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Figure S1. Comparison of the methyl regions in the 'H NMR spectra of 13, 14 and the
decomposition spectrum of 13 in CDCl; to identify isomer 13x
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[Ru{BH(mt),}(CO)(PPhs);] (5)

'H NMR Spectrum of Complex 5
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Temperature 298.0
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| Temperature 298.1
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! Pulse Width 10.2500
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| L Time
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b b - Date 43:17
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KMADb145 _filterair_hexane_the
net2o_CDCI3/ 11/ fid
Origin Bruker BioSpin GmbH
Owner av400bb
Solvent CDCI3
Temperature 299.9
Pulse Sequence zgpg30
Experiment 1D
Number of Scans 64
Receiver Gain 193
Relaxation Delay 2.0000
Pulse Width 8.0000
Acquisition Time 0.5112
Acquisition Date 2017-02-24T15:40:08
Spectrometer Frequency 161.98
Spectral Width 64102.6
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1B{'H} NMR Spectrum of Complex 5
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thenet2o_CDCI3/ 13/ fid
Origin Bruker BioSpin GmbH
Owner av400bb
Solvent CDCI3
Temperature 300.0
Pulse Sequence zgpg
Experiment 1D
Number of Scans 200
Receiver Gain 193
Relaxation Delay 0.2000
Pulse Width 10.0000
Acquisition Time 1.2845
Acquisition Date 2017-02-24T19:01:46
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Spectral Width 25510.2
Lowest Frequency -12754.9
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[Ru{BH(mt),}(CO)»(PPhs)] (12)

'H NMR Spectrum of Complex 12
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31p{*H} NMR Spectrum of Complex 12
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[Ru{BH(mt),}(CO)(PMe,Ph)(PPhs)] (13)

'H NMR Spectrum of Complex 13 in CDCl3
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11B{*H} NMR Spectrum of Complex 13 in CDCl;
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NMR spectra in CD,Cl,

'H NMR Spectrum of Complex 13
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Pulse Sequence 1D_H.go
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Receiver Gain 163
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[Ru{BH(mt).}(CO)(PMe:Ph),] (14)

'H NMR Spectrum of Complex 14
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Expansion of *C{*H} NMR Spectrum of Complex 14
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31p{*H} NMR Spectrum of Complex 14
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1B NMR Spectrum of Complex 14
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[Ru{BH(mt).}(CO)}{P(OMe)s}.] (15)

'H NMR Spectrum of Complex 15
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31p{IH} NMR Spectrum of Complex 15
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1B{*H} NMR Spectrum of Complex 15
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[Ru{BH(mt),}(CO)(Z-Ph,PCH=CHPPh,)] (16)

'H NMR Spectrum of Complex 16
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Owner hill
Solvent CDCI3
Temperature  298.1
Pulse 1D_H.go
Sequence
Experiment 1D
Number of 8
Scans
Relaxation 1.0000
Delay
Acquisition 1.4549
Time
Acquisition 2018-04-30T16:51:30
Date
Spectrometer 700.22
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eposivam ‘JL L Sk
i f
8 &
3] i
T T T T T T T T T T T T T T T T T T T
12.0 11.0 10.0 9.0 .0 4.0 3.0 2.0 1.0 0.0
13¢{*'H} NMR Spectrum of Comp
ONT—TOINOAMANTNMILNOANOOMNMNMMNMONNONTNOT ANIIMNINNAANNONOM
HOOUOTANOOIOITNMHOTLOT ANHOONITITMNMHOONETAINITNTITITMNOOMNNNODDNLIN T O
C OO LSTPRBBOOINDINNNGII IO O OO I RRPRBBBBBBONVBID OO S M
COVOVOVOITITTTTTTONMMN MO MMM ANNNNNNNNNNNANNNNNNNM
T A A A A A A A A A A A A A A A A A A A A A A AT A A A A A A A A A A A A A A A A A A A
—_— e | ——— —
Parameter Value
Data File C:/ Users/ Kathy/
Name Documents/ 1PhD
Thesis/ Chapter Ru-B/
Raw Fids Boratrane/
KMAc156_13C_CDCI3/
2/ fid
Origin Bruker BioSpin GmbH
Owner hill
Solvent CDCI3
Temperature 298.3
Pulse 1D_C.go
Sequence
Experiment 1D
Number of 17000
Scans
Relaxation 2.0000
Delay
Acquisition 0.9088
Time
Acquisition ~ 2018-07-06T18:34:19
Date
Spectrometer 150.88
Frequency
Nucleus 13C "
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31p{IH} NMR Spectrum of Complex 16
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Parameter Value inun ~N
Data File C:/ Users/ Kathy/ RR bt
Name Documents/ 1PhD Thesis/ ~ |
Chapter Ru-B/ Raw Fids
Boratrane/
KMAc156_recryst_CDCI3/
11/ fid
Origin Bruker BioSpin GmbH
Owner av400bb
Solvent CDCI3
Temperature 300.0
Pulse 2gpg30
Sequence
Experiment 1D
Number of 64
Scans
Relaxation 2.0000
Delay
Acquisition 0.5112
Time
Acquisition 2018-07-06T18:06:28
Date
Spectrometer 161.98
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Nucleus 31P
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Parameter Value S ©
Data File C:/ Users/ Kathy/ "? 'T
Name Documents/ 1PhD Thesis/
Chapter Ru-B/ Raw Fids
Boratrane/
KMAc156_recryst_CDCI3/
12/ fid
Origin Bruker BioSpin GmbH
Owner av400bb
Solvent CDCI3
Temperature 300.0
Pulse zgpg
Sequence
Experiment 1D
Number of 200
Scans
Relaxation ~ 0.2000
Delay
Acquisition 1.2845
Time
Acquisition ~ 2018-07-06T18:13:22 1
Date
Spectrometer 128.38 )
Frequency
Nucleus 11B
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