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SA111-1H(SKD)

4.170
4.155
3,562
—3.369
-0.001

%
S

S
A S)I\T/

- Table 2, entry 15

500 MHz, CDCl;

T u T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 a5 1.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 ppn
Mmr A H o L
= sl B s S| 8
leilen| o i N o e
SA111-13C(SKD)
b S28283 oo cwm NAME 5R111-13C
© Comer e hth s EXPNO 1
kS A0RSSS el noo PROCNO 1
a ooSasy ERR S5 ooy 20100726
ime 11.51
| P/ 7 A
PROBHD 5 mm PABEO BB-
PULPROG 2apg30
™ 32768
s SOLVENT encl13
NS 331
Ds i
e 29761.904 Hz
FIDRES 0.506261 Rz
\ - a0 0.5505524 sec
IS N RG 32
oW 16.800 usec
oE 6.50 usec
TE 285.4 K
oL 2.00000000 sec
Table 2, entry 15
00 1
125 MHz, CDCl,4 ~ comuren, #1
13¢
9.88 usec
L1 0.50 ag
PLIN 82.16106415 W
sFo1 125.7703643 MHz
- CHANNEL £2 =
waltzl6
1n
80.00 usec
1.00 dB
16150 dB

20.00 dB
15.50318813 W
0.43693921 W
0.19517358 W
500.1320005 MHz
16384

125.7577732 MHz
EY

0
1.00 Hz

1.00

T T T T T T T T T T
180 180 170 160 150 140 130 120 116 100 80 80 70 €0 50 40 30 20 10
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SA168-1H (SKD)
NYonwommnT osame SO N@NowN Armowrmma v 2
883883238y 23282 HeaRES8Y ERIRAR020Y s
SOS88aase Inoes Elshap i 5835368328
Frrvvewee [ERrRvRvR Temmmmmn NN NN N T
Table 2, entry 16
500 MHz, CDCl,
T T T T T T T T T T T T T T T
7.0 6.5 6.0 5.5 5.0 a5 4.0 3.5 2.0 1.5 1.0 0.5 0.0 ppm
o\ H . H Ll s vH
el [~ 1= S AN N
S ) ) I el e N NN
SA168-13C (SKD)
o 5 meoan
o © N~ 0o N 0o~ - - NAME SA168-13C
? > Nenne R 85 3 3R
g - ~OWwm L] r - << EXPNO 1
2 2 S8gas mRER na a SN Es‘t’gﬁ" 20101113
N VoI '
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2gpg30
™ 32768
S SOLVENT €DC13
NS 328
DS 4
W 29761.904 Hz
\‘\\\ FIDRES 0.908261 Hz
IS S N 29 0.5505524 sec
RG 32
oW 16.800 usec
S DE 6.50 usec
TE 300.7 K
Table 2, entry 16 5 2.00030000 sec
D11l 0.03000000 sec
125 MHz, CDCl, :
= CHANNEL f1 ===:
13c
9.88 usec
.50 dB
82.16106415 W
125.7703643 MHz
= CHANNEL 2 ===
waltzlé
1H
80.00 usec
1.00 dB
16.50 aB
PL13 20.00 dB
PL2W 15.50318813 W
PL12W 0.43693921 W
PL13W 0.19517358 W
SFO2 500.1320005 MHz
sI 16384
SF 125.7577952 MHz
WOwW EM
SSB 0
LB 1.00 Hz
GB 0
I 1.00
L
T 7 T T T T T T T T T T T T T T T T T T
150 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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TC377-1H (SKD)
o NemnEe ©©e<oan co x o cemaeNanon v e
295582988 FgRIaNL gex o TegaeNTnsnase
2TNSER08S SEAZRHAY CLE- SEEEEE IR EREL
N N A A A R V- RV V- s o o NN NN o
Table 2, entry 17
500 MHz, CDClg
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5 ppm
ro‘rw rwm n( H (ﬂ )L ARAR
ikl [k o] 5 = 0 B
1 15N [ My N S I N IS [ oy oo e
NM-3775-13C (SR}
o o cmermaes
2 oe -
a e e soanma 9 @0 < onas NAME NM-3775-13C
@ o I~ OO~ WO . . EXPNO 1
a2 TOOnNNSY mee 28 3 g3z PROCHO 1
Date_ 20111101
[ Wi Vool T
PROBHD 5 mm PABEQ BB-
PULPROG 2gpg30
TD 32768
SOLVENT cDC13
S NS 22005
DS 4
SWH 36231.883 Hz
FIDRES 1.105709 Hz
\ aQ 0.4522484 sec
S N RG 32
DW 13.800 usec
DE 6.50 usec
TE 299.8 K
D1 2.00000000 sec
D11 0.03000000 sec
bl 17 :
Ta e 2’ entry = CHANNEL f1
NUC1 13¢C
Pl 9.88 usec
fo) 125 MHz, CDCl, N -85 e
PLIW 82.16106415 W
SFOL 125.7703643 MHz
CHANNEL £2
waltzl6
1H
80.00 usec
1.00 dB
16.50 dB
20.00 dB
15.50318813 W
0.43693921 W
0.19517358 W
500.1320005 MHz
16384
125.7577698 MHz
EM
]
1.00 Hz
0
1 J 1.00
Al n
" -y
200 180 160 140 120 100 80 60 40 20 0 ppm
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SA-340-1H(SR)
SUmoodvorY owow TRV NDO oo DNOTdHE Mo
aQe
3«‘-}%.3332;5 S35 JAREREET 3353833886
{\I\'Nl\l\l\l\l\l\\bm [EREREE S e mmmnm NN NN NN
S
S N
Me
Table 2, entry 18
500 MHz, CDCly
h J
T T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 .0 0.5 0.0 ppm
SRS o
| HE 1 H § i)
S I =8 o ] e ST
SA-340-13C(SR)
w Moo T T B - o
“ KoToeTan FEa RS = as o NAME SA=340-13C
o B O~ RN . EXPNO 1
o momeaQd =9 w o @ © < PROCNO 1
b PR R ph =~ i @ IRV vy 20110812
1 l \/ , Time~ 16.48
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2gpg30
™ 32768
SOLVENT cpc13
NS 232
S DS 4
SWH 29761.904 Hz
FIDRES 0.908261 Hz
20 0.5505524 sec
\ RG 32
IS N oW 16.800 usec
DE 6.50 usec
TE 299.4 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
Me
CHANNEL £1 =
Table 2, entry 18 !
' 9.88
.50 dB
PLIW 82.16106415 W
125 MHZ: CDCI3 sFol 125.7703643 MHz
= = CHANNEL £2 =
CEDPRG2 waltzl6
NUC2 18
PCPD2 80.00 usec
PL2 1.00 dB
PL12 16.50 dB
PL13 0.00 dB
PL2W 15.50318813 W
PLLZW 0.43693921 W
PL13W 0.19517358 W
SFO2 500.1320005 MHz
ST 16384
SF 125.7577753 MHz
WDW EM
SSB 0
L8 1.00 Hz
G 0
pC 1.00
T T T T T T T T T T T T T T T U T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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SA388-1H (SKD)

125 MHz, CDCl,

0.03000000
1

so  an onwomand rno N e ows o
32 95 232383837 RS ¥ 233 37
g2 3@ asaszssas R G 883 ®
B N N R S N B ¢ < <s
S
Table 2, entry 19
500 MHz, CDCl,
b
8.0 7.5 7.0 6.5 6.0 5.5 5 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 ppm
%‘ \mr w”r Wﬁr a“
Bl | 3
H K N 5
SA388-13C (SKD)
< o dosaoomas
o 2 SoannEhao 328 EEL S pnd SR386-13¢
5 s RARARNES S San o s h
2 PR pap e g PROCNO 1
n N NS n Yy wow T Date_ 20111101
\YarZ Vool
INSTRUM spect
PROBHD S mm PABBO BB-
PULPROG 2gpg30
D 32768
S SOLVENT cpci3
NS 440
DS 4
H 29761.904 Hz
FIDRES 0.908261 Hz
RQ 0. 5505524 sec
RG
W 16. 800 usec
DE 50 usec
TE .0
MeO Table 2, entry 19 o 2.00000000 sec

0.50
82.16106415
125.7703643

=

MHz

T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70

waltz1l6
1

H
80.00
00

15. 50315813
0.43693921
0.19517358

500.1320005

16384
125.7577826
EM

0

1.00

0

1.00

usec
dB
dB
dB

===

MHZ

MHZ
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SA392-1H (SKD)

FEHOOYES O wn D n CNaEMnHE 2
SEN28IC2 SEIITSS 85 Rns S
nRNSESES S ERIRS £8232888 d
FrEdrloes ©o swveso G ®m oM <
S
F/O/\/\
Table 2, entry 20
500 MHz, CDCl,
JULL
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 ppm
r n H AR ﬁlm
d el e e e e N
K K KK KK
SA382-13C (SKD}
I 29 N 83385 &89 “no o - o NAME SA392-13C
Y *  <9qasew 4 SAR SR o aw bS] EXPNO i
S k] o8885 29 e éd R o0 1
B 85 SRSRY 2z grg gg 8 83 S ek O
| NV Voo T
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2g9pg30
32768
SOLVENT CDC13
NS 338
S Ds 4
SWH 29761.904 Hz
FIDRES 0.908261 Hz
AQ 0.5505524 sec
\ RG 32
S N DW 16.800 usec
DE 6.50 usec
TE 299.6 X
D1 2.00000000 sec
D11l 0.03000000 sec
F TDO 1
Table 2, entry 20
1.
Pl 9.88 usec
125 MHz, CDCl, N e
PL1W 82.16106415 W
SFO1 125.7703643 MHz
mmmmmmm= CHANNEL 2 m=====ze=
CPDPRG2 waltzlé
juc2 1H
PCPD2 80.00 usec
PL2 1.00 dB
PL12 16.50 dB
PL13 20.00 dB
PL2W 15.50318813 W
PL12W 0.43693921 W
PL13W 0.19517358 W
SFO2 500.1320005 MHz
51 16384
SF 125.7577734 MHz
WOW EM
SSB 0
LB 1.00 Hz
| B - g
PO 1.00
190 180 170 160 150 140 130 120 110 100 S0 80 70 60 50 40 30 20 10 0 ppm
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SA-404A-1H(SR)
S0 o G ovemanwN @pensongeroene oo
5983 S REINERE mamhoSOaAMAwTT Dao
86 T SmEemmmom d&&N&ANHﬁHR;Z; 123
COzMe
Table 2, entry 23
500 MHz, CDCl,
T T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 ppm
< = & Wﬂr S A
o o ] ]| =3 o et o
SA404-13C (SKBY
S 5 = 5 Nw o NAME SA404-13¢C
vow dNomn @ -
S g I s ’."32 b nonene o EXPNO 1
2 2 b3 S PN a3 RESIN 3 FROCNO 1
Date_ 20111208
o0 Vool g
INSTRUM spect
PROBHD 5 mm PABBU' BB-
PULPROG 2gpg30
32768
SOLVENT eDc13
NS 328
DS 4
SWH 29761.904 Hz
FIDRES 0.908261 Hz
aQ 0.5505524 sec
RS 32
b 16,800 usec
DE 6.50 usec
T 299.3 X
D1 2.00000000 sec
D11 0.03000000 sec
CoM D0 1
e
2 CHANNEL f1
13¢
Table 2, entry 2 9.38 usec
0.50 ds
82.16106415
125 MHz, CDCI3 125.7703643 MHz
CHANNEL £2 ===
waltzl6
1H
80.00 usec
1.00 dB
16.50 dB
20.00 dB
15.50318813 W
3693921 W
0.19517358
500.1320005 MHz
16384
125.7577953 Mz
EM
[
1.00 Hz
o
1.00
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm
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2. X-Ray Structure of 2p.

(E)-3-(Thiophen-2-yhallyl pyrrolidine-1-carbodithioate, (Table 2, entry 16). (The CCDC deposition
number: CCDC 861311).

> NOMOVYE Rl Prob = 50
Temp = 283
g AP
§
o
=)
oJ
J
(]
&
h
(ww]
w
e
o]
el
=
oo
—
o
et |
o
£ 9 WwW Pz(1]/n R = 0.03 RES= 0 -40 X
Bond precision: C-C = 0.0024 A Wavelength=0.71073
Cell: a=7.7884(5) b=5.9160(4) €=28.2073(19)
alpha=90 beta=95.261(1) gamma=90
Temperature: 293 K
Calculated Reported
Volume 1294.21(15) 1294.21(15)
Space group P 21/n P2(1)/n
Hall group -P 2yn ?
Moiety formula C12 H15 N S3 ?
Sum formula C12 H15 N S3 C12 H15N S3
Mr 269.46 269.43
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Dx,g cm-3 1.383 1.383

Z 4 4

Mu (mm-1) 0.545 0.545

F000 568.0 568.0

F000’ 569.61

h,k,Imax 9,7,33 9,7,33

Nref 2272 2272

Tmin, Tmax 0.907,0.947 0.908,0.947

Tmin’ 0.907

Correction method= MULTI-SCAN

Data completeness= 1.000 Theta(max)= 25.000
R(reflections)= 0.0280( 2032) wR2(reflections)= 0.0743( 2272)
S=1.069 Npar= 145

The following ALERTS were generated. Each ALERT has the format
test-name_ALERT alert-type_alert-level.

Click on the hyperlinks for more details of the test.

Alert level G

PLATO005 ALERT 5 G No _iucr_refine_instructions_details in CIF .... ?
PLAT128 ALERT_4_G Alternate Setting of Space-group P21/c ....... P21/n
PLAT199 ALERT_1_ G Check the Reported _cell_measurement_temperature 293 K
PLAT200_ALERT_1_G Check the Reported _diffrn_ambient_temperature 293 K
0 ALERT level A = Most likely a serious problem - resolve or explain

0 ALERT level B = A potentially serious problem, consider carefully

0 ALERT level C = Check. Ensure it is not caused by an omission or oversight

4 ALERT level G = General information/check it is not something unexpected

2 ALERT type 1 CIF construction/syntax error, inconsistent or missing data

0 ALERT type 2 Indicator that the structure model may be wrong or deficient

0 ALERT type 3 Indicator that the structure quality may be low

1 ALERT type 4 Improvement, methodology, query or suggestion

1 ALERT type 5 Informative message, check
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