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Synthesis of trifluoromethyldiazirinyl phenylboronic acid derivatives for 
photoaffinity labeling 
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2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-ol 2 
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DFILE (MH)109-p-B(pin) trifluoro ethanol H 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-ol i 190508.als
COMNT
DATIM Wed May 08 08:47:04 2019
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           32
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         21.8 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           14

 1H-NMR (CDCl3) δ:
 7.81 (2H, d, J = 8.2 Hz),
 7.42 (2H, d, J = 7.9 Hz),
 4.97 (1H, q, J = 6.7 Hz),
 1.33 (12H, s).

 E:\200417\‘O‰ñ‚Ìƒ`ƒFƒbƒNÏ‚Ý\(MH)109-p-B(pin) trifluoro ethanol H 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-ol i 190508.als
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DFILE (MH)109-p-B(pin) trifluoro ethanol C 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-ol i 190507.als
COMNT
DATIM Tue May 07 16:09:24 2019
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS         2000
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         23.0 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         1.20 Hz
RGAIN           26

 13C-NMR (CDCl3) δ:
 136.94 (0H, s),
 134.88 (0H, s),
 133.79 (0H, s),
 126.72 (0H, s),
 124.18 (0H, d, J = 282.1 Hz),
 84.15 (0H, s),
 72.67 (0H, q, J = 32.0 Hz),
 24.73 (0H, s).

 E:\200417\‘O‰ñ‚Ìƒ`ƒFƒbƒNÏ‚Ý\(MH)109-p-B(pin) trifluoro ethanol C 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-ol i 190507.als
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2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one 4 
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DFILE (MH)109-m-B(pin) ethanol H 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-ol 2 190708.als
COMNT
DATIM Mon Jul 08 20:43:19 2019
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           32
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         22.8 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           10

 1H-NMR (CDCl3) δ:
 7.83 (2H, d, J = 4.6 Hz),
 7.81 (2H, d, J = 7.6 Hz),
 7.55 (1H, d, J = 7.6 Hz),
 7.37 (1H, t, J = 7.6 Hz),
 4.92 (1H, q, J = 6.7 Hz),
 1.32 (12H, s).

 E:\200520\‘O‰ñƒ`ƒFƒbƒNÏ‚Ý\(MH)109-m-B(pin) ethanol H 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-ol 2 190708.als
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DFILE (MH)109-m-B(pin) ethanol C 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-ol 2 C1700 190704.als
COMNT
DATIM Thu Jul 04 17:48:06 2019
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS         1708
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         23.9 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         1.20 Hz
RGAIN           26

 13C-NMR (CDCl3) δ:
 135.79 (0H, s),
 133.78 (0H, s),
 130.30 (0H, s),
 128.03 (0H, s),
 124.32 (0H, d, J = 282.1 Hz),
 84.24 (0H, s),
 72.53 (0H, q, J = 31.7 Hz),
 24.64 (0H, s).

 E:\200520\‘O‰ñƒ`ƒFƒbƒNÏ‚Ý\(MH)109-m-B(pin) ethanol C 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-ol 2 C1700 190704.als
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2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one 5 
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DFILE (MH)110-p-B(pin) trifluoro acetophenone H 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one •W•i 190411.als
COMNT
DATIM Thu Apr 11 12:47:44 2019
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           32
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         21.9 c
SLVNT CDCL3
EXREF         7.27 ppm
BF         0.12 Hz
RGAIN           15

 1H-NMR (CDCl3) δ:
 8.05 (2H, d, J = 7.6 Hz),
 7.97 (2H, d, J = 8.2 Hz),
 1.38 (13H, s).

 E:\200417\‘O‰ñ‚Ìƒ`ƒFƒbƒNÏ‚Ý\(MH)110-p-B(pin) trifluoro acetophenone H 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one •W•i 190411.als
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DFILE (MH)110-p-B(pin) trifluoro acetophenone C 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one j-3 C200 190614.als
COMNT
DATIM Fri Jun 14 13:17:53 2019
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS          200
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         24.0 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         1.20 Hz
RGAIN           26

 13C-NMR (CDCl3) δ:
 180.57 (0H, q, J = 34.8 Hz),
 135.11 (0H, s),
 134.77 (0H, s),
 131.55 (0H, s),
 128.77 (0H, s),
 116.60 (0H, dd, J = 583.0, 291.3 Hz).

 E:\200417\‘O‰ñ‚Ìƒ`ƒFƒbƒNÏ‚Ý\(MH)110-p-B(pin) trifluoro acetophenone C 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one j-3 C200 190614.als
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2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one 6 
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DFILE (MH)110-m-B(pin) acetophenone H 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one 1 190704.als
COMNT
DATIM Thu Jul 04 12:36:54 2019
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           17
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         22.9 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           13

 1H-NMR (CDCl3) δ:
 8.50 (1H, s),
 8.13 (2H, d, J = 6.6 Hz),
 7.55 (1H, t, J = 7.6 Hz),
 1.36 (12H, s).

 E:\200520\‘O‰ñƒ`ƒFƒbƒNÏ‚Ý\(MH)110-m-B(pin) acetophenone H 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one 1 190704.als
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DFILE (MH)110-m-B(pin) acetophenone C 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one 1 CDCl3 C12500 190625.als
COMNT
DATIM Tue Jun 25 08:40:48 2019
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS        12500
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         23.5 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         1.20 Hz
RGAIN           26

 13C-NMR (CDCl3) δ:
 180.69 (0H, q, J = 34.8 Hz),
 141.63 (0H, s),
 136.38 (0H, s),
 132.44 (0H, s),
 129.41 (0H, s),
 129.01 (0H, s),
 128.41 (0H, s),
 116.69 (0H, q, J = 290.5 Hz),
 84.41 (0H, s),
 24.84 (0H, s).

 E:\200520\‘O‰ñƒ`ƒFƒbƒNÏ‚Ý\(MH)110-m-B(pin) acetophenone C 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one 1 CDCl3 C12500 190625.als
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2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one oxime 7 
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DFILE (MH)111-p-B(pin) oxime H 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethanone oxime 2 190401.als
COMNT
DATIM Tue Mar 19 06:12:33 2019
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           16
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         21.6 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           14

 1H-NMR (CDCl3) δ:
 7.92 (2H, d, J = 8.2 Hz),
 7.86 (2H, d, J = 8.2 Hz),
 7.49 (2H, d, J = 7.9 Hz),
 7.48 (2H, d, J = 8.2 Hz).

 E:\200417\‘O‰ñ‚Ìƒ`ƒFƒbƒNÏ‚Ý\(MH)111-p-B(pin) oxime H 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethanone oxime 2 190401.als
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DFILE (MH)111-p-B(pin) oxime C 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethanone oxime 2 190401.als
COMNT
DATIM Tue Mar 19 05:08:59 2019
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS        10000
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         21.9 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         0.12 Hz
RGAIN           26

 13C-NMR (CDCl3) δ:
 147.61 (0H, d, J = 32.4 Hz),
 147.52 (0H, d, J = 30.2 Hz),
 134.79 (0H, s),
 132.77-132.75 (0H, m),
 128.81 (0H, s),
 127.77 (0H, s),
 127.52-127.50 (0H, m),
 120.59 (0H, d, J = 274.9 Hz),
 118.34 (0H, d, J = 282.7 Hz),
 84.32 (0H, s),
 24.76 (0H, s).

 E:\200417\‘O‰ñ‚Ìƒ`ƒFƒbƒNÏ‚Ý\(MH)111-p-B(pin) oxime C 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethanone oxime 2 190401.als
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2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one oxime 8 
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DFILE (MH)111-m-B(pin) oxime H 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one oxime 1 190624.als
COMNT
DATIM Mon Jun 24 11:48:37 2019
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           32
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         23.9 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           14

 1H-NMR (CDCl3) δ:
 7.97-7.93 (2H, m),
 7.58-7.40 (3H, m),
 1.37 (12H, s).

 E:\200520\‘O‰ñƒ`ƒFƒbƒNÏ‚Ý\(MH)111-m-B(pin) oxime H 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one oxime 1 190624.als
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DFILE (MH)111-m-B(pin) oxime C 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one oxime 1 C4000 190624.als
COMNT
DATIM Mon Jun 24 21:51:19 2019
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS         4000
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         23.7 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         1.20 Hz
RGAIN           26

 13C-NMR (CDCl3) δ:
 147.71 (0H, d, J = 30.2 Hz),
 147.62 (0H, d, J = 31.8 Hz),
 136.79-136.49 (0H, m),
 134.88-134.71 (0H, m),
 131.13 (0H, s),
 129.73-129.02 (0H, m),
 127.92-127.82 (0H, m),
 125.93-125.43 (0H, m),
 120.65 (0H, d, J = 276.5 Hz),
 118.35 (0H, d, J = 285.5 Hz),
 84.43-84.34 (0H, m),
 24.75 (0H, s).

 E:\200520\‘O‰ñƒ`ƒFƒbƒNÏ‚Ý\(MH)111-m-B(pin) oxime C 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one oxime 1 C4000 190624.als
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2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one O-tosyl oxime 9 
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DFILE (MH)112-p-B(pin) tosyl oxime H 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethanone O-tosyl oxime 2 190704.als
COMNT
DATIM Thu Jul 04 12:06:26 2019
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           27
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         22.8 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           14

 1H-NMR (CDCl3) δ:
 7.90 (4H, dd, J = 8.2, 3.0 Hz),
 7.85 (4H, d, J = 7.6 Hz),
 7.41 (4H, d, J = 9.6 Hz),
 7.36 (4H, d, J = 7.9 Hz),
 2.47-2.45 (3H, m),
 1.35-1.34 (13H, m).

 E:\200417\‘O‰ñ‚Ìƒ`ƒFƒbƒNÏ‚Ý\(MH)112-p-B(pin) tosyl oxime H 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethanone O-tosyl oxime 2 190704.als

4
.
0
0

4
.
2
5

3
.
0
8

1
2
.
6
3

7
.
9
1
8

7
.
9
0
7

7
.
8
8
7

7
.
8
7
6

7
.
8
5
9

7
.
8
3
1

7
.
4
3
2

7
.
3
9
7

7
.
3
7
3

7
.
3
4
4

2
.
4
7
2

2
.
4
5
0

1
.
3
4
8

1
.
3
4
4

PPM

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

DFILE (MH)112-p-B(pin) tosyl oxime C 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethanone O-tosyl oxime 2 190403.als
COMNT
DATIM Wed Apr 03 10:02:58 2019
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS         1201
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         22.6 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         1.20 Hz
RGAIN           26

 13C-NMR (CDCl3) δ:
 154.23 (0H, d, J = 33.0 Hz),
 153.90 (0H, d, J = 33.0 Hz),
 146.11-146.01 (0H, m),
 134.93-134.83 (0H, m),
 131.34-131.17 (0H, m),
 130.02-129.85 (0H, m),
 129.21-129.16 (0H, m),
 127.88 (0H, s),
 127.60 (0H, s),
 127.33 (0H, s),
 126.94 (0H, s),
 121.41 (0H, d, J = 283.8 Hz),
 119.51 (0H, d, J = 275.4 Hz),
 84.26 (0H, s),

 E:\200417\‘O‰ñ‚Ìƒ`ƒFƒbƒNÏ‚Ý\(MH)112-p-B(pin) tosyl oxime C 2,2,2-trifluoro-1-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethanone O-tosyl oxime 2 190403.als
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2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethan-1-one O-tosyl oxime 10 
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DFILE (MH)112-m-B(pin) tosyl oxime H 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethanone O-tosyl oxime 3-1 200424.als
COMNT
DATIM Fri Apr 24 19:26:32 2020
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           16
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         21.2 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           14

 1H-NMR (CDCl3) δ:
 7.96-7.73 (4H, m),
 7.49-7.36 (4H, m),
 2.48 (3H, s),
 2.46 (3H, s),
 1.36 (12H, s).

 E:\200520\‘O‰ñƒ`ƒFƒbƒNÏ‚Ý\(MH)112-m-B(pin) tosyl oxime H 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethanone O-tosyl oxime 3-1 200424.als
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DFILE (MH)112-m-B(pin) tosyl oxime C 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethanone O-tosyl oxime 3-1 C100 200424.als
COMNT
DATIM Fri Apr 24 19:11:27 2020
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS          100
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         23.4 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         1.20 Hz
RGAIN           26

 13C-NMR (CDCl3) δ:
 153.85 (0H, dd, J = 62.9, 30.4 Hz),
 146.09-145.98 (0H, m),
 137.85-137.63 (0H, m),
 134.80-133.82 (0H, m),
 131.10-130.99 (0H, m),
 130.59 (0H, s),
 129.73 (0H, s),
 128.86 (0H, s),
 127.97-127.92 (0H, m),
 126.94 (0H, s),
 124.04 (0H, s),
 119.42 (0H, d, J = 277.1 Hz),
 117.14 (0H, d, J = 282.1 Hz),
 84.06-84.03 (0H, m),

E:\200520\(MH)112-m-B(pin) tosyl oxime C 2,2,2-trifluoro-1-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)ethanone O-tosyl oxime 3-1 C100 200424.als
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3-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)diaziridine 11 
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DFILE (MH)113-p-B(pin) diaziridine H 3-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)diaziridine j-2,h 190614.als
COMNT
DATIM Fri Jun 14 17:18:29 2019
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           32
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         23.4 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           23

 1H-NMR (CDCl3) δ:
 7.86 (2H, d, J = 8.2 Hz),
 7.61 (2H, d, J = 7.9 Hz),
 2.80 (1H, d, J = 7.6 Hz),
 2.23 (1H, d, J = 8.6 Hz),
 1.35 (12H, s).

 E:\200417\‘O‰ñ‚Ìƒ`ƒFƒbƒNÏ‚Ý\(MH)113-p-B(pin) diaziridine H 3-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)diaziridine j-2,h 190614.als
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DFILE (MH)113-p-B(pin) diaziridine C 3-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)diaziridine l-3,o-1,2-1 C170 200402.als
COMNT
DATIM Thu Apr 02 16:58:21 2020
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS          170
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         23.6 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         1.20 Hz
RGAIN           26

 13C-NMR (CDCl3) δ:
 134.97 (0H, s),
 134.21 (0H, s),
 127.76 (0H, s),
 127.59 (0H, d, J = 287.7 Hz),
 127.25 (0H, s),
 84.02 (0H, s),
 58.02 (0H, q, J = 35.9 Hz),
 24.70 (0H, s).

 E:\200417\‘O‰ñ‚Ìƒ`ƒFƒbƒNÏ‚Ý\(MH)113-p-B(pin) diaziridine C 3-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)diaziridine l-3,o-1,2-1 C170 200402.als
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3-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)diaziridine 12 

 

 

PPM
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DFILE (MH)113-m-B(pin) diaziridine H 3-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)diaziridine 3-1 Hexsup1 200428.als
COMNT
DATIM Tue Apr 28 11:36:27 2020
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           16
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         21.9 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN            8

 1H-NMR (CDCl3) δ:
 8.04 (1H, s),
 7.87 (1H, d, J = 7.3 Hz),
 7.67 (1H, d, J = 7.6 Hz),
 7.40 (1H, t, J = 7.6 Hz),
 2.87 (1H, d, J = 8.9 Hz),
 2.42 (1H, d, J = 8.9 Hz),
 1.32 (12H, s).

E:\200520\(MH)113-m-B(pin) diaziridine H 3-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)diaziridine 3-1 Hexsup1 200428.als
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DFILE (MH)113-m-B(pin) diaziridine C 3-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)diaziridine 3-1 Hexsup1 C380 200428.als
COMNT
DATIM Tue Apr 28 11:57:00 2020
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS          380
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         24.1 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         1.20 Hz
RGAIN           26

 13C-NMR (CDCl3) δ:
 136.32 (0H, s),
 134.19 (0H, s),
 131.04 (0H, s),
 130.90 (0H, s),
 127.86 (0H, s),
 123.50 (0H, dd, J = 555.9, 277.7 Hz),
 83.96 (0H, s),
 58.03 (0H, q, J = 35.9 Hz),
 24.61 (0H, s).

E:\200520\(MH)113-m-B(pin) diaziridine C 3-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)diaziridine 3-1 Hexsup1 C380 200428.als
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3-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)-3H-diazirine 13 

 

 

PPM

9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0.0

DFILE (MH)114-p-B(pin) diazirine H 3-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)-3H-diazirine j-2,h 190617.als
COMNT
DATIM Mon Jun 17 11:35:29 2019
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           32
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         23.4 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           20

 1H-NMR (CDCl3) δ:
 7.82 (2H, d, J = 8.6 Hz),
 7.17 (2H, d, J = 8.2 Hz),
 1.34 (12H, s).

 E:\200417\‘O‰ñ‚Ìƒ`ƒFƒbƒNÏ‚Ý\(MH)114-p-B(pin) diazirine H 3-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)-3H-diazirine j-2,h 190617.als
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DFILE (MH)114-p-B(pin) diazirine C 3-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)-3H-diazirine l-1,2 column fr12-18,24-30 C350 200316.als
COMNT
DATIM Mon Mar 16 15:57:51 2020
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS          350
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         24.0 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         1.20 Hz
RGAIN           27

 13C-NMR (CDCl3) δ:
 135.05 (0H, s),
 131.80 (0H, s),
 125.49 (0H, s),
 122.09 (0H, d, J = 274.9 Hz),
 122.09 (0H, dd, J = 549.7, 274.9 Hz),
 84.13 (0H, s),
 28.52 (0H, d, J = 40.2 Hz),
 28.52 (0H, d, J = 40.2 Hz).

 E:\200417\‘O‰ñ‚Ìƒ`ƒFƒbƒNÏ‚Ý\(MH)114-p-B(pin) diazirine C 3-(4-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)-3H-diazirine l-1,2 column fr12-18,24-30 C350 200316.als
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3-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)-3H-diazirine 14 
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DFILE (MH)114-m-B(pin) diazirine H 3-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)-3H-diazirine 3-1 200430.als
COMNT
DATIM Thu Apr 30 18:20:52 2020
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           16
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         21.9 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           14

 1H-NMR (CDCl3) δ:
 7.85 (1H, t, J = 4.3 Hz),
 7.54 (1H, s),
 7.42 (2H, s),
 7.41 (2H, d, J = 5.3 Hz),
 1.34 (12H, s).

E:\200520\(MH)114-m-B(pin) diazirine H 3-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)-3H-diazirine 3-1 200430.als
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DFILE (MH)114-m-B(pin) diazirine C 3-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)-3H-diazirine 3-1 C550 200430.als
COMNT
DATIM Thu Apr 30 18:00:19 2020
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS          551
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         23.8 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         1.20 Hz
RGAIN           25

 13C-NMR (CDCl3) δ:
 136.00 (0H, s),
 132.47 (0H, s),
 129.38 (0H, s),
 128.37 (0H, s),
 128.14 (0H, s),
 122.20 (0H, d, J = 274.3 Hz),
 84.15 (0H, s),
 28.43 (0H, q, J = 40.4 Hz),
 24.71 (0H, s).

E:\200520\(MH)114-m-B(pin) diazirine C 3-(3-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)phenyl)-3-(trifluoromethyl)-3H-diazirine 3-1 C550 200430.als
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(4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid 15 in DMSO-d6 
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DFILE (MH)115-p-B(OH)2 diazirine H (4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid l-3,o-1,2-2 Hex,ppt-CDCl3,ppt3 part1,2 inDMSO 200415.als
COMNT
DATIM Wed Apr 15 09:06:14 2020
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           16
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         21.2 c
SLVNT DMSO
EXREF         2.49 ppm
BF         0.12 Hz
RGAIN           18

 1H-NM㻾 (DM㻿O-D6) δ:
 8.25 (2H, s),
 7.87 (2H, d, J = 6.3 Hz),
 7.21 (2H, d, J = 7.6 Hz).

E:\200417\(MH)115-p-B(OH)2 diazirine H (4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid l-3,o-1,2-2 Hex,ppt-CDCl3,ppt3 part1,2 inDMSO 200415.als
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DFILE (MH)115-p-B(OH)2 diazirine C (4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid l-3,o-1,2-2 Hex,ppt-CDCl3,ppt3 part1,2 inDMSO 200415.als

COMNT

DATIM Wed Apr 15 09:00:13 2020

OBNUC 13C

EXMOD BCM

OBFRQ        67.80 MHz

OBSET       135.00 KHz

OBFIN      5200.00 Hz

POINT        32768

FREQU     18306.64 Hz

SCANS        13000

ACQTM       1.7900 sec

PD       1.2100 sec

PW1         3.80 usec

IRNUC 1H

CTEMP         22.0 c

SLVNT DMSO

EXREF        39.50 ppm

BF         1.20 Hz

RGAIN           26

 13C-NM㻾 (DM㻿O-D6) δ:
 178.73 (0H, s),
 134.80 (0H, s),
 129.07 (0H, s),
 125.18 (0H, s),
 121.93 (0H, d, J = 274.3 Hz),
 28.16 (0H, d, J = 39.7 Hz),
 28.15 (0H, dd, J = 80.2, 40.5 Hz).

E:\200417\(MH)115-p-B(OH)2 diazirine C (4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid l-3,o-1,2-2 Hex,ppt-CDCl3,ppt3 part1,2 inDMSO 200415.als
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(4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid 15 in CDCl3 
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DFILE (MH)115-p-B(OH)2 diazirine H (4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid l-3,o-1,2-2 Hex,ppt-CDCl3,ppt3 part1 inCDCl3 200414.als
COMNT
DATIM Tue Apr 14 12:19:25 2020
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           34
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         21.7 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           25

 1H-NMR (CDCl3) δ:
 8.21 (2H, d, J = 8.6 Hz),
 7.77 (0H, d, J = 8.2 Hz),
 7.31 (2H, d, J = 7.9 Hz),
 7.21 (1H, d, J = 7.9 Hz).

E:\200417\(MH)115-p-B(OH)2 diazirine H (4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid l-3,o-1,2-2 Hex,ppt-CDCl3,ppt3 part1 inCDCl3 200414.als
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DFILE (MH)115-p-B(OH)2 diazirine C (4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid l-3,o-1,2-2 Hex,ppt-CDCl3,sup3-evap inCDCl3 200414.als
COMNT
DATIM Tue Apr 14 08:52:36 2020
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS        14500
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         22.7 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         1.20 Hz
RGAIN           26

 13C-NMR (CDCl3) δ:
 135.83 (0H, s),
 133.91 (0H, s),
 133.70 (0H, s),
 125.86 (0H, s),
 122.03 (0H, d, J = 273.8 Hz),
 28.60 (0H, dd, J = 80.4, 40.2 Hz).

E:\200417\(MH)115-p-B(OH)2 diazirine C (4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid l-3,o-1,2-2 Hex,ppt-CDCl3,sup3-evap inCDCl3 200414.als
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(3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid 16 in DMSO-d6 
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DFILE (MH)115-m-B(OH)2 diazirine H (3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid 3-1 Hex,sup4+3 inDMSO 200520.als
COMNT
DATIM Wed May 20 14:23:48 2020
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           16
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         22.4 c
SLVNT DMSO
EXREF         2.49 ppm
BF         0.12 Hz
RGAIN           21

 1H-NM㻾 (DM㻿O-D6) δ:
 8.29 (2H, s),
 7.90 (1H, d, J = 7.3 Hz),
 7.61 (1H, s),
 7.47 (1H, t, J = 7.7 Hz),
 7.34 (1H, d, J = 7.9 Hz).

E:\200520\(MH)115-m-B(OH)2 diazirine H (3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid 3-1 Hex,sup4+3 inDMSO 200520.als
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DFILE (MH)115-m-B(OH)2 diazirine C (3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid 3-1 Hex,sup4+3 inDMSO C10000 200520.als
COMNT
DATIM Wed May 20 14:18:39 2020
OBNUC 13C
EXMOD BCM
OBFRQ        67.80 MHz
OBSET       135.00 KHz
OBFIN      5200.00 Hz
POINT        32768
FREQU     18306.64 Hz
SCANS        10000
ACQTM       1.7900 sec
PD       1.2100 sec
PW1         3.80 usec
IRNUC 1H
CTEMP         23.0 c
SLVNT DMSO
EXREF        39.50 ppm
BF         1.20 Hz
RGAIN           26

 13C-NM㻾 (DM㻿O-D6) δ:
 135.87 (0H, s),
 131.67 (0H, s),
 128.46 (0H, s),
 128.05 (0H, s),
 126.72 (0H, s),
 122.00 (0H, d, J = 272.1 Hz),
 28.20 (0H, d, J = 39.7 Hz).

E:\200520\(MH)115-m-B(OH)2 diazirine C (3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid 3-1 Hex,sup4+3 inDMSO C10000 200520.als
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(3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid 16 in CDCl3 
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DFILE (MH)115-m-B(OH)2 diazirine H (3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid 3-1 Hex,sup4 inCDCl3 200519.als
COMNT
DATIM Tue May 19 06:01:44 2020
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           16
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         22.1 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         1.20 Hz
RGAIN           18

 1H-NMR (CDCl3) δ:
 8.23 (1H, d, J = 7.3 Hz),
 8.06 (1H, s),
 7.58 (1H, t, J = 7.6 Hz),
 7.42 (1H, d, J = 7.6 Hz).

E:\200520\(MH)115-m-B(OH)2 diazirine H (3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid 3-1 Hex,sup4 inCDCl3 200519.als
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DFILE (MH)115-m-B(OH)2 diazirine C (3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid 3-1 Hex,sup4 C2780 inCDCl3 200519.als

COMNT

DATIM Tue May 19 13:03:09 2020

OBNUC 13C

EXMOD BCM

OBFRQ        67.80 MHz

OBSET       135.00 KHz

OBFIN      5200.00 Hz

POINT        32768

FREQU     18306.64 Hz

SCANS         2780

ACQTM       1.7900 sec

PD       1.2100 sec

PW1         3.80 usec

IRNUC 1H

CTEMP         23.3 c

SLVNT CDCL3

EXREF        77.00 ppm

BF         1.20 Hz

RGAIN           26

 13C-NMR (CDCl3) δ:
 136.63 (0H, s),
 133.45 (0H, s),
 130.73 (0H, s),
 129.07 (0H, s),
 128.69 (0H, s),
 122.20 (0H, dd, J = 549.5, 275.1 Hz),
 28.44 (0H, q, J = 40.4 Hz).

E:\200520\(MH)115-m-B(OH)2 diazirine C (3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)boronic acid 3-1 Hex,sup4 C2780 inCDCl3 200519.als
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Sodium trihydroxy(4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)borate 17 
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DFILE (MH)116-p-B(OH)3 diazirine H trihydroxy(4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)borate l-3,o-1,2-2 ppt-CH3CN,sup,sup inCD3OD afterC 200417.als
COMNT
DATIM Fri Apr 17 20:05:46 2020
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           27
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         21.1 c
SLVNT CD3OD
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           17

 1H-NMR (CD3OD) δ:
 7.47 (2H, d, J = 8.2 Hz),
 6.89 (2H, d, J = 7.6 Hz).

E:\200417\(MH)116-p-B(OH)3 diazirine H trihydroxy(4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)borate l-3,o-1,2-2 ppt-CH3CN,sup,sup inCD3OD afterC 200417.als
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DFILE (MH)116-p-B(OH)3 diazirine C trihydroxy(4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)borate l-3,o-1,2-2 ppt-CH3CN,sup,sup inCD3OD C2600 200417.als

COMNT

DATIM Fri Apr 17 19:57:45 2020

OBNUC 13C

EXMOD BCM

OBFRQ        67.80 MHz

OBSET       135.00 KHz

OBFIN      5200.00 Hz

POINT        32768

FREQU     18306.64 Hz

SCANS         2600

ACQTM       1.7900 sec

PD       1.2100 sec

PW1         3.80 usec

IRNUC 1H

CTEMP         23.3 c

SLVNT CD3OD

EXREF        49.00 ppm

BF         1.20 Hz

RGAIN           26

 13C-NMR (CD3OD) δ:
 134.69 (0H, s),
 128.01 (0H, d, J = 274.3 Hz),
 125.99 (0H, s),
 125.19 (0H, s),
 123.98 (0H, d, J = 273.8 Hz),
 119.94 (0H, d, J = 274.9 Hz),
 29.73 (0H, q, J = 39.1 Hz).

E:\200417\(MH)116-p-B(OH)3 diazirine C trihydroxy(4-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)borate l-3,o-1,2-2 ppt-CH3CN,sup,sup inCD3OD C2600 200417.als
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Sodium trihydroxy(3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)borate 18 
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DFILE (MH)116-m-B(OH)3 diazirine H trihydroxy(3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)borate 3-1 CH3CN,sup inCD3OD 200519.als
COMNT
DATIM Tue May 19 15:54:54 2020
OBNUC 1H
EXMOD NON
OBFRQ       270.05 MHz
OBSET       112.00 KHz
OBFIN      5800.00 Hz
POINT        16384
FREQU      5401.76 Hz
SCANS           32
ACQTM       3.0331 sec
PD       1.0000 sec
PW1         5.00 usec
IRNUC 1H
CTEMP         22.9 c
SLVNT CD3OD
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           20

 1H-NMR (CD3OD) δ:
 7.50 (1H, d, J = 7.3 Hz),
 7.21 (1H, s),
 7.12 (1H, t, J = 7.6 Hz),
 6.90 (1H, d, J = 7.9 Hz).

E:\200520\(MH)116-m-B(OH)3 diazirine H trihydroxy(3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)borate 3-1 CH3CN,sup inCD3OD 200519.als
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DFILE (MH)116-m-B(OH)3 diazirine C trihydroxy(3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)borate 3-1 CH3CN,sup inCD3OD C10000 200520.als

COMNT

DATIM Wed May 20 05:13:46 2020

OBNUC 13C

EXMOD BCM

OBFRQ        67.80 MHz

OBSET       135.00 KHz

OBFIN      5200.00 Hz

POINT        32768

FREQU     18306.64 Hz

SCANS        10000

ACQTM       1.7900 sec

PD       1.2100 sec

PW1         3.80 usec

IRNUC 1H

CTEMP         23.4 c

SLVNT CD3OD

EXREF        39.50 ppm

BF         1.20 Hz

RGAIN           27

 13C-NMR (CD3OD) δ:
 133.65 (0H, s),
 129.69 (0H, s),
 125.56 (0H, s),
 125.18 (0H, s),
 121.89 (0H, s),
 121.86 (0H, d, J = 272.1 Hz),
 27.80 (0H, d, J = 39.1 Hz).

E:\200520\(MH)116-m-B(OH)3 diazirine C trihydroxy(3-(3-(trifluoromethyl)-3H-diazirin-3-yl)phenyl)borate 3-1 CH3CN,sup inCD3OD C10000 200520.als
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