1716007 MHz
ST 32768
SF 100.6228305 MHz
WDW EM
£3B 0
LB 1.00 Hz
GB 0
12o] 1.40
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4M_OH

0
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NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG

"y  SOLVENT

CPDPRG2
Nucz2
BCPD2
PL2
PL12
PL13
SF02

8I

SF

WDW

4M_OH
20

i

20140805

2.20

spect

5 mm PABBO BEB-
zgpg30

65536

CDC13

2000

4

24038.461 Hz
0.366798 Hz
1.3631988 sec

144
20.800 usec
6.50 usec
254.8 K
2.00000000 sec
0.03000000 sec
1

CHANNEL f1 ========

10.00 usec
4.00 dB
100.6328888 MHz

CHANNEL f2 s======
waltzlg
1H
90.00 usec

~3.00 dB
15.30 dB

32768
100.6228312 MHz
EM

4]
1.00 Hz
0

1.40
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NAME THIOPHENOL_FERRRIER
1

EXPi0
PROCNO 1
THIOPHENOL FERRIER Date. 20240703
—_ Time 21.02
INSTRUM spect
PROBHD 5 mm PABEO BE-
PULEROG 2gpg30
™ 65536
~ U ey SOLVENT €bcl3
> Y= My o Ns 3000
e . - - . Ds q
2 R k= SWH 24038.461 Hz
- P U u FIDRES 0.366798 Hz
' " ._, i B Ag Tumeam sec
RG 10
R | I \\ oW 20.800 usec
\ - DE 6.50 usec
! TE 287.6 X
D1 2.00000000 sec
pl1 0.03000000 sec
DO 1
E==a==sm CHANNMEL f] s===ms=cs
nucl 13c
N m [ PL 10.00 usec
() PL1 1.00 dB
sFo1 100, 6320888 Mz
L) “emesms CHANNEL £2 scamene
@ O crDPRG2 waltzie
NuC2 1H
(R w M " BCPD2 %0.08 usec
T— gf PLZ -3.00 dB
PL1Z 15.30 dB
o O PL13 18.00 da
SEC2 400.1716007 MHz
ST 2768
SF 100.6228370 MHz
' » WDW LY
O SsB [
— L3 1.90 Hz
\ GB [
BC 1.40

9a

; L . _

T T

I j I j

T
200 180 160

I ! I ' I ! I ) I ! I "

T _
140 120 100 80 60 40 20 0 ppm
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4M_FERRIER

NAME FERREIR_4M
. o EXENO 11
o~ PROCNO 1
[ - Date_ 20140626
ke — Time 18.14
: 5 INSTRUM spect
| PROBHD 5 mm PABBO BB-
BULPROG 2gpg30
0 65536
' SOLVENT cpcl3
ns 500
oS 4
SHH 24038.461 Hz
FIDRES 0.366758 Hz
AQ 1.3631988 szec
O m ) RG 101
v bW 20.800 usec
DE 6.50 usec
\ o TE 295.8 K
D1 2.00000000 sec
@./ O pil 0,03000000 sec
F m W D0 1
e
m======= CHANNEL fi ===cew==
(=l Nuc1 13c
Pl 10,00 usec
2, PL1 4.00 dB
{ L . SFol 100.6328838 MHz
0 TR
W ======== CHANNEL {2 ========
9 » -
CEDPRG2 waltzlé
Nuc2 1H
BCPDZ 90.00 usec
PL2 -3.00 dB
PL12 15.30 dB
PL13 18.00 dB
SFO2 400.1716007 MHz
ST 32768
SF 100.6228341 MHz
WOW EM
ssB 0
LB 1.00 Hz
GB 0
BC 1.40
- SR ™ & T J ) gy bt o ; & PO WV SR T T O bhod b Lo st L e | A _ kb ok iy
A i e ¥ pesgerd ' 2 + =
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NAME FERRIER_TRT_FINAL
11

TRT FERRIER ExPHo
- PROCNO a8
Date_ 20140625
Time 17.33
INSTRUM spect
PROBHD 5 mm PABBO BE-
PULPROG zgpg30
™D 65536
SOLVENT epell
NS 500
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3671588 sec
RG 101
oW 20.800 usec
DE 6.50 usec
TE 295.3 K
Dl 2.00000000 sec
pll 0.03000000 sec
TDO 1
=mm=s=s=== CHANNEL fl ===as=c=
wucl 13c
- oy ¢ - 5 71 10.00 usec
: . oL G ey ) .- PL1 4,00 dB
= 3 £ * 2] o ol | O 3% sFo1 100.6328868 Mz
et + o~ [~ =% wn B B 5 # & . mmmmm=== CHANNEL £2 ssmms===
¥ : o iy 2 WL { - CPDPRGZ waltzlé
v 1 i g = i . —~ r I3 -_— o ™ mc2 1H
£ b \ |/ \\\_\w | PCEDZ 90.00 usec
A s PLZ ~3.00 dB
..,// ,F/M 4 .\.n\\.u. \\\\_ PL12 15.30 dB
™~ w\r%\ PL13 18.00 dB
L SFO2 400.1716007 Mz
sI 768
SF 100.€. 05737 MHz
WOW EM
SuB 0
1B 1.00 Hz
GB o
BC 1.40
i Laias et N R PR S ey vk 3 S L dsid un Laasd s Py ¥

j I ' I ! I ) I J I : I ) I " I " I j I ; I g
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Central
Anal tical
Facn 1ties

STELLENBOSCH UNIVERSITY

Requested: H. Kinfe (UJ) Bne 5

equested: H. Kinfe ' 3
Report No: HK_UJ_150211 -~ \ obboo~
Instrument: Waters Synapt G2 WO
Introduction; ESI probe injected into a stream of acetonitrile with 5 % water. 9a

Source; ESI positive, Cone Voltage 15V
Lock mass: leucine enkephalin

*Elenrental Composition

File Edt view Process delp
} ;
R e s MO
Single Mass Analysis 9
Tolerance = 80.0 PRI/ DBE min=-15, max= 1000
Element prediction: Of
Number of isolope peaks used for -FIT=3
Monoisotopic Mass, Even Electron lons
218 formula(e) evaluated with 16 results within limils (all results (up to 1000) for each mass)
Elements Used: o
~
$S5 190 g i A ) -
415.1882 20 48 155 C23H23N6 O2 2502 3.577 3.3l 3 23 6 2
415.1923 21 51 195 28 H23 N4 2495  2.614 7.33 B 23 %
415,1961 279 -190 105 €21 H27 N4 QS 2509 4.072 1.70 21 27 4 S
115.1810 92 222 195 C9HBN2O 249.2  2.402 9.05 29 2z |1
415.2022 12,0 -28.9 145 (26 H27 N2 O3 2431 2.257 10.46 % 22 2z 23
415.1770 132 318 155 (24 H23 N4 O3 2499 3.0 1.7% 4 23 4 3
415,2062 -160 -385 185 C31 H7 O 249.7  2.859 5.73 32 1
415.1730 17.2 414 115 CI9H2I NG O5  251.6 4756 0.86 19 23 6 S -4
ragd_TAUZY 42V 11 (G1rd8) Cm (614} 1OE MRS
10 tue
100 | 432 1115?
%
I !
433.2196
3
|
3971794 4151902 {
; . 14333869
. 3881828 413.1731 416.1936 4311855 £k 4371727
379168030 1756 3951748 3901835 951614 & 7 4043808 405.3900°411:4062 granand 427.1565 i
a e i PR — e SR SRR P Sl PR S & _---__.._4-......., .M_..L-.‘.--.....H.» -~ L.L}.._...l. - miz
BHJG '35{) 3900 395.0 4000 4050 4100 4150 4200 4250 4:00 4750 4400
For Help, press F1

MS Unit
JC Smuts building., Private Bag X1, Matieland, 7602, South Africa
Tel: +27 21 808 5825 Fax; +27 21 808 5863 lcms@sun.ac.za www.sun.ac.za/caf
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