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l. General information.

All reactions requiring anhydrous conditions were conducted by standard procedures under argonx
atmosphere. Commercially available reagents were used as received. The solvents were dried over a
solvent purification system from Innovative Technology. Melting points (MP) were determined on a
BUCHI B-540b melting point apparatus. *H and *C NMR were recorded on a Bruker AMX500 (500
MHZz) spectrometer. Proton and carbon chemical shifts are reported in parts per million (ppm) values
downfield from TMS (6 0.00) and referenced to residual protons in NMR solvents (CDCl; at 6 7.26,
DMSO-Dgs at 6 2.50, CDCl; at 6 5.31, CD30OD at & 3.31) or carbon signals in NMR solvent (CDCl; at
d 77.0, DMSO-CH3; at & 40.0, CD,Cl, at 6 53.4, CDs0OD at & 47.4). High resolution mass spectra
(HRMS) were obtained on a Finnigan/MAT 95XL-T spectrometer. Analytical thin layer
chromatography (TLC) was performed with Merck pre-coated TLC plates, silica gel 60F-254, layer
thickness 0.25 mm. Flash chroma-graphy separations were performed on Merck 60 (0.040-0.063 mm)

mesh silica gel.



General procedure for the preparation of thiocyanoalkynes 1

0
Ag,0 (10 mol%) R—=— g
R———-~H + N—SCN
THF, 12 h \\N
0 60 °C

1ato 1aa

Into a small 1 mL vial were loaded Ag20 (10 mol%), alkyne (0.19 mmol), anhydrous THF
(0.3 ml) and N-thiocyanophthalimide (1.20 equiv.). The mixture was heated to 60 °C and
allowed to stir overnight after which the product was purified directly through flash column

chromatography using an ethyl acetate/hexanes eluent mixture (ratio of 1:10).

1. Characterization data for thiocyanoalkynes 1
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(thiocyanatoethynyl)benzene

Physical appearance: Red oil

Yield: 27.5 mg, 90% (140.6 mg, 92% for 1 mmol scale)
'H NMR (500 MHz, CDCls): § 7.51 — 7.49 (m, 2H), 7.45 — 7.42 (m, 1H), 7.38 — 7.35 (m,
2H)

13C NMR (125 MHz, CDCls): & 132.6, 130.6, 128.8, 120.8, 106.6, 99.7, 62.3

HRMS (APCI): calcd for CoHeNS m/z [M+H]:160.0215; found:160.0215.

Cl
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1-chloro-2-(thiocyanatoethynyl)benzene




Physical appearance: Red liquid

Yield: 31.9 mg, 86%
IH NMR (500 MHz, CDCl3): & 7.53 — 7.51 (m, 1H), 7.43 (d, J = 8.05 Hz, 1H), 7.37 — 7.34
(m, 1H), 7.28 — 7.25 (m, 1H)

13C NMR (125 MHz, CDCl3): 6 136.9, 133.9, 131.3, 129.6, 126.7, 120.7, 105.9, 96.0, 67.3
HRMS (ESI): calcd for CoHsCINS m/z [M+H]:193.9826; found:193.9831.

F
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1-fluoro-2-(thiocyanatoethynyl)benzene

Physical appearance: Red oil

Yield: 21.3 mg, 62%
IH NMR (500 MHz, CDCls): & 7.50 — 7.47 (m, 1H), 7.44 — 7.40 (m, 1H), 7.17 — 7.09 (m,
2H)

13C NMR (125 MHz, CDCl3): § 163.4 (*Jc-r = 254.90 Hz), 134.1, 132.4 (3Jcr = 8.18 Hz),
124.3 (PJc-r = 3.64 Hz), 115.9 (3Jc-F = 20.25 Hz), 109.4 (?Jc-r = 15.59 Hz), 105.9, 93.0, 67.4

(3Jcr =3.39 Hz)
HRMS (APCI): calcd for CoHsFNS m/z [M+H]: 178.0121; found: 178.0120
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I-methyl-2-(thiocyanatoethynyl)benzene

Physical appearance: Red oil

Yield: 28.4 mg, 85%
'H NMR (500 MHz, CDCls): 6 7.46 (d, J = 7.70 Hz, 1H), 7.60 (t, J = 7.70 Hz, 1H), 7.26 -
7.23 (m, 1H), 7.18 (t, J = 7.70 Hz, 1H), 2.45 (s, 3H)




13C NMR (125 MHz, CDCIl3): 6 141.7, 132.8, 130.4, 129.7, 125.8, 120.5, 106.6, 98.6, 65.2,
20.5
HRMS (APCI): calcd for C1oHsNS m/z [M+H]: 174.0372; found:174.0370.
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1-methoxy-2-(thiocyanatoethynyl)benzene

Physical appearance: Orange solid

Yield: 27.2 mg, 74%
Melting Point: 69 °C

'H NMR (500 MHz, CDCls): 6 7.45 — 7.44 (m, 1H), 7.41 — 7.37 (m, 1H), 6.95 — 6.89 (m,
2H), 3.89 (s, 3H)

13C NMR (125 MHz, CDCls): § 161.2, 134.5, 132.0, 120.6, 110.9, 109.9, 106.7, 96.3, 65.3,
55.8

HRMS (ESI): calcd for CioHsNOS m/z [M+H]: 190.0318; found: 190.0321.
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1-chloro-3-(thiocyanatoethynyl)benzene

Physical appearance: Red oil

Yield: 18.6 mg, 50 %
'H NMR (500 MHz, CDCl5): 6 7.48 (t, J = 1.70 Hz, 1H), 7.42 - 7.38 (m, 2H), 7.31 (t,, J =

7.80 Hz, 1H)
13C NMR (125 MHz, CDCl3): & 134.6, 132.1, 13.7, 130.4, 129.9, 122.2, 105.9, 97.8, 63.8

HRMS (APCI): calcd for CoH4CINS m/z [M]: 192.9747; found: 192.9748.
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1-bromo-3-(thiocyanatoethynyl)benzene

Physical appearance: Red oil

Yield: 15.7 mg, 34%
'H NMR (500 MHz, CDCls): 6 7.68 (t, J = 1.55 Hz, 1H), 7.59 (d, J = 8.95 Hz, 1H), 7.46 (d,
J=7.90 Hz, 1H), 7.28 (t, J = 7.90 Hz, 1H)

13C NMR (125 MHz, CDCls): § 134.9, 133.5, 130.8, 130.1, 122.5, 122.4, 105.9, 97.7, 63.9

HRMS (APCI): calcd for CoH4BrNS m/z [M]: 236.9242; found: 236.9238.

3-(thiocyanatoethynyl)benzaldehyde

Physical appearance: Red oil

Yield: 35.5 mg, 85%
IH NMR (500 MHz, CDCls): § 9.9 (s, 1H), 7.99 (s, 1H), 7.93 (d, J = 7.60 Hz, 1H), 7.73 (d,
J =750 Hz, 1H), 7.56 (t, J = 7.70 Hz, 1H)

13C NMR (125 MHz, CDCls): § 190.8, 137.5, 136.6, 133.4, 130.9, 129.5, 121.8, 105.8, 97.8,

64.4
HRMS (ESI): calcd for C1o0H4sNOS m/z [M-H]: 186.0008; found: 186.0007.

Me //N
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I-methyl-3-(thiocyanatoethynyl)benzene

Physical appearance: Red oil

Yield: 22.4 mg, 67%



IH NMR (500 MHz, CDCls): § 7.33 — 7.31 (m, 2H), 7.26 — 7.25 (m, 2H), 2.36 (s, 3H)
13C NMR (125 MHz, CDCls): § 138.5, 132.9, 131.3, 129.5, 128.5, 120.4, 106.4, 99.8, 61.6,

21.1
HRMS (APCI): calcd for C1o0HsNS m/z [M+H]: 174.0372; found: 174.0366.
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I-methoxy-3-(thiocyanatoethynyl)benzene

Physical appearance: Red oil

Yield: 28.3 mg, 78%

!H NMR (500 MHz, CDCls): 6 7.28 (t, J = 8.15 Hz, 1H), 7.10 (d, J = 7.55 Hz, 1H), 7.01 -
6.97 (m, 2H), 3.82 (s, 3H)

13C NMR (125 MHz, CDClg): § 159.4, 129.7, 124.9, 121.5, 117.1, 116.9, 106.4, 99.4, 61.9,

55.4
HRMS (APCI): calcd for CioHsNOS m/z [M+H]: 190.0316; found: 190.0321.
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1-nitro-4-(thiocyanatoethynyl)benzene

Physical appearance: Red solid

Yield: 23.4 mg, 60%

Melting Point: 92 °C

'H NMR (500 MHz, CDClIs): 6 8.24 (d, J = 8.75 Hz, 2H), 7.65 (d, J = 9.05 Hz, 2H)
13C NMR (125 MHz, CDCl3): 6 148.2, 132.8, 126.9, 123.8, 105.2, 97.1, 68.3

HRMS (APCI): caled for CoHsN202S m/z [M+H]: 205.0066; found: 205.0068.
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1-bromo-4-(thiocyanatoethynyl)benzene

Physical appearance: Orange solid

Yield: 41.1 mg, 92%

Melting Point: 66 °C

'H NMR (500 MHz, CDClIs): 6 7.52 (d, J = 8.30 Hz, 2H), 7.36 (d, J = 8.30 Hz, 2H)
13C NMR (125 MHz, CDCls): 6 133.8, 132.2, 125.2, 119.6, 106.1, 98.5, 63.7

HRMS (APCI): calcd for CoH4BrNS m/z [M]: 236.9242; found: 236.9235.
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Methyl-4-(thiocyanatoethynyl)benzoate

Physical appearance: Yellow solid

Yield: 28.3 mg, 70 %
Melting Point: 80 °C

'H NMR (500 MHz, CDCls): 6 8.03 (d, J = 8.20 Hz, 2H), 7.55 (d, J = 8.20 Hz, 2H), 3.93 (s,

3H)
13C NMR (125 MHz, CDCls): 4 166.2, 132.1, 131.5, 129.8, 125.1, 105.9, 98.6, 65.4, 52.6

HRMS (APCI): calcd for C11HsNO2S m/z [M+H]: 218.0270; found: 218.0271.

AN
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1-ethyl-4-(thiocyanatoethynyl)benzene

Physical appearance: Red oil

Yield: 32.8 mg, 91%



'H NMR (500 MHz, CDCla): § 7.42 (d, J = 8.05 Hz, 2H), 7.20 (d, J = 8.05 Hz, 2H), 2.67 (q,
J=7.60 Hz, 2H), 0.63 (t, J = 7.60 Hz, 3H)

13C NMR (125 MHz, CDCls): § 147.2, 132.5, 128.2, 117.7, 106.6, 99.8, 61.1, 28.9, 15.1
HRMS (APC): caled for C1iH1oNS m/z [M+H]: 188.0528; found:188.0530.
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1-(tert-butyl)-4-(thiocyanatoethynyl)benzene

Physical appearance: Red oil

Yield: 34.9 mg, 84% (137.9 mg, 83% yield for I mmol scale)

'H NMR (500 MHz, CDCls): 6 7.43 (d, J = 8.50 Hz, 2H), 7.39 (d, J = 8.50 Hz, 2H), 1.32 (s,
9H)

13C NMR (125 MHz, CDClg): & 154.0, 132.3, 125.6, 117.5, 106.6, 99.9, 61.1, 35.0, 31.0
HRMS (APCI): calcd for CisHi3sNS m/z [M+H]: 216.0841; found: 216.0834.
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1-methoxy-4-(thiocyanatoethynyl)benzene

Physical appearance: Red oil

Yield: 23.6 mg, 65%
'H NMR (500 MHz, CDClIs): 6 7.45 (d, J = 8.75 Hz, 2H), 6.87 (d, J = 8.75 Hz, 2H), 3.83 (s,
3H)

13C NMR (125 MHz, CDCls): 4 161.5, 134.7, 114.4, 112.7, 106.9, 100.0, 60.6, 55.5

HRMS (APC): calcd for C1oHsNOS m/z [M+H]: 190.0321; found:190.0321.

N
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N,N-dimethyl-4-(thiocyanatoethynyl)aniline

Physical appearance: Black solid

Yield: 13.8 mg, 36%
Melting Point: 121 °C

'H NMR (500 MHz, CDCls): § 7.38 (d, , J = 8.75 Hz, 2H), 6.60 (d, , J = 8.75 Hz, 2H), 3.01
(s, 6H)

13C NMR (125 MHz, CDCls): 4 151.4, 134.5, 111.4, 107.5, 106.6, 101.9, 59.0, 40.0

HRMS (APCI): calcd for CiiH11N2S m/z [M+H]: 203.0637; found: 203.0640.

1r N

1,2-dichloro-4-(thiocyanatoethynyl)benzene

Physical appearance: Red oil

Yield: 31 mg, 70%
'H NMR (500 MHz, CDCls): 6 7.58 (d, J = 1.90 Hz, 1H), 7.45 (d, J = 8.40 Hz, 1H), 7.32
(dd, J=1.90 Hz, J = 8.40 Hz, 1H)

13C NMR (125 MHz, CDCls): 4 135.2, 133.8, 133.1, 131.3, 130.8, 120.4, 105.6, 96.9, 64.9

HRMS (APC): calcd for CoH3CI2NS m/z [M]: 226.9358; found: 226.9350.

MeoQ%s
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4-methoxy-2-methyl-1-(thiocyanatoethynyl)benzene

Physical appearance: Red oil

Yield: 35.3 mg, 90%
'H NMR (500 MHz, CDClIs): 6 7.40 (d, J = 8.50 Hz, 1H), 6.75 (d, J = 2.50 Hz, 1H), 6.70
(dd, J =2.50 Hz, J = 8.50 Hz, 1H), 3.81 (s, 3H), 2.42 (s, 3H)

13C NMR (125 MHz, CDCls): § 161.3, 144.2, 134.9, 115.4, 112.6, 111.7, 107.0, 99.1, 63.5,

10



55.3,20.8
HRMS (APCI): calcd for C11H10NOS m/z [M+H]: 204.0478; found: 204.0480.

MeO@%S
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1,2-dimethoxy-4-(thiocyanatoethynyl)benzene

Physical appearance: Red solid

Yield: 28.0 mg, 66%
Melting Point: 65 °C

IH NMR (500 MHz, CDCls): & 7.13 (dd, J = 1.50 Hz, J = 8.15 Hz, 1H), 6.98 (s, 1H), 6.82 (d,
J=8.40 Hz, 1H), 3.89 (s, 3H), 3.87 (s, 3H)

13C NMR (125 MHz, CDCls): § 151.3, 148.8, 126.7, 114.9, 112.5, 111.0, 106.8, 99.9, 60.4,
56.0,55.9

HRMS (APC): calcd for C11H10NO2S m/z [M+H]: 220.0427; found: 220.0429.

Me
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1,4-dimethyl-2-(thiocyanatoethynyl)benzene

Physical appearance: Orange oil

Yield: 26.0 mg, 72%
'H NMR (500 MHz, CDClIs): 6 7.28 (s, 1H), 7.12 — 7.11 (m, 2H), 2.39 (s, 3H), 2.30 (s, 3H)

13C NMR (125 MHz, CDCls): § 138.6, 135.4, 133.2, 131.3, 129.7, 120.2, 106.7, 98.9, 64.7,
20.7,20.0

HRMS (APC): calcd for C11H10NS m/z [M+H]: 188.0528; found: 188.0529.

11
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9-(thiocyanatoethynyl)phenanthrene

Physical appearance: Yellow solid

Yield: 12.9 mg, 25%
Melting Point: 121 °C

IH NMR (500 MHz, CDCl3): & 8.75 — 8.61 (m, 2H), 8.28 — 8.27 (m, 1H), 8.08 (s, 1H), 7.86
(d, J = 7.40 Hz, 1H), 7.74 — 7.69 (m, 3H), 7.63 (t, J = 7.20 Hz, 1H)

13C NMR (125 MHz, CDCls): & 134.6, 131.1,130.6,130.5, 130.1, 129.0, 128.7, 127.6, 127.5,
127.3,126.3, 122.9, 122.7, 117.1, 106.4, 98.3, 65.9

HRMS (APCI): calcd for C17H10NS m/z [M+H]: 260.0528; found: 260.0519.

?;\>%SCN

1w

3-(thiocyanatoethynyl)thiophene

Physical appearance: Black oil

Yield: 24.9 mg, 79%

'H NMR (500 MHz, CDCls): 6 7.67 (d, J = 3.00 Hz, 1H), 7.32 (dd, J = 3.10 Hz, J = 5.0 Hz,
1H), 7.17 (d, J = 5.00 Hz, 1H)

13C NMR (125 MHz, CDCls): § 133.0, 129.9, 126.1, 119.8, 106.4, 94.8, 62.0

HRMS (APCI): calcd for C7HaNS2 m/z [M+H]: 165.9780; found: 165.9777.

=
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1-(thiocyanatoethynyl)cyclohex-1-ene

Physical appearance: Red oil

12



Yield: 30.0 mg, 96%
'H NMR (500 MHz, CDCl5): § 6.34 — 6.32 (m, 1H), 2.15 — 2.11 (m, 4H), 1.67 — 1.59 (m,
4H)

13C NMR (125 MHz, CDCls): & 140.9, 119.7, 107.1, 101.6, 58.9, 28.4, 26.0, 22.1, 21.2

HRMS (ESI): calcd for CoH1oNS m/z [M+H]: 164.0521; found 164.0511;
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(thiocyanatoethynyl)cyclohexane

Physical appearance: Yellow oil

Yield: 11.4 mg, 36%
'H NMR (500 MHz, CDClIs): 6 2.56 — 2.52 (m, 1H), 1.82 — 1.79 (m, 2H), 1.72 — 1.67 (m,
2H), 1.66 — 1.44 (m, 3H), 1.37 — 1.29 (m, 3H)

13C NMR (125 MHz, CDCls): § 107.5, 105.9, 52.4, 31.6, 30.4, 25.6, 24.6

HRMS (APCI): calcd for CoH12NS m/z [M+H]: 166.0685; found: 166.0682.

Me\M/ \\\N
° 1z

1-thiocyanatododec-1-yne

Physical appearance: Yellow oil

Yield: 26.5 mg, 62%

'H NMR (500 MHz, CDCls): 6 2.35 (t, J = 7.10 Hz, 2H), 1.57 — 1.51 (m, 2H), 1.37 - 1.35
(m, 2H), 1.27 (s, 12H), 0.87 (t, J = 7.10 Hz, 3H)

13C NMR (125 MHz, CDCls): & 107.4, 102.5, 52.3, 31.8. 29.5, 29.4, 29.3, 29.0, 28.8, 27.8,
22.7,20.1,141

HRMS (APC): calcd for Ci13H22NS m/z [M+H]: 224.1467; found: 224.1468.

13
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(4-thiocyanatobut-3-yn-1-yl)benzene

Physical appearance: Yellow oil

Yield: 17.6 mg, 49%
'H NMR (500 MHz, CDCl5): § 7.34 — 7.31 (t, J = 7.40 Hz, 2H), 7.24 (d, J = 7.40 Hz, 1H)
7.20 (d, J=7.40 Hz, 2H), 2.87 (t, J = 7.35 Hz, 2H), 2.66 (t, J = 7.35 Hz, 2H)

13C NMR (125 MHz, CDCls): § 139.5, 128.6, 128.3, 126.7, 106.9, 101.4, 53.6, 34.0, 22.2

HRMS (APCI): calcd for Ci1H1oNS m/z [M+H]: 188.0526; found: 188.0528.

14
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General procedure for preparation of thiocyanoketones 2

0
[éN_SCN
MeOH:H,0 (9:1) o]
AgOTf (15 mol%) NaAuCly(3 mol%) O
R=—n - - A
i o R \\
1,4-dioxane (0.30 ml), 2h,24°C NN

7h,65°C

In a 1.0 mL vial were loaded the reagents in the following sequence: silver triflate (7.0 mg,
15.0 mol%), 1,4-dioxane (0.30 mL), alkyne (0.19 mmol) and 20 uL of a methanol:water
mixture prepared in 9:1 ratio. The mixture was heated to 65 °C for 7 h and then cooled to
room temperature. Sodium gold tetrachloride dehydrate (3.0 mol%) was added and the
mixture was allowed to stir at room temperature for 10 mins. Finally,
N-thiocyanosuccinimide (2.0 equiv.) was added and the mixture continued to stir for 2 hours
during which reaction completion was monitored through TLC. The product was purified by

flash column chromatography using ethyl acetate/ hexanes as the eluent (ratio of 1:5).

Characterization data for thiocyanoketones 2 & 4

O

S
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1-phenyl-2-thiocyanatoethan-1-one

Physical appearance: Red solid

Yield: 25.5 mg, 75% yield
Melting Point: 66.3 °C

IH NMR (500 MHz, CDCls): § 7.94 (d, J = 7.40 Hz, 2H), 7.67 (t, J = 7.55 Hz, 1H), 7.53 (t,

J=7.75Hz, 2H), 4.74 (s, 2H)
13C NMR (125 MHz, CDCl3): & 190.8, 134.8, 134.0, 129.2, 128.5, 111.8, 42.9

HRMS (APCI): calcd for CeHsNOS m/z [M+H]: 178.0321; found: 178.0323.
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1-(2-methoxyphenyl)-2-thiocyanatoethan-1-one

Physical appearance: Pale yellow solid

Yield: 23.1 mg, 58% yield
Melting Point: 90.3 °C

IH NMR (500 MHz, CDCls): § 7.94-7.92 (m, 1H), 7.60 — 7.57 (m, 1H), 7.08 — 7.02 (m, 2H),
4.71 (s, 2H), 3.98 (s, 3H)

13C NMR (125 MHz, CDCls): & 191.3, 159.6, 136.0, 131.4, 123.7, 121.3, 112.8, 111.8, 55.8,
47.6

HRMS (APCI): calcd for CioH10NO2S m/z [M+H]: 208.0427; found: 208.0424.

o]
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1-(3-methoxyphenyl)-2-thiocyanatoethan-1-one

Physical appearance: Pale yellow solid

Yield: 29.5 mg, 74% yield
Melting Point: 81.6 °C

IH NMR (500 MHz, CDCls): & 7.49 — 7.41 (m, 3H), 7.21 — 7.19 (m, 1H), 4.72 (s, 2H), 3.87
(s, 3H)

B3C NMR (125 MHz, CDCls): § 190.7, 160.2, 135.2, 130.2, 121.3, 121.0, 112.6, 111.8, 55.6,
43.0

HRMS (APCI): calcd for CioH10NO2S m/z [M+H]: 208.0427; found: 208.0426.

0]

Me S
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N
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2-thiocyanato-1-(m-tolyl)ethan-1-one

Physical appearance: Yellow solid

16



Yield: 28.6 mg, 78% yield
Melting Point: 78.4 °C

IH NMR (500 MHz, CDCl3): & 7.75 — 7.72 (m, 2H), 7.48 (d, J = 7.70 Hz, 1H), 7.41 (t, J =
7.70 Hz, 1H), 4.73 (s, 2H), 2.43 (s, 3H)

13C NMR (125 MHz, CDCls): 5 190.9, 139.2, 135.6, 133.9, 129.0, 128.9, 125.7, 111.9, 43.1,
21.3

HRMS (APCI): calcd for CioH10NOS m/z [M+H]: 192.0478; found: 192.0483.

O
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1-(4-methoxyphenyl)-2-thiocyanatoethan-1-one

Physical appearance: Pale yellow solid

Yield: 17.5 mg, 44% yield

Melting Point: 118.3 °C

IH NMR (500 MHz, CDCl3): & 7.91 (d, J = 8.35 Hz, 2H), 6.98 (d, J = 8.35 Hz, 2H), 4.70 (s,
2H), 3.89 (s, 3H)

13C NMR (125 MHz, CDCls): 6 189.2, 164.8, 130.9, 127.0, 114.3, 112.1, 55.7, 42.9
HRMS (APCI): calcd for C10H10NO2S m/z [M+H]: 208.0427; found: 208.0427.

(@]
S
NS
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t-Bu 2f

1-(4-(tert-butyl)phenyl)-2-thiocyanatoethan-1-one

Physical appearance: Pale yellow solid

Yield: 35.4 mg, 79% yield
Melting Point: 80.3 °C

IH NMR (500 MHz, CDCls): § 7.87 (d, J = 8.40 Hz, 2H), 7.52 (d, J = 8.40 Hz, 2H), 4.73 (s,
2H), 1.35 (s, 9H)

13C NMR (125 MHz, CDCls): § 190.4, 158.9, 131.4, 128.5, 126.2, 112.0, 43.0, 35.4, 30.9

17



HRMS (APCI): calcd for C13H16NOS m/z [M+H]: 234.0947 ; found: 234.0946

S
NS
w Ny
Et 2

9

1-(4-ethylphenyl)-2-thiocyanatoethan-1-one

Physical appearance: Pale yellow solid

Yield: 30.7 mg, 78 % yield
Melting Point: 56.3 °C

IH NMR (500 MHz, CDCls): 6 7.85 (d, J = 7.85 Hz, 2H), 7.34 (d, J = 7.85 Hz, 2H), 4.72 (s,
2H), 2.73 (q, J = 7.60 Hz, 2H), 1.27 (t, J = 7.55 Hz, 3H)

13C NMR (125 MHz, CDCls): § 190.5, 152.2, 131.7, 128.7, 128.6, 112.0, 43.0, 29.0, 15.0

HRMS (APCI): calcd for Ci1iH12NOS m/z [M+H]: 206.0634; found: 206.0627.

Me 2h

1-(2,5-dimethylphenyl)-2-thiocyanatoethan-1-one

Physical appearance: Light brown solid

Yield: 29.2 mg, 74% yield
Melting Point: 111.9 °C

IH NMR (500 MHz, CDCls): 7.49 (s, 1H), 7.30 (d, J = 7.70 Hz, 1H), 7.20 (d, J = 7.70 Hz,

1H), 4.72 (s, 2H), 2.51 (s, 3H), 2.39 (s, 3H)
13C NMR (125 MHz, CDCl3): 193.2, 137.3, 135.9, 134.3, 133.3, 132.7, 130.1, 112.1, 45.1,

21.4,20.9
HRMS (APCI): calcd for C11tH12NOS m/z [M+H]: 206.0634; found: 206.0632.
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MeO S
SR
N
MeO

2j

1-(3,4-dimethoxyphenyl)-2-thiocyanatoethan-1-one

Physical appearance: Pale yellow solid

Yield: 27.3 mg, 60% yield
Melting Point: 136.0 °C

IH NMR (500 MHz, CDCls): & 7.53 (dd, J = 8.35 Hz, J = 1.79 Hz, 1H), 7.48 (d, J = 1.75 Hz,
1H), 6.92 (d, J = 8.40 Hz, 1H), 4.71 (s, 2H), 3.97 (s, 3H), 3.94 (s, 3H)

13C NMR (125 MHz, CDCls): 5 189.3, 154.8, 149.6, 127.2, 123.5, 112.1, 110.4, 110.2, 56.3,

56.1, 42.7
HRMS (APCI): calcd for C11H13NO3S m/z [M+H]: 238.0532; found: 238.0537.

Me O

S
NS
/©)V Ny
MeO 2j

1-(4-methoxy-2-methylphenyl)-2-thiocyanatoethan-1-one

Physical appearance: Pale yellow solid

Yield: 20.4 mg, 48% yield

Melting Point: 120 °C

IH NMR (500 MHz, CDCl3): & 7.71 (d, J = 9.30 Hz, 1H), 6.80 (s, 2H), 4.74 (s, 2H), 3.88 (s,
3H), 2.59 (s, 3H)

13C NMR (125 MHz, CDCls): 5 190.8, 163.5, 144.3, 132.7, 125.9, 118.2, 112.4, 111.3, 55.5,

45.2,22.8
HRMS (APCI): calcd for C11H12NO2S m/z [M+H]: 222.0583; found: 222.0581.

S
(/E)J\/ Y
S 2k
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2-thiocyanato-1-(thiophen-3-yl)ethan-1-one

Physical appearance: White solid

Yield: 25.3 mg, 72% yield
Melting Point: 81.2 °C

IH NMR (500 MHz, CDCl3): § 8.17 — 8.15 (m, 1H), 7.56 — 7.54 (m, 1H), 7.41 — 7.40 (m,
1H), 4.58 (s, 2H)

13C NMR (125 MHz, CDCls): 5 184.7, 138.8, 134.0, 127.6, 126.7, 111.7, 42.7

HRMS (APCI): calcd for C7HeNOS2 m/z [M+H]: 183.9885; found: 183.9881.

0]

S
@)‘\/ \\\N
21

1-(cyclohex-1-en-1-yl)-2-thiocyanatoethan-1-one

Physical appearance: Pale yellow solid

Yield: 24.3 mg, 70% yield
Melting Point: 53.5 °C

IH NMR (500 MHz, CDCl3): & 6.97 — 6.96 (m, 1H), 4.44 (s, 2H), 2.33 — 2.31 (m, 2H), 2.25
—2.22 (m, 2H), 1.68 — 1.62 (M, 4H)

13C NMR (125 MHz, CDCls): 8 191.4, 144.2, 137.8, 112.3, 42.1, 26.3, 23.0, 21.5, 21.2

HRMS (APCI): calcd for CoHi2NOS m/z [M+H]: 182.0634; found: 182.0633.

1-(4-(dimethylamino)-3-thiocyanatophenyl)ethan-1-one

Physical appearance: White crystal

Yield: 37.1 mg, 88% yield
Melting Point: 76.0 °C

20



IH NMR (500 MHz, CDCls): § 8.16 (s, 1H), 7.89 (d, J = 8.50 Hz, 1H), 7.19 (d, J = 8.50 Hz,
1H), 2.79 (s, 6H), 2.58 (s, 3H)

13C NMR (125 MHz, CDCls): & 195.7, 155.5, 133.8, 129.7, 129.5, 122.2, 120.5, 110.8, 44.1,
26.4

HRMS (ESI): calcd for C11H13N20S m/z [M+H]: 221.0743; found: 221.0743.

3f

4-t-butylacetophenone

Physical appearance: Clear oil

Yield: 30.1 mg, 89% yield
'H NMR (500 MHz, CDClI5): 6 7.90 (d, J = 8.35 Hz, 2H), 7.48 (d, J = 8.35 Hz, 2H), 2.59 (s,
3H), 1.34 (s, 9H)

13C NMR (125 MHz, CDCls): § 198.9, 156.8, 134.7, 128.3, 125.5, 35.1, 31.0, 26.5

HRMS (ESI): calcd for Ci2H170 m/z [M+H]:177.1274; found: 177.1273.
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V.

General procedure for preparation of 5 to 8 & corresponding characterization data

a) General procedure for the preparation of 5

PhMgBr (2 equiv.)
L@%SCN >
THF, 0 to 28 °C \—Q%S

2n 12 h

5

Into a degassed 10 mL schlenk flask was loaded a magnetic stirrer and 30 mg (0.16 mmol)
of 2n, after which 2 mL of anhydrous THF was added under argon atmosphere. The flask was
lowered into an ice bath after which 0.10 mL of 1M PhMgBr in THF was added slowly. The
reaction was allowed to proceed overnight after which solids were noticed to form. THF was
removed under reduced pressure and the residue was purified by column chromatography

directly to afford the product as a clear oil in 67% yield (25.7 mg).!"

5oP

((4-ethylphenyl)ethynyl)(phenyl)sulfane

Physical appearance: Clear oil

IH NMR (500 MHz, CDCls): & 7.50 (d, J = 8.10 Hz, 2H), 7.46 (d, J = 8.10 Hz, 2H), 7.36 (t,
J = 7.60 Hz, 2H), 7.25- 7.22 (m, 1H), 7.19 (d, J = 8.10 Hz, 2H), 2.68 (g, J = 7.60 Hz, 2H),
1.26 (t, J = 7.70 Hz, 3H)

13C NMR (125 MHz, CDCl»): 6 145.3, 133.3, 131.9, 129.2, 128.0, 126.4, 126.1, 120.1, 98.2,
74.4,28.9,15.4

HRMS (ESI): calcd for Ci6HisS m/z [M+H]: 239.0889; found: 239.0891.
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b) General procedure for the preparation of 6

0] NaN3 (1.2 equiv) o)
SCN ZnCl, (1.0 equiv) S H
IPA, 12 h ] W a
, =N
2a 50 °C 6

Into a 10 mL vial were loaded 50 mg (0.28 mmol) of 2a, 0.40 mL of isopropyl alcohol, 22
mg (0.34 mmol, 1.20 equiv.) of NaN3 and 38 mg of ZnCl2 (0.28 mmol). After the starting
material was consumed as judged by TLC, the solvent was removed under reduced pressure.
5% NaOH solution was then added and the mixture was allowed to stir for two minutes until
a suspension of Zn(OH)2 had formed. The residue was washed several times with 5% NaOH
solution and the filtrate was combined. The filtrate was acidified to pH 1.0 using concentrated
HCI, causing the tetrazole product to precipitated, which was collected through filtration,

dried. The product was obtained in a pure form in 78% yield (48.4 mg).?)

2-((1H-tetrazol-5-yl)thio)-1-phenylethan-1-one

Physical appearance: Yellow solid

Melting Point: 140 °C

IH NMR (500 MHz, DMSO): & 8.04 (d, J = 7.95 Hz, 2H), 7.70 (t, J = 7.75 Hz, 1H), 7.58 (t,
J=7.75 Hz, 2H), 5.06 (s, 2H)

13C NMR (125 MHz, DMSO): § 193.3, 154.6, 135.7, 134.3, 129.3, 128.9, 40.8

HRMS (ESI): calcd for CoHsN4NaOS m/z [M+Na]: 243.0311; found: 243.0310.
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¢) General procedure for the preparation of 7

0 S
SCN aniline (1.5 equiv) | »>—NH
- N
MeOH, 70 °C @
2a 12 h 7

Into a small 10 mL vial was placed 30 mg of 2a (0.17 mmol) and 30 pL of aniline (0.32
mmol, 1.9 eq.) in 0.30 mL methanol. The mixture was refluxed overnight after which the
solvent was removed under reduced pressure and the residue columned directly using

hexanes/ethyl acetate in 10:1 ratio to afford the product in 64% yield (42.7 mg).*!

S
| )—NH
N

7

N-4-diphenylthiazol-2-amine

Physical appearance: Yellow solid

Melting Point: 109 °C

IH NMR (500 MHz, CDCl3): & 7.84 (d, J = 7.55 Hz, 2H), 7.43 — 7.31 (m, 8H), 7.09 (t, J =
7.00 Hz, 1H), 6.79 (s, 1H)

13C NMR (125 MHz, CDCl3): & 164.9, 150.2, 139.9, 133.8, 129.5, 128.7, 128.2, 126.1,
1235, 118.5, 101.4

HRMS (ESI): calcd for CisHi3N2S m/z [M+H]: 253.0794; found: 253.0800.

d) General procedure for the preparation of 8

o) _ NH
SCN NaBH, (1.5 equiv.) O’{
> S
MeOH, 0 °C
2a 10 to 30 min
8
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Into a 10 mL schlenk flask was loaded 80 mg of 2a (0.45 mmol). The vessel was then
degassed and loaded with 0.30 mL of anhydrous methanol and the vessel was lowered into an
ice bath. Sodium borohydride (1.2 equiv., 21 mg) was then added portionwise. The reaction
was monitored until the starting materials were completely reacted. Methanol was then
removed under reduced pressure. Solvent extraction of the residue with dichlormethane and
distilled water was carried out. The organic extracts were combined, dried with sodium
sulfate and solvent subsequently removed under reduced pressure to directly afford the pure

product in 79.3 mg (98% yield). 4]

5-phenyl-1,3-oxathiolan-2-imine

Physical appearance: Pale yellow solid

Melting Point: 90.6 °C

IH NMR (500 MHz, CDCls): & 7.37 — 7.33 (m, 5H), 5.57 — 5.53 (m, 1H), 3.61 — 3.57 (m,

1H), 3.44 — 3.40 (m, 1H)
13C NMR (125 MHz, CDCls): 5 169.2, 137.1, 129.1, 128.9, 125.8, 84.4, 39.8

HRMS (ESI): calcd for CoH10NOS m/z [M+H]: 180.0478; found: 180.0480.
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VI.

General procedure for the preparation of NTS, NTP and NTSc & corresponding

characterization data

0 0
rf”A\.Y'/< AgSCN (1.25 equiv) YZ<
[ n N—B ' " N—SCN
Loy % DCM, 28°C SN

\ \

% 12 hrs %

Into a 50 mL flask was added 1 equiv. of N-bromosuccinimide, N-bromophthalimide or
N-bromosuccinimide along with a magnetic stirrer. The solids were then dissolved in 25 mL
of anhydrous dichloromethane after which silver thiocyanate (1.25 equiv.) was then added
and the reaction allowed to stir overnight. Formation of light green to yellow precipitate
(silver bromide) was observed after overnight stirring. The residue was filtered off and
washed several times with DCM. The organic filtrate was consolidated and the
dichloromethane removed under reduced pressure to yield the products as solids (near
quantitative yield). Residual dichloromethane was removed under absolute vacuum (for
approximately 10 mins) after which the products were packed into a glass vial, saturated with

argon atmosphere and stored at 0 °C to -20 °C.

O
N—SCN
o NTS

N-thiocyanosuccinimide

Physical appearance: While solid

Melting point: 85.6 °C

IH NMR (500 MHz, CDCls): § 2.72 (s, 4H)

13C NMR (125 MHz, CDCls): § 178.0, 107.6, 29.6

HRMS (APCI): caled for CicHisS m/z [M+H]: 157.0066; found: 157.0065.
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0]

NTP

0]

N-thiocyanophthalimide

Physical appearance: Yellow powder

Melting point: 122.4 °C

'H NMR (500 MHz, CDCls): 6 7.85 — 7.81 (m, 4H)
13C NMR (125 MHz, CDCls): 6168.7, 134.3, 132.9, 122.9, 102.4
HRMS (APCI): calcd for CoHsN202S m/z [M+H]: 205.0066; found: 205.0070.

0]

N—SCN
/,S\\
O O NTsc

N-thiocyanosaccharin

Physical appearance: While solid

Melting point: 136.0 °C

IH NMR (500 MHz, CDCls): & 8.04 — 7.99 (m, 2H), 7.98 — 7.96 (m, 1H), 7.94 — 7.91 (m,
1H)

13C NMR (125 MHz, CDCls): & 159.9, 139.4, 135.6, 134.7, 127.5, 125.1, 120.9, 102.4

HRMS (APCI): calcd for C12HaN202S m/z [M]: 239.9988; found: 239.9989.
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VII. Screening Tables

Table S1: Finetuning solvents, yield and SCN source for thiocyanation of alkynes

10 mol% Ag,0O

R———--H + NTP R—==—SCN
1.4 equiv. Solvent, 60 °C, 12 h .
SCN source .
Entry [ R Solvent Yield 1
(eq.)
1 2-Cl-Ph NTS (1.20) THF 43
2 4-Ethyl-Ph NTS (1.20) THF 58
3 2-Cl-Ph NTS (1.20) 1,2 DCE <2
. Unidentified
4 2-Cl-Ph NTS (1.20) 1,4 dioxane
product
5 2-Cl-Ph NTS (1.20) Acetone messy
Unidentified
6 2-Cl-Ph NTS (1.20) DCM
product
Unidentified
7 2-Cl-Ph NTS (1.20) Methanol
product
8 2-CI-Ph NTS (1.40) THF 71
Unidentified
9 2-Cl-Ph NTSc (1.40) THF
product
10 2-Cl-Ph NTP (1.40) THF 86

[a] Unless otherwise stated, reaction is conducted using 0.2 mmol of substrate,
SCN source (1.20 eg.) and catalyst (10 mol %) in 0.30 ml of solvent under
specified conditions. [b] Isolated yield.
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Table S2: Finetuning solvents for hydrothiocyanation of alkynes

1) AgOTf (10 mol %), MeOH (1.0 equiv)

o solvent, T1, 12 h 0
—H -' SCN
2) NaAuCl, .2H50 (2 mol %), SCN (X equiv)

1.0 equiv T2,2h 9a
Index [Ag] Co-catalyst additive NTS Yield 2a (%) Yield 3a (%)
1 AgOTf \ \ 1.2 equiv. 26 \
2 AgOTf \ H>0 (0.1 mL) 1.2 equiv. <2 \
3 AgOTf \ MeOH (6.5 equiv.) 1.2 equiv. <2 \
4 AgOTf \ AgClO4 (1.0 equiv.) 1.2 equiv. <2 \
5 AgOTf \ MeOH (6.5 equiv.) \ \ 62
6 AgOTf NaAuCly MeOH (6.5 equiv.) 1.2 equiv. 42 \
7 AgOTf LiAuCly MeOH (6.5 equiv.) 1.2 equiv. 38 \
8 AgOTf  JohnPhos AuCl MeOH (6.5 equiv.) 1.2 equiv. <2 \
9 AgOTf AuBr; MeOH (6.5 equiv.) 1.2 equiv. 30 \
10 \ NaAuCly MeOH (6.5 equiv.) 1.2 equiv. <2 \
11° AgOTf NaAuCly MeOH (6.5 equiv.) 1.2 equiv. 50 \

[a] Isolated yield. [b] AgOTf & MeOH were allowed to react with alkyne for 12 h before the addition of NaAuCl, and
NTS.
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Table S3: Finetuning solvents for hydrothiocyanation of alkynes

1) AgOTf (10 mol %), MeOH (1.0 equiv)

. solvent, T1, 12 h - 0
=—H : SCN
2) NaAuCl, .2H,0 (2 mol %), SCN (X equiv)

1.0 equiv T2,2h
2a
Additive Reagent .
Index @ . T1(°C) | T2(°C) % Yield !
(equiv) (eq)
1 MeOH (1.5) 1,4 dioxane NTS (2.00) 65 RT 63.5
2 MeOH (1.0) THF NTS (1.00) 65 80 335
3 MeOH (1.0) ACN NTS (1.00) 65 80 21
4 MeOH (1.0) DMSO NTS (1.00) 65 80 NR
5 MeOH (1.0) DMF NTS (1.00) 65 80 NR
6 MeOH (1.0) ethylene glycol ~ NTS (1.00) 65 80 NR

[a] Unless otherwise stated, reaction is conducted using 0.2 mmol of substrate, SCN source (1.20 eq.)
and catalyst (10 mol %) in 0.30 ml of THF under specified conditions. [b] Isolated yield.
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Table S4: Finetuning catalyst and additive ratio for hydrothiocyanation of alkynes

1) Metal catalyst 1 (X mol %), Additive

. 1,4-dioxane, T1, 12 h - 0
=—H N . SCN
2) Metal catalyst 2 (X mol %), SCN (X equiv)
T2,2h
2a
Metal Catalyst Metal Catalyst . . Reagent
Index [ Additive (equiv) Phenylace(eq) T1 (°C)
1 (mol %) 2 (mol %) (eq)
1 AgOTf (10) MeOH (1.0) 2.0 NTS (1.00) 60
2 NaAuCl, .2H20(2) MeOH (1.0) 2.0 NTS (1.00) 60
3 AgOTTf (15) NaAuCls 2H,0(2) MeOH (1.0): H,0 (0.3) 1.0 NTS (1.50) 60
4 AgOTf (15) NaAuCl, 2H,0(2) MeOH (1.2): Hz0 (0.3) 1.0 NTS (1.50) 60
5 AgOTf (15) NaAuCl, 2H,0(2) MeOH (2.0): H20 (0.6) 1.0 NTS (1.50) 60
6 AgOTf (15) NaAuCl, 2H,0(2) MeOH (2.5): H20 (0.6) 1.0 NTS (1.50) 60
7 AgOTf (15) NaAuCls 2H,0(2) MeOH (7.0) 1.0 NTS (1.50) 60
8 AgOTTf (15) NaAuCls 2H20(2) H-0 (7.0) 1.0 NTS (1.50) 60
9 AgOTTf (15) NaAuCls 2H,0(2) MeOH (2.0): H,0 (0.6) 1.0 NBS (1.50) 60
10 AgOTf (15) N/A MeOH (2.0): H,0 (0.6) 1.0 NBS (1.50) 60
11 N/A N/A N/A 1.0 NBS (1.50) N/A
12 N/A NaAuCls 2H20(2) N/A 1.0 NBS (1.50) N/A

T2 (°C)

60
60
RT
RT
RT
RT
RT
RT
RT
RT
RT
RT

% Yield ]

side products
side products
48.2
414
66.7
75.0
33.2
NR
Messy
N.R.
N.R.
N.R.

[a] Unless otherwise stated, reaction is conducted using 0.2 mmol of substrate, SCN source (1.20 eg.) and catalyst (10 mol %) in 0.30 ml of THF under
specified conditions. [b] Isolated yield.
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Crystal Data
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Crystal data

CCDC number 1866145
Chemical formula C17 HoNS
M 259.31
Crystal system Monoclinic
Crystal system, space group P2¢/n
Temperature (K) 100(2)
a, b, c(A) a=12.9956(8)
b =5.4342(4)
€ =17.9421(10)
V (A3 1219.99(14)
Z 4
Analytical Wavelength 0.71073
Crystal size (mm) 0.554 x 0.209 x 0.206
Absorption coefficient (mm™) 0.247
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Crystal data

CCDC number 1866142
Chemical formula CoH7NOS
M 177.22
Crystal system Monoclinic
Crystal system, space group P2¢/c
Temperature (K) 100(2)
a, b, c (A) a=10.6135(4)
b =5.5409(2)
c =14.9229(5)
V (A3 845.23(5)
Z 4
Analytical Wavelength 1.54178
Crystal size (mm) 0.589x 0.117 x 0.056
Absorption coefficient (mm™) 2.963
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Crystal data

CCDC number 1866144
Chemical formula Ci1iH12N20S
M: 220.29
Crystal system Orthorhombic
Crystal system, space group Pbca
Temperature (K) 100(2)

a, b, c (A) a=7.1790(2)
b=17.3113(4)
c=17.4130(4)

V (A3 2164.05(9)

Z 8

Analytical Wavelength 1.54178

Crystal size (mm) 0.294 x 0.266 x 0.108

Absorption coefficient (mm™) 2.446
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Current Data Parameters

NAME sjy3108
EXPNO S
PROCRNQ 1

F2 - Acguisition Parameters
Date_ 20170831

Time 15.24
INSTRUM spect
PROBHD 5 mm PAEBBO BB/
PULPROG 2gpg30

TD 65536
SOLVENT cDCll

NS 886

DS 0

SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1,0911744 sec
RG 16384

DW 16.650 usec
DE £.00 usec
TE 296.8 K

D1 2.00000000 sec
dll G.03000000 =ec
DELTA 1.8999%938 sec
TDO 150
======== CHANNEL f] ==c====c==
NUC1 13C

Pl B8.90 usec
PL1 0 d8

SFO1 125.770%936 MHz
cusssses CHANNEL {2 ssssssws
CPDPRG([2 waltzlée

NUC2 1R
PCPD2 B0.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 dB
SFO2 500.1320005 MHz
FZ - Processing paramesters
SI 32768

SF 125,7577938 Mh:z
WDW EM

SSB 0

LB 1.00 H=z
GB 0

pPC 1.40
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Current Data Parameters
NAME siy3011
EXPNO 3
PROCNO 1
F2 - Acguisition Parameters
Date_ 20171130
Time 15.47
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT Ccpci3
NS 8
DS 0
SWE 10330.578 BHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1
D 48.400 usec
DE 6.00 usec
TE 2%98.0 K
D1 1.00000000 sec
DO 1
========"'CHANNEL £l ===
NUC1 1R
Pl 10.50 usecq
PL1 0.25 d8
SF01 500.1330885 MHz
F2 — Processing parameters
31 16384
SF 500,1300137 MHz
WOW EM
SSB 0
LB 0.30 Kz
GE 0
PC 1,00
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— HeA A AR A A A A A [~~~ O W NAME s3y3011
EXPNO 4
\/ \\\/ vy‘// \\/ V PROCNO 1
F2 - Acguisition Parameters
Date_ 20171130
Time 15.50
INSTRUM spect
PROBHD 5 mm PABEBO BB/
PULPROG zgpgl0
TD 65536
SOLVENT CDCI3
NS 803
DS 0
SWE 30030.029 Hz
FIDRES 0.458222 Rz
A 1.0911744 sec
RG 16384
oW 16.5650 usec
DE 6.00 usec
TE 298.6 K
D1 2.00000000 sec
dli 0.03000000 sec
DELTA 1.899999938 sec
TDO 150
=s=s===z= CHANNEL fl =s======
KUC1 13C
Pl 8.90 usec
PL1 0 dB
SFO1 125.77099236 MHz
wowwwwww CHANNEL [2 wwwwwwww
CPDPRG[2 waltzlé
Nucz2 1H
PCPD2 80.00 usec
PL2 .25 dB
‘ PL12 17.89 dB
- PL13 15.83 d8
SFOZ 500,1320005 MHz
Y Z - Processing parameters
I [ | [ I I T T | I T T ST 32768
220 200 180 160 140 120 100 80 60 40 20 ppm s 123,100 M
SSE 0
LB 1.00 Hz
GB 0

BC 1.40
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Current Data Parameters
NAME siy0111
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171101
Time 15.29
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT CDpCi3
NS 8
DS 0
SWE 10330.578 EHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1
D 48.400 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
DO 1
========"'CHANNEL £l ==—====
NUC1 1R
Pl 10.50 useq
PL1 0.25 48
sF01 500.1330885 MHz
F2 — Processing parameters
S1 16384
S¥ 500,1300136 MHz
WOW EM
SSB 0
LB 0.30 Bz
GE 0
BC 1,00
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Current Data Parameters
NAME siy0111
EXPNO 2
PROCNO 1
F2 - Acguisition Parameters
Date_ 20171101
Time 15.32
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl0
D 65536
SOLVENT CcpCi3
NS 610
DS 0
SWE 30030.029 Hz
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.850 usec
DE 6.00 usec
TE 300.8% K
D1 2.00000000 sec
dli 0.03000000 3sec
DELTA 1.89999998 sec
TDO 150
======== CHANNEL fl =s======
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MHz
WOW EM
SSe 0
LB 1.00 Hz
GB 0

BC 1.40
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q:q:q:q:q:q:ﬂ:rvzwzc\:o:o:o:o:or: a:: Current Data Parameters
S~ 00 WWoWw ™ NAME sjy0112

EXPNO 1
k_é==;5é;EsE$S§$/é£:i;:=32=;%s;==i‘d PROCNO 1

F2 - Acquisition Parameters

Date_ 20171201
Time 14.07
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 32768
SOLVENT CDpCi3
NS 8
DS v}
SWE 10330.578 EHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 143.7
oW 48.400 usec
DE 6.00 usec
TE 303.4 K
Dl 1.00000000 sec
DO 1
========"'CHANNEL £l ==—====
NUC1 1R
Pl 10.50 useq
PL1 0.25 d8
sF01 500.1330885 MHz
F2 - Processing parameters
3 16384
SF 500,1300137 MHz
WOW EM
SSB 0
LB 0.30 Bz
GE 0
EC 1,00
[/ Ao l .
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& e SeeS e patd o Al Current Data Parameters
— o HAAAA D ~r~r-~ W0 N NAME siy0112
EXPNO 2
VN2 N T 1
F2 - Acguisition Parameters
Date_ 20171201
Time 14.09
INSTRUM spect
PROBHD 5 mm PABEBO BB/
PULPROG zgpg30
65536
SOLVENT CDCI3
NS 1066
Ds v}
SWHE 30030.029 Hz
FIDRES 0.458222 Rz
AQ 1.0911744 sec
RG 16384
) 16.5650 usec
DE 6.00 usec
TE 303.4 K
D1 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89999998 sec
TDO 150
=sss==c= CHANNEL fl =s==s===
NUC1 13C
Pl 8.90 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG([2 waltzlé
Nucz2 1H
PCPD2 80.00 usec
PL2 0.25 dB
L ‘l PL12 17,89 dB
PL13 15.83 d8
SFO2Z 500,1320005 MHz
FZ - Processing parameters
I | | | | | | | | | I T SI 32768
220 200 180 160 140 120 100 80 60 40 20 ppm o 1231337890
SSEB 0
1B 1.00 Hz
GB 0

EC 1.40
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NAME siy1912
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171219
Time 15.17
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 32768
SOLVENT CDpCi3
NS 8
Ds v}
SWE 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1
D 48.400 usec
DE 6.00 usec
TE 297.4 K
Dl 1.00000000 sec
DO b
========"'CHANNEL £l ==—====
NUC1 1R
Pl 10.50 useq
PL1 0.25 d8
sF01 500.1330885 MHz
F2 - Processing parameters
34 16384
SF 500,1300137 MHz
WOW EM
SSB 0
LB 0.30 Kz
GE 0
EC 1,00
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Current Data Paramsters
NAME siy1912
EXPNO 1
PROCNO 1
F2 - Acguisition Parameters
Date_ 20171219
Time 14.08
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
65536

SOLVENT CDCI3
NS 1356
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 297.2 K
D1 2.00000000 sec
dli 0.03000000 sec
DELTA 1.83999%3938 sec
TDO 250
=sss==c= CHANNEL fl =s==s===
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSe 0
LB 1.00 Hz
GB 0

EC 1.40
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NAME siy1412
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171214
Time 15.42
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 32768
SOLVENT cpci3
NS 8
DS 0
SWE 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.5858712 sec
RG 362
D 48.400 usec
DE 6.00 usec
TE 298.1 K
D1 1.00000000 sec
DO 1
========"'CHANNEL £l ==—====
NUC1 1R
Pl 10.50 useq
PL1 0.25 d8
sF01 500.1330885 MHz
F2 - Processing parameters
S1 16384
SF 500,1300137 MHz
WOW EM
SSB 0
LB 0.30 Kz
GE 0
EC 1.00
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= 2 S’, g g 2: 2 s e paiE ey Current Data Parameters
HA A A A O ~~r~ w0 NAME siy1412
EXPNO 3
\\ \/ // l ’ \l/ I PROCNO 1
F2 - Acguisition Parameters
Date_ 20171214
Time 14.47
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT CcpCi3
NS 1029
DS o
SWE 30030.029 Hz
FIDRES 0.458222 Kz
Al 1.0911744 sec
RG 16384
) 16.5650 usec
DE 6.00 usec
TE 298.5 K
D1 2.00000000 sec
dii 0.03000000 sec
DELTA 1.89989938 sec
TDO 150
=saa==s= CHANNEL fl =s=ss===
NUC1 13C
Pl 8.90 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
Nucz2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
[ | - PL13 15.83 d8
Lt SFO2 500,1320005 MHz
X Z - Processing parameters
- [ | [ | I T T | I T T ST 32768
220 200 180 160 140 120 100 80 60 40 20 ppm fgv. l~’5A7577323 MHz
SSB 0
LB 1.00 Hz
GB 0

BC 1.40
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Current Data Parameters
NAME s4y2710
EXPNO 1
PROCNO 1
F2 - Acguisition Parameters
Date_ 20171027
Time 16.13
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT CDpCi3
NS 8
DS 0
SWE 10330.578 Ez
FIDRES 0.315284 Kz
AQ 1.5859712 sec
RG 143.7
oW 48.400 usec
DE 6.00 usec
TE 297.9 K
D1 1.00000000 sec
DO 1
========CHANNEL £l ==——====
NUC1 1R
PL 10.50 usec
PL1 0.25 48
sF01 500.1330885 MHz
F2 — Processing parameters
SI 15384
SF 500,1300134 MHz
WOW EM
SSB
LB 0.30 Kz
GE
EC 1.00



P191-11

——S
o doTmoam O \\
o (R I o o O NS O H N
o O N W= W - D ~ & W W
r~ NWOWMa®o I~ © r~ 0O e} 1h
. o e a e e e . I~ MmMow ™M
g ;gmggg 8 s EapanEl Sen Current Data Parameters
— i B B I R - O ~r~r~ W NAME siy2710
EXPNO 2
V2 TT W |
F2 - Acguisition Parameters
Date_ 20171027
Time 16.16
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
65536
SOLVENT CDCi3
NS 543
DS 0
SWE 30030.029 Hz
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
oW 16.650 usec
‘ DE 6.00 usec
TE 298.6 K
D1 2.00000000 sec
dli 0.03000000 sec
DELTA 1.899988838 sec
TDO 150
=z=z==== CHANNEL fl ========
NUC1 13C
Pl 8.90 usec
PL1 0 dB
SFO1 125.7709936 MH2
wowwwwmw CHANNEL 2 wwwwwwwe
CPDPRG[Z waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
" PL13 15.83 da
pocd SFO2 500.1320005 MHz
F2 - Processing parametsrs
I | | | | | | I | | I T SI 32768
220 200 180 160 140 120 100 80 60 40 20 ppm S 125.7577890 Miiz
SSB 0
LB 1.00 Hz
GB 0

EC 1.40
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";' ": ‘? "3 <\f (\3 (\: (\: (\f (\f "3 Current Data Parameters

L e e e ™~ NAME s3y3011
EXPNO 1

W PROCNO 1

F2 - Acquisition Parameters

Date_ 20171130

Time 14.27
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

D 32768
SOLVENT Coci3

NS 8

DS 0

SWE 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 143.7

oW 48.400 usec
DE 6.00 usec
TE 304.3 K

D1 1.00000000 sec
Do 1
========"'CHANNEL £l ==—====
NUC1 iR

Pl 10.50 usec
PL1 0.25 48
sF01 500.1330885 MHz
F2 - Processing parameters
3 16384

SF 500,1300000 MHz
WOW EM

SSB 0

LB 0.30 Kz
GE 0

EC 1.00
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Current
NAME
EXPNO
PROCNO

Data Parameters

s3y3011

=N

F2 - Acguisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWE
FIDRES
AQ

RG

ow

DE

TE

D1

dli
DELTA
TDO

RUC1
Pl
PL1
SFO1

CPDPRG([2
Nuc2
PCPD2
PL2

PL12
PL13
SFO2

20171130

14.29%9

spect

5 mm PABBO BB/

zgpgl0

65536

CDCI3

641

0
30030.029 Hz
0.458222 Kz
1.0911744 se
16384
16.650 u
6.00 us
305.0 K

CHANNEL fl =s======
13C
8.9%0 usec
0 dB
125,7709936 MHz

CHARNNEL £2 =wwwewwew
waltzlé
1H
80.00 usec
0.25 dB
17.89 dB
15.83 d8
500,1320005 MHz

FZ - Processing parameters

SI
SF
WoW
SSB
LB
GB
BC

32768
125,7577890 MHz
EM
0
1.00 Hz
0

1.40
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Deal ool e S S ol V=RV Y-S v ™ NAME siy1412
EXPNO 1
N‘W PROCNO 1

F2 - Acquisition Parameters

Date_ 20171214
Time 14.09
INSTRUM spect
PROBHD 5 mm PABBO BE/
PULPROG zg30
D 32768
SOLVENT Coci3
NS 8
DS 0
SWE 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 143.7
oW 48.400 usec
DE 6.00 usec
TE 298.0 K
D1 1.00000000 sec
Do 1
========"'CHANNEL £l ==—====
NUC1 iR
Pl 10.50 usec
PL1 0.25 48
sF01 500.1330885 MHz
F2 - Processing parameters
s1 16384
SF 500,1300137 MHz
WOW EM
SSB 0
LB 0.30 Kz
GE 0

il L 1 -
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P |
bt g
(=18 (]




P183-2

- OO mM

i MWLM O OOV o,

- ~FOeoOaMmM N Ao &

. s e s e e e ™Mo w ™M

[+)] N T -~ OO0 . CIY . .

Te) NANN—AHO O ~Y W

— At A A A A O 1 o N

|

T I I [ | I T T I I T
220 200 180 160 140 120 100 80 60 40 20 ppm

(0] N
//
——S |
3
1j
Current Data Paramsters
NAME siy1412
EXPNO 2
PROCNO 1
F2 - Acguisition Parameters
Date_ 20171214
Time 14.12
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
65536
SOLVENT CcoCi3
NS 604
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 298.86 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.8399%338 sec
TDO 150
=sz===== CHANNEL fl =s======
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSe 0
LB 1.00 Hz
GB 0

EC 1.40
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Current Data Parameters
NAME s3y3010
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171030
Time 15.19
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT CDpCi3
NS 8
DS 0
SWE 10330.578 EHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1
D 48.400 usec
DE 6.00 usec
TE 300.7 K
D1 1.00000000 sec
DO 1
========"'CHANNEL £l ==—====
NUC1 1R
Pl 10.50 useq
PL1 0.25 48
sF01 500.1330885 MHz
F2 — Processing parameters
S1 16384
S¥ 500,1300137 MHz
WOW EM
SSB 0
LB 0.30 Bz
GE 0
BC 1,00
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Current Data Parameters
NAME s3y3010
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171030
Time 15.22
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl0

65536
SOLVENT cDpCi3
NS 798
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 301.% K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.8399%338 sec
TDO 150
=sss==c= CHANNEL fl =s==s===
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSe 0
LB 1.00 Hz
GB 0

BC 1.40
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Current Data Parameters
NAME siy0310
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171003
Time 14.10
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 32768
SOLVENT CDCi3
NS 8
DS v}
SWE 10330.578 EHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1
D 48.400 usec
DE 6.00 usec
TE 296.7 K
Dl 1.00000000 sec
oo 1
========"'CHANNEL £l ==—====
NUC1 1R
Pl 10.50 usec
PL1 0.25 48
sF01 500.1330885 MHz
F2 - Processing parameters
S1 16384
SF 500,1300137 MHz
WOW EM
SSB 0
LB 0.30 Bz
GE 0
EC 1,00
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Current Data Parameters
NAME s3y0310
EXPNO 2
PROCNO 1
F2 - Acqguisition Parameters
Date_ 20171003
Time 14.13
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
65536
SOLVENT CDCI3
NS 778
DS 0
SWE 30030.029 Hz
FIDRES 0.458222 Kz
A 1.0911744 sec
RG 16384
oW 16.650 usec
DE 6.00 usec
TE 297.3 K
D1 2.00000000 sec
dli 0.03000000 3sec
DELTA 1.89998938 sec
TDO 150
=ss===== CHANNEL fl ========
NUC1 13C
Pl 8.90 usec
PL1 0 dB
SFO1 125.7709936 MH2
wowwwwww CHANNEL 2 wwwwwwww
CPDPRG[Z waltzlé
NUC2 18
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 de
SFOZ 500.1320005 MHz
F2 - Processing parametsrs
SI 32768
SF 125,7577719 MUz
WOW EM
SSB 0
LB 1.00 Hz
GB 0

BC 1.40



o)
>—®% s\
0
N

\

-

gg g: gg GS ég — 1m

TN ™

o. C: “? uz (\f c: Current Data Parameters

0~~~ ™ NAME siy1810
EXPNO 1

v \/ , PROCNO 1
F2 - Acquisition Parameters
Date_ 20171018
Time B.56
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT CDpCi3
NS 8
DS v}
SWE 10330.578 EHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1
oW 48.400 usec
DE 6.00 usec
TE 2%8.4 K
Dl 1.00000000 sec
DO 1
========"'CHANNEL £l ==—====
NUC1 1R
Pl 10.50 useq
PL1 0.25 d8
sF01 500.1330885 MHz
F2 - Processing parameters
sI 16384
SF 500,1300127 MHz
WOW EM
SSB 0
LB 0.30 Bz
GE 0

| EC 1.00
, Y .JLA J\_l_.\—a.
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- i 3 m e paiE B P Current Data Parameters
— — o — ~r~r~ o [Yo) NAME siy1810
EXPNO 2
N N ot :
F2 - Acquisition Parameters
Date_ 20171018
Time B8.59
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl0
65536
SOLVENT Ccpci3
NS 2500
Ds v}
SWE 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0911744 sec
RG 16384
D 16.850 usec
DE 6.00 usec
TE 2%99.0 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89995998 sec
TDO 250
=sss==c= CHANNEL fl =s==s===
KUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFO2Z 500,1320005 MHz
FZ - Processing parameters
| | | | | I | | I I SI 32768
180 160 140 120 100 80 60 40 20 ppm ggh 125.7577323 Miz
SSB 0
LB 1.00 Hz
GB 0

BC 1.40
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T NN A R B N Current Data Parameters

~ 0~ r~ e NN NN — NAME siy2808
EXPNO 2

\\V W \V PROCNO 1

F2 - Acquisition Parameters

Date_ 20170828

Time 14.39
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

D 32768
SOLVENT cpCil

NS 8

DS 0

SWE 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.5858712 sec
RG 128

oW 48.400 usec
DE 6.00 usec
TE 296.% K

D1 1.00000000 sec
Do 1
========"CHANNEL £l ==——====
RUC1 1R

Pl 10.50 usec
PL1 0.25 48
sFO1 500.1330885 MHz
F2 - Processing parameters
3 16384

SF 500,1300134 MHz
WOW EM

SSB 0

LB 0.30 Bz

GR 0
Ll l BC 1.00




146-10

—147.2010

—132.5430
—128.1603

—117.6961

—106.6262
—99.8211

<

77.2520
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Current Data Parameters
NAME s4y3108
EXPNO 4
PROCNO 1
F2 - Acguisition Parameters
Date_ 20170831
Time 14.34
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl0
TD 65536
SOLVENT CcpCli3
NS 845
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.850 usec
DE 6.00 usec
TE 296.4 K
D1 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89995998 sec
TDO 150
=sss==c= CHANNEL fl =ss=s=s====
NUC1 13C
Pl 8.%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
- CHANNEL fz -
CPDPRG[2 waltzlé
Nuc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFO2Z 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577947 MH:z
WOW EM
SSB 0
LB 1.00 Hz
GB 0

PC 1.40
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Current Data Parameters

NAME s4y2808
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170828

Time 14.34
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

D 32768
SOLVENT cpCil

NS 8

DS 0

SWE 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.5858712 sec
RG 128

oW 48.400 usec
DE 6.00 usec
TE 296.% K

D1 1.00000000 sec
Do 1
========"CHANNEL £l ==——====
RUC1 1R

Pl 10.50 usec
PL1 0.25 dB
sFO1 500.1330885 MHz
F2 - Processing parameters
34 16384

SF 500,1300134 MHz
WOW EM

SSB 0

LB 0.30 Kz
GR 0

BEC 1.00
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o g A z A< Current Data Parameters
n MmN A ©O O O o~ —
- i o ~er B o ™ NAME s1y3108
EXPNO 2
| 1 T T N 7 \ | PRoCHO 1
F2 - Acquisition Parameters
Date_ 20170831
Time 12.13
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl30
65536
SOLVENT CDCI3
NS 1189
DS v}
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 295.8 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89995998 sec
TDO 250
= CHANNEL fl =s======
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
‘ | J | PL13 15.83 dg
SFO2Z 500,1320005 MH:z
FZ - Processing parameters
I | | | | | | I | | | ! SI 32768
220 200 180 160 140 120 100 80 60 40 20 ppm SF 1257577929 iz
SSE 0
LB 1.00 Hz
GB 0

BC 1.40
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q: q: (\! “3 m. q;: Current Pata Parameters
~r~ o w ™ NAME s5jy2909-2

—
EXPNO 2
V / v PROCNO 1

F2 - Acquisition Parameters

Date_ 20170929
Time 16.13
INSTROM spect
PROBHD 5 mm PABEQ BB/
PULPROG 24930
bl 32768
SOLVENT CDC13
NS B
DS 0
SWH 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 181
DW 48.400 usec
DE 6.00 usec
TE 301.9 K
D1 1.00000000 sec
TDO 1
—mmmmm—— CHANNEL fl ===eeee—
NUC1 14
Pl 10.50 usec
PL1 0.25 dB
SF01 500.1330885 MHz
F2 - Processing parameters

| EH 16384
S8F 500.1300131 MHz
WDW EM
SSB ¥]
LB 0.30 Hz
GB o
PC 1.00
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—134.6617

—~—114.4289

T—112.6835
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—100.0469

S

77.4068
771532
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—60.6442
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Current Data Parameters
NAME s1y3009
EXPNO 3
PROCNO 1
F2 - Acguisition Parameters
Date_ 20170930
Time 10.13
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 1707
DS 0
SWE 30030.029 Bz
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
oW 16.650 usec
DE 6.00 usec
TE 304.0 K
D1 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89998938 sec
TDO 200
= = CHANNEL fl =s===s====
NUC1 13C
Pl 8.90 usec
PL1 0 dB
SFO1 125.7709936 MHz
wowwwwmw CHANNEL 2 wwwwwwwe
CPDPRG[Z waltzlé
NUc2 18
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 de
SFO2Z 500.1320005 MHz
F2 - Processing parametesrs
SI 32768
SF 125,7577728 MHz
WOW EM
SSB 0
LB 1.00 Hz
GB 0

BC 1.40
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”3 "2 (\f u:: “2 O. Current Data Parameters

e~~~ WY ™ NAME s1y0901
EXPNO 1

\\J /) \V/ PROCNO 1

F2 - Acquisition Parameters

Date_ 20180109
Time 15.10
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 32768
SOLVENT Coci3
NS 8
DS 0
SWE 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.58598712 sec
RG 228.1
D 48.400 usec
DE 6.00 usec
TE 295.8 K
D1 1.00000000 sec
Do 1
========"'CHANNEL £l ==—====
NUC1 iR
Pl 10.50 usec
PL1 0.25 48
sF01 500.1330885 MHz
F2 - Processing parameters
s1 16384
SF 500,1300137 MHz
WOW EM
SSB 0
LB 0.30 Kz
GE 0

JJ; -l EC 1.00

‘ J K i
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Current Data Parameters

NAME s3y0901
EXPNO 2
PROCNO 1

F2 - Acguisition Parameters
Date_ 20180109

Time 15.13
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

D 65536
SOLVENT CDCI3

NS 4997

Ds v}

SWE 30030.029 Hz
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384

oW 16.850 usec
DE 6.00 usec
TE 296.2 K

D1 2.00000000 sec
dli 0.03000000 sec
DELTA 1.899993938 sec
TDO 150
=ss===== CHANNEL fl =s==s===
NUC1 13C

Pl 8.9%0 usec
PL1 0 dB

SFO1 125,77093936 MHz
wowwwwwe CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé

Nuc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFO2Z 500,1320005 MHz
FZ - Processing parameters
SI 32768

SF 125,7577890 MH:z
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Current Data Parameters
NAME siy2111
EXPNO 1
PROCNO 1
F2 - Acguisition Parameters
Date_ 20171121
Time 15.53
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT coci3
NS 8
DS 0
SWE 10330.578 BHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1
D 48.400 usec
DE 6.00 usec
TE 2%9.1 K
D1 1.00000000 sec
o 1
========"'CHANNEL £l ===
NUC1 1R
Pl 10.50 usec
PL1 0.25 d8
SF01 500.1330885 MHz
F2 — Processing parameters
31 16384
SF 500,1300131 MHz
WOW EM
SSB 0
LB 0.30 Kz
GE 1]
PC 1,00
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ﬂ,’:’,ﬂ}g‘gg g u:; [\',\'lo q: Current Data Parameters
o —~ o ~r~r~ 9 NAME siy2111
EXPNO 2
k\::§lf£//‘// | | \\i// | PROCNO 1
F2 - Acquisition Parameters
Date_ 20171121
Time 15.57
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl30
65536
SOLVENT coCi3
NS 687
Ds v}
SWE 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0911744 sec
RG 16384
D 16.850 usec
DE 6.00 usec
TE 300.1 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89995998 sec
TDO 150
= CHANNEL fl =s======
KUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG([2 waltzlé
NUc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
x PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
I I | [ | I I T | | ! ! SI 32768
220 200 180 160 140 120 100 80 60 40 20 ppm SF 1257577890 iz
sSse 0
LB 1.00 Hz
GB 0

BC 1.40
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Current Data Paramsters
NAME siy3110
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171031
Time 14.28
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT CDpCi3
NS 8
DS 0
SWE 10330.578 EHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 101.6
D 48.400 usec
DE 6.00 usec
TE 298.8 K
D1 1.00000000 sec
DO 1
========"'CHANNEL £l ==—====
NUC1 1R
Pl 10.50 useq
PL1 0.25 48
sF01 500.1330885 MHz
F2 — Processing parameters
31 16384
S¥ 500,1300131 MHz
WOW EM
SSB 0
LB 0.30 Bz
GE 0
BC 1,00
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Current Data Parameters
NAME siy3110
EXPNO 2
PROCNO 1
F2 - Acguisition Parameters
Date_ 20171031
Time 14.33
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
65536
SOLVENT CDCI3
NS 546
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 299.5 K
D1 2.00000000 sec
dli 0.03000000 sec
DELTA 1.8399%338 sec
TDO 150
=sss==c= CHANNEL fl =s==s===
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSe 0
LB 1.00 Hz
GB 0

EC 1.40
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Current Data Parameters
NAME siy2411
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171124
Time 15.13
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT CDpCi3
NS 8
DS 0
SWE 10330.578 EHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 114
D 48.400 usec
DE 6.00 usec
TE 295.8 K
D1 1.00000000 sec
DO 1
========"'CHANNEL £l ==—====
NUC1 1R
Pl 10.50 useq
PL1 0.25 48
sF01 500.1330885 MHz
F2 — Processing parameters
S1 16384
S¥ 500,1300137 MHz
WOW EM
SSB 0
LB 0.30 Bz
GE 0
BC 1,00
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Current Data Parameters
NAME siy2411
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171124
Time 14.39%
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl0
65536
SOLVENT CDCI3
NS 571
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 296.0 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.8399%338 sec
TDO 150
=sss==c= CHANNEL fl =s==s===
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSe 0
LB 1.00 Hz
GB 0

BC 1.40
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Current Data Parameters
NAME siy2911
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171129
Time 15.58
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT CDpCi3
NS 8
DS 0
SWE 10330.578 EHz
FIDRES 0.315264 Hz
AQ 1.58598712 sec
RG 128
oW 48.400 usec
DE 6.00 usec
TE 295.7 K
Dl 1.00000000 sec
DO 1
========"'CHANNEL £l ==—====
NUC1 1R
Pl 10.50 useq
PL1 0.25 d8
sF01 500.1330885 MHz
F2 - Processing parameters
31 16384
S¥ 500,1300137 MHz
WOW EM
SSB 0
LB 0.30 Bz
GE 0
EC 1,00
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Current Data Parameters
NAME siy2911
EXPNO 2
PROCNO 1
F2 - Acguisition Parameters
Date_ 20171129
Time 16.01
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
65536
SOLVENT CcDCi3
NS 656
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 296.4 K
D1 2.00000000 sec
dli 0.03000000 sec
DELTA 1.8399%338 sec
TDO 150
=sss==c= CHANNEL fl =s==s===
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSe 0
LB 1.00 Hz
GB 0

EC 1.40
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Current Data Parameters

NAME siy2612
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20171228

Time 14.12
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

D 32768
SOLVENT CDpCi3

NS 8

Ds v}

SWE 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1

D 48.400 usec
DE 6.00 usec
TE 305.7 K

Dl 1.00000000 sec
DO b
========"'CHANNEL £l ==—====
NUC1 1R

Pl 10.50 useq
PL1 0.25 d8
sF01 500.1330885 MHz
F2 - Processing parameters
34 16384

SF 500,1300137 MHz
WOW EM

SSB 0

LB 0.30 Kz
GE 0

EC 1,00
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Current Data Parameters
NAME siy2612
EXPNO 2
PROCNO 1

F2 - Acguisition Parameters

Date_ 20171228

Time 14.16

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zgpg30
65536

SOLVENT CDCI3

NS 1559

DS 0

SWE 30030.029 Ez

FIDRES 0.458222 Kz

AQ 1.0911744 sec

RG 16384

D 16.8650 usec

DE 6.00 usec

TE 306.3 K

Dl 2.00000000 sec

dli 0.03000000 sec

DELTA 1.89995998 sec

TDO 250

=sz===== CHANNEL fl =s======

NUC1 13C

Pl 8.9%0 usec

PL1 0 dB

SFO1 125,7709936 MHz

wowwwwww CHANNEL £2 wwwwwwew

CPDPRG([2 waltzlé

NUC2 1H

PCPD2 80.00 usec

PL2 0.25 dB

PL12 17.89 dB

PL13 15.83 da

SFO2Z 500,1320005 MHz

FZ - Processing parameters

SI 32768

SF 125,7577890 MH:z

WOW EM

SSB 0

LB 1.00 Hz

GB 0

EC 1.40
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[ S S il ! ol o NAME siy2211

EXPNO 1
\\N/./// PROCNO 1

F2 - Acquisition Parameters

Date_ 20171122

Time 15.38
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDpCi3

NS 8

DS v}

SWE 10330.578 EHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1

D 48.400 usec
DE 6.00 usec
TE 300.4 K

Dl 1.00000000 sec
DO 1
========"'CHANNEL £l ==—====
NUC1 1R

Pl 10.50 useq
PL1 0.25 d8
sF01 500.1330885 MHz
F2 - Processing parameters
3 16384

SF 500,1300134 MHz
WOW EM

SSB 0

LB 0.30 Bz

GB 0

l I EC 1.00

9 8 7 6 5 4 3 2 1 ppm
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S
N—=—scN
-0 m ™ =
— ) 0 i < N~ un 1w
oo~ m o owo
HOBAR o E Geam o
™ =3 i L 1 Current Data Parameters
— S g —t S g E tr: tlg g NAME siy2211
EXPNO 2
A I 7 erocwo 1
F2 - Acquisition Parameters
Date_ 20171122
Time 15.42
INSTRUM spact
PROBHD 5 mm PABBO BB/
PULPROG zgpgl0
65536
SOLVENT CDCi3
NS 825
Ds v}
SWE 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0911744 sec
RG 16384
oW 16.850 usec
DE 6.00 usec
TE 301.3 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89995998 sec
TDO 150
=sss==c= CHANNEL fl =s==s===
KUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
o SFO2Z 500,1320005 MHz
FZ - Processing parameters
I | | | | | | I | | ! ! SI 32768
220 200 180 160 140 120 100 80 60 40 20 ppm SF 125.7577890 Miz
SSB 0
LB 1.00 Hz
GB 0

BC 1.40
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NN NANNN A A ord oo

|

13

4.

T

Ty

8

——S
A\
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Current [Data Parameters
NAME sjy290%-2
EXPNQ 1
PROCNC 1
F2 - Acquisition Parameters
Date_ 20170929
Time 16.09
INSTRUM spect
PROBHD 5 mm PABEO BB/
PULPRCG zg30
D 327468
SOLVENT CDhC13
NS 8
DS 0
SWH 10330.578 Hz
FIDRES 0.315264 Hz
aQ 1.5859712 sec
RG 228,1
DW 48.400 usec
DE 6.00 usec
TE 301.3 K
D1 1.00000000 sec
TDO 1
mmmeneee CHANNEL fl =—=—eeee-
NUC1 1H
Pl 10.50 useo
PL1 0.25 dB
SF01 500.1330885 MHz
F2 - Processing parameters
31 16384
SF 500.1300137 MBz
WDW M
S58B 0
LB 0.30 Hz
GB o
PC 1.00
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——S
r~ ~ ™ |
o < ™ o~ N o @ o — 1 ®\0 §§§\ ;
o unH N o~ ~ ™M &N w O~
P © e~ onmaea cor~w 1x N
B . N T o TSOoOON
S 2 g S Pf l\. ‘_‘; OC; a; \c; (\; '_; Current Data Parameters
— - — ~ o~ w NN N HAME ajy300%9
EXPNO 2
R N2 AN 1
F2 - Acoquisition Parameters
Date_ 20170930
Time 9,05
INSTRUM apect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
Fys] 6553¢
SOLVENT cpci3
NS 485
oS 0
SWH 30030.029 H=z
FIDRES 0.458222 Hz
aAQ 1.0911744 sec
RG 16384
DW 16.650 usec
DE 6.00 usec
TE 303.4 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1,89999998 gec
D0 200
wunmmene CHANNEL f] weseeses
NuUC1 13¢C
Pl 8.90 usec
PL1 0 dB
SFO1 125,7709936 MHz
cnnnssns CHANNEL {2 sssasses
CPDPRG[2 waltzlé
Nucz2 1H
PCPD2 80.00 usec
PL2 0.25 4B
AL PL1Z 17.8%2 dB
{ PL13 15,83 dB
- - SFOZ 500.1320005 MHz
FZ2 — Processing parameters
| " | | e | v | " | y | | \ | . | | " | y 51 32768
220 200 180 160 140 120 100 80 60 40 20 ppm f}gw 125-"’5’773’3 MEz
S58 0
LB 1.00 H=z
GB 0

PC 1.40
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Current Data Parameters
NAME siy2001
EXPNO 3
PROCNO 1
F2 - Acguisition Parameters
Date_ 20180120
Time 10.48
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT Ccpci3
NS 8
DS 0
SWE 10330.578 BHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 128
oW 48.400 usec
DE 6.00 usec
TE 304.2 K
D1 1.00000000 sec
DO 1
========"'CHANNEL £l ===
NUC1 1R
Pl 10.50 usecq
PL1 0.25 d8
SF01 500.1330885 MHz
F2 — Processing parameters
31 16384
SF 500,1300131 MHz
WOW EM
SSB 0
LB 0.30 Kz
GE 0
PC 1,00
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_—107.4356
T~105.9372

3

77.2545
77.0005
76.7468

—52.3958

31.6425
30.3525
25.5720
24.5896
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220
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200
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T
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1
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Current Data Parameters
NAME siy2001
EXPNO 4
PROCNO 1
F2 - Acguisition Parameters
Date_ 20180120
Time 10.53
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

65536
SOLVENT CDCI3
NS 1874
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
A 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 304.9 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.839998938 sec
TDO 750
=sz===== CHANNEL fl =s======
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSe 0
LB 1.00 Hz
GB 0

EC 1.40
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S
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™ TNOOVWNOE—~W—ANM®D
o ODWNOWNWOWNLNMPW—H
) WMo nrNoS~ 000
ni "3"3"3"3”’."3"3“3"3"3"3“19 Current Data Paramsters
- [ A e R R e R e R S R R R o) NAME sjy0712

S 222 ! 1

F2 - Acguisition Paramesters

Date_ 20171207

Time 13.56
INSTRUM spect
PROBHD 5 mm PAEBO BB/
PULPROG zg30

TD 32768
SCOLVENT CcDC13

NS 8

DS 0

SWH 10330.578 Kz
FIDRES 0.315264 Ez
AQ i,5859712 sec
RG 5.9

DW 48.400 usec
DE £.00 usec
TE 296.7 K

DL 1.00000000 sec
TDO 1
wuwwweme CHANNEL £1 =weeewwee
NUC1 1H

Pl 10.50 usec
PL1 0.25 de
SFO1 500.1330885 MH:z
F2 - Processing parameters
SI 16384

13 500.1300137 MH:=
WDW EM

S5B 0

LB 0.30 Hz
GB 0

ﬂ PC 1.00
A - —r A Lj —
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77.292
77.039
76.785
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22.679
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S\

-
220

|

200
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T
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100

40
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Current Data Parameters
NAME siy0712
EXPNO 2
PROCNO 1
F2 - Acguisition Parameters
Date_ 20171207
Time 14.00
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

65536
SOLVENT CDCI3
NS 365
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
A 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 297.3 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.8399%338 sec
TDO 150
=sz===== CHANNEL fl =s======
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSe 0
LB 1.00 Hz
GB 0

EC 1.40



P180-7 ( > //N
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CND =N DO oY
—wOWoQooMmaWm o N~ N 1aa
TNHOTMNON @r-WUr-oa \ J
”zﬂlwzc‘f‘\f(\f‘\f": a":cf“z“:“f‘o. Current Data Parameters
ol ol S e e NN NN NAME siy2601

EXPNO 1
W \&l/ PROCNO 1

F2 - Acquisition Parameters

Date_ 20180128
Time 15.08
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 32768
SOLVENT CoCi3
NS 8
DS 0
SWE 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.58598712 sec
RG 228.1
D 48.400 usec
DE 6.00 usec
TE 305.2 K
D1 1.00000000 sec
Do 1
========"'CHANNEL £l ==—====
NUC1 1R
Pl 10.50 usecq
PL1 0.25 d8
sF01 500.1330885 MHz
F2 - Processing parameters
S1 16384
SF 500,1300134 MHz
WOW EM
SSB 0
LB 0.30 Kz
GE 0

J EC 1.00

ool \ A A
rfT)Qig €§r11
I ¥ RRAS RS I Wi SEOE SR | AR | BERSRE 6 [ A ESELEADEY f T
10 9 8 /3 6 5 4 3 2 1 ppm
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EXPNO 2
RN :
F2 - Acguisition Parameters
Date_ 20180128
Time 15.12
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl0
65536
SOLVENT CDC13
NS 4987
DS v}
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 306.0 K
D1 2.00000000 sec
dli 0.03000000 3sec
DELTA 1.89995998 sec
TDO 250
=z=z==z= CHANNEL fl =s==s===
NUC1 13C
| Pl 8.%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.25 dB
L PL12 17.89 dB
| PL13 15.83 da
SFO2Z 500,1320005 MHz
X FZ - Processing parameters
- [ | I | I T T | I T T ST 32768
220 200 180 160 140 120 100 80 60 40 20 ppm f\gh 125A7577323 MHz
SSB 0
LB 1.00 Hz
GB ]

BC 1.40
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Current Data Parameters
NAME siy0311
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171103
Time 14.086
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 32768
SOLVENT CDCi3
NS 8
Ds v}
SWE 10330.578 EHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1
D 48.400 usec
DE 6.00 usec
TE 300.4 K
Dl 1.00000000 sec
oo b
========"'CHANNEL £l ==—====
NUC1 1R
Pl 10.50 usec
PL1 0.25 dB
sF01 500.1330885 MHz
F2 - Processing parameters
S1 16384
SF 500,1300137 MHz
WOW EM
SSB 0
LB 0.30 Bz
GE 0
BEC 1,00
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Current Data Parameters
NAME siy0311
EXPNO 2
PROCNO 1
F2 - Acguisition Parameters
Date_ 20171103
Time 14.09
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
65536
SOLVENT CcDCi3
NS 73S
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 301.1 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.8399%338 sec
TDO 150
=sz===== CHANNEL fl =s======
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSe 0
LB 1.00 Hz
GB 0

EC 1.40
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7.9363
7.9328
7.9208
7.9174
7.6035
7.6000
7.5861
7.5721
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7.2593
7.0810
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Current Data Parameters

NAME
EXPNO
PROCNO

s4y2005
2
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
D
SOLVENT
NS

DS

SWE
FIDRES
AQ

RG

oW

DE

TE

D1

Do

RUC1
Pl

20180520

9.31

spect

5 mm PABBO BB/
zg30

32768

coCci3

8

0
10330.578 EHz
0.315264 Hz
1.5859712 sec
228.1
48.400 usec
6.00 usec
296.0 K
1.00000000 sec
1

======== CHANNEL £l ========
1R
10.50 usec
5 d8

PL1
SFO1

0.2
500.1330885 MHz

F2 - Processing parameters

sI
SF
WOW
SSBE
LB
GB
EC

16384
500,1300137 MHz
EM
0
0.30 Bz
0
1.00
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Current Data Parameters
NAME s4y2005
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180520
Time 10.42
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT CDCI3
NS 1218
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.850 usec
DE 6.00 usec
TE 297.0 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89909%938 sec
TDO 250
CHANNEL fl =s======
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709%36 MHz
wemwwwww CHANNEL f2 -
CPDPRG[2 waltzlé
NUc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSe 0
LB 1.00 Hz
GB 0

BC 1.40
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7.2589
7.2124
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7.1961
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—4.7185

—3.8658

A

0] S
~
\\\N
2c

Current Data Parameters
NAME s4y2005
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180520
Time 9.23
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 32768
SOLVENT CDCi3
NS 8
DS v}
SWE 10330.578 EHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1
oW 48.400 usec
DE 6.00 usec
TE 296.3 K
Dl 1.00000000 sec
oo 1
========"CHANNEL £l ==——====
NUC1 1R
Pl 10.50 usec
PL1 0.25 48
8F01 500.1330885 MHz
F2 - Processing parameters
3 16384
SF 500,1300143 MHz
WOW EM
SSB 0
LB 0.30 Bz
GE 0
EC 1,00



P164-2 0O

_0 s\\\
~ ] MO =M N
w0 r~ T - DO W T o w =<
) — N MO w ™M w o 2c
. . « b8 e e e e N~ v =)
g 8 ﬂ 8 &' : 2 : [\' ,\' lo u'; ,.,; Current Data Parameters
— - o ~r~r n = NAME siy2005
EXPNO &
NRVAY; N2 e, :
F2 - Acquisition Parameters
Date_ 20180520
Time 11.439
INSTRUM spect
PROBHD 5 mm PABEBO BB/
PULPROG zgpgl30
TD 65536
SOLVENT CDCi3
NS 1568
Ds 0
SWE 30030.029 Hz
FIDRES 0.458222 Rz
AQ 1.0911744 sec
RG 16384
) 16.5650 usec
DE 6.00 usec
TE 570.4 K
D1 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89989938 sec
TDO 250
= CHANNEL fl ==s======
KUC1 13C
Pl 8.%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wemwwwww CHANNEL fz - ————
CPDPRG[2 waltzlé
Nuc2 1R
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17,89 dB
1 | | : : ) PL13 15.83 d8
SFO2 500.1320005 MHz
FZ - Processing parameters
o | | | | | | | | | I T SI 32768
220 200 180 160 140 120 100 80 60 40 20 ppm SF 125.7577890 Miz
SSB 0
LB 1.00 Hz
GB 0

BC 1.40
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Current Data Parameters

NAME s4y2305
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20180523

Time 9.26
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

D 32768
SOLVENT Coci3

NS 8

DS 0

SWE 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.58598712 sec
RG 228.1

D 48.400 usec
DE 6.00 usec
TE 296.0 K

D1 1.00000000 sec
Do 1
========"'CHANNEL £l ==—====
NUC1 1R

Pl 10.50 usec
PL1 0.25 48
sF01 500.1330885 MHz
F2 - Processing parameters
S1 16384

SF 500,1300137 MHz
WOW EM

SSB 0

LB 0.30 Kz
GE 0

BEC 1.00
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b4 2 o] g N o parE " 24 Current Data Parameters
- o ~r~r~ - ™~ NAME s3y2305
EXPNO 2
N2 NY . o :
F2 - Acquisition Parameters
Date_ 20180523
Time 9.29
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl30
65536
SOLVENT CDCI3
NS 1281
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Rz
AQ 1.0911744 sec
RG 16384
D 16.850 usec
DE 6.00 usec
TE 296.6 K
D1 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89995998 sec
TDO 250
= CHANNEL fl =s==s====
NUC1 13C
Pl 8.%0 usec
| PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG[2 waltzlé
NUc2 1H
PCPD2 80.00 usec
‘ PL2 0.25 dB
ﬂ . PLI12 17.89 d8
PL13 15.83 d8
SFO2Z 500,1320005 MHz
FZ - Processing parameters
T I | [ | I T I | | I ! SI 32768
220 200 180 160 140 120 100 80 60 40 20 ppm S 1257577890 iz
SSB 0
LB 1.00 Hz
GB 0

BC 1.40



2 anisole thiocyanato ketone 0
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SN

NY® mMm® o o ~
o O®mo <o ~ (0] 2e
- o [TolNe v N ol (=] <
O: 0: <\3 0: 0: f“ °? Current Data Parameters
~r~ YW <r ) NAME s3y2006

EXPNO 1
v \ v I | PROCNO 1

F2 - Acquisition Parameters

Date_ 20180620

Time B.41
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

D 32768
SOLVENT CDCi3

NS 8

DS v}

SWE 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1

D 48.400 usec
DE 6.00 usec
TE 299.3 K

Dl 1.00000000 sec
oo 1
========"CHANNEL £l ==——====
NUC1 iR

Pl 10.50 usec
PL1 0.25 48
sF01 500.1330885 MHz
F2 - Processing parameters
s1 16384

SF 500,1300137 MHz
WOW EM

SSB 0

LB 0.30 Bz

GB 0

EC 1.00
A

S—
;:—-—-

1210

2.00-
12.00 =
3.07 -
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Current Data Parameters
NAME siy2006
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180620
Time B.44
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl0

65536
SOLVENT CDCI3
NS a19
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 2%9.9 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89995998 sec
TDO 250
=sss==c= CHANNEL fl =s==s===
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wewmmmmm CHANNEL £2 wwwwwmws
CPDPRG([2 waltzlé
NUc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFO2Z 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSB 0
LB 1.00 Hz
GB 0

BC 1.40
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NAME 53jy2905
EXPNO 1
PROCNOQ 1
F2 - Acguisition Parameters
Date_ 20180528
Time 9.39
INSTRUM spect
PROBHD 5 mm PAEBO BB/
PULPROG 2g30
D 32768
SOLVENT CcDC13
NS 8
Ds 0
SWH 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1,5859712 sec
RG 57
oW 48.400 useg
DE £.00 usec
TE 298.0 K
D1 1,00000000 sec
TDO 1
wonneees CHANNEL {1l esecceces
NUCl 1R
Pl 10.50 usec
PL1 0.25 de
SFO1 500.1330885 MH:z
F2 - Processing parameters
SI 16384
SF 500.1300137 MH:=
wWDW EM
SSB 0
A 0.30 Hz
GB 0
PC 1.00



P164-17 0]
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g 2 ";; ﬁ g ?_’: P PP R Current Data Parameters
- -t e - ~r~r~ < Mm NAME sjy2905
EXPNO 2
17 ] N Ri 1
F2 - Acguisition Paramsters
Date_ 20180529
Time 9.43
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
TD 65536
SCOLVENT CDC13
NS 2392
DS 0
SWH 30030.029 H=z
FIDRES 0.458222 Hz
AQ 1,0911744 sec
RG 16384
DW 16.650 usec
DE £.00 usec
TE 298.5 K
DL 2.00000000 sec
dll G.03000000 szec
DELTA 1.89995%998 sec
OO 250
========- CHANNEL fl ========
NUC1 13C
Pl 8.9C usesc
PL1 0 dB
SFO1 125.7705936 MHz
CHANNEL f2 ssssssws
CPDPRG(2 waltzle
NUC2 1R
PCPD2 80.00 usec
PL2 0.25 d8
' \ 1 PL12 17.89 dB
J PL13 15.83 dB
- SFO2 500.1320005 MHz
FZ - Processing paramesters
I | y I . 1 K 1 Ll 1 o | " 1 " I T T b 31 32768
220 200 180 160 140 120 100 80 60 40 20 ppm égw 125~757782§ MHz
SSB 0
LB 1.00 Hz
GB 0

PC 1.40
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4.7211
4.7195

<L

2.7553
2.7401

2.7249
2.7097

<
<

1.2829
1.2815
1.2678
1.2664
1.2513

~N

2g

N

Current Data Parameters

NAME
EXPNO
PROCNO

siy0306
2
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
D
SOLVENT
NS

DS

SWE
FIDRES
AQ

RG

oW

DE

TE

Dl

Do

RUC1
Pl
PL1
SFO1

20180603

B.43

spect

5 mm PABBO BB/
zg30

32768

cpCil

8

v}
10330.578
0.315264
1.5859712
654

48.400
.00

298.0
1.00000000
1

Ez
Hz
sec

usec
useag

1R
10.50

0.2
500.1330885

usec

S d8

MHz

F2 - Processing parameters

sI
SF
WOW
SSBE
LB
GB
EC

16384
500,1300131
EM

0
0.30

0
1.00

MHz

Bz



P163-3

190.462

— 19523115

128.720
128.679

_~131.722

x

—112.023

77.332
77.078
76.824
—43.037

S

—29.085

—15.013

220

T
160

T
140

1
120

100

20

ppm
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Current Data Parameters
NAME siy0306
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180603
Time B.47
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl30
TD 65536
SOLVENT CDCI3
NS 1314
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.850 usec
DE 6.00 usec
TE 298.6 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89909%938 sec
TDO 250
= CHANNEL fl =s======
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wemmmmmw CHANNEL £2 wwwwmmwe
CPDPRG[2 waltzlé
NUc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSe 0
LB 1.00 Hz
GB 0

BC 1.40
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—7.2589

<<:

6.9681
6.9611

—4.4351

%

2.3343
2.3276
2.3208
2.3159

2.30895
2.2497
1.6801
1.6741
1.6627
1.6545
1.6497
1.6449
1.6368
1.6306
1.6255
1.6189

.

2h

Current Data Parameters

NAME
EXPNO
PROCNO

s4y2605
7
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
D
SOLVENT
NS

DS

SWE
FIDRES
AQ

RG

oW

DE

TE

Dl

Do

RUC1
Pl
PL1
SFO1

20180528

11.58

spect

5 mm PABBO BB/
zg30

32768

cpCil

8

v}
10330.578
0.315264
1.5859712
228.1
48.400
6.00

296.8
1.00000000
p

Ez
Hz
sec

usec
useag

1R
10.50

0.2
500.1330885

usec

S d8

MHz

F2 - Processing parameters

sI
SF
WOW
SSBE
LB
GB
EC

£384
500,1300143
EM

0
0.30

0
1.00

MHz

Bz
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Current Data Parameters

NAME s3y2605

EXPNO 3

PROCNO 1

F2 - Acguisition Parameters

Date_ 20180528

Time 11.058

INSTRUM spect

PROBHD 5 mm PABEBO BB/

PULPROG zgpg30
65536

SOLVENT CDCI3

NS 2498

Ds v}

SWHE 30030.029 Hz

FIDRES 0.458222 Rz

AQ 1.0911744 sec

RG 16384

oW 16.5650 usec

DE 6.00 usec

TE 297.0 K

D1 2.00000000 sec

dli 0.03000000 sec

DELTA 1.89999938 sec

TDO 150

=sss==c= CHANNEL fl =s==s===

NUC1 13C

Pl 8.%0 usec

PL1 0 dB

SFO1 125,7709936 MHz

wowwwwww CHANNEL [2 wwwwwwww

CPDPRG[2 waltzlé

Nuc2 1H

PCPD2 80.00 usec

PL2 0.25 dB

PL12 17,89 dB

PL13 15.83 d8

SFOZ 500,1320005 MHz

FZ - Processing parameters

SI 32768

SF 125,7577890 MHz

WDW EM

SSB 0

1B 1.00 Hz

GB 0

EC 1.40
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[l Sl S S S S S V<) < M m NAME s3iy0306
EXPNO 1

NV// | \/ PROCNO 1
F2 - Acquisition Parameters
Date_ 20180603
Time 8.39
INSTRUM spect
PROBHD 5 mm PABEBO BB/
PULPROG zg30
TD 32768
SOLVENT Coci3
NS 8
DS 0
SWE 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.58598712 sec
RG 228.1
D 48.400 usec
DE 6.00 usec
TE 298.0 K
D1 1.00000000 sec
Do 1
========"CHANNEL £l ==——====
NUC1 iR
Pl 10.50 usec
PL1 0.25 dB
sF01 500.1330885 MHz
F2 - Processing parameters
34 16384
SF 500,1300131 MHz
WOW EM
SSB 0
LB 0.30 Hz
GE 0
BC 1.00
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Current Data Parameters
NAME siy0306
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180603
Time 9.59
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl0
D 65536
SOLVENT CcDCI3
NS 1559
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 298.9 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89995998 sec
TDO 250
=sss==c= CHANNEL fl =s==s===
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wewmmmmm CHANNEL £2 wwwwwmws
CPDPRG([2 waltzlé
NUc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFO2Z 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSB 0
LB 1.00 Hz
GB 0

BC 1.40
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7.7225
7.7039
—7.2615

==

-

—6.8000

—

—4,7373

—3.8773

2.5856

1

1100~

11.95~

0]
S\\
~N
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Current Data Parameters
NAME siy0806
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180608
Time 9.086
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 32768
SOLVENT CDCi3
NS 8
DS v}
SWE 10330.578 EHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1
oW 48.400 usec
DE 6.00 usec
TE 298.1 K
Dl 1.00000000 sec
oo 1
========"CHANNEL £l ==——====
NUC1 1R
Pl 10.50 usec
PL1 0.25 48
8F01 500.1330885 MHz
F2 - Processing parameters
3 £384
SF 500,1300127 MHz
WOW EM
SSB
LB 0.30 Bz
GE
EC 1,00
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Current Data Parameters
NAME siy0806
EXPNO g
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180608
Time 9.09
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl30
TD 65536
SOLVENT CDCI3
NS 2382
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.850 usec
DE 6.00 usec
TE 298.86 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89995998 sec
TDO 250
= CHANNEL fl =s======
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
- CHANN‘EL f2 - ————
CPDPRG([2 waltzlé
NUc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFOZ 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSe 0
LB 1.00 Hz
GB 0

BC 1.40
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Current Data Paramsters
NAME 55y0306-2
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180603
Time 11.34
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
D 32768
SOLVENT CDCi3
NS 8
Ds v}
SWE 10330.578 EHz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1
D 48.400 usec
DE 6.00 usec
TE 298.2 K
Dl 1.00000000 sec
oo b
========"'CHANNEL £l ==—====
NUC1 1R
Pl 10.50 usec
PL1 0.25 dB
sF01 500.1330885 MHz
F2 - Processing parameters
S1 16384
SF 500,1300143 MHz
WOW EM
SSB 0
LB 0.30 Bz
GE 0
BEC 1,00
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Current Data Paramsters
NAME 53y0306-2
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180603
Time 11.36
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl0

65536
SOLVENT CDCI3
NS 1455
DS 0
SWE 30030.029 Ez
FIDRES 0.458222 Kz
AQ 1.0911744 sec
RG 16384
D 16.8650 usec
DE 6.00 usec
TE 298.8 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89995998 sec
TDO 250
=sss==c= CHANNEL fl =s==s===
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG([2 waltzlé
NUc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFO2Z 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:z
WOW EM
SSB 0
LB 1.00 Hz
GB 0

BC 1.40
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Current Data Parameters

NAME
EXPNO
PROCNO

siy2605
3
1

F2 - Acguisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWE
FIDRES
AQ

RG

oW

DE

TE

D1

Do

RUC1
Pl
PL1
SFO1

20180528

11.58

spect

5 mm PABEBO BE/
zg30

32768

CDCi3

8

0
10330.578 BHz
0.315264 Hz
1.5859712 sec
228.1
48.400 usec
6.00 usec
296.8 K
1.00000000 sec
1

1H
10.50 usec
0.25 d8
500.1330885 MHz

F2 — Processing parameters

sI
S¥
WOW
SSBE
LB
GE
EC

16384
500,1300143 MHz
EM
0
0.30 Kz
0
1.00
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Current Data Parameters
NAME 8jy2605
EXPRO 6
PROCNO 1
F2 — Acquisition Parameters
Date 20180528
Time 11,05
INSTRUM spect
PROBHD 5 mm PABBC BB/
PULPROG zgpg30
0 65536
SOLVERT CDC13
NS 298
Ds c
SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0911744 sec
RG 16384
DW 16.650 usec
DE 6.00 usec
TE 297.0 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.8096G3908 sec
TDO 150
mennenes CHANNEL ]l ==eeecce
NUC1 13cC
Pl §.90 usec
PL1 0 dB
8FO1 125.7709936 MHz
memanaces CHANNEL {2 =—=eeecee
CEDPRG[2 waltzlé
NUCZ iR
PCPD2 80,00 usec
PL2 0.25 d8
PL12 17.8% 48
pL1Z 15.83 dB
SFo2 500.1320005 MHz
F2 - Processing parameters
SI 32768
SF 125.7577890 ME=z
WDOW EM
SSB 0
LB 1.00 Hz
GB 0

PC 1.40
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02 O‘f v: q: (\f "rz "2 Current Data Parameters
e~ o~ - NAME 5jy2406

EXPNO 1
V V / PROCNOQ 1

F2 - Acguisition Parameters

Date_ 20180624
Time 10.03
INSTRUM spect
PROBHD 5 mm PAEBO BB/
PULPROG 2g30
TD 32768
SCLVENT cDC13
NS 8
DS 0
SWH 10330.578 Kz
FIDRES 0.315264 Hz
AQ i1,5859712 sec
RG 228.1
oW 4B8.400 usec
DE £.00 usec
TE 299.0 K
D1 1,00000000 sec
T00 1
woeeeeas CHANNEL {1l eweececcee
NUC1 1H
Pl 10.50 usec
PL1 0.25 de
SFO1 500.1330885 MH:z
F2 - Processing paramsters
ST 16384
SF 500.1300137 MH:z
WDW EM
S5B 0
LB 0.30 Hz
GB 0

l l J PC 1.00
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Current Data Paramsters
NAME sjy2406
EXPNO 2
PROCRQ 1

F2 - Acgquisi

tion Parameters

Date_ 20180624

Time 10.07
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30

D 65536
SOLVENT CDC1i3

NS 2088

DS 0

SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1,0911744 sec
RG 16384

oW 16.650 usec
DE .00 usec
TE 299.7 K

D1 2.00000000 sec
dlli G.0300000C =ec
DELTA 1.8999%938 sec
TDO 250
======== CHANNEL fl ========
NUC1 13C

Pl B8.90 usec
PL1 0 dB

SFO1 125.770%936 MHz
= = CHANNEL f2 sssssss=
CPDPRG(2 waltzlé

NUC2 1H
PCPD2 B0.00 usec
PL2 0.25 d8
PL12 17.89 dB
PL13 15.83 dB
SFO2 500.1320005 MHz
FZ - Processing parameters
St 32768

SF 125,.7577890 MH:z
WOW EM

SSB 0

LB 1.00 H=z
GB 0

BPC 1.40
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_8.1562
7.9062
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ppm
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Current Data Parameters
NAME sjy0506
EXPNO 4
PROCNQ 1
F2 - Acguisition Parameters
Date_ 20180605
Time 10.23
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
1D 32768
SCLVENT cDC13
NS 8
DS 0
SWH 10330.578 Kz
FIDRES 0.315264 Hz
AQ 1,5859712 sec
RG 57
DW 4B8.400 usec
DE .00 usec
TE 297.8 K
DL 1,00000000 sec
TOO 1
woeeeeas CHANNEL {1l eweececcee
NUC1 1H
Pl 10.50 usec
PL1 0.25 de
SFO1 500.1330885 MH:z
F2 - Processing paramsters
SI 16384
SF 500.1300128 MH:z
WDW EM
S5B 0
1B 0.30 Hz
GB 0
PC 1.00



Pl162-1

195.7316

——155.4959

133.7957
129.7157
129.5116
122.1668
120.5316

/
=<
X

—110.8365

77.3402
77.0857
76.8312
—44.1260

<

—26.4376

T
220

200

T
180

T

I
160

T

T
140

T
120

ppm

O
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~
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Current Data Parameters
NAME sjy0506
EXPNO S
PROCNQ 1
F2 - Acguisition Parameters
Date_ 20180605
Time 10.28
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
1D 65536
SCLVENT CcDCli3
NS 1971
DS 0
SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1,0911744 sec
RG 16384
DW 16.650 usec
DE £.00 usec
TE 298.5 K
D1 2.00000000 sec
dll G.0300000C =ec
DELTA 1.8999%938 sec
D0 250
======== CHANNEL [1 ========
NUC1 13C
Pl B8.90 usec
PL1 0 dB
SFO1 125.77092936 MHz

CHANNEL £2 sssssss=

CPDPRG([2 waltzlé
NUCc2 1H
PCPD2 B0.00 usec
PL2 0.25 48
PL12 17.89 dB8
PLi3 15.83 dB
SFO2 500.1320005 MH:z
FZ - Processing parameters
SI 32768
SF 125,.7577890 MH:z
WOW EM
SSB 0
LB 1.00 Bz
GB 0

PC 1.40
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RITTNAANANNS coel  N&d Current tacs vazametars

[ ol ol el S el ol ol o o S NN N o NAME s3y1307
EXPNO 1

F2 - Acquisition Paramsters

Date_ 20180713
Time 10.10
INSTRUM spect
PROBED S mm PABBO EB/
PULPRCG zg30
TD 327¢8
SOLVENT CDC13
NS B
Ds 0
SWH 10330.578 H=z
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG &4
DW 48.400 usec
DE 6.00 usec
TE 295.2° K
D1 1,00000000 sec
TDO 1
sszszss= CHANNEL f]l ssssss==
NUC1 1H
P1 10.50 usec
PL1 0.25 dB
SFOL 500.1330885 MHz
F2 - Processing parameters
SI 16384
SF 500,1300134 MHz
WOW EM
sse 0
LB 0.30 Hz
GB 0
ec 1.00
’ J..A — b

A P /

5583 g 8
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Current Data Parameters

NAME s3jy1307
EXPNO 2
PROCKNQ 1

F2 - Acguisition Parameters
Date_ 20180713

Time 10.1S
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30

TD 65536
SCLVENT CDC13

NS 2500

DS 0

SWH 30030.029 H=z
FIDRES 0.458222 Hz
AQ 1,0811744 sec
RG 16384

DW 16.650 useg
DE 6,00 usec
TE 295.9 K

DL 2.00000000 sec
dli G.0300000C szec
DELTA 1.8999%938 sec
DO 250
======== CHANNEL fl ========
NUC1 13C

Pl 8.90 usec
PL1 0 dB

SFO1 125.7709936 MHz
snsnsus= CHANNEL f2 sssssmse
CPDPRG([2 waltzlé

NUC2 1R
PCPD2 80.00 usec
PL2 0.25 48
PL12 17.89 48
PL13 15.83 dB
SFO2 500.1320005 MAz
FZ - Processing paramesters
st 327868

SF 125,.7577890 MH:z
WoW EM

SSB 0

LB 1.00 Bz
GB 0

BC 1.40
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Current Data Parameters
NAME sjy0209
EXPNO 1
PROCNQ 1
F2 - Acguisition Parameters
Date_ 20180902
Time 7.56
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
1D 32768
SCLVENT DMSO
NS 8
DS 0
SWH 10330,.578 Hz
FIDRES 0.315264 Hz
AQ 1.5859712 sec
RG 228.1
DW 4B8.400 usec
DE .00 usec
TE 295.8 K
D1 1,00000000 sec
TOO 1
woeeeeas CHANNEL {1l eweececcee
NUC1 1H
Pl 10.50 usec
PL1 0.25 de
SFO1 500.1330885 MH:z
F2 - Processing paramsters
ST 16384
SF 500.1300053 MH:z
WDW EM
SS5B 0
1B 0.30 Hz
GB 0
PC 1.00
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Current Data Parameters

NAME
EXPNO
PROCNQ

s3y0209
1

F2 - Acguisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
1D
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

NUC1
Pl
PL1
SFO1

e

CPDPRG(2

Vs

CHANNEL f1

CHANNEL £2

20180902

7.59

spect

5 mm PABBO BB/

2gpg30

65536

DMSQ

3616

0
30030.029 Hz
0.458222 Hz
1,0911744 se

16384
16.650 use
&£.00 use
296.4 K
2.00000000 sec
G.0300000C =ec
1.89995938 sec
500

0 dB
125.7709936 MHz

waltzlé

1H

B0.00 usec

0.25 48

17.89 48

15.83 dB
500.1320005 MH:z

FZ - Processing parameters

32768
125,7577890 MH:z
EM

1.00 H=z

1.40
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NAME SJyisus
EXPNO 1
PROCNOQ 1
F2 - Acguisition Parameters
Date_ 20180313
Time 14.14
INSTRUM spect
PROBHD 5 mm PAEBO BB/
PULPROG zg30
TD 32768
SOLVENT CcDC13
NS 8
Ds 0
SWH 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1,5859712 sec
HE 228.1
oW 48.400 useg
DE €.00 usec
TE 298.9 K
DL 1,00000000 sec
TDO 1
wonneeas CHANNEL {1l eseececcce
NUC1 1R
Pl 10.50 usec
PL1 0.25 dg
SFO1 500.1330885 MHz
F2 - Processing paramsters
SI 16384
SF 500.130013J MH:=
wWDW EM
SSB 0
1B 0.30 Hz
GB 0
PC 1.00
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Current Data Parameters
NAME sjy1303
EXPNO 2
PROCRQ 1

F2 - Acgquisi

tion Parameters

Date_ 20180313

Time 14.18
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30

D 65536
SOLVENT CDC13

NS 842

DS 0

SWH 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1,0911744 sec
RG 16384

oW 16.650 usec
DE .00 usec
TE 299.3 K

D1 2.00000000 sec
dlli G.0300000C =ec
DELTA 1.8999%938 sec
TDO 250
======== CHANNEL fl ========
NUC1 13C

Pl B8.90 usec
PL1 0 dB

SFO1 125.770%936 MHz
= = CHANNEL f2 sssssss=
CPDPRG(2 waltzlé

NUC2 1H
PCPD2 B0.00 usec
PL2 0.25 d8
PL12 17.89 dB
PL13 15.83 dB
SFO2 500.1320005 MHz
FZ - Processing parameters
St 32768

SF 125,.7577890 MH:z
WOW EM

SSB 0

LB 1.00 H=z
GB 0

BPC 1.40
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Cu 8
NAl J
EXPNO 3
PROCKNQ 1
F2 - Acguisition Parameters
Date_ 20180626
Time 8.46
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2g30
TD 32768
SOLVENT CcDC13
NS 8
DS 0
SWH 10330.578 Kz
FIDRES 0.315264 Hz
AQ 1,5859712 sec
HE 45.3
DW 48.400 usec
DE £.00 usec
TE 293.4 K
DL 1.00000000 sec
TD0 1
wonneeas CHANNEL {1l eseececcce
NUC1 1H
Pl 10.50 usec
PL1 0.25 dg
SFO1 500.1330885 MH:z
F2 - Processing paramsters
ST 16384
SF 500.1300248 MH:=
WDW EM
SSB 0
1B 0.30 Hz
GB 0
PC 1.00
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Current Data Parameters
NAME sjy2606
EXPNO 4
PROCNQ 1
F2 - Acguisition Parameters
Date_ 20180626
Time 8.49
INSTRUM spect
PROBHD 5 mm PAEBO BB/
PULPROG 2gpg30
1D 65536
SCLVENT CDC1i3
NS 442
DS 0
SWH 30030.029 Kz
FIDRES 0.458222 Hz
AQ 1,0811744 sec
RG 16384
oW 16.650 usec
DE £.00 usec
TE 300.1 K
D1 2.00000000 sec
dll G.0300000C =ec
DELTA 1.899959388 sec
TDO 150
======== CHANNEL fl ========
NUC1 13C
Pl B8.90 usec
PL1 0 dB
SFO1 125.77092936 MHz
CHANNEL £f2 ssssss=s=
CPDPRG([2 waltzlé
NUc2 1H
FCPD2 B0.00 usec
PL2 0.25 48
PL12 17.89 dB
PL13 15.83 dB
SFO2 500.1320005 MH:z

FZ - Processing parameters

32768
125,7577890 MH:z
EM
0
1.00 Ez
0
1.40
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Current Data Parameters

NAME 5jy1506
EXPNO 2
PROCNOQ 1

F2 - Acguisition Parameters
Date_ 20180615

Time 10.00
INSTRUM spect
PROBHD 5 mm PAEBO BB/
PULPROG 2g30

TD 32768
SOLVENT cob2cl2

NS 8

DS 0

SWH 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1,5859712 sec
HE 228.1

oW 48.400 useg
DE £.00 usec
TE 298.0 K

D1 1,00000000 sec
TOO 1
woeeeeas CHANNEL {1l eweececcee
NUC1 1H

Pl 10.50 usec
PL1 0.25 de
SFO1 500.1330885 MHz
F2 - Processing paramsters
SI 16384

SF 500.1309806 MH:z
WDW EM

SS5B 0

1B 0.30 Hz
GB 0

PC 1.00
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Current Data Paramsters

NAME siy1506
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180615
Time 11.52
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpgl0
65536
SOLVENT co2ciz2
NS 2500
DS v}
SWE 30030.029 Hz
FIDRES 0.458222 Hz
AQ 1.0911744 sec
RG 16384
D 16.850 usec
DE 6.00 usec
TE 298.7 K
Dl 2.00000000 sec
dli 0.03000000 sec
DELTA 1.89995998 sec
TDO 250
=sss==c= CHANNEL fl =s==s===
NUC1 13C
Pl 8.9%0 usec
PL1 0 dB
SFO1 125,7709936 MHz
wowwwwww CHANNEL £2 wwwwwwew
CPDPRG([2 waltzlé
NUc2 1H
PCPD2 80.00 usec
PL2 0.25 dB
PL12 17.89 dB
PL13 15.83 d8
SFO2Z 500,1320005 MHz
FZ - Processing parameters
SI 32768
SF 125,7577890 MH:=z
WOW EM
SSB 0
LB 1.00 Hz
GB 0

BC 1.40
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F2 - Acquisition Parameters
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Date_ 20180723
Time 10.35
INSTRUM spect
PROBHD S mm PAEBO EB/
PULPROG Zgpr
TD 32768
SOLVENT CD3CN
NS 2
DS 2
SWH 10330.578 Hz
FIDRES 0.315264 Hz
AQ 1.585971Z sec
RG 228.1
Dw 48.400 usec
DE 6.00 usesc
TE 300.6 K
D1 2.00000000 sec
dl2 0.00002000 sec
TDO 1
======== CHANNEL f] ========
NUC1 1B
Pl 9.00 usec
PL1 D.25 dB
PLY 53.81 d8
SFOlL 500.1319132 MHz
F2 - Processing parameters
S1 16384
SF 500.1300000 MHz
WDW EM
SSB 0

1 LB 0.30 Hz
GB 0
PC 1.00

3 2 1 ppm
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Current Data Parameters
NAME sjy2307
EXPNO 2
PROCNQ 1
F2 - Acguisition Parameters
Date_ 20180723
Time .00
INSTRUM spect
PROBHD 5 mm PAEBO BB/
PULPROG 2gpg30
1D 65536
SCLVENT CD3CHK
NS 1603
DS 0
SWH 30030.029 Kz
FIDRES 0.458222 Hz
AQ 1,0811744 sec
RG 16384
oW 16.650 usec
DE £.00 usec
TE 301.3 K
D1 2.00000000 sec
dll G.0300000C =ec
DELTA 1.89995938 sec
TDO 250
======== CHANNEL fl ========
NUC1 13C
Pl B8.90 usec
PL1 0 dB
SFO1 125.77092936 MHz
CHANNEL £f2 ssssss=s=
CPDPRG([2 waltzlé
NUc2 1H
FCPD2 B0.00 usec
PL2 0.25 48
PL12 17.89 dB
PL13 15.83 dB
SFO2 500.1320005 MH:z

FZ - Processing parameters

32768
125,7577890 MH:z
EM
0
1.00 Ez
0

1.40
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PROCNOQ 1
F2 - Acguisition Parameters
Date_ 20180723
Time 10.35
INSTRUM spect
PROBHD 5 mm PAEBO BB/
PULPROG Zgpr
TD 32768
SOLVENT CD3CN
NS 2
Ds 2
SWH 10330.578 Kz
FIDRES 0.315264 Hz
AQ 1,5859712 sec
RG 228.1
oW 48.400 useg
DE 6,00 usec
TE 300.6 K
DL 2.00000000 sec
dl2 G.00002000C sec
pysly 1
======== CHANNEL fl ========
NUC1 1H
Pl $.00 usec
PL1 0.25 dB
PL9 53.81 dB
SFO1 S00.1319132 MHz
FZ - Processing paramsters
SI 16384
SF 500.1300000 MH:
WOW EM
SSB 0
1B 0.30 Kz
GB 0
EC 1.00
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F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

D3

SWH
FIDRES
AQ

RG

Dw

DE

TE

D1

dll
DELTA
TDO

SFO1

CPDPRG([2
Nuc2
PCED2
PL2

SFQ2

F2 - Processing pa

20180719
8.50

spect

5 mm PABBO BB/
2gpg30

65536

CD3CN

2320

0

30030.029
0.458222
1.0911744
16384

16.650

6.00

01.0

13¢C
8.90
0 dB

125.7702936
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aan

usec

MH2

CHANNEL {2 =eececaee

waltzlé

1H

80.00

0.25

17.89

15.83
500.,1320005

32768
778%0
EM

25.75

usec
dB
ds
ds
MHz

ameters

MAz



