1 Anilina

2 Acetanilid

3 Mrowczan etylu
4 Kwas mrowkowy

8 p-Bromoacetanilid

9 Fenol
10 o-Nitrofenol
11 p-Nitrofenol

12 Kwas antranilowy
13 Kwas o-chlorobenzoesowy
16 Aldehyd benzoesowy

18 p-Metyloacetofenon
22 Toluen

25 Etanol

26 Dibenzylidenoaceton
27 Aceton



Anilina
Sample Name:

Data Collected on:
nmrvar-vnmrs500
Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Oct 1 2009

Temp. 25.0 C / 298.1 K
Operator: vnmr2

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 2.045 sec

Width 8012.8 Hz

32 repetitions

OBSERVE H1, 499.9309615 MHz
DATA PROCESSING

FT size 32768
Total time 0 min 25 sec
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7.191

Vw221
—

6.725

_6.710

6.808

3.652

NH,




NH,

01279

S¢l'8

608°9

v6L™9

pzZg8~g9

T6T" L

502" ¢

12272

ppm

27.75

27.70

13.62



Anilina

Solvent: CDC13
Ambient temperature
GEMINI-200BB "gemini"

129.144

—-114.979
—

PULSE SEQUENCE 2
Pulse 41.5 degrees

Acqg. time 1.000 sec

Width 12500.0 Hz

1540 repetitions
OBSERVE C13, 50.2827836 MHz
DECOUPLE H1l, 199.9720977 MHz
Power 36 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 1.0 Hz
FT size 65536
Total time 31 hr, 1 min, 54 sec

118.378
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- 76.363

/

146.244

|

|
i |
¥

. J«
Ay e g Y WA A o BN s O (0 T 3 S e g A P e e Yooty ot gtV e pai

\“"\Mww-»,«rp,»%«mwm’q‘w-w«mvv-rwﬂ\‘v*vaM.M-wM’t«‘.vni.WMPM\Mvathﬁv,w) v LNMW'WtW"*HW%M‘fWMWWM

[ "T T~ T T 7T T I T !'”17 LI B ""“"’V T T "! L | 1 ]*'7 | LI | | T T T T | T I T | LI R | ! T T I I T T T T | 1

190 180 170 160 150 140 130 120 110 100 90 80 70 PPm



v8LL

Y

v0L 1

PO

9601

080¢

C

smittan

an

60

50-

30-

20

10-

0¢

91¢¢
¢

437

09¢¢ —

08¢1

(@p]

96¥1

8911

Wavenumber (cm-1)

088

889




Acetanilid
Sample Name:

Data Collected on:
nmrvar-vnmrs500
Archive directory:

Sample directory:
FidFile: Acetanilid

Pulse Sequence: PROTON (s2pul)
Solvent: cdc13
Data collected on: Jun 25 2009

Temp. 25.0 C / 298.1 K
Operator: vnmr2

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 2.045 sec

Width 8012.8 Hz

32 repetitions

OBSERVE H1, 499.9309410 MHz
DATA PROCESSING

FT size 32768
Total time 0 min 25 sec
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Acetanilid

Solvent: CDC13
Ambient temperature
GEMINI-200BBE "gemini"

PULSE SEQUENCE
Pulse 41.5 degrees
Acqg. time 1.000 sec
Width 12500.0 Hz
1360 repetitions
OBSERVE C13, 50.2827790 MHz
DECOUPLE H1l, 199.9720977 MHz
Power 36 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING
Line broadening 1.0 Hz
FT size 65536
Total time 31 hr, 1 min, 54 sec
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Mrowczan-etylu
Sample Name:

Data Collected on:
nmrvar-vnmrs500
Archive directory:

Sample directory:
FidFile: Mrowczan-etylu

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl13
Data collected on: Jun 4 2009

Temp. 25.0 C , 288.1 K
Operator: vnmr2

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 2.045 sec

Width 8012.8 Hz

32 repetitions
OBSERVE H1, 499.9309620 MHz
DATA PROCESSING
FT size 32768
Total time 0 min 25 sec
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Mrowczan_etylu

Solvent: CDC13
Ambient temperature
GEMINI-200BB '"gemini"

PULSE SEQUENCE
Pulse 41.5 degrees

Acqg. time 1.000 sec

Width 12500.0 Hz

1500 repetitions
OBSERVE C13, 50.2827752 MHz
DECOUPLE H1, 199.9720977 MHz
Power 36 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 2.0 Hz

FT size 65536
Total time 31 hr,

1 min, 54 sec
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TERMSHITTRANCE] 41
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Zrodlo:  https://sdbs.db.aist.go.jp



Kwas-mrowkowy
Sample Name:

Data Collected on:
nmrvar-vnmrs500
Archive directory:

Sample directory:
FidFile: Kwas-mrowkowy

Pulse Sequence: PROTON (s2Zpul)
Solvent: cdcl3
Data collected on: Jul 29 2009

Temp. 25.0 C / 298.1 K
Operator: vnmr2

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acg. time 2.045 sec
Width 8012.8 Hz
32 repetitions
O0BSERVE H1, 499.9309615 MHz
DATA PROCESSING
FT size 32768
Total time 0 min 25 sec

8.035

4 HCOOH




Kwas_mrowkowy

Solvent: CDC13
Ambient temperature
GEMINI-200BB '"gemini"

PULSE SEQUENCE
Pulse 41.5 degrees
Acqg. time 1.000 sec
Width 12500.0 Hz
1500 repetitions
OBSERVE C13, 50.2827729 MHz
DECOUPLE H1l, 199.9720977 MHz
Power 36 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING
Line broadening 1.0 Hz
FT size 65536

Total time 31 hr, 1 min,
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LoD

TRANSHITTANCE] %1
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p-Bromoacetanilid

STANDARD PROTON PARAMETERS
Sample Name:

Data Collected on:
nmrvar-vnmrsSoo0
Archive directory:

Sample directory:
FidFile: p-Bromoacetanilid

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Jun 4 2009

Temp. 25.0 C / 298.1 K
Operator: vnmr2

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 2.045 sec

Width 8012.8 Hz

32 repetitions
OBSERVE H1, 499.9333302 MHz
DATA PROCESSING

FT size 32768
Total time 0 min 25 sec

10.111
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p-Bromoacetanilid

Solvent: DMSO
Ambient temperature
GEMINI-200BB '"gemini"

PULSE SEQUENCE

‘Pulse 41.5 degrees

Acg. time 1.000 sec

Width 12500.0 Hz

1580 repetitions
OBSERVE C13, 50.2830332 MHz
DECOUPLE H1, 199.9730475 MHz
Power 36 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 1.0 Hz

FT size 65536

Total time 31 hr, 1 min, 54 sec
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STANDARD PROTON PARAMETERS
Sample Name:

Data Collected on:
nmrvar—-vnmrs500
Archive directory:

Sample directory:
FidFile: phenol

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Sep 10 2015

Temp. 25.0 C / 298.1 K
Operator: vnmr2

Relax. delay 0.001 sec
Pulse 45.0 degrees

Acg. time 2.045 sec

Width 8012.8 Hz

16 repetitions
OBSERVE H1, 499.9309610 MHz
DATA PROCESSING
FT size 32768
Total time 0 min 25 sec

7.268
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STANDARD CARBON PARAMETERS

Sample Name:

Data Collected on:
nmrvar—vnmrs500

Archive directory:

Sample directory:

FidFile: phenol-c

10909 _Qca
T2 9803

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Sep 10 2015

121.122

Temp. 25.0 C / 298.1 K
Operator: vnmr2

Relax. delay 0.001 sec
Pulse 45.0 degrees

Acg. time 1.022 sec

Width 32051.3 Hz

600 repetitions
OBSERVE C13, 125.7077440 MHz
DECOUPLE H1, 499.9334622 MHz
Power 35 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 2.0 Hz
FT size 65536
Total time 8 min 41 sec

155.133
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TRAMSHITTRNCEL %1

LoD

HIT-NO=1030 [SCORE=

(

1 [50B5-N0=554

| IR-NIDA-65045 : KBR DISC

5D —H

PHENDL
CsHg0
¢ LI LI 1 1 I
4000 3000 £000 1500 1000 ano
HAVEHURBER! -1l
q93 4z 2606 77 1631 77 1236 g Bz b3
3047 43 2487 81 1500 11 1168 41 alz 31
jazs az 1934 8l 1475 5] 1153 &2 TGS 9
2963 64 1846 B4 1391 &2 lov2 48 690 12 OH
2847 12 lEOE 22 1373 139 lo24 &4 Bl8 B4
2837 72 15948 4 1315 7z 939 77 535 47
2723 74 lBRT 7B 1293 177 888 64 BEO7 =3
Zrodlo:  https://sdbs.db.aist.go.jp
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TRAMSHITTANCEL %1

HIT-NO=1060 |8CORE= 1« 1 |80DBS-N0O=554 [IR-NIDA-29806 : LIOUID FILM
PHENOL
CgHgd
LoD
50 —
o N T . z i % i T 4 L ! : T
4000 3000 £oon 1500 1000
HAVENUHBERI =11
32z9 4 2484 EB 1632 &b 1Z34 1B BZE 36
jg4g 15 1933 &7 1501 14 1189 31 glz 23
jazs 18 1547 B2 1474 T 1153 Zb To4 &
2962 29 1711 64 1372 23 gz 27 691 B []fﬁ
2837 138 1606 2B 1336 43 1024 48 BL7 44
2723 41 1598 10 1915 47 69 41 535 18
2699 46 16E9 B7 1293 &O 881 BD B02 20

Zrédlo:  https://sdbs.db.aist.go.jp



TRANSHITTANCED %1

HIT-NO=418 |[SCORE= ( ) [S5DB5-N0=554 [ IR-NIDA-24091 : NUJOL HULL
PHENOL
CgHg0
LOD
SD
0 ? 1 Y S | T ¥ T Y ! T T
4000 3000 2000 1500 1000 00
HAVENUHRBERT -11
azze 17 2926 4 1600 26 1181 EGB 623 B8
3218 17 2855 1l 1474 13 L1688 42 alz 41
j205 17 2723 64 1376 24 1153 4B Ta3 18
1094 26 2602 7D 1337 &6 lovz 44 690 18 ijﬁ
047 29 lE06 28 1315 &6 1024 B4 Bl7 70
jazs 95 1588 17 1294 @8 g8 o7 S35 43
2966 ? 1632 74 1238 19 g8l 77 BO3 46
Zrodlo:  https://sdbs.db.aist.go.jp
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STANDARD PROTON PARAMETERS
Sample Name:

Data Collected on:
nmrvar—vnmrs500
Archive directory:

Sample directory:
FidFile: o—-nitrofenol

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Sep 10 2015

Temp. 25.0 C / 298.1 K
Operator: wvnmr2

Relax. delay 0.001 sec

Pulse 45.0 degrees

Acg. time 2.045 sec

Width 8012.8 Hz

16 repetitions

OBSERVE H1, 499.9309610 MHz
DATA PROCESSING

FT size 32768

Total time 0 min 25 sec
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STANDARD CARBON PARAMETERS
Sample Name:

Data Collected on:
nmrvar-vonmrs500
Archive directory:

Sample directory:
FidFile: o-nitrofenol-c

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Sep 10 2015

Temp. 25.0 C / 298.1 K
Operator: vnmr2

Relax. delay 0.001 sec
Pulse 45.0 degrees

Acq. time 1.022 sec

Width 32051.3 Hz

500 repetitions
OBSERVE C13, 125.7077274 MHz
DECOUPLE H1, 499.9334622 MHz
Power 35 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 2.0 Hz
FT size 65536
Total time 8 min 41 sec

155,195

——3137.626

125.130
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LoD

TRANSHITTRANCEL 41

HIT-HO=1240 |SCORE=

[

1 [60BS-N0=2650

[ IR-NIDA-06902 : CCL4 SOLUTION

O-NITROPHENOL

CoHaN D5

5D —

1Ty
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500
HAVENUHBER -11
3241 60 | 1693 1B | 1268 28 | lOB] 66 | 630 B2
3gsa g4 | 1576 55 | 1256 1g | lon 30
jgve a4 1533 g 1241 45 954 79 OH
3062 d6 1479 7] 1180 2B 870 26
latn 86 | 460 LE | 1158 &0 | &G0 7O
laz3 10 | 1379 SB | 1133 34 | 657 23
lgO6 63 | 1333 4 | 1119 61 | E46 6B NOz
Zrodlo:  https://sdbs.db.aist.go.jp
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TRERNSHITTRNCEI %1

LoD

HIT-NO=2103 [SCORE=

[

1 [50BS-N0=2650

| [R-NIDA-28574 : KBR DISC

O-NITROPHENOL
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3074 d4 1418 84 1181 3z a71 47 626 60

Le1S 23 1378 532 1184 B8 g21 &0

L5390 28 1338 23 1136 47 785 53

L6790 &6 | 1317 21 | 1123 79 | 760 6 NOa

Zrodlo:  https://sdbs.db.aist.go.jp
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LOD

TRAMSHITTANCEI 41

HIT-HO=142]1 |[5CDRE=

(

1| 80BS-N0=2650

| IR-NIDA-64741 : NUJOL HULL
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2925 4 | 1468 23 | 1968 34 | lLOB1 40 | 746 20

2454 10 | 1453 27 | 1255 35 | L0283 42 | 667 31

L6IE 37 | 1463 25 | 1238 37 | 967 62 | 626 B2 NOz

Zrodlo:  https://sdbs.db.aist.go.jp
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STANDARD PROTON PARAMETERS

Sample Name:

Data Collected on:
nmrvar—-vnmrs500
Archive directory:

Sample directory:
FidFile: p-nitro-fenol-dmso

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Sep 14 2015

Temp. 25.0 C / 298.1 K
Operator: vnmr2

Relax. delay 0.001 sec
Pulse 45.0 degrees

Acg. time 2.045 sec

Width 8012.8 Hz

16 repetitions
OBSERVE H1, 499.9333273 MHz
DATA PROCESSING
FT size 32768
Total time 0 min 25 sec
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STANDARD CARBON PARAMETERS
Sample Name:

Data Collected on:
nmrvar—-vnmrs500
Archive directory:

Sample directory:
FidFile: p-nitro-fenol-dmso—c

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Sep 14 2015

Temp. 25.0 C / 298.1 K
Operator: vnmr2

Relax. delay 0.001 sec
Pulse 45.0 degrees

Acqg. time 1.022 sec

Width 32051.3 Hz

500 repetitions
OBSERVE C13, 125.7083904 MHz
DECOUPLE H1, 499.9358369 MHz
Power 35 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 2.0 Hz

FT size 65536

Total time 8 min 41 sec

126.168
115.781

39.520

39.683
\—39.349

163.921
39.855
39.185

139.629




TRANSHITTRANCE] %!

LoD

HIT-NO=2127 |SCORE=

(

1 | 5DBS-N0=2681

[IR-NIDA-00444 : KBR DISC

P-NITROFPHENGL

CsHaNO5

5D —

40

ao

—
3000

T
£000

T
1500

T v T T T T
1000 00

HAVEHUHBER! -1l
433l 23 1923 84 1437 &8 1114 10 Bzl T4
3121 B4 1EL4 25 1383 79 1105 48 215 81
Jage 8z 1592 10 1346 9 1o0g 78 55 37
2876 a1 | I6L6 17 | 1328 4 861 78 696 &6 O5N OH
2826 79 1500 E 12g8 1l 867 &3 631 38
2nzz 4l 1492 L7 1220 21 §52 20 537 70
2439 79 1461 6B 1169 133 g29 77 498 BB
Zrodlo:  https://sdbs.db.aist.go.jp

11 HO%<>%N02



TEANSHITTRNCEI %1

HIT-NO=1443 [SCORE= ( 1|80BS-N0=2681 | [R-NIDA-22769 : NUJOL MULL
P-NITROPHENOL
CeHsNO5
LoD
S0 —
o e 1 LIS F |
4000 3000 2000 1500

HAVENUHBER! -1l
3iz4 16 Z86k 33 1461 44 1167 1B g6z9 B7
ji22 37 2720 BB 1438 &7 1113 10 821 &0
Jass 34 Z438 ©GB 1376 G686 1104 15 56 34
jgel 43 1614 1B 1346 4 1008 47 696 &b OZN OH
29587 29 15849 5 1324 7 981 48 B3 26
2926 21 15ld 20 1285 7 866 28 631 20
2971 1318 le0a B 1217 8 863 L3 498 43
Zrodlo:  https://sdbs.db.aist.go.jp

11 HO@NQ



Kwas=-antranilowy
Sample Name:

Data Collected on:
nmrvar-vnmrsS00
Archive directory:

Sample directory:
FidFile: Kwas-antranilowy

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data coltected on: Jul 30 2009

Temp. 25.0 C / 298.1 K
Operator: vnmr2

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 2.045 sec

Width 8012.8 Hz

32 repetitions

0BSERVE H1, 499.39333278 MHz
DATA PROCESSING

FT size 32768
Total time 0 min 25 sec

7.706
7.703
/.Z229
7.213
7.210
7.207
2,197
6.746
6.744

/v
Y=
y-
=

6.729
6.727

6.514
6.511
6.499
6.497
6.495
6.483

12

COOH

11 10

NH,



COOH

i)
o

NH,

12

€8p”
S6b "
VA1

9
9

66"

T15°9

Lael”
62L"

vis°9

bbe”
9bL”

LBT"
£02°

o Ol ©

012"

g1z’

889°
T69°
€0L
902

N~~~

NN.mlL\\I\\

2327 ¢L

<

L

=7

EES™8

NNy

16.94

16.40

38.56

16.30

16.80



COOH

12

Kwas—antranilowy

Solvent: DMSO
Ambient temperature
GEMINI-200BB '"gemini"

PULSE SEQUENCE !
Pulse 41.5 degrees :
Acqg. time 1.000 sec
Width 12500.0 Hz
1500 repetitions

OBSERVE C13, 50.2830302 MHz

DECOUPLE H1, 199.9730475 MHz
Power 36 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING
Line broadening 1.0 Hz
FT size 65536

~—=1108.682

Total time 31 hr, 1 min, 54 sec D % ©
n M m
@ . L]
| ] ©o f
J !
g 2 — 3 o
i
ﬁ [ j o 5 pi
| S o —
§ o
I a0
5 : LA
© 7] l 2 \,‘/f 0
o)} o | « \H ©
© 0 | & \ §
— — < %
‘ I L |
|
|

_/

|

u

!
|
mw;adﬁwﬂwmw"vMWm«WM/%W‘MW.wﬂ "WMWMMWWWM i MMWMWWW%/ V\'jA‘WW?“W*MWMWi“mWMW‘W%%‘MWWWWMWWWWM‘WM’JMWMqu\VMMWMMM(HMMMWW Mwwm-wmmwww\
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LOD

TRAMSHITTAHCE! 41

HIT-NDO-1331 |GCDRE= ( 1]50B5-NO-1150

[ IR-NIDA-03712 : KBR DISC

ANTHRANILIC RCID

CHMND,

D T —T T T
4000 30%0 Edﬂﬂ ; l;ﬂu IDBD 5&0
{HAVEWUHBER! -1|
3oz 47 | 1els 36 | 1371 16 | LlB]l 2B 756 Z1
3390 46 | 1SE3 21 | 1321 18 | 1149 33 785 4 VAR
3374 38 | 1557 36 | 12985 17 | 1140 34 T4 44 4 R ~— OH
3240 37 | 1486 23 | 1279 28 936 33 692 42
o5gE 44 | 1460 37 | 1248 7 851 3 EB7 49 A l
2565 44 | 1454 42 | 1193 43 §37 43 BAO 23 ! d
l§79 18 | Ll3se 3B | 1176 3% 772 2D 607 4l MH2
Zrodlo:

https://sdbs.db.aist.go.jp

12

COOH



HIT-NO=705 |5CORE= ( 1]80BS-NO=1150  JIR-NIDA-G7L75 : NUJOL HULL
AMTHRANILIC ACID ‘
CH-ND,
Lon
/L/”
s
EE-D— ﬂ
=
3
ﬁ A
04— T ] ‘ T — T T
4000 3000 2000 | 1500 1000 500
'HAVENUHBER! -1
3324 17 | 1662 30D | 1319 7 | 1148 14 754 8
3239 16 | IS80 10 | 1297 13 | 1073 30 | 7OS 38 x
7955 16 | 1488 16 | 1290 12 | 935 1F | 633 33 s - -
2923 E | 1460 Il | 1280 1l | BB! 1B | 667 36 ”
2889 18 14584 L& 1239 Q g3 24 BB0 16 '\
2354 12 | 1385 15 | 1199 23 772 12 sS4z 39 " d
2500 23 | 1371 4 | 1162 16 | 786 1D | BO7 27 MHa
Zrodlo:  https://sdbs.db.aist.go.jp

12

COOH



HIT-ND=803

|ECORE=

[ 1[50B5-N0O=1150

| [R-NIDA-06180 : CCL4 SO0LUTION

AMTHRANILIC RCID

CH-NO
LoD
ﬂp ; J\( VY IV\
7
i
E5p
2
v
o
J
D LA T T [ ¥ —T ] T =3 T T T
4000 3000 2000 . 1500 1000 q00
 HAVEWUHBER! -1
delz 2 1ra7 W7 1466 74 1162 12 568 T4
3387 &8 | LB7T1 24 | 1418 53 | Llia 70 524 B8 VAR
3057 70 | 1617 55 | 1320 864 | l027 86 426 B6 >—t:—DH
2707 79 1631 B3 1300 34 9l 7B ; H
2642 17 1561 &R 1272 79 855 81
2567 79 | L1488 62 | 1244 4 656 S8 J
2636 77 | 1471 2l | 1181 77 | E4) 8l MHz
Zrodlo:  https://sdbs.db.aist.go.jp

12

COOH

NH,



Kwas_o-chlorobenzoesowy
Sample Name:
Data Collected on:
nmrvar-vnmrsSo00
Archive directory:
Sample directory:

FidFile: PROTON

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Jun 18 2009

Temp. 25.0 C s 298.1 K
Operator: vnmr2

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 2.045 sec

Width 8012.8 Hz

32 repetitions
0BSERVE H1, 499.3309615 MHz
DATA PROCESSING

FT size 32768
Total time 0 min 25 sec

8.040

8.025

\_8.022

7.497

487
.381

pm—

7.366

N

7.260

7.497
7.485
7.482
7.381
7.377
7.369

8.025

8.040
8.022

Z2:512

—7.366

7.362
7.353

7.3493

b

LA I N L O L I L O

8.1 8.0 7.9 7.8 7.7 7.6 7.5

ppm

13

COOH

Cl



Kwas_o—chlorobenzoesowyv

Solvent: CDC13
Ambient temperature
GEMINI-200BB "gemini”

PULSE SEQUENCE

Pulse 41.5 degrees

Acq. time 1.000 sec

Width 12500.0 Hz

1540 repetitions
OBSERVE Cl13, 50.2827733 MHz
DECOUPLE H1, 199.9720977 MHz
Power 36 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 2.0 Hz
FT size 65536
Total time 31 hr, 1 min, 54 sec

[34]
-
L)
()
r~
-

134.788

—133.605

—132.497

L

131.503

\_128.468

\——126.693

77.637
/_

—

77.000

\¥-76.363

13
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COOH

Cl

560
J,(U
——— 684 - 708
744
LT
{ -
W\ﬁm &
-8
1048 -
]I\‘M 1144 1172
1268
e 1316
1408
144
:wm 3
10
f}d 1599 =
T 15w
17 B
N
o
| O
0
2560 &
48
7684 o
2824
2884
2984 Im
3056 %
o
| ©
wn
o™
< =
T I T = T T T T m.u.
o (=) o o o o o o
™~ © (9] < (401 N =

0UD)}IWSUDI |

Wavenumber (cm-1)



Aldehyd-benzoesowy
expl PROTON

16

SAMPLE PRESATURATION
date Oct 1 2009 satmode n
solvent cdcl18 wet
file shome/vamr2/v~ SPECIAL
nmrsys/data/aniab/~ temp 25.0
KATALOG_1H/Aldehyd~ gain not used
~-benzoesowy.fid spin not used
ACQUISITION hst 0.008
swW 8012.8 pwlo0 6.000 & 0BT N »  ©
at 2.045 alfa 10.000 L) © O Wb o o
np 32768 FLAGS o e 8 w W
fb 4000 11 n o PP o~
bs 4 in n L\' 2
di 1.000 dp ¥ n
nt 32 hs ~
ct PROCESSING L
TRANSMITTER fn not used
tn H1 DISPLAY o«
sfrq 499.934 sp 3582.5 =
tof 4859.8 wp 1947.5 . ~
tpwr rfl 4635.3 r~ P
3.000 rfp 3629.5 A
DECOUPLER rp 58.8 ~
dn c13 1p 0 L &
dof 0 PLOT =
dm nnn wce 265 =
decwave . g SscC 0 ~
dpwr 45 ys 308 /|
dmf 32258 th 18
ai ph
i
o
©w
I8
A e 4 b\}\'\-_m_,
T T T T ' T T T T | ] [ I T T T l T
10.5 10.0 9.0 8.5 8.0 7.5
et ! o
7.47 7.40
16.57 16.46

CHO



CHO

16

Aldehyd-benzoesowy

Solvent: CDC13

Ambient temperature
File: Aldehyd-benzoesowy
GEMINI-200BB "gemini"

_—129.812
T\—129.061

PULSE SEQUENCE

Pulse 41.5 degrees

Acqg. time 1,000 sec

Width 12500.0 Hz

1500 repetitions
OBSERVE Cl13, 50.2827683 MHz
DECOUPLE H1, 199.9720977 MHz
Power 36 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 2.0 Hz
FT size 65536
Total time 31 hr, 1 min, 54 sec

134.546

192.509

136.443

wwmwwwwwmwmmmwmmmehMwwmmmmmmwwwW&MWWMMWMMMMWWMWWWMMWWWMUmw#
'llll " T 1 || T T 1 ' T |||]| |ll|1 |||—|—||||l|| ll||||jl|T[|l|||[I]|| T !||| r—[| |||| L

210 200 190 180 170 160 150 140 130 120 .110 100 90 Ppm




CHO

| T 1
2000 1500 1000
Wavenumber (cm-1)

|
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3000
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920
= 1000 4024
— 1072
1104
1168
1200
=y
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so5 1584
T—— 1656
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2824
T | T i I
o o o o o
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p—Mety1oacetofgnon
Sample Name:

Data Collected on:
nmrvar-vhmrs500
Archjve directory:

Sample directory:
FidFile: p-Metyloacetofenon

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data coliected on: Jun 25 2009

Temp. 25.0 C / 298.1 K
Operator: vnmr2

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 2.045 sec

Width 8012.8 Hz

32 repetitions
OBSERVE H1, 499,9309626 MHz
DATA PROCESSING

FT size 32768
Total time 0 min 25 sec

—7.802
_7.785

—7.130
7.175

2.499
2.338

18

10 9 : 8 7

\\O



18

88L"L
2\

8LI"L
ye1"L

C6LL—

208°L—
mow.hlL\

ppm

.2

7.3

7

7.5

7.6

7.8

20.78

22.50



18

p—Metyloacetofenon

Solvent: CDC13
+ Ambient temperature
GEMINI-200BB ‘“gemini®

—128.969
\—128.165.

. PULSE SEQUENCE

Pulse 41.5 degrees
Acq. time 1.000 sec
Width 12500.0 Hz
1560 repetitions
OBSERVE C13, 50.2827832 MHz ) ) .
DECOUPLE H1, 199.9720977 MHz :
Power 36 dB

continuously on -

. WALTZ~16 modulated :

DATA PROCESSING

Line broadening 1.0 Hz

FT size 65536 .
Total time 31 hr, 1 min, 54 sec

26.192

21.306

143.551
77.637

.000
76.363

134.439

197.447

ol umukAL A lu ; .
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Toluen
Sample Name:

Data Collected on:
nmrvar-vnmrs500
Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Aug 19 2009

Temp. 25.0 C , 298.1 K
Operator: vnmr2

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 2.045 sec

Width 8012.8 Hz

32 repetitions

0BSERVE H1, 499.9309626 MHz
DATA PROCESSING

FT size 32768

Total time 0 min 25 sec

2.376

7.202

\_7.188

7.276
7.260

—

7.178

//__7.250
1.538

K0
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
3 8 7 6 5 4 3 2 1 ppm
. -
RRDY 34.48

22



Toluen

Solvent: CDC13
Ambient temperature
File: Toluen

GEMINI-200BB ‘'gemini'

PULSE SEQUENCE

Pulse 41.5 degrees

Acq. time 1.000 sec

Width 12500.0 Hz

1500 repetitions

OBSERVE C13, 50.2827779 MHz
DECOUPLE H1, 199.9720977 MHz
Power 36 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 65536

Total time 27 min, 55 sec

{37 . 830

|
|

ﬁwmﬂmeWwwmmwwWWNMMMWWwawWMMWMM kwj

129.015

——

T —125.289

= )
S gn

)
s
B r”

VoA s e B A e

21.412

\"J\‘WWWMWWWW*WMWWWJ*WyPﬁ%m'ﬂwwmmWW%WWMMWMW
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T T T 1 ‘V4I]|Ir77‘

160 150 140

T

130

T
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T
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T

e
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T

T

T

80

70

' I

20 ppm
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Alkohol-etylowy 2 5 \/OH

Solvent: CDC13
Ambient temperature
File: Alkohol-etylowy
GEMINI-200BB "gemini"

PULSE SEQUENCE

Pulse 41.5 degrees

Acqg. time 1.000 sec

Width 12500.0 Hz

1500 repetitions
OBSERVE Cl13, 50.2827683 MHz
DECOUPLE H1l, 199.9720977 MHz
Power 36 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 7.0 Hz
FT size 65536
Total time 31 hr, 1 min, 54 sec

—18.067

57.791

—76.523

i
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Alkohol-etylowy
Sample Name:

Data Collected on:
nmrvar-vnmrs500
Archive directory:

Sample directory:
FidFile: PROTON

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl13
Data collected on: Jul 29 20089

Temp. 25.0 C s 298.1 K
Operator: vnmr2

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 2.045 sec

Width 8012.8 Hz

32 repetitions

OBSERVE H1, 499.9309615 MHz
DATA PROCESSING

FT size 32768

Total time 0 min 25 sec

e L TI260

e

-3.720

— —8.705

~—B.738
/

235

~_-OH

1_235

—1.250
1,021

g

38.17



HIT-HO=1374 |SCORE= ( 1[5DBS-NO=1300 | IR-NIDA-21941 : LIQUID FILN
ETHYL ALCOHOL
L Hg0
LoD
ESDJ
S i S = T T T
4000 3000 2000 1500 1000 500
HAVERUHBERT 11
2977 4 13gq4 32
2930 13 1229 44
2498 1z 1z73 52
L9266 6& 10pg 1B
L6S0 28 1043 B
1454 33 ol 22
[418 32

25
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Dibenzylidenoaceton

Solvent: CDC1l3
Ambient temperature
GEMINI-200BB '"gemini™"

PULSE SEQUENCE

Pulse 41.5 degrees

Acqg. time 1.000 sec

Width 12500.0 Hz

1500 repetitions
OBSERVE C13, 50.2827859 MHz
DECOUPLE H1, 199.9720977 MHz
Power 36 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 1.0 Hz
FT size 65536
Total time 31 hr, 1 min, 54 sec

188.593

o)
=)
e
/
\
=

-128.726
--128.180

<
=%

—-125.176

\

\

~—130.274

143.012
—~134..523

~—77.637

|

i
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g SN N plien
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| ) P P i‘l = | A G S ' | B B | O TR T 1T T 1 1 1“7"[""("'1’”“[ | N (RS (R

170 160 150 140 130 120 110 100 90 80

70
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Dibenzylidenoaceton
Sample Name:

Data Collected on:
nmrvar-vnmrssoo
Archive directory:

Sample directory:
FidFile: Dibenzylidenoaceton

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Jun 23 2009

Temp. 25.0 C 7 298.1 K
Operator: vnmr2

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 2.045 sec

Width 8012.8 Hz

32 repetitions

OBSERVE H1, 499.9309606 MHz
DATA PROCESSING

FT size 32768
Total time 0 min 25 sec

7.614
7.610
47T
7.418

7.764
7.732
7.630
.622
N
\§
\=

7.413

26
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26 Phwph

HIT-HO=2242 [8CORE=  1|50DBS-N0=4393 | IR-MIDA-63453 : NUJOL HULL
l wS=DEPHEMYTL=L . 4~FENTHDILEN-3~OBNE
Cy7H 40
Loo
* !
E -
z
50
’l
]
B <f=— T ™ T ' g : y | !
4000 3000 2000 1500 1000 500
HAVEHUHBER! -1]
jass 17 1661 2B 1378 k8 1196 44 B8 B&
3052 68 1628 &7 1345 47 LIET 74 762 20 1
3az7 @6 1582 35 1336 8O 1102 74 754 57 Y \Y _
2964 13 1676 47 1308 70 10?9 78 B697 28 CH=—=CH P——Ch=— CH_@
2924 4 1497 B4 1285 74 1074 78 BE75 81 ”
2954 13 1463 44 1261 79 964 35 §z29 72 0
L1672 749 1448 3B 1218 17 9z4 7B 424 77




26 phwph

HIT-NO=2990 |6CORE= ( 1]8DB5-N0=4333 | IR-NIDA-20784 : KBR DISC
| ,.S-DIFHEMYL-L,4-FENTROIEN-3-0ONE
C-H 40
LoD
=
w
£ sp -
5
E
]
D T S R L | T [ IS I
4000 3000 2000 1500 1000 500
HAVEHUHBER! «(]
3083 75 | L6768 23 | 1216 68 | a2+ 72 | 677 72
3055 B6 | 1497 47 | 1196 16 | 885 53 | 598 E8
3026 85 | 1443 34 | 1155 @5 | ©43 78 | 560 56 _ L
1§73 62 | 1346 18 | 1102 €2 | 762 6 | 648 79 @'CH:LH—C—CH—CH—Q
(§51 4 | 1309 &0 | 1078 72 | 754 3B | E2@ &S “
ldz5 90 | 1zBS B4 | 1029 79 | 730 73 | 489 T2 O
(a6 10 | 1260 78 | dg4 9 | 638 B | 481 62
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~1600
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	! Spis tresci
	01 1 Anilina 1 H ok 1a
	01 2 Anilina 1 H detal ok 1a
	01 3 Anilina 13 C ok 1a
	01 4 Anilina IR ok 1a
	02 1 Acetanilid 1 H ok 1a
	02 2 Acetanilid 1 H detal ok 1a
	02 3 Acetanilid 13 C ok 1a
	02 4 Acetanilid IR ok 1a
	03 1 Mrowczan etylu 1 H ok 1a
	03 2 Mrowczan etylu 1 H detal ok 1a
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