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file: ... LEVARSOOVATIN-9VATIN-9-H1.fid\fid block # 1 expt: "s2pul" freq. of 0 pprn: 499,831293 MHz
transmitter freq.: 499.833542 MHz processed size: 32768 complex points
time dormain size: 32768 points LB: 1.061 GF: 0,0000

width: 5506.61 Hz = 11,0169 pprm = 0,168048 Hz/pt Hzfcm: 174,554 ppmfcrm: 0.34922

nurnber of scans: 32
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file:...LOINDOLEVATIN-SVATIN-5-C13.fid\fid block # 1 expt: "s2pul"
transmitter freq.: 150.845241 MHz

timedomainsize: 90910 points

width: 37878.79 Hz = 251.1103 ppm = 0.416663 Hz/pt

nurmber of scans: 1088

freq. of 0 ppm: 150.828649 MHz
processed size: 131072 complex points
LB: 0,500 GF: 0,0000

Hzfcm: 950,009 ppmfcm: 6.29791
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File Name . EAInne\PW_Warszawalaf1066.ms2

Creation Date/Time o 11-04-07 at 13:17:22
File Type . Lo-Res Data - Ctd (Magnet)
File Source : Acquired on MASPEC |l system [132/98D9]
File Title . ATIN-5 (EI 70 eV 33-1000)
i Operator : Marian Olejnik
" Instrument : AMD 604
Notes 1 A. Trawczyniski

SCAN GRAPH. Flagging=Nominal M/z. Highlighting=Base Peak.
100 _Scan 31#3:54. Entries=663. Base M/z=81.1. 100% Int.=73.344. Temp =231.
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file: ... OLEVATIN-29_K\ATIN-29_K-H1.fid\fid block# 1 expt: "sZpul" freq. of 0 pprm: 499.831293 MHz

transmitter freq.: 499,835542 MHz
timedomainsize: 65536 points
width: 9541.98 Hz = 19,0902 ppm = 0.145599 Hz/pt

nurnber of scans: 32

processed size: 65536 complex points
LB: 0,500
Hzfcm: 163,386 ppmfcm: 0.32688

GF: 0.0000
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file:...DOLEVATIN-10KVATIN-10K-C13.fid\fid block# 1 expt: "s2pul"
transmitter freq.: 125,696 504 MHz

timedomainsize: 80128 points

width: 32051.28 Hz = 254.9894 pprm = 0,400001 Hz/pt

nurmber of scans: 2128

freq. of 0 ppm: 125.6826380 MHz
processed size: 131072 complex points
LB: 0,500 GF: 0,0000

Hzfcm: 904,602 ppmfcm: 7.19671
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File Name

Creation Date/Time
File Type

File Source

File Title

Operator
Instrument

Notes

: E:NIChOVZ07_EG\at1755.ms2

11-06-13 at 14:48:00

. Lo-Res Data - Ctd (Magnet)

: Acquired on MASPEC Il system [1132/99D9]
© ATIN-10/K (El 70 eV 33-800)

: Marian Olejnik

: AMD 604

. A. Trawczynski
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SCAN GRAPH. Flagging=Nominal M/z. Highlighting=Base Peak.
_Scan 77#9:16. Entries=816. Base M/z=91.1. 100% Int.=98.56. Temp =241.
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file:... OIND OLEVATIN-32VATIN-32-H1.fid\fid block# 1 expt: "s2pul"
transmitter freq.: 499.834042 MHz

timedorainsize: 127118 points
width: 10593.22 Hz = 21,1935 ppm = 0,083334 Hz/pt
nurnber of scans: 64

freq. of 0 ppm: 499.831293 MHz
processed size: 131072 complex points
LB: 0.500 GF: 0.0000

Hzfcm: 163,211 ppmfcm: 0.32793
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file:...INDOLEVATIN- 32VATIN-32-C1 3.fid\fid block # 1 expt: "s2pul"
transmitter freq.: 125,696 504 MHz

timedomainsize: 830128 points

width: 32051.28 Hz = 254.9894 ppm = 0.400001 Hz/pt

number of scans: 2320

freq. of 0 pprn: 125.682683 MHz
processed size: 131072 complex points
LB: 0,500 GF: 0,0000

Hzfecm: 1047.919 ppmicm: 8.33690
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File Name

Creation Date/Time
File Type

File Source

File Title

Operator
Instrument

Notes
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SCAN GRAPH. Flagging
_Scan 37#5:28. Entries=646. Base M/z=91.2. 100% Int.=99.584. Temp =251.

EANChOWZ07_EG\at2985.ms2
11-10-10 at 14:16:27
. Lo-Res Data - Ctd (Magnet)
. Acquired on MASPEC Il system [1132/99D9]
. ATIN-32 (El 70 eV 33-800)
. Marian Olejnik
. AMD 604
. A. Trawczynski

=Nominal M/z. Highlighting=Base Peak.
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timedomainsize: 65536 points

width: 10330.58 Hz = 20,6557 ppm = 0.157632 Hz/pt

number of scans: 32

freq. of 0 ppm: S00,130025 MHz
processed size: 32768 complex points
LB: 0.000 GF: 0,0000

Hzfem: 173,339 ppmfcm: 0,.34659
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PE SPECTRUM 2000 IChO PAN Zespdt Spektroskopii Optycznej Data: 2013-02-26
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I File Name . ENChOVZO07_EG\at2505.ms2

Creation Date/Time ¢ 11-09-09 at 14:36:54

File Type . Lo-Res Data - Ctd (Magnet)

File Saurce : Acquired on MASPEC |l system [1132/99D9]
File Title : ATIN-26 (El 70 eV 33-800)
Operator . Matgorzata Grela

Instrument ;. AMD 604

Notes o A. Trawczynski

SCAN GRAPH. Flagging=Nominal M/z. Highlighting=Base Peak.
100 ‘Scan 22#3:14. Entries=640. Base M/z=91.2. 100% Int.=80.2048. Temp =324.
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file:... OIND OLEVATIN-67VATIN-67-H1.fid\fid block# 1 expt: "s2pul" freq. of 0 pprn: 499,831294 MHz

transmitter freq.: 499.834 317 MHz processed size: 262144 complex points

time domainsize: 121528 points LB: 1.500 GF: 0.0000

width: 12135.92 Hz = 24,2799 pprm = 0.099861 Hz/pt Hzfcm: 187.512 ppmfcm: 0,37515

nurber of scans: 16 S17



194.464

A. Trawczynski
zesp7 /var500/ATIN_23/ATIN_23-C13

Sample Name:
ATIN 23
Data Collected on:
Varian-NMR-vnmrs500
Archive directory:

Sample directory:
FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: cdcll
Data collected on: Jul 29 2011

Temp. 25.0 C / 298.1 K
Operator: vamrl

Relax. delay 0.500 sec
Pulse 30.0 degrees

Acqg. time 1.200 sec

Width 32051.2 Hz

144 repetitions
OBSERVE Cl13, 125.6826786 MH=z
DECOUPLE H1, 499.B337921 MHz
Power 38 dB

continucusly on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 1.0 Hz
T size 131072
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PE SPECTRUM 2000

IChO PAN Zesp6t Spektroskopii Optycznej
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Opis: Pan Adam Trawczyriski; ATIN-23; w KBr
Uwagi:

Numer widma: 13022703.sp
Operator: Alicja Dziedzic
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. ENIChO\Z07_EG\at2209.ms2

File Name
Creation Date/Time 11-08-01 at 16:50:08
File Type . Lo-Res Data - Ctd (Magnet)
File Source . Acquired on MASPEC Il system [[132/99D9]
File Title . ATIN-23 (El 70 eV 33-800)
Operator : Marian Olejnik
Instrument . AMD 604
| Notes o A Trawczynski

SCAN GRAPH. Flagging=Nominal M/z. Highlighting=Base Peak.

~Scan 26#3:06. Entries=569. Base M/z=91.1. 100% Int.=91.8528. Temp =350.
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file:... OIND OLEVATIN -394 ATIN-39-H1.fid\fid block# 1 expt: "s2pul"
transmitter freq.: 499,834042 MHz

timedomainsize: 127118 points

width: 10593.22 Hz = 21,1935 ppm = 0.083334 Hz/pt

nurmber of scans: 64

L% L% L =1 = L >~ 1L % 1 =11 > 9L 1 %]
44 40 3.6 3.2 28

freq. of 0 ppm: 499.831294 MHz
processed size: 131072 complex points
LB: 0.500 GF: 0,0000

Hzfcm: 170,476 ppmfcm: 0.34107
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file:... INDOLEVATIN- 394ATIN-29-C1 3.fid\fid block # 1 expt: "s2pul"
transmitter freq.: 125.696 504 MHz

timme dormainsize: 80128 points

width: 32051.28 Hz = 254.9894 pprn = 0,400001 Hz/pt

nurber of scans: 1344

freq. of 0 ppm: 125.682684 MHz
processed size: 131072 complex points
LB: 1,000 GF: 0.0000

Hz/cm: 759.865 ppmfcm: 6.04524

S22



IChO PAN Zespot Spektroskopii Optycznej Data: 2013-02-27
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File Name

| Creation Date/Time
File Type
File Source
File Title
Operator
Instrument

‘ Notes

: EMChO\Z07_EG\at2986.ms2

11-10-10 at 13:10:43

. Lo-Res Data - Ctd (Magnet)

: Acquired on MASPEC i system [1132/99D9]
. ATIN-39 (El 70 eV 33-800)

. Marian Olejnik

: AMD 604

: A. Trawczyniski

SCAN GRAPH. Flagging=Nominal M/z. Highlighting=Base Peak.
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transmitter freq.: 499,834 042 MHz processed size: 131072 complex points

timedomainsize: 131072 points LB: 0.500 GF: 0,0000

width: 10504,.20 Hz = 21,0154 pprn = 0,080141 Hz/pt Hzfcm: 168,114 pprofcm: 0,336 34

number of scans: 28 S25
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| File Name . EAIChO\ZO7_EG\at3540.ms2

i Creation Date/Time o 11-12-07 at 10:13:45

! File Type . Lo-Res Data - Ctd {Magnet)
File Source . Acquired on MASPEC i system [1132/99D9]
File Title . ATIN-55 (El 70 eV 33-800)
Operator : Marian Olejnik
Instrument : AMD 604
Notes : AL Trawczynski

SCAN GRAPH. Flagging=Nominal M/z. Highlighting=Base Peak.
100 Scan 57#6:40. Entries=613. Base M/z=72.2. 100% Int.=68.4032. Temp =256,
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time domain size: 121072 points
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File Name
Creation Date/Time
File Type

File Source

File Title

Operator
Instrument

Notes

ENChO\Z07_EG\at3622.ms2
11-12-07 at 12:35:27
Lo-Res Data - Ctd {Magnet)

. Acquired on MASPEC |l system [1132/99D9]
© ATIN-56 {El 70eV 33-800)

. Marian Olejnik

: AMD 604

. A. Trawczyriski

SCAN GRAPH. Flagging=
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SpinWorks 3: A. Trawczynski
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time domain size: 121072 points
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number of scans: 26
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processed size: 121072 complex points
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ppm/cm: 6.89752

Hz/cm: 866.959

201.24%96 ppm = 0.416662 Hz/pt
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| File Name - EAIChO\ZO7_EG\at1156.ms2

| Creation Date/Time : 11-04-18 at 10:25:23
File Type : Lo-Res Data - Ctd (Magnet}
File Source . Acquired on MASPEC Il system [1132/99D9]
File Title . ATIN-8-3 (El 70 eV 33-800)
Operator . Marian Olejnik
Instrument : AMD 604
Notes o AL Trawczynski

SCAN GRAPH. Flagging=Nominal M/z. Highlighting=Base Peak.
100 Scan 37#4:27. Entries=843. Base M/z=91.1. 100% Int.=87.8592. Temp =280.

1
a0 NG COEt

N-~oH
80—
- BOM 6a

70 -

L ;
=z

60 ‘

50

Intensity (%age)

40-

30 | 4

20

10 65 192

| | ‘3!
0 el l| T“"'] L 1 Ill" ' TN | Do ‘lL.,__‘ ||| It ; J“ : l Ill | le |ll|‘ “’3 T |I. __‘,l L. | L, vlwl

- <
50 100 150 200 250 300 350 400
_ Low Resolution M/z

S36



£88Y LT

ETLL L
CESLE

€09€°L
0ZkEL
8bie'L
00TE'L

L880E
AWLTL
€E9C°L

vovi'L

PSSL9

@ - w Mg

- pey w ] thurwnn

w @ B w NO O

wi P R ~ Pl n

~N o -] (S NN ]
f

.
l

000 T —

o000

PPM 11.5 10.5 9.5 8.5

file: ...OINDOLE\ATIN-52\ATIN-52-H1.fid\fid block# 1 expt: "s2pul"
transmitter freq.: 499.826466 MHz

time domain size: 127118 points
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number of scans: 528
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File Name
Creation Date/Time
File Type
File Source
| File Title
Operator
Instrument
Notes

. ENChOWZ07_EG\at3475.ms2

© 11-11-28 at 12:54:06

- Lo-Res Data - Ctd (Magnet}

: Acquired on MASPEC |l system [1132/99D9)
: ATIN-52

: Marian Olejnik
. AMD 604

. A. Trawczynski

(El 70eV 33-800)
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Data: 2012-03-28
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File Name

Creation Date/Time
File Type

File Source

File Title

Operator
Instrument

Notes

EANChOVZ07_EG\at3209.ms2
11-10-27 at 15:09:09
Lo-Res Data - Ctd (Magnet)

: Acquired on MASPEC Il system [1132/29D9]
1 ATIN-47

: Marian Olejnik
. AMD 604

. A. Trawczynski

(El 70eV 33-800)
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NAME IND-363-B
—— EXPNC 1
PROCNC 1

H=N

F2 - Acguisition Paramctoers
Ny pate_ 0130412
e Time 11.61
N INSTRUM TRY
FROBHD S mm TBL 1a/:3
b PULPROG 2q30
9a H 0 €553€
SOLVENT TMS0
NS 32
s 0
SwH 10330.578 Hz
FIDRES 0.157632 Hz
ptv} 3.1719%23 sec
T RG 2B7.4
oW 48.400 usec
‘ | DE 6, 7B usea
| TE 303.0 K
i D1 1.0000C000 sec
TDO 1
_______ CHANNEL §1 ========
NUC 1
Pl 3.20 usec
PL1 5.00 dB
| SFO1 500.1330885 MHz
FZ - Processing parameters
s1 32768
SF 500.1300042 MHz
wWDW no
S8B 0
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Current Data Parameters

NAME IND-363-B
EXPNO 2
PROCNO L
F2 Acquisition Parameters
Date_ 20130412
Time 11:59
INSTRUM DRX
PROBHD 5 mm TBI 1H/13
PULPROG zgpg
TD 65536
SOLVENT DMSO
NS 1555
DS 4
SWH 32679.738 Hz
FIDRES 0.498653 Hz
AQ 1.0027508 sec
RG 32768
bW 15.300 usec
E 7.10 usec
303.0 K

1.00000000 sec
0.03000000 sec
0.89999998 sec

CHANNEL f1

CHANNEL f2 = =

CPDPRG2

waltzlé
NUC2 1H
PCPD2 98.00 usec
PL2 3.00 dB
PL12 23.00 dB
PL13 32.00 dB
SFO2 500.1320005 MHz

Fl1 - Acquisition parameters
NDO 1

TD 128
SFO1 500.132 MHz
FIDRES 7.812500 Hz
sw 1.999 ppm
FnMODE QF

F2 - Processing parameters
SI 262144

SF 125.7578564 MHz
WDW EM
SSB 0

LB 0.50 Hz
GB 0

PC 1.40

F1 - Processing parameters
SI 1024

MC2 QF

SF 500.1300000 MHz
WDW SINE

SSB 0

LB 0.30 Hz
GB 0.1
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[Comments] )
Sample name IND-363/B; film z CH2CI2 — 13041204 .jws
Comment Pan Robert Bujok
User Alicja
Division Pracownia Spektroskopii Optycznej

Company IChO PAN
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Current Data Parameters

NAME IND-361-K
EXPNO 1
PROCNO ik

F2 - Acquisition Paraneters
Date_ 20130411
Time 8.59
INSTRUM DRX
PROBHD 5 mm TBI 1H/13
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 32

Ds 0

SwWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 161.3

DW 48.400 usec
DE 6.78 usec
TE 303.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 8.20 usec
PL1 5.00 dB
SFO1 500.1330885 MHz
F2 - Processing parameters
SI 32768

SF 500.1300065 MHz
WDW no

SSB 0

LB 0.00 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME IND-361-K
EXPNO 2
PROCNO 1

F2 - Rcquisition Parameters
Date_ 20130411
Time 9.22
INSTRUM DRX
PROBHD 5 mm TBT 1H/13
PULPROG 2gpg

TD 65536
SOLVENT DMSO

NS 1125

DS 4

SWH 32679.738 Hz
FIDRES 0.498653 Hz
AQ 1.0027508 sec
RG 32768

DW 15.300 usec
DE 7.10 usec
TE 303.0 K
D1 1.00000000 sec
dil 0.030000C0 sec
DELTA 0.89999998 sec
TDO 1

======== CHANNEL f1
NUC1

Pl
PL1 -3.60
SFO1 125.7703643

sammanus CHANNEL f2 ========

CPDPRG2 waltzlé
NUC2 13
PCPD2 98.00 usec
PL2 3.00 dB
PL12 23.00 dB
PL13 32.00 dB
SFO2 500.1320005 MHz

Fl1 - Acquisition parameters
NDO 1

TD 128
SFO1 500.132 MHz
FIDRES 7.812500 Hz
SW 1.999 ppm
FnMODE QF

F2 - Processing parameters
SI 262144

SF 125.7578561 MHz
WDW EM
SSB 0

LB 0.50 Bz
GB 0

PC 1.40

Fl1 - Processing parameters
SI

MC2 QF

SF 500.1300000 MHz
WOW SINE
SSB 0

LB 0.30 Hz
GB 0.1
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[Comments] :
Sample name IND-361/K; w KBr 13041008 jws
Comment Pan Robert Bujok
User Alicja
Division Pracownia Spektroskopii Optycznej
Company IChO PAN
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