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Current Data Parameters

NAME MSM_service300a
EXPNO 9
PROCNO 1
INSTRUM 300a
PROBHD 5 mm BBO BB-1H
PULPROG zg30

D 65536
SOLVENT cpcl3

NS 64

DS 2

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 128

DwW 81.000 usec
DE 6.50 usec
TE 298.2 K
D1 1.00000000 sec
TDO 1

======== CHANNEL f1 ========
1

NUCl H

Pl 11.20 usec
PL1 0.00 dB
PL1W 15.07131863 w
SFO1 300.1318534 MHz
SI 131072

SF 300.1300000 MHz
WDW EM

SSB 0

LB 0.00 Hz
GB 0

PC 1.00
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A Current Data Parameters
o g ~n NAME MSM_service300a
o EXPNO 10
-j_%— o PROCNO 1
8
DOUWM-E—=00WOWM ONYT AN AdANTYTOOTNANOTSTOANLOVUANOOTOANN O m
BB8382888 S R R R R e R ReR R R RN E i S S > I -z INSTRUM 300a
0O CO 00 0O 00 O 0O O WOWWMWMWMWMMWMWWAONNNNNNNNNNNNNNN NN PROBHD 5 mm BBO BB-1H
f————— NP e 2| \/ PULPROG 291930
D 65536
SOLVENT cpcl3
NS 64
DS 0
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 128
DwW 81.000 usec
DE 6.50 usec
| TE 298.2 K
Dl 1.00000000 sec
D11 0.03000000 sec
TDO 1
|
======== CHANNEL f1l ========
I NUC1 1H
Pl 11.20 usec
PL1 0.00 dB
PL1W 15.07131863 w
|_|_| |_|_| |_|_| |_|_| |_|_| SFO1 300.1318530 MHz
N~ (o)) n < o
o S - !
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Current Data Parameters

NAME MSM_service300a
EXPNO 11
PROCNO 1
INSTRUM 300a
PROBHD 5 mm BBO BB-1H
PULPROG zg30

™ 131072
SOLVENT cpCl3

NS 512

DS 0

SWH 75187.969 Hz
FIDRES 0.573639 Hz
AQ 0.8716788 sec
RG 1625.5

Dw 6.650 usec
DE 6.50 usec
TE 298.2 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
NUCl

Pl 7.25 usec
PL1 -1.00 dB
SFOl 282.3817540 MHz
SI 65536

SF 282.4043550 MHz
wDW EM

SSB 0
Current Data Parameters

NAME MSM_service300a
EXPNO 12
PROCNO 1
INSTRUM 300a
PROBHD 5 mm BBO BB-1H
PULPROG zgig30

D 131072
SOLVENT cpC13

NS 512

DS 0

SWH 75187.969 Hz
FIDRES 0.573639 Hz
AQ 0.8716788 sec
RG 1625.5

Dw 6.650 usec
DE 6.50 usec
TE 298.2 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUCl 19F

Pl 7.25 usec
PL1 -1.00 dB
SFOl 282.3817540 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6

NUC2 1H
PCPD2 100.00 usec
PL2 0.00 dB
PL12 19.02 dB
PL2W 15.07131863 w
PL12w 0.18886487 w
SFO2 300.1312000 MHz
ST 65536

SF 282.4043550 MHz
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Current Data Parameters
NAME MSM_service300a
0o O~ NN AT O O o © MmN EXPNO 17
oM oo- MM MM =R SN PROCNO 1
D N ~N MANMm®O®D O © 10 o ©
o0 0 Rt BONLILN ™M™ S o 06 B
M M M M NNANANAN AN N N S S
1 i ™ v v o i i i
VY, VIV NV S 300a
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
D 65536
SOLVENT cpCl13
NS 1435
DS 0
SWH 22675.736 Hz
FIDRES 0.346004 Hz
AQ 1.4451188 sec
RG 2896.3
DwW 22.050 usec
1.9 Hz DE 6.50 usec
8.9 Hz 29Hz 6.2 Hz TE 2982 K
I I 18.8 Hz Dl 1.50000000 sec
. D11 0.03000000 sec
I DO 1
48 HZ 14.9 HZ ======== CHANNEL f1l ========
I lf NUCl 13c
Pl 10.30 usec
PL1 -1.00 dB
v w L PL1W 47.43416595 w
SFO1 75.4775598 MHz
T T T T T T T T T T T
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ppm ===——=== CHANNEL f2 ====———=
CPDPRG2 waltzl6
NUC2 1H
PCPD2 100.00 usec
PL2 0.00 dB
PL12 19.02 dB
PL13 19.03 dB
PL2W 15.07131863 w
PL12wW 0.18886487 w
PL13wW 0.18843049 w
SFO2 300.1312005 MHz
|| SI 131072
! SF 75.4677490 MHz
WDW EM
SSB 0
LB 1.00 Hz
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1H{19F} - 30fc - c2d2cl4 (45°C) 2

markoulides. m_400/1-30FC(1H)
1H - 30fc - c2d2cl4 (45°C) 1

840 835 830 8.25 8.20

8.15

8.10

8.05

8.00

7.95

7.90

T
7.85
f1 (ppm)

7.80

7.75

7.70

7.65

7.60

7.55

7.50

7.45

7.40

7.35

7.30



CEMES-CNRS .
19F{1H}(C2D2Cl4)(45°C)

122.935

122.935

[ T T T T T T T T T 1
-122.7 -122.8 -122.9 -123.0 -123.1 -123.2
ppm

0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210 -220 -230 -240 -250 -260 -270 -280 -290 -3(

ppm
CEMES-CNRS F NuH oo
19F(C2D2Cl4)(45°C) R
NN

[ T T T T T T T T T 1
-122.7 -122.8 -122.9 -123.0 -123.1 -123.2
ppm

——— T — T ~— 1 T~ T T "~ T *~ 1 T "~ T 1 T~ 1T "~ 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 1
0 -10 -20 -30 40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210 -220 -230 -240 -250 -260 -270 -280 -290 -3(
ppm



9TE'0E~_
189'0~"

Hoo.vm
mvm.vm
8€6'vL

E1TSL
vLT°SL
9€€’sL

LTOTT—
0£6°0¢T
e tal
b1
596 TeT

S ara \
66/'421
S9T/TT
89b /2T
08572t
127721
e
£60°8T
665821
£20'6¢T
850°6T
bE9'6CT
b8'67T
T10°0€T
860°ZET
OTT'ZET-
652°ZET-
g€ ZETH
$00°SET
9vz'seT
18€°GETA
ccrgeT
[Sb'8ET-
1056574

13C{19F:]1/12}(C2D2Cl4)(50°C)

CEMES-CNRS

180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10
ppm

190

280 270 260 250 240 230 220 210 200



086'0~_
1001
S6ET~_
60T —
p15 1"

T€9°L
059
69921
86921
€027
8L
V2Ll
LELLA
v L
oLLL
s6LL
£18%
V8L —

o8L/f
32\
9967

8bT'8

/91°8

2678
pTES
P
89°8
1858
005°8
pES'g
£b5°8
bG8
€/5°8
66.'8
0z8°8

1H(C2D2Cl4)(100°C)

CEMES-CNRS

C;D,Cly

66,8 —
0¢8'8—

7.8 7.7

7.9

8.7 8.6 8.5 8.4 8.3 8.2 8.1 8.0
ppm

8.8

125 120 115 110 105 100 95 90 85 80 725 70 65 60 55 50 45 40 35 30 25 20 15 10 05 0.0

13.0

ppm



6L —
996°L —

8P 8—
918

60’8 —
PIE8—

608"
898 —
88—
0058~

bES' 8 —
€b5'8—"
pSs8~"
€/5'8—

CEES-CNRS
1HECAD2C14)(100°C)

875 870 865 860 855 850 845 840 835 830 825 820 815 8.10 805 800 795 79 78 780 775 770 7.65

8.80

ppm

Sb6'L—
§96°L—

P18 —
99T'8—

16¢°8—
aes—

8p'8=—"
98—
68—
86v'8~_

€658 —
S8 —
€558~
US'8—

1HE195}(C2D2C14)(100°C)

CEMES;CNRS

875 870 865 860 855 850 845 840 835 830 825 820 815 810 805 800 79 790 78 780 775 770 7.65

8.80

ppm



CEMES-CNRS
19F(C2D2CI14)(100°C)

-122.029
122.058

<

-122.029

% —=~122.058

— -
©
©

-121.90 -121.95 -122.00 -122.05 -122.10 -122.15 -122.20

ppm

0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210 -220 -230 -240 -250 -260 -270 -280 -290 -3(
ppm
CEMES-CNRS 0
19F{1H}(C2D2Cl4)(100°C) S
T g
-0 '
F
T T T T T T T T T T T T
+121.90 -121.95 -122.00 -122.05 -122.10 -122.15 -122.20
ppm

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 T T T T T T T T T T T T T T T T T T T T
0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210 -220 -230 -240 -250 -260 -270 -280 -290 -3(

ppm



CEMES-CNRS
19F{1H}(C2D2Cl4)

g
<
2
§
|
T T T T T T T T T T T T T T T
-119.0 -119.5 -120.0 -120.5 -121.0 -121.5 -122.0 -122.5 -123.0

1

ppm

L]

A

10 -20 -30 -40

-50

-60

-70

-80

-90

-100

-110

-120

-130

-140

T
-150
ppm

-160

-170

-180

-190

-200 -210 -220 -230 -240 -250 -260 -270 -280 -290



@ 99 o
N NN N
RN

10.5/7.8 Hz

788 7.86 7.84 7.82 7.80 7.78 7.25 7.20 7.15 7.10
1H{19F3} z & R I1H{19F} S X
~ ~ ~ ~ ~ ~ ~
| L |
7.5Hz
' |
|
| | | |
A J L JL.
f T T T T T T T T T T T ! T T T T T T T
7.88 7.86 7.84 7.82 7.80 778 7.25 7.20 7.15 7.10
19F 2 19F RN,
N N o o o o o
|| SNV 2
0.9

—

|
%

-1219  -122.0 -1221 -122.2 -117.40 -117.45 -117.50

ppm

ppm

-117.55

19F o000

-122.85 -122.95 -123.05
ppm



Elemental Composition Report

Single Mass Analysis
Tolerance = 5.0 PPM [/
Element prediction: Off

DBE: min=-1.5, max = 50.0

Monoisotopic Mass, Odd and Even Electron lons
273 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-100 H:0-100 B:1-1
DCI-CH4

N: 0-10 0O:0-10 F:1-1

GCT Premier CAB109

TOF MS Cl+
1.88e+004
100 272.1380
% B(pin)
172.0504
273.1439
271.1408
101.0970 173.0580
e 220.1432
186.
171.0543| 186.0830 228.11B§ 257.1184 I
127.0565 144.0468 199.0731 2,‘3'3-1473‘ /T
o= i ,[' _ih.!_ i | ihy Iy ;._!'-'292'1038 343‘-1728369'2892
0 L T R L U O A B R RARER EAEAN LR LAEAR RE AR LARAE L R R T L R R s R RN R ERE N ERRE mifz
100 120 140 160 180 200 220 240 260 280 300 320 340 360
Minimum: -0 5
Maximum: 1.3 550 50.0
Mass Calc. Mass mbDa PPM DBE i-FIT Formula
272.1380 27Z.1384 -0.4 =1.5 8.0 5572 Clé H1I8 B 02 F
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Elemental Composition Report

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min=-1.5 max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron lons
11 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-100 H:0-100 F:0-1
DCI-CH4 GCT Premier CAB109
TOF MS ElI+
7.17e+003

100- 386.1297

394.1131 F

@
430.0875 OO

57.0709 4
392.0876
b
464.0085
197.0587 390.0838
466.0468 i
197.5596 2761618 fj!] 4652 @91 3305
0-14 S N B
500 550 600
Minimum: =1..5
Maximum: 1.3 5.0 50.0
Mass Calc. Mass mDa PEM DBE i-FIT Formuls

396.1297 396.1314 =i ~#.:3 22.0 12.8 C30 H17 F
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<II> F

(0.019) Is (1.00,1.00) C30H15F TOF LD+
394.1 7.16e12
100+
N
|
i 395.1
396.1
0- - A e ey e e | ' — === M/Z

. . = M | K N == FErm— PE—— = R T e
380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460
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Elemental Composition Report

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron lons

487 formula(e) evaluated with & results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-100 H:0-100 N:0-10 O:0-10 F: 141
DCI-CH4 GCT Premier CAB109
100+
149.0238
252,0932
D'jo.
113.1332 253.1007
167.0345 4
1574
141.1649 2B
\ 169.1958
197.2276211.2420 2813239
G—HJL‘---- Ul kil hl ., ol o Lottt b
100 120
Minimuam: -1.5
Maximuam: =% 5.0 50.0
Mass Calec. Mass mba PPM DBE
384.1167 394.1158 0.9 2.3 23.0

- ] . L 1 [} \ z 1 3 Ty | ERER]
140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460

328.1317

T

2: 3-fluoroterrylene

TOF MS Cl+
8.85e+002
304.1167
396.1356
397.1394
[398.1376
392.1034 h 5 :
il 407.472
- 433.9801
zas ' miz

C30

Formula

H15 F
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