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Supplementary data: NMR and MS spectra 

 

 

Fig.1. 1HNMR of Hentriacontane 

Fig. 2. 13CNMR of Hentriacontane 
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1H NMR (400 MHz, CDCl3) δ 5.35 (d, J = 5.0 Hz, 1H), 3.52 (tt, J = 10.6, 4.7 Hz, 1H), 2.34 – 2.17
(m, 2H), 2.09 – 1.91 (m, 3H), 1.91 – 1.77 (m, 3H), 1.76 – 1.41 (m, 13H), 1.41 – 1.30 (m, 4H), 1.29
(d, J = 7.2 Hz, 4H), 1.25 (s, 7H), 1.24 – 1.07 (m, 9H), 1.02 (d, J = 7.9 Hz, 8H), 0.93 – 0.86 (m, 6H),
0.86 – 0.82 (m, 5H), 0.82 – 0.72 (m, 5H), 0.69 (d, J = 7.5 Hz, 3H).

Parameter Value

1 Data File Name / Users/ rebeccaakande/ OneDrive -
University of Pretoria/ NMR2/ Rebecca-
CPD- 55/ 10/ f id

2 Tit le 55

3 Origin Bruker BioSpin GmbH

4 Owner nmrsu

5 Instrument spect

6 Author Rebecca Akande

7 Solvent CDCl3

8 Temperature 297.4

9 Pulse Sequence zg30

10 Experiment 1D

11 Probe Z820201_0164  (PA BBI 400S1 H- BB-D-05
Z)

12 Number of  Scans 128

13 Receiver Gain 181.0

14 Relaxation Delay 1.0000

15 Pulse Width 9.0000

16 Presaturation Frequency

17 Acquisit ion Time 4.0894

18 Acquisit ion Date 2020-08-29T10 48 25

19 Modification Date 2020-08-29T10 48 26

20 Purity 98.37 %

21 Spectrum Quality - 0.229

22 Spectrometer Frequency 400.21

23 Spectral Width 8012.8

24 Lowest  Frequency -1544.8

25 Nucleus 1H

26 Acquired Size 32768

27 Spectral Size 65536

28 Digital Resolution 0.12

Fig. 3. 1HNMR of Stigmasterol 
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Fig. 4. 13CNMR of Stigmasterol 

Fig. 5. LCMS of stigmasterol 
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Peak True - sample "20210305F Rebecca 50:1", peak 181, at 2120.4 s
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Library Hit - similarity 874, "Nonacos-1-ene"

Fig. 6. LCMS of stigmasterol 

Fig 7. MS of Nonacosene 
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Peak True - sample "20210305G Rebecca 124 (4):1", peak 263, at 1854.3 s
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Library Hit - similarity 849, "Carbonic acid, methyl tetradecyl ester"

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

100000

200000

300000

400000

500000

600000

700000

800000

900000

1000000
 57 

 43 

 71 

 85 

 99 
 113 

 127  141  155  169  183  197  211  225  239  253  267  281  295  309  408  337  323  351  365  379  429  455  469  492 

Peak True - sample "20210305E Rebecca 63:1", peak 67, at 1960.8 s
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Library Hit - similarity 933, "Hentriacontane"

Fig. 9. MS of Hentriacontane 

Fig. 8. MS of Carbonic acid 
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Peak True - sample "20210305D Rebecca 124(3):1", peak 167, at 1922.5 s
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Library Hit - similarity 794, "D:B-Friedo-B':A'-neogammacer-5-en-3-ol, (3á)-"

Fig 10. MS of D:B-Friedo-B′:A′-neogammacer-5-en-3-ol, (3𝛂) 


