
r -os-072-2

Sanple Name:

Data collected on:
chemnnrS 00. chen. buffa lo. edu- i novas 00

Archjve directorY:
Sample directory:
FidFi'IE: PROTON

Pulse Sequence: PR0T0N (s2Pul)
Solvent: cd2cl2
Data collected on: Jan 27 20LL

Temp. 25.0 C / ZSA.I K
0perator: Detty

Relax. delay 1 - 000 sec
Pui se 45.0 degrees
Acq. time 2.048 sec
wi dth 8000.0 Hz
8 repetitions

0BSERVE H1, 499.A993?22 tnHz
OATA PROCESSING

L i ne broadeni ng 0.1 Hz
Fr size 32764
Tota'l time 0 nin 24 sec

PFo
a

@
Me2N

)))



I-GS-072-13C

Samp I e Name;

Data Col lected on:
roesy. chem. buf fa I o. edu-me t-cu ry3 0 0

Archive directory:

Sample di rectory:

FidFile: CARBoN

Pulse Sequence: CARB0N (s2pul )Solvent: cd3cn
Data col lected on: Apr 19 2011

Temp. 23.0 C / 296.L K
0perator: Detty

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. tiril 0.868 sec
\,/'i dth 18o67 .9 Hz
22400 repetitions

0BSERVE C13 , 75 .4537 5 6 0
DEC0UPLE H1, 300.0770304
Power 38 dB
conti nuou; ly on
\rAL'l'Z- 16 modu late.d

DATA PROCESSING
L i ne broadenj ng 0.1 Hz

FT size 32768
Total time 53 hr, 41 min

l4Hz
t4Hz J1,

.lu

180 160 140 120
.I'

100 BO
lrrw-rrff*-T-rT'rT

60 40 ?0 pprn



D AEA F1lE C : \HPCHEH\ I\DATA\DETTTI\DETTTOOZ. D

Page 1 ofl

SnmFLe I'Iarrre: 0?Z

Injecrion DaEe | 6/Z'lI?DIL 7:49:41" pH

Sarple IIEEe : 0?2
Ics. 0uerator : ,ICY

Seq. Line : 2
Location : YiaI 2

fni: I
fntYohlee:3pI

Ics, Ifetirod : [:\HP[IIEI{\1\!IETH0D5\C0DT\DET5I0I,IH.I[
Lasl chsnged : 6/27 lTl)IL 6:5?:46 FH bg ,I[Y
Inalvsis l{ettrod : C: \HPCIIEII\ I\ItrTH0DS\ E0DY\DET238. H
Last chansed i 6/ZB/2DII 5:13:32 PH hv ,]CV

=======il::::1:i==:::=::111111== ==____________

Area Percent ReEort

Sorted ET
I{ultiplier
Dllutisn
IJse Hultiplier e

Slgnal l: DIII D.

PeE} RetTine Tttre
# l-ninl

: Signa]
: I.0000
: 1.000u

DiLuE,ion Factor rrrlth ISTDs

5ig=519,t Ref=440,50

Iilidth Lrea Heiqht
Ininl [uAU+sl l-sAu]

AEea

--------t
1. 35?0

98. 6380

PFo
o

@
Me2N

r 5. 88? lIfi
z 't.446 I'IH

Totflls :

0.2865 2.045?9 I. I899?e-I
0.5?98 148. 11896 4. 25?82

I50. t64e4 4.3?682

ReFults obtained rrrith enhanced inteqrator !

+*f End of Reportr. *+*

Instrrlnent I 6J?EJ?EII 6:17:05 PI,I Jrlt PrE+ J. of J-

, Sig=s1s,= ReF44O,50 (DETTYl\DETT\'U02.D)

mAU

4

2.5

2

1.5

1

0.5

0

file ://C :\Users\gregorys\AppData\Loca1\Temp\07 2.gif 8l25t20tt



I -GS- 0 93

Sanple Name:

Data Collected on:
chemnmr500. chen. buffa lo. edu- i novas00

Archive di rectory:
Sanple directory:
FidFi Ie: PRoToN

Pulse Sequence: PRoTON (s2pul)
Solvent: cd2cl2
Data collected on, Feb L4 zALl

Ternp. 25 .0 C / 298.L K
0perator: Detty

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 2.048 sec
Wi dth 8000.0 Hz
8 repetitions

0BSERVE H1, 499.8953722 l4{z
DATA PROCESSING
Line broadening 0.1 Hz

FT size 32768
Total time 0 min 24 sec

)))

ppm



I-GS-093-13C

Sample Name:

Data Col.l ected on:
roesy. chem. buf fa I o. edu-me t-cu ry3 0 0

Archive directorv:

Sarnple directory:

FidFiIC: CARBON

Pulse Sequence: CARBoN
Solvent: cd2c12
Oata collected on: Apr

(s2pul)

23 20rr

Ienp. 22.0 c // 295.1 K
0perator: Detty

Relax. delay 1.000 sec
Pu I se 45 .0 degrees
Acq. time 0.868 sec
\ri dth 18867.9 Hz
23680 repetitions

0BSERVE C13, 75.4537574
DEC0UPLE H1, 300.0760191

Pov,rer 38 dB
continuously on
\riALTZ-16 modrlatrd

DATA PROCESSING
L i ne broadct, ing i. ' 11z

FT size .32768
Total time 53 hr, 41 min

l4Hz
t4H z

'* 4li I i1:?

"c.,-: 1 .r i

180 160 140 1"20 100



Seq. Line : I
Location : Vial I

Ini: I

Page I

5smFIe trilane: 093

Prge I of I

ofl

D8TA FJ. 1 E C : \ H}I]IIE}I\ I\DATA\ DETTY] \ DETTTO 08. D

fnjectian Date : 6/28/Z0II 12:Z?:14 AH
Saliple lfare : 093
Icu. 0Eerator : ,I[tl

Acq. Hethod :
LasE chonged :

Analvsis Hethod :
Last changed :

IniTolr:ue:3pl
C : \ HP CHEI'I\ I \ },IETHOD 5 \ C ODY\ DET6 I OI'IH. ],I
6/2'l J?OIL 6: 5?: 46 PH by ,IC?
C: \H}IItrH\ I\I'IETHODS\ EODY\DET33B. H
Elzfrt?nIl 6:26:?9 PH bvJIV
{noditied s.fter loadlnqJ

Signal
l.0rl00
1. 000r1

FacEor uith ISTDs

!-

Irea Percent ReEort

Sorted Ey
Hultirlier
Dilution
Use Hultiplier e DiLuEion

Signal 1: DI}I D1 Sig=$1fl.2 Ref=440,50

Peak RetTiue Twe
# lninl

llidth Area Heiqht $rea
lulnl [D-&U+s I lnAul +

---- t-------l ---- I ------- | ---------- | ---------- I -------- |

1 2.208 ItrI R.LZ7,9 6.?IZ68e-I 9.I0290e-Z 0.tB6B
2 3.692 tIH 0.3236 356.7?05? I8.3?569 99. e619
3 4. ZZI UU tr.?492 1.981?? l' 3253Ze-I 0.5Sr4

Totals : 359.42355 18.59925

Results obLained lrith enhanced inEegrfltor I

+*+ End of RePort ***

Instrru.ent I 6/28/?011 6:28:03 PH ,I[Y

(DETTYl\DETTlt08.D)
mAU

'17.5

.15

12.5

10

7.5

5

,t

file ://C :\Users\gregorys\AppData\Local\Temp\093. gif 8125l20rr



r -Gs- 08 7

Sample Name:

Data Collected on:
chemnmr5 00. chem. buffalo. edu-'i nova500

Archive di rectory:

Sanple di rectory:

FidFile: PROTON

Pulse Sequence: PR0T0N {s2pul)Solvent: cd2cl2
Data co1 lected on: Feb 10 2011

Temp. 25.0 C / 296.1 K
0perator: Detty

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 2.048 sec
\tidth 8000.0 Hz
I repetitions

0BSERVE H1, 499.8993722 t4Hz
DATA PROCESSINC

L i ne broadeni ng 0 ,1 Hz
FT size 32768
Total time 0 min 24 sec

PFo
o

)))

ppm



I -GS. OB 7 _ 13C

Sanple Name:

Data Col lected on:
roe sy . chem. buf fa 1o - edu-me r-cu ry3 0 0

Archive directory:

Sample directory:

FidFile: CARBoN

Pulse Sequence: CARB0N (s2pul)
Solvent: cd2c12
Data col lected on: ltlay t 20L1,

Tenp.22.IC/2,95.2K
0perator: Detty

Relax. delay 1.000 sec
PuIse 45-0 degrees: ,',.ii.. rime 0.868 sec

:'r'Jiilti-r IEli67.9 Hz
26ri2,rl ini'rei i ti ons

0tsSEP.1tt: "i.::i-ii. 75 .453757 4 l4{z
LliC0Ui!:L i'i1, :i0ii.0760191 t4Hz
- Pdr'' i;? tr.

;6i'1 'r' 1" ' -:', *,'
'*rAL ie- Li,nurrJ tdt€d

DATA PROCESSING
L ine ri'o.-l:'.;rri irg 0.5 l:z

FT size 32168
Total t ine 536 hr, 57 m i n

'r[*f-1-r-

160

{: ,.i:; ), |1? A

-T-r-fT--r f-]-ryT-rrr- r -r-.l r-T- - IffiIi r -r iTT..r--fl--_l_l-_l --l--.-T- T1. l_T -i

.:/1':"i't
.". i ,t €)l

:'l'. '
f,;r i .

ll .l1, j'na
i.t,1."r
.t:.i.q:': , ::,. ,

:;,:; t-''!:'. .
,t; i

180 140 1-ZD 100 80 60 40 z0 () ppm



SaTE File C : \HT I]HEH\ ]\DATA\DETTTI\DETTYO 06. D

Page 1 of 1

5amp1e l,Iane: 087

Injection Date t 6/2?lZDII I0:54:44 FH
SanpLe }Iale : 08?
Acs, Operator : ,ICY

Acg, Hethod :
Last changied :

Analvsis llethod :
Last chfllged :

Seq, Line : 6
Location : ViaI 6

Ini: I
IniVolune:3pt

C : \ HP [HEH\ I\I'IETH0D5\ C0DT\DETE 10lil[. H
6127 IZ,OII 6:57:46 PH by ,ICIi
[ : \HPCHEH\ I\I{ETIIODS\ I]ODY\DETz3S. I{
6JZ8|ZfrII 6:2I:42 FH bv,ICtt
[nodliied after ]oadinu]

DADI D, $ig=Sl TTYl\DETTYTOE.D)
mAU

17.5

15

12.5

10

7.5

5

2.5

d\'nJ,

-F+t-

w
0

Area PercenE Report

Sorted Ey : 51gna1
Hultiplier : 1.0008
DiluEion : 1.0000
Use Hultlpller * Dllutlon Factor lrirh ISTD3

Signal l: DM D. 519=610r2 Ref=440.50

Peak RetTine Tt're liidth Area Heiqht Area
[EAUI *# lninl lninl llr&Utsl

---- | ------- | ----t ------- | ---------- | ---------- I -------- |

1 3. 000 I'ff 0. 1614 1. ?6412 1. B?IS4e-I 0. 4?83
z s.273 I[u 0.3155 36?.0?419 19.38569 99. s21?

Totals : 368.83831 19. s678?

ReEults obtained rrrlttr enhar:.ced integrator !

**r End of Repolg, **+

Instrwrent f 6,/e6/20l1 6:?5:09 FI,I ,l[V P:gr I of I

fi le ://C :\Users\gregorys\AppData\Local\Temp\08 7. gif 8l2st20r1



r-Gs-085 - 1

Sample Name:
I -H B* 02 Stop

Data Col lected on3
chemnmr500. chen - buffa lo - edu- i novi

Archive cli rectorY:

Sample directory:

FidFi 1e: H1

Pulse Sequence: s2pul
Solvent: cdzcl2
Data collected on: Feb 16 2011

Temp. 25.0 C / 29A.L K
0perator: DettY

Pulse 45.0 degrees
Acq. t'ime 1.892 sec
Iti dth 8000.0 Hz
8 repetitions

0BSERVE H1, 499.8993723 l'lHz
DATA PROCESSING
Ljne broadening 0.1 Hz

FT size 32768
Total time 0 min 15 sec

PFo

mrr
98 ppm



I-GS-085-13C

Sample Name:

Data Col lected on:
foesy. chen. buffa lo. edu-net-curV300

Archive directory:

Sample directory:

FidFi le: CARBON

Pulse Sequence: CARB0N
Solvent: cd2cl 2
Data collected on: Apr

(s2pu1)

24 20\1

PFo

r::,-/:,:Pi. "J 3'
: ,-.ii:. ! d::
C,:l;r Li ':::
',.'/.. i;:. I ,r.i'r i.-

I r,r; . ,; r,i i,,:l I

Temp. 21.6 C / 294.A K
0perator:0etty

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. t." .e 0.868 sec
\ti dth id867 .9 Hz
24704 repetitions

oBSERVE C13, 7.;.4537s74 t41z
PECCUPLtT H1, 300.07,60191 t4Hz
Power 38 dB
cu 't i nUlus ly on
\,rAl iZ- 1. ; moi.!u Iat.ed

DATA PROCESSING
L In€ broaden !nq i.i,5 Hz

FT size 32768
Total time 536955 hr, 14 min

i8

.11 l1i ' l

180 160 r40 720 1_00 ppm



Page 1 ofl

Sauple lla.ue: 0511RDALA F1TE C : \HPIItrH\ I\D*TT\DETTYI\ 054F.. D

Injecri0n Date : 6,t28,12011 4:58: SS FH
$alrple I'Iame : 054R
Acu. 0uerator : JCV

Location : YiaI I

IntYolune:3p1
Acu. Hethod : [:\HP[IIEI{\I\IETHODS\[ODY\DET0S4.fi
Last changed : 6,/28,i2011 4:55:44 PH bT ,lCV

(noditled after foadinq)
Analvsi-s Hethod : C: \HPCIIEI{\ I\I{ETH0DS\ C0DT\DETZ3B. H
l,ast chsnsed : ElZB/Zl)il 6:10:56 PH bT JIT

== = = = = = it: 1: : 1 : 1=:: :: : = I : 1=31 = = = = = : = = = = = = =

Area lercent ReDort

Sorted Ev : slrmal
Hu1tiElier : I.0000
Dilution : I.0000
Sample Aro.ount : 5.00000 Inu,lull
Use llultiplier e Dilution Factor wiLh ISTDs

{not used in calc. J

Sig"nal 1: DADI D.

lef,} RetrTise Tlpe
# l'nlnl

5ig=616.2 Ref=440,50

Area Height Area
IDAU*sl l-DIU'l +

IIidrh
lrrtin"l

I 6. ?49 IIH
3 6. ?42 IIH
3 8. r24 Itrr
4 9. 602 I'IH
5 12. 5?5 trH

Totf,J.s :

0. 1895 8.46911e-I
0.4zB7 4.94?34
0.5260 15.034??
0.650? 4. 2?514
3. r?15 ?52. 5s219

| ---------- I -------- |

?.44468e-Z 0. 1089
I.92330e-1 0.6362
4. ?6363e-1 1.9333
I. 09531e-I 0. 5499

3.954?3 96, ??I8

???.65684 4. E0?40

Results obtalned r,rith enhanced inteqrator !

t*+ End of RePort *+*

Instrr-uo.ent I 6/28/?011 6:13:3.L PU ,I[T Frgr I of I

DADI D, Si

mAU

2.5

2

1.5

1

0.5

o

fi le ://C :\Users\gregorys\AppData\Local\Temp\054. gif 8125l20Ir



r-Gs-075

Sample Name:

oata Col lected on:
chemnmr500. chem. buffalo - edu-i nova500

Archive directory:

Sample directory:

FidFiIe: PRoToN

Pulse Sequence: PRoToN (s2pul)
Solvent: cd2cl2
oata collected on: Jan 27 20Ll

Ternp. 25 .0 c / 298.t K
0perator: Detty

Relax. delay 1.000 sec
Pu'lse 45.0 degrees
Acq. time 2.048 sec
\'/i dth 8000.0 Hz
8 repetitions

0BSERVE H1, 499.89937?2 nqz
DATA PROCESSING

L i ne trroadeni ng 0.1 Hz
FT size 32768
Total time 0 min 24 sec

-
98

I

7

)))

ppm



r-GS-075

Sdmple Name:

Data CoI Iected on:
roesy . chem. buffa I o. edu-ne r- cu ry3 0 0

Archive directory:

Sample directory:

FidFi 1e: I-GS-075-13C

Pulse Sequence: CARB0N (s2pul )
Solvent: cd2cl 2
Data collected on: Apr 29 20LL

Temp. 21.0 C / 294.I K
0perator: Detty

Relax. delay 1.000 sec
Pulse 45.0 deqrees
Acr . ': ime 0.868 sec
\ti dl.,, :!_8867 .9 Hz
26840 repetit ions

0BSERVr C13, 75.4537585 HHz
DIC0UFi_E H1, 300.0760191 MHz
Power 38 clB
ccrI inuou';lv or
\,rAL'f :-16 nOdi, !uLirI

DATA PROCESSING
I i ne oroadcai nE 0.5 l-lz

FT size 32768
Total time 536 hr,57 min

PFo

o

.1. rl'ti:t. ...,:
itirr. 1i. 7 r

. .: , '':, :1 ',-

-if -i::j ;r - i. 1 . fi. ,i, I

-t' ,t 
-it 

F
:.r,)iir ;::: : r .,i

' ',?:. . -.,r..! rn r ,:.rl

rT_ITr- r l-r
40180 t-60 L4E 720 100 80 ?0



D eTa Fi Ie C : \ HPIIIEH\ T\DATA\DETTfI \ DETTTO 05. D

Page 1 of 1

5eftFIe llame: 0?5

Inlectlon Dare : 6/2'JJZOI I0:08:3I pH

$eerle llgne : 0?5
Acff. 0peratsr : ,IEV

Seq. tine : 5
Location : ViaI 5

Ini: I
fnilrol.urrre:3p1

Acg. Hethod : I]: \HPIItrH\ I\I'IETHODS\ CODY\DET6IOIfi{. }I
tast changed : 6/Z?/e011 6:5?:46 pH by ,IET
Snalvsis Hetho d : E : \HP IIIEH\ Itr IIETH0DS\ CODY\DETA gS. II
Last chanqed : 6,ie8,/201f E:ZD:?Z PH bv J[y

==== ===ii:1::=1=:::::=:::1litt==

Area PercenE ReEort

SoEted By
HuItlEIler
Dilution
Use llultiplier + Dilu

5ignaI
I. 0000
L 0fl00

FacEor ulth fSTDs

5ig=519.2 Ref=440.50

llldth Area Heisht
Inlnl [nAUts I IDAUI

LIUII

PFo

oSignal 1: DIII D.

PeaJ< RetTlue Tt'pe
# l-trrinl

----t-------t----
I 3. 133 lIH
Z 5. ?68 HH

ToEals :

0.164I ?.I34fi0e-I T.346?3e-2
0. 4576 360. 38196 13. 12644

36I.09544 13. r9891

Area

0. r9?6
99. 80e4

Resulte obtfllned r,rlth enhanced inteqrato[ !

f,+rr End of Report. rr*

Instrument I 6l2fil?frLI 6:?I:41 PU ,I[Y Prg+ I of I

DADI D, Si9=610,= ReFzl40,50 (DETTYI\DET

10

E

4

2

fi le ://C :\Users\gre gorys\AppData\Local\Temp\075. gif 8l2st20t1



r-Ao-238-2

Sample Name:

Data Co l l ected on:
chemnmrS 0 0 - chem. buffa lo - edu- i novas 0 0

Arch'ive di rectory:

Sample diIectory:

FidFile: PRoToN

Pulse sequence: PR0T0N (s2pul )
Solvent: cd2cl2
Data collected on: Jan 24 2O7I

Temp. 25.0 C ,/ 298.1 K
0perator: Detty

Relax. delay 1.000 sec
Pu.l se 45 .0 degrees
Acq. time 2.048 sec
\r'i rlth 8000.0 Hz
8 repetitions I

oBSERVE H1, 499.8993722 t4qz
DATA PROCESSING

L i ne broaden i ng 0.1 Hz
FT size 32768
Total time 0 min 24 sec

PFo
A ilr" e

34B

( ( (

ppm



1 -A0 - 238 - 13C- 2

Sample Name:

Data Col lected on:
roesy. chem. buffaio - edu-mercury300

Archive directory:

Sample directory:

FidFile: CARB0N

Pulse Sequence: CARBoN
Solvent: cd2cl 2
0ata collected on: Jan

Temp. 21.0 C / 294.1 K
0perator: Detty

(s2pul)

24 20LL

Re lax . de lay 1 . 000 sec
Pulse 45.0 degrees
Acq. time 0.868 sec
Iti dth 18867.9 Hz
4608 repetjtions

oBSERVE C13, 7s .4s37528 't41z
DEC0UPLE H1, 300.0760191 t'lHz
Po\,rer 38 dB
continuously on
VALTZ-16 modu lated

DATA PROCESSING
Line broadening 0.5 Hz

FT size 32768
Total tim€ 268 hr, 28 min

N-
I

Me
PFo
o

NEt2

180 I-60 L40 t?0 100



Page 1 of 1

SnfrFIe lileae: 236DeLe FiI e C : \HPCIIEH\ I \ DAT&\DETTYI\DETTYI I 6 . D

===========
Injectiun Date : 6,r?E/Z0tI 6:3?:52 AJ{

Sfllru.Ie lilane : Z3E
Acq. EperEEor : ,I[V

Seq. Line : 16
Location : VlaI 16

Ini: I
fniVolune:3uI

Acq. Hettrod : Er\HFEHEH\I\HETHUDS\CEDT\DET610NH.[I
LBEI chtsnged : 6/2 ?,i?0II 6:5T:46 FH hy 'JCV
Analvsis l{ettrod : C: \HFCIIEH\ I\I{ETII0Ds\ C0DY\DETaSE. }I
last chtsnqed : 6/28/?011 6:34:14 FH hv 'lCV(nodltled efter loedinuJ

Iree Percent ReEDru

Sortecl B!' : Signer
Hultipller : I.ou0fl
DiluEion : 1.0008
Use l{ultiplier 6, Dil-utian Fsctor wlrtr ISTD3

s1gn8r r: DAIl D; 5ig=$ffl,8 Ref=440.50

Uidth AreE Height AresPesk RetTine T\tle
# tninl

----l-------l----
] 4. OB? Ifi'I
2 4. BE? I{$
3 E. 93? Ifi'I

TDTSI9 :

tnlnl l-nAU*s I l'sAU] +

I ------- | ---------- | ---------- | -------- |

0. 3064 1. IZC49 6. I43BEe-? 0 ' I3;?
0. 46Br E4B. ?5684 30. ?4488 99. 6gE5

0. 5441 1. 5?3?3 4. fiZ02Ee-? 0 ' I84B

s5r. 46tt16 30. 85453

REsutts obtsined trit"tr enhanced inteqr6tor !

*** End Df RepnEt **t

Instrllnrent I 6/e8/?0ll 6:36:21 Pl{ J[v Prgc I of I

mAU
30

25

2E

15

1u

5

D

file:lllC:Nsers/Alex/AppData/Local/Microsoft/Windows/TemporaryYo2}Internet%2oFiles"' 
313012012



t-Ao-237 -7

Sample Name:

Data Col lected on:
roesy - chem - buffalo - edu-mercury300

Archjve directory:

Sample directory:

FidFile: PRoToN

Pulse Sequence: PR0T0N (s2pu1 )
Solvent; cd2cl2
Data collected on; Apr 29 zgIL

Temp. 21.O C / 294.1 K
0perator: Detty

Relax. delay 1.000 sec
Pu lse 45.0 degrees
Acq. time 1.706 sec
Vi dth 4803. 1 Hz
8 repetitions

oBSERVE H1, 300.0744612 l4{z
DATA PROCESSING

L i ne broadeni ng 0.1 Hz
FI size 16384
Tctal time 0 min 23 sc-

PFo

(J

N-
I

Me

S

lffi-

ppm



STANDARD CARBON PARAI4ETERS

sampre Name: l-&o-L3+-ta C
Data Col I ected on:

roesy - chen. buffalo. eclu-mercury300
Archjve di rectorY:

Sample directorY:

FidFile: CARBON

Pu lse Sequence: CARB0N
Solvent: cd2cl2
Data collected on: APr

Tenp. 21.0 C / 234.L K

0perator: Detty

Re',lax. delay 1.000 sec
Pu l se 45 .0 degrees
Acq. time 0.868 sec
\ti dth 18867 .9 Hz
10000 repet itions

0BSER.VE C13, 75.4537551
DECoUPtE H1, 300.0760191

P':]wor 38 dB
crrnt i nt.!ous lY on
idAt. lZ:16'nodulated

DATA PROCESSING
Lirre htoadoninq 0.5 Hz

FT size 32768
Total time 5 hr, 22 min

Is2pul )

29 2017

l4Hz
l4Hz

i:! i
, l:lLlr

PFs

o

180 160 14U Lzo 100 a0 60 40 zo ppm

S



Page 1 of 1

Det'e FiIe C:\HPEIIEI{\1\DATA\DETTTI\DETTY015.D SsmFle Neme: ?3?
===========

Injecriun DEre : 6/28/?011 5:5I:3? A}I Seq. Line : 15
SsrnEle Nilie : Z3'7 LotrRtion : tliel 15
Acg, 0Ferator : JEY Ini : I

In'iVo1r.tne:3pI
Tcq. HeLhod : C:\HFEIIEI{\]\UETHODS\CODY\DET6]O}DI.H
Lest chsnged : 6!27/?,OLI 6:5T:46 FII by,JCV
Tne]vsis Hethod : D: \HFEITEI'I\ I\I{ETIIODS\ [ODYlDET33B. H
Last chillqed : 6/28/2011 6:3?:54 PIl hv,JCV

= = = i::1=t :1= 

=:: 
:=: : :1:::l = == = = =

DAD1 D, 5io=810,2 E 15.0)
m,AU

10

I

E

4

2

0

.S
.sg

PFo

o
N

I

Me 10

== =:: : 1= :: :::::=:::: ::
Sorteal Ey : Signal
llultiElier : I.0800
Dllution : 1.0000
Use llu]tiFlier c Dilution FecEoE with ISTDs

Sigtel I: DADI D, 519=S19.2 Ret=440r50

Pes} RetTine TVpe lilidth AreE Heiqht Aree
# lninl lnln] [nAU*s l f rAUl +

I 3. 91? IO{ 0. ZIle I. 00905 ?. 963tTe-Z 0. 1586
? 5.0S51S1 0.468? ?,SeflI09.34809e-Z 0.40?l
3 6. ?93 III{ 0. ?965 ?. ?S995 I. 5?3?1e-I 0. 4344
4 't .564 IIH 0. 9230 638. 09934 rr. 5EZ7e SS. 0013

TotBl-s : 644. 53634 1r. B53lB

REsulEs obEEined wittr enhEnced inEeqrator !

f,*r End 0r Report *r*

Instrunent I 6lZ8l?EIf 6:34:14 FI{ ,i[V Prge I of I

fiIe:lllC:Nsers/Alex/AppData/Local/Microsoft/Windows/Temporaryo/o}lInterneto/o2lFiles... 313012012



1 -A0-28 0 -3

Sample Nane:

Data Collected on:
chemnmr500. chetn. buffalo. edu- i novas00

Archive directory:

Sample directory:

FidFile: PROTON

Pulse Sequence: PRoToN (s2pul)
Solvent: cd2c12
Data collected on: l4ay 17 2011

0perator: Detty

Relax. de.lay 1.000 sec
Pulse 45.0 degrees
Acq. time 2.048 sec
\ti dth 8000.0 Hz
8 repetitions

0BSERVE H1, 499.8993732 I'lHz
DATA PROCESSING

L i ne broadeni ng 0.1 Hz
FT size 32768
Total time 0 nin 24 sec

PFo
o

ppm

/l/(\\



1-A0-280-1sC

Sample Name:

Data Col lected on:
roesy - chen . buffa I o. edu-nercu ry3 0 0

Archive di rectory:

Sanple directory:

FidFile: CARBON

Pulse Sequence: cARB0N (s2pul)
Solvent: cd2cl2
Data col lected on: l4ay 17 2011

0perator: Detty

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. t ine 0.868 sec
\,J'i dth 18867.9 Hz
19072 repetitions

0BSERVE C13, 75.4537539 I'lHz
Dr.i;0Urr-E H1, 300.0760191 t4Hz

Po\*er 38 dB
ccat i nu)us ly on
ttAtTZ-i6 modu lated

OATA PII.OCISSING
Line bl.oadening 0.5 Hz

fT size 32768
Total time 536 hr, 57 mi n

l- :.! I nl

PFo
o

@r
N-

I

Me

S

t-80 160 140 L?O 100 80 60 40 20 p prn



Page 1

SEnrpIe Nsme: ?36LI

ofl

DETA F1IE C : \HFCIIEH\ I\SATA\DETTYI\ 236. U

Injecrion Daf,e : ?/5l30II l:51:3I FI{
Serir.Ie Nilie : 33611
Acq. UEeretor : 'l[]I

LocaEion

Ini Volune

VleI 43

3ur
Acs. Het}tod : E: \HPCIIEI{\ 1\HET}I0D5\ C0DY\DETEI0}IH,l{
LEEt chEulged : ?./5l30II 5:58:53 FI'I by 'JEV
Anelvsis llethod : E : \ HF EHEH\ 1 \ HETHEDS \ C0DY\ DET?I?IIH. H
Last chsntred : ?/513011 9:5F:58 PH hv 'IEVfnodlEied after ]oedinsl

Aree Fercent Report

SoEted E], : Srgnel
HUIt1EIIEE : I.0UUS
Di.Iut,ion : I. 0000
Snmrle Amount : 5.00000 lns/ull (not used in celc.l
Use l{ulElplier & Dilution Fector rrith ISTDg

Slgnel I: DADI D. 5ig=61p.2 Ref=441[r50

Fesli RetTiee Twe [IidEh Aree HeishE
# [rnln] [nln] [nAU*s ] tnAUl

Aree
g

---- | ------- | ---- | ------- | ----------
t ?. 620 I{U 1. 004r B1B. T6141 13. 590T8 90. 9348
e 9. 9BE I{I{ I. 3?80 60 ' 5I0SE ?. 3I89Ie-I 6. ?IgE
3 23.546 }tr{ e.9TF7 ZI.ZES9Z' I.1ts63?e-I 3.3554

TotaIB : 980.48221 I4.4413I

ResuIEE obtslned ulth EnhEnced inteurBtuE !

ttrr End of Report fft*

Instrrfirent 1?15/?Dll 11:30:3? PII ']CV
Prgc J- of I

mAU

12

10

s

F

4

2

u

S

file7llC:Nsers/Ale></AppData/Local/Microsoft/Windows/Temporaryo/o20lnternet%20Files... 313012012



L-AO-2? 9-4

Samplo Namr!

Data Co'l lrct6d onr
channmrS00, ch€m. buffalo. edu-i nova500

Archlva dl rBctory:

Sample dlrectory:
FidFi IE: PROTON

Pulse Sequence: PR0T0N (s2pul)
So'lvent: cd3cn
oata collected on: l4ay L7 20lL

0perator: Detty

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 2.048 sec
V/i dth 8000.0 Hz
8 repetitions

0BSERVE H1, 499.9010674 tlHz
DATA PROCESSING

L i ne broadeni ng 0.1 Hz
FT size 32768
Total time 0 min 24 sec

PFo
A il" iz

)))

ppm



1-40-145

Pulse Sequence: s2pul
Solvent: cd2c12
Ambi ent temperature

GEI4INI'300 "roesy.chem.buffalo.edu"

Relax. delay 5.000 sec
Pulse 90.0 degrees
Acq. time 1.706 sec
\,/i dth 18761.7 Hz
1472 repetitions

0BSERVE C13, 75 .4537673 nHz
DEC0UPLE H1, 300.0760192 14Hz
PoHer 1023 dB
continuously on
i'/ALTZ-16 modulated

DATA PROCESSING
Line broadeninq 1-0 Hz

FT size 65536
Total time 19 hr,25 min,9 sec

PFo
o S

20

((Q

180 160 140 L?O

(

100 80 60 40 ppm



Page 1 of I

SnnFle lileme: ??9
D8t,a Fi]e C : \HFDHEH\ 1 \DATA\ DETTyI \DETTYOI? . D

Injeceion Dare : 6,r?B/?0II ?:?4:06 AI{ Seq. Line : I?
Locstion : VinI I?

Ini: I
Ss.nEIe Iilsnre , Z'lg
Acg. 0perator : ,IEy

IniVo]r.me:3FI
E: \HPEIIEH\ I\}iETII0Ds\ CODy\DET6I0NH. r{
6!ZX I?DII 6: 5?: 46 FU hy ,tCV
C: \HFEIIEH1 ]\HETHODs\ CODY\DET?38. H
6/?E/30II 6:36:?1 FH hv JCV
{nodifled atter l_0adinql

Acq. IIetfrod :
Last chenged :

Anelvsls Hetlrod :
LBEt chsn{ed :

' 5ig=g1O,t * TTYI\DET
mAU

5

4

3

2

1

0

Area Percent ReEort

SDEEed Ey : Slgnsl
HultlElier : L 0DU0
Dilution : I. U000
Use l{ultiplier 6 DiluEinn Fecror wlth ISTD3

SiEnel I: DADI D. 5ig=510,2 Ref=440,50

Pes} RetTine TVpe
# l'ninl

lil1dth Area Heiqht Area
lninl lnAU*sl ID.IUI +

---- | ------- | ---- | ------- | ---------- | ---------- | -------- |

I 3.054 l{I{ 0.1488 I. I2S3[ 1.26449e-] D.3BIE
3 4. 3SE FfiI 0. e4zg 1. 19655 B. AI0g?e-E 0. 4046
3 5. ?14 III{ 0. Z5?0 3. ?seSI ?.  3JIIe-l I. Z6EB
4 ?. 562 III{ 0. 3ZE4 ?. Be62?e-I 3. 9966?e-Z 0. Z64E
5 E. 853 I{I{ 0. Bs69 ?EB. S0386 5. 36882 9?. 6802

ToEslE : ?95. T6385 5. fi6068

Results ohtained rrith enhirncEd iniegEstor I

*** End of RePEfE ***

Instru"nenL I 6/48/?DII 6237:,27 PH JIV Prgc I of I

fiJ.e.lllC:Nsers/Alex/AppData/Local/Microsoft/Windows/Temporaryo/o2}Internet%20Files... 313012012



1-A0-oss ' rur-14-
Pulse Sequence: s2pul
Solvent: CDCI3
Ambi ent temperature

INoVA-500 "tocsy-chem.buffalo. edu"

Re lax - delay 2.000 sec
Pulse 39.7 degrees
Acq" time 1.891 sec
\ti dth 10000.0 Hz
16 repetitions {,

0BSERVE H1, 499.8984007 t'lHz
DATA PROCESSING
Line broadening 0.1 Hz

FT size 65535
TotaI tine 1 rnin, 18 sec

Me Me o

f]*lr)^,.",

)))

ppm



1-A0-059-13C

Pulse Sequence: s2pul
Solvent: CDCI3
Ambi ent temperature

GE14INl-300 "roesv.chem.buffalo.edu"

Relax. delay 5.000 sec
Pulse 90"0 degrees
Acq. tine 1.706 sec
\,/i dth 18761.7 Hz
736 repetitions

0BSERVE C13, 75.4536195 I'lHz
DEC0UPLE H1, 300 .075443I t4{z
Power 1023 dB
continuousiy on
\tALTZ-16 modu lated

DATA PROCESSING
Line broadening 0.1 Hz

FT size 65536
Total time t hr,59 min,57 sec

Me Me o

1))0a,,.",Me 15

150 L?g 100 ppm



1-A0-032-b

Pulse Sequence: s2pul
Solvent: CDCI3
Ambi ent temperature

IN0VA-500 "tocsy.chem.buffalo.edu"

Relax. delay 2.000 sec
Pulse 39.7 degrees
Acq. time 1.891 sec
Vi dth 10000.0 Hz
16 repetitions

0BSERVE H1, 499.8984013 14Hz
DATA PROCESSING
Line broadening 0.1 Hz

FT size 65536
Total time 1 min, 1E sec Me Meffio

19I

Me

( (

ppm



1-A0-031-carbon-2

Pulse Sequence: s2pul
Solvent: CDCI3
Ambi ent temperature

GE14INI-300,'roesy.chem.buffalo.edu,'

Relax. delay 5.000 sec
Pulse 90.0 degrees
Acq. time 1.706 sec
\ti dth 18761.7 Hz
528 repetitions

0BSERVE C13, 75 .4536583
DECoUPLE H1, 300 .075443I
Power 1023 dB
cont i nuous ly on
VALTZ-16 modutated

DATA PROCESSING
Line broadening 1-0 Hz

FT size 65536

l4Hz
14H7

Total time t hrr 59 min,57 sec

MeMe S

+o.o
nir" 19

?.0 0

(,

I

180 160 740 80 60 40 z0 ppm



/ r-oo-oor-o
Pulse Sequence: s2pul
Solvent: CDCI3
Ambi ent temperature

INOVA-500 "tocsy.chem. kruffalo.edu"

Relax. delay 2.000 sec
Pulse 39.7 degrees
Acq. time 1.891 sec
tli dth 10000.0 Hz
16 repetitions

0BSERVE H1, 499 .8983992 HHz
DATA PROCESSING
Line broadening 0.1 Hz

FT size 65536
Total time 1 min, 18 sec

MeMe O

fu.o
20

I

Me

I

(

1 ppm



-/
1-A0-037-carbon13

Pulse Sequence: s2pul
Solvent: CDCI3
Ambi ent temperature

GEMINI-300 "roesy. chem. buffalo. edu"

Relax. delay 5.000 sec -

Pul se 90.0 degrees
Acq. tine 1.706 sec
\ridth 18761.7 Hz
672 repetitions

0BSERVE C13, 75.4536195 14Hz
DEC0UPLE H1, 300.075443I l4{z
Pouer 1023 dB
continuously on
\TALTZ-16 modulated

DATA PROCESSING
Line broadening 0.1 Hz

FT size 65536
Total t'ime t hr, 59 min, 57 sec

180 160 L40 LZ0 100 80 60 40 2n ppm



1-A0-135-2

Pulse Sequence: s2pul
Solverrt: CDCI3
Ambi ent temperature

Samp 1 e #2
Fi le: 1-A0-135-2
IN0VA-500 "nmrdata.chem.buffalo.edu

Relax. rleldy l-000 sec
Pulse 47.9 degrees
Acq. time 1.800 sec
\tidth 6000.6 Hz
16 repetitions

oBSERVE H1, 399.9389018 ilHz
DATA PROCESSING
Line broadening 0.I H7

FT si ze 32768
Total time 0 min,44 sec

t

I

/

MeMe O

&\4,u-,,(r/\z\.
rrlr" )-,
t"rr\-i

22

ppm



1rA0-122-13C

Pulse Sequence: s2pul
Solvent I cd2c12
Ambient temperature

Sanple #2
F ile: l-AO-L22-I3C
IN0VA-500 "nmrdata.chem.buffalo.edu"

Relax. delay 5.000 sec
Pulse 90.0 degrees
Acq. tine 1.706 sec
Vidth 18761.7 Hz
1024 repetitions

0BSERVE C13, 75 .4531682
DECoUPLE H1, 300.0760192
Pover 1023 dB
continuously on
\,/ALTZ-16 modulated

DATA PROCESSINC
L i ne broadeni ng 0.1 Hz

FT size 65536

MeMe I

fef*'"o;",-d

22

l4Hz
Mllz

Total time t hr,55 min,2 sec

180 160 140 L20 100 BO 50 40 ?0 ppm
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