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General Information. All reactions were carried out under inert atmosphere using oven
dried glassware and a magnetic stirrer. THF was distilled and dried over sodium.
Trialkylsilylalkynes, tetrabutylammonium fluoride and all aldehydes/ketones were
purchased from commercial sources and used without further purification. Products were
purified via column chromatography using hexane/ethyl acetate. 'H and 'C NMR spectra
were obtained on a 300 and 400 MHz NMR spectrometer. All NMR spectra were taken
in CDCl; otherwise reported. Thin layer chromatography was used to monitor reaction

progress.

References for known compounds:

1-(2’-methoxyphenyl)hept-2-yn-1-ol (Table 1, entry D
OH
X

n-Bu
OMe

Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 75 %

of a yellow oil.

1-Phenylhept-2-yn-1-ol (Table 2, entry 2)":
H

X
n-Bu

Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 78 %

of a yellow oil.

1-(napthalen-1-yl)hept-2-yn-1-ol (Table 2, entry 3)":

O OH
s
n-Bu
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Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 72 %

of a yellow oil.

1-(4-Bromophenyl)hept-2-yn-1-ol (Table 2, entry 4)*:
Cl  OH

©)\
n-Bu

Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 99 %

of a yellow oil.

1-(4-Bromophenyl)hept-2-yn-1-ol (Table 2, entry 5)":

OH
ﬁ\
Br n-Bu

Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 83 %

of a yellow oil.

1-(4'-methoxyphenyl)hept-2-yn-1-ol (Table 2, entry 6)':

OH
/Q)\ B
MeO n-eu

Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 79 %

of a yellow oil.
1-p-Tolylhept-2-yn-1-ol (Table 2, entry N

OH
o™
Me n-bu

Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 75 %

of a yellow oil.
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1-cyclohexylhept-2-yn-1-ol (Table 2, entry 8)':
OH

7

n-Bu
Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 91 %

of a colorless oil.

2-methylnon-4-yn-3-ol (Table 2, entry 9)":
OH

Py

n-Bu
Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 91%

of a colorless oil.

1-(furan-3-yl)hept-2-yn-1-ol (Table 2, entry 10)":
H

4

(]
0 n-Bu
Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 72 %

of a red oil.

2,2-Dimethylnon-4-yn-3-ol (Table 2, entry 11)":
H

A

n-Bu
Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 84 %

of a yellow oil.

1-(2-Methoxy-phenyl)-3-phenyl-prop-2-yn-1-ol (Table 3, entry 1)*:

OMe OH

A
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Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 76 %

of a yellow oil.
1-Cyclohexyl-3-phenyl-prop-2-yn-1-ol (Table 3, entry 2)*:

OH
[]\\\:

Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 75 %

of a yellow oil.
2-(4-Chlorophenyl)-1,1,1-trifluoro-4-phenylbut-3-yn-2-ol (Table 4, entry 2): >

OH
Crds
AT

Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 98%

as colorless oil.

1,1,1-Trifluoro-4-phenyl-2-(p-tolyl)but-3-yn-2-ol (Table 4, entry 3):°

OH
Ty
Me

Purified via flash column chromatography with 10 % ethyl acetate/hexane, yielding 90%

as colorless oil.
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Table 3, entry 6
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[=)]
CVR-3661 o Ha
CDCL3, 376MHZ s e
19F NMR Lol = (o)
OILY LIOUID
11 SEP 2009
Table 4, entry 1
T T T T ' T f I T T T
0 -20 -40 -60 -80 -100 -120 -140 -160
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Alkynykation-TBAF
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CVR-3661 LEtigREonancf e ansna
PALE YELLOW OIL i o R o e T “i“'f“*irf"?"‘.“’.“?c’.
CDCL3, 100MHZ 222323232222:
COL : 5%$ETOAC /HEX
10 SEP 2009
Table 4, entry 1
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Mannal Peak Matching Report
For Accurate Mass PDetermination

Theoretical Experimental  |PFK matching |Deviation®
mass mass mass :
36 q34 20| 23 ¢366) 3709056 2 e
v

* The deviation is obtained from the following equation:

experimental mass - theoretical mass

nominal mass

deviation=

Where nominal mass takes in account only 12C, 1H, 160, 14N etc...

Theoretical mass correspond to the mass of the most abundant isotope peak

'H C‘F3
e e

Table 4, entry 1
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LIST: f£in084755 14-SEP-09 REG H 00:20.7 #9
Samp: CVR-3661 Start : 16:52:39 22
Comm: 70 eV EI

Mode: EI +QIMS LMR UP LR

Oper: Client: Venkat Inlet
Base: 207.2 Inten : 47335472 Masses: 35 » 650
Norm: 207.2 RIC ;259532488 #peaks: 620

Peak: ]:900‘.00 iy
Data: + #9= 9>21

11360513
No. Mass Intensity SRA $RIC Flags
1 205, 18760960 39.63 7.23 F#
2 207. 42938368 90.71 16.54 FM#
3 207. 47335424 100.00 1B.24 FM#
4 208. 13645312 28.83 5.26 FM#
5 276. 16788992 35.47 6.47 F#

Ha_ CF
(2 o)

Table 4, entry 1

Date: Mon Sep 14 16:54:18 2009 ICIS: B.,3.0 SP2 for OSFl (V4.,0) build 98-238 from 26-Aug-98
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

SPEC: fin084755 (14-SEP-09 16:52:39) Scans: 1= 22
Samp: CVR=3661
Comm: 70 eV EI
Oper: Study: Client: Venkat
Base: 207.16 Masses: 35.01 > 650.00 #Peaks: 620
Peak: 1000.0 mmu Intensity: 47335472 RIC: 259532488
REG #9 @ 0.35 min (EI +Q1MS LMR UP LR) (+9>21) 4.7E+07
207
100 - |
80
' B EE
4 H }
o
60 S o
Table 4, entry 1
40 A
Z'II‘IG
20 105
| K 129 179
1 78 i 175_i
0 !“ s " : i I|| i I,(i',..|| oo Mol lll, i, e : e
100 200 300 400
Date: Mon Sep 14 16:54:16 2009 ICIS: B.3.0 SP2 for OSF1 (V4.0) build 58-238 from 26-Aug-98
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Supporting Information

CVR 3702 2> i i e
Colorless 0il 9 T L s o)
CDCL3, 400MHz [ el e el

Col: 10%EtOAc/hex W
05 JAN 2009 [
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Table 4, entry 2
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Alkynykation-TBAF
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Table 4, entry 2
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CVR 3702 £
CDCL3 @
OILY LIQUID o
12 JaN 2010 =
o CFs,
cl e e
Table 4, entry 2
T i T ] T ] T T 2z T T
0 -20 -40 -60 -80 -100 -120 ~140 -160 ppm
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SPEC: finl0003 (07-JAN-10 12:01:26) Scans : 1 > 42

Samp: CVR-3702

Oper: Study : Client: Venkat

Base: 239.23 Masses: 50.01 > €50.00 #Peaks: 631

Peak: 1000.0 mmu Intensity: 21808689 RIC : 345687122

REG #9 @ 0.40 min (FI +Q1MS LMR UP LR} (+13>21) 2.2E+06
235

100 —

] Ho ch
NS

Bl 128 241 £
] e
" ) Table 4, entry 2
1 138
40
4 ui
- 8]]
1 | I
1 73 |83
20 4 [. : 178
| IF ! 310
T 151 187 211
| A i
1 (U 10 L i | |
ALl
0 ||l‘|‘|l _!|_J| IIH Ii il ||i3|Hl:i| Il Ium“ bl !.a.l.m-...ui...,,.,JI-..iul|5L e e e e T
100 200 300 400 500 600

Date: Thu Jan 7 12:03:58 2010 ICIS: 8.3.0 SP1 for OSF1 (V4.0) build 97-324 from 20-Nowv-97
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

SPEC: finl0003 (07-JAN-10 12:01:26) Scans : 1 = 42
Samp: CVR-3702
Oper: Study : Client: Venkat
Base: 239.23 Masses: 50.01 > 650.00 #Peaks: 631
Peak: 1000.0 mmu Intensity: 2180869 RIC : 34567122
REG #9 @ 0.40 min (EI +Q1MS IMR UF LR) (+13>21) 2.2E+086
2389
100
80

: o, s

sn—- . di‘\o

40 Table 4, entry 2
1 242
20
4 31P
4 211
0 _..fmﬂaij T} m!.li] . h.uq.hu [RTRITATY “u;.“_..hq.wu.h' Dssre g o e vvesnn pomiin s b o :
200 250 300 350 400

Date: Thu Jan 7 12:04:07 2010 ICIS: B8.3.0 sPl for OSF1l (V4.0) build 97-324 from 20-Nov-97
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade

Supporting Information

CVR 3701

400MZ, CDCL3

cOL: 10%EtOAc/hex
Colorless oil

04 JAN 2010
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>
Table 4, entry 3
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CVR-3701 A e Ry g T &
O N
LIQUID OIL R v WGy SR EEAER NI ~
Col: 10%EtOAc/hex mgggmg;gm: o e
CDCL3, 100MHz A D D e e, b
09 JAN 2009 LU || 71
.\.. \II :;.;f"
\ \ .'ﬁ/ .
] [ |
A i
Q oy
L] G'J ~—
F./LN_, \@
B~
=)

Table 4, entry 3
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

CVR 3701 =
19F NMR 0
CDCL3 S
OILY LIQUID :
12 JAN 2010
i
|
C‘FB
X
L&y 18
Ly
>

Table 4, entry 3
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SPEC:
Samp:
Oper:
Base:
Peak:

Supporting Information

100 7

8b

60

20 -

0

£in10004.dat (08-JAN-10 09:38:08) Seans : 1 > 12
CVR-3701
Study : Client: Venkat
128.3%0 Masses: 50.01 > 650.00 #Peaks: 615
1000.0 mmmu Tntensity: 16494850 RIC 181576523
Scan 3 @ 0.21 min (ET +QI1MS IMR UP LR) 1.6E+07
129
HQ  CF
e
‘II:::III —— 1'::"'
[\
Table 4, entry 3
i 51
119
_ CER
64 ‘ i
_ ‘ 193
] 'ﬁ ’ ‘ 165 | | 290
4 | J‘|||‘ "[[[ Illihli :t[:ul!.’l.li!._..lll " I‘I-r.l |J ..!|I-... ] VS P RO T | .
"l—'_l- T = S P T T T T T S T T T T T T o T
100 200 300 400 500 600
Fri Jan 8 09:40:02 2010 ICIS: B.3.0 SP1 for OSF1 (V4.0) build 97-324 from 20_Nov_97

Date:
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

LIST: finl0004 08-JAN-10 Elapse: 00:12.9 3
Samp: CVR-3701 Start : 09:38:08 12
Mode: ET +QIMS MR UP LR
Oper: Client: Venkat Inlet :
Base: 128.5 Inten : 16494850 Masses: 50 » 650
Norm: 128.9 RIC  : 181576523 #peaks: 615
Peak: 1000.00 mmu
659794
No. Mass Intensity ERA %RIC Flags
1 50. 2105104  12.76 1.16 FM
2 51. 1856859  11.26 1.02 F
3 61, 770019 4.67 0.42 F
4 62. 1574076 9.54 0.87 F
5 63 2162760  13.11 1.19 F
5 64, 2993203 18.09 1.64 F
7 65. 2702122  16.38 1.49 F
8 68. 1932277 11.71 1.06 F
g 65, 2138042  12.96 1.18 F
10 73. 1309887 7.94 0.72 F H C_{.'.b
11 74, 2833079  17.18 1.56 F
1z 75; 2864436  17.37 1.58 F —
13 75. 2065642  12.52 1.14 F = &
14 774 1566815 9.50 0.86 F
15 a2. 204434 4.88 0.44 FM
16 83. 1007563 6.11 0.55 FM [l
17 86. 1004412 6.03 0.55 F
18 a7 1369969 8.31 0.75 F
19 88. 2411677  14.62 1.33 F
20 89. 3705893  22.47 2.04 F
21 90, 7033073 42.64 3.87 F
22 91. 8079235 48.98  4.45 F Table 4, entI‘y 3
23 92, 2338223 14.18 1.29 F
24 93, 736684 4.47 0.41 FM
25 94. 650355 4.19 0.38 F
26 97. 582300 4,14 0.38 F
27 EER 777398 4.71 0.43 F
28 100. 2900467 17.58 1.60 F
25 101. 3955192 23.98 2.18 F
30 102. 1368895 8.30 0.75 F
31 110. 1164337 7.06 0.64 FM
32 110. B10583 4.91 0.45 F
33 114. 1158855 7.03 0.64 F
34 115. 1628733 9.87 0.90 F
35 118. 3555300 21,55 1.96 F
36 119, 4636006 28.11 2.55 FM
37 126. 687916 4.17 0.38 F
38 128, S 16159944  97.97 8.90 F
EE] 129. § 16494850 100.00 9.08 F
40 130, 1844466 11.18 1.02  F
41 150. 742827 4.50 0.41 F
42 151, 828491 5.02 D.46 F
43 165. 947398 5.74 0.52 F
44 176. 695228 4.21 0.38 F
45 177 815183 4.94 0.45 F
46 178, 1442261 8.74 0.79 F
47 189, 1273792 7.72 0.70 F
48 190. 820220 4.97 0.45 F
49 191. 1083400 6.57 0.60 F
50 192, 1083838 6.57 0.60 F
51 193. 1556378 9.44 0.86 FM
52 202. 734804 4.45 0.40 FM
53 219. 7915911  47.99 4.36 F
54 221. 7218822  43.76 3.98 F
55 221. 7191125  43.60 3.96 F
55 222, 804339 4.88 0.44 F
57 290. 1135846 6.89 0.63 F

Date: Fri Jan 8 09:46:51 2010 ICIS: 8.3.0 SP1 for OSFl (Vv4.0) build 97-324 from 20-Nov-97
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Alkynykation-TBAF
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Table 5, entry 1
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CVR-366

LIQUID OIL
COL: 5%ETOAC/HEX

100MHZ,

15 SEP 2009

9

CDEES
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Table 5, entry 1
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

Manual Peak Matching Repbrt
For Accurate Mass PDetermination

Theoretical Experimental PFK matching |Deviation®

mass mass mass '

TS0l | 35815108 | 330128 | 26 g
. [V

* The deviation is obtzined from the following equation:

experimental mass - theoretical mass

deviation=- -
nominal mass

Where nominal mass takes in account only 12C, tH, 160, 14N ete...

Theoretical mass correspend to the mass of the most abundant isotope peak

o &}

T™eO A\

Table 5, entry 1
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SPEC: fin084757.dat (15-SEP-09 11:43:17) Scans: 112
Samp: CVR-3669
Comm: 70 eV EI

Oper: Study: Client: Venkat
Base: 279.36 Masses: 35.01 > £50.00 #Peaks: 621
Peak: 1000.0 mmu Tntensity: 8204084 RIC: 114061917
Scan 5 @ 0.26 min (EI +QIMS IMR UP LR) 8.2E+06
279
100 -
| 83
-
357
80 [
- Sj__
| 358
60 - .
] 268 Table 5, entry 1
40 - '
1l
1 | 342
201 fys
) 25@‘ I
| lisa 13J9 233| il | 224
Ll i |
I W M
g Lk I‘ o I”J“ o il il JljlL!l_.u|i'Ilu=_,=:r.l...::|! _I_II|..|s.I. I - _,.l..llrl | e oy
100 200 300 400 500 600

Date: Tue Sep 15 11:46:01 2008 ICIS: 8.3.0 SP2 for OSF1 (V4.0) build 98-238 from 26-Aug-98
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SPEC: fin084757.dat (15-SEP-02 11:43:17) Scans: 1>12
Samp: CVR-3669
Comm: 70 eV EI

Oper: Study: Client: Venkat
Base: 279.36 Masses: 35.01 > 650.00 #Peaks: 621
Peak: 1000.0 mmu Intensity: 8204084 RIC: 114061917
Scan 5 @ 0.26 min (EI +Q1MS LMR UF LR) 8,2E+06
279
100
357
80 |
d -
60
1 268
1 | Table 5, entry 1
40 1
267 342
2
1 256 ||| 341 | ;
1 239 Ll 284
1 I ;‘; ' .
o iieind ] ey W 1] R NERTATTTTII |: |||| e i ; - 3 e [
250 300 350 400 450

Date: Tue Sep 15 11:46:04 2009 ICIs: 8.3.0 SP2 for OSF1l (V4.0) build 98-238 from 26-Aug-98
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Table 5, entry 1
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N N~ 0dO0N O WO N
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10%EtOAc/hex R E - = o B e e g Oy 00 [~ [~ [~ [~
100MHz, CDC13 | | |
22 SEP 2009 \ /
Table 5, entry 1
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CVR-3690
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CVR-3690
CDCL3, 100MHZ
LIQUID OIL
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Table 5, entry 2
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Table 5, entry 2
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

Mannal Peak Matching Repbrt
For Accurate Mass Determination

Theoretical Experimental | PFK matching Deviation*

mass mass mass

437 0oy | 434 0 7/2y] 4309328y i
. {!

* The deviation is obtained from the following equation:

experimental mass - theoretical mass

deviationm-mm-mmmmmm——m—mmm——s
nominal mass

YWhere nominal mass takes in account only 12C, L, 160, 14N ete...

Theoretical mass correspond to the mass of the most abundant isotope peak

Table 5, entry 2

/4
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

SPEC: fin084809 (12-0CT-09 16:21:43) Scans : 1 > 35
Samp: CVR-3690
Comm: 70 eV ET
Oper: Study - Client: Venkat
Base: 433.90 Masses: 50.01 > 650.00 #Peaks: 605
Peak: 1000.0 mmu Intensity: 3964275 RIC 29917173
REG #9 @ 0.68 min (EI +QlMS LMR UP LR) (+25>32) 4.0E+06
4
100 o
1 T™MsO 4
80 o
1 o
60
] Table 5, entry 2
40
SSIS
2l 265
1 345 421
159
T 18 105 183 279 343 | |359 } J
0 ..[l-,;.__ 4 bt UL IJI.._ ....iil..l....i'...dl.'.....:jll.,.....1.. .._...I-...<."|||'|| L S | Lnl: T ——— bl e — :
100 200 300 400 500 600
Date: Mon Oct 12 16:23:15 2009 ICIS: B.3.0 SP1 for OSF1 (V4.0) build 97-324 from 20-Nov-97
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

LIST: £in0B4B09 12-0CT-09 Elapse: 00:45.5 29
Samp: CWVR-3690 Start : 16:21:43 35
Comm: 70 eV EI

Mode: EI +Q1MS LMR UP LR

Oper: Client: Venkat Inlet :
Base: 434.2 Inten : 186980 Masses: 50 > 650
Neorm: 434.2 RIC :  2B63564 #peaks: 622
Peak: 1000.00 mmu
35526
No. Mass Intensity %RA %RIC Flags
1 159. 71936 38.47 2.51 F
2 263. 39630 21.19 1.38 F
3 263. 64005 34.23 2.24 F
4 265. 71952 38.48 2.51 F
5 265, 543386 29.06 1.90 F
6 344, 45827 24.51 1.60 F
7 345, 39557 21.16 1.38 F
B 346. 38918 20.81 1.36 F
9 354. 98594 52.73 3.44 F
10 355. 113532 60.72 3.96 FM
11 356. 52487 28.07 1.83 F
12 431. 38575 20.63 1.35 FM
13 432. 65920 35.26 2.30 F
14 433. 131132 70.13 4.58 F
15 434. 1B6980 100.00 6.53 F
16 435. 174904 93.54 6.11 F
17 436. 145600 77.87 5.08 F
18 437. 37572 20.09 1.31 FM
o
Br

Table 5, entry 2

Date: Mon Oct 12 16:23:52 2009 ICIS: B8.3.0 SPl1 for OSF1l (V4.0) build 97-324 from 20-Nov-97
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CDCL3, 400MHZ [ S A S T J o o RV RV TR Vo) M NN oo
10%ETOAC/HEX L. \ S ] ]
02 MAR 2010 N\ = / \/

4 N FZ

CHzp ™S

Table 5, entry 3

T T
11 10 °] 8 7 6 5 4 3 2 1 0 ppm
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[Xe Rl \O o0 =il =fi D [te] [=)]
| D (D =i =] o] {==] [=)]
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

CVR-3719 B ERraEans « womwmae mea o o~
) L9 L eranae 2 1
CDCL3, 100MHZ M o N.—unmmu?\_ic: o S B ow om Fa i o\_
COL: 10%ETOAC/HEX a  a3308dos o PEEE® N - = o -
02 MAR 2010 ’ . | | i
ll'l ; / |II |
NV
'| |
|
i
Table 5, entry 3
Uk S s L
T T T T N T T T i T T T T T
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

CVR3719A - - 04-Mar-2010
$v-03-04-07 375 (6.252) Cm (365:375-208:220x1.050) TOF MS El+
: 292.15 1.42e5
100
75.03
C“Eb

o)

OG& g

o A
151.08
277.12 fs 382
217.10 Table 5, entry 3
261.13
121_.07
91.06 202.08 245.10 |
, _ : 1229.10 .
| . 189.08 | | 382.20
| 165.08 | |
by AR i, ol _5; ! 'i. | .l" Ll Ll | AL I I 1 | P SN . N S

60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

Elemental Composition Report

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
33 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

CVR 37194
$v-03-04-07 437 (7.265) Cm (406:451)
iy 382,1857
|
i
|
%
| 3831989
! 384.1980
o b FT4%57 5164040%T83228 3801793 3811830 | 20519 seapap 3884068 30p o5
3740 376.0 3780 380,0 382.0 384.0 386.0 388.0 390.0
Minimum: -1.5
Maocd mum : 5.0 10.0 50.0
Mass Calc. Mass mha PPM DBE Score Formula
382.1957  382.1964 0.7 -1.3 10.0 1 c23 HI0 03 si

O

CZ‘IE P
' Sy OTMS

Table 5, entry 3
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Supporting Information

CVR-3%18
CDCL3, 400MHz
Clear oil
Col: Hexanes
26 FEB 2010

Table 5, entry 4

11

B
3.419
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

CV'R—_JTlS %agg 8 Moo~ O~ MM <o
~ oo ) = o a0 o
gggg O%OMHZ H‘;;Ei B oy = el R g,
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Table 5, entry 4
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CVR 3718A ' ' ' ' 04-Mar-2010
$v-03-04-06 282 (4.700) Cm (232:282-86:140x1.050) TOF MS El+
100+ 142.08 1.81e6

| A~

| { _-) \

| A__“H-.__/

75.03 MM
/\)-/,;\_\

155.09
Table 5, entry 4

217.11

%
1

! 240.18

115.06

5 169.10 204.09

129.07

91.06 183.12

315.21

55.06
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CVR 3718A 04-Mar-2010
sv-03-04-06 282 (4.700) Cm (232:282-86:140x1.050) TOF MS El+
100- 142.08 «50 1.81e6
)
|
| TMSOZ
"
75.03 S
| Fio=- 220
155.09
Table 5, entry 4
i
|
!
21741
=
| |
= 240.19
115.06 i
169.10 00 i
. |
120.07 |
N
If | il
91.06 ol 183.12
i‘: ‘.
102.04 .
|55.06 |||" | l l 330.24
AT RV gl ol WL, | S . : s
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 3.0 PPM / DBE: min =-1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
9 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

CVR 3718A 04-Mar-2010
sv-03-04-06 396 (6.600) Cm (368:397) TOF MS El+
0 3302379 5.4503
320.2310
%
3312417
|
o-L324.2820 2272079 328.2286 | 3322426 3332460 338.3202 3362072 3362984 349 949p 344.2248 3452185 asong
1 thuinpfo 7 Y] ; i ML oy AL
3240 3260 3280 3300 3320 330 3360 3380 3400 3420 3440 B0 3480
Minimum: -1.5
Maximum: 5.0 3.0 50.0
Mags Calc. Maas mDa FEM DBE Score Formula
330.2379  330.2379 0.0 .0 6.0 1 c21 Hl4 o Si

Table 5, entry 4
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CVR-3718 MNIS6on AP IMNEAmO AR GR
CDCL3, 400MHZ ~Cc~c~ - Nl A A O OO
10%EtOAc/Hex L \ ;
01 MAR 2010 \\_
*__.-’\v____,.‘
Table 5, entry 4
L , U I
e e e | ; : - B B A B aananan —_— R
13 12 11 10 9 8 =y 6 5 4 3 2 1 0 ppm
oo HDﬁLDHD
O |y ool Isod el Dl B =1
o | wldlm|o) O
ke S|jals |«
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CVR-3718 g?‘l% - Moo~ OMIN O \0O oM
CDCL3, 100MHz ase N BN o S32388hSam
LiquidDIl — 0 M . ..h‘... ® F 8 v oW o® & .
10%EtOAc/Hex e (3 o BEEES i Bege g
01 MA R 2010 : Ll
\ /| \ //
I | Y| | /
{0] | ! |
o~ ,~
Li . & =
Table 5, entry 4
|
R MdWhmwmmmm
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|cVR 3718B ~ 04-Mar-2010
sv-03-04-05 254 (4.234) Cm (230:265-40:76x1.050) TOF MS El+
100- 142.08 . 1.33e6
v -;\‘\
HO
S »J)(“m
L._\/
| 155.09

Table 5, entry 4

%

240.18

115.06 |

168.10

129.07

i 183.12
e [ mara 21148

' - [ I I 111 R | | . 22517

all : e i Ll 1 . —— - - : - - m/z
60 80 100 120 140 160 180 200 220 240 260 280 300

81 | Journal of Organic Chemistry 2011
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CVR 3718B B ~ 04-Mar-2010
sv-03-04-05 254 (4.234) Cm (230:265-40:76x1.050) TOF MS ElI+
100- 142.08 %25 1.33e6

155.09
Table 5, entry 4
=
24019 S"
i
115.06
168.10
| |
| | |
| 12007 || i
| |
102.05 | :
AL . 183.12 .
77.04 (i T dayiy 21146 I
58.04 = il ; ' I
i e ‘ i, ||l| ‘ 1l 225.17
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Alkynykation-TBAF Chintareddy, Wadhwa, Verkade............. Supporting Information

Elemental Composition Report

Single Mass Analysis
Tolerance = 3.0 PPM / DBE: min =-1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
41 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

CVR 37188
8v-03-04-05 254 (4.234) Cm (230:265-40:76x1.050)
16 260.1901
%o
256.1835,
| 257.1897 250.2016
248.1217 254.1708
il s e (B o b AL oL SO I R S
250.0 252.0 254.0 256.0 258.0 260.0
Minimum: -1.5
Maxitmum : 5.0 3.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
258.1981  258.19B4 -0.3 -1.0 6.0 1 Cl8 H26 O
{0\
Ho
% -

Table 5, entry 4

2602111 261.2425262 2589
282.0
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