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Confirmation of MW 540 isolated in-house as Romidepsin

Supplement Figure 1. HPLC Chromatogram of Romidepsin (from Sigma Aldrich)



Supplement Figure 2. HPLC Chromatogram of MW 540 (in-house from Burkholderia sp. strain 
A396)

Supplement Figure 3. HPLC Chromatogram of Romidepsin, MW 540 and Mixture of Romidepsin 
-MW 540

Supplement Figure 4. ESIMS data for MW 540 (isolated in-house from Burkholderia sp. strain 
A396)



Supplement Figure 5. ESIMS data for Romidepsin



Supplement Figure 6. ESIMS data for Mixture of Romidepsin -MW 540 (1:1)

Supplement Figure 7. 1H NMR Spectrum of MW 540 in CD3OD-d4, 600 MHz
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Supplement Figure 8. 13C NMR Spectrum of MW 540 in CD3OD-d4, 150 MHz
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Supplement Figure 9. 1H NMR Spectrum of Romidepsin in CD3OD-d4, 600 MHz
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Supplement Figure 10. 13C NMR Spectrum of Romidepsin in CD3OD-d4, 150 MHz
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Supplement Table 1. 1H and 13C NMR assignment for MW 540 and Romidepsin (600 MHz in 
CD3OD-d4) 

MW 540 Romidepsin

Assignment H (mult., J (Hz)) C H (mult., J (Hz)) C

Acy                      1  172.74  172.74
 2 2.68 (dd, 12, 2) 37.75 2.68 (dd, 12, 2) 37.75
  2.89 (dd, 12, 2)  2.89 (dd, 12, 2)  
 3 5.62 (m) 71.24 5.62 (m) 71.24
 4 5.66 (m) 130.49 5.66 (m) 130.49
 5 5.8 (m) 129.67 5.8 (m) 129.67
 6 2.62 (2H, m) 30.11 2.62 (2H, m) 30.11
 7 3.15 (m) 38.14 3.15 (m) 38.14
  3.01 (m)  3.01 (m)  

D- Val1                     NH     
  3.96 (d, 6) 62.7 3.96 (d, 6) 62.7
  2.22 (m) 29 2.22 (m) 29
  1.13 (3H, d, 6) 18.33 1.13 (3H, d, 6) 18.33
  1.09 (3H, d, 6) 18.12 1.09 (3H, d, 6) 18.12
 CO  172.68  172.68



D-Cys2               NH     
  4.62 (dd, 12, 6) 57.48 4.62 (dd, 12, 6) 57.48
  3.21 (2H, m) 35.24 3.21 (2H, m) 35.24
      
 CO  169.32  169.32

*Deh3                   NH     
   129.87  129.87
  6.2 (q, 6) 128.06 6.2 (q, 6) 128.06
  1.72 (3H, d 6) 12.25 1.72 (3H, d 6) 12.25
 CO  167.34  167.34

L-Val4              NH     
  4.29 (d, 6) 59.17 4.29 (d, 6) 59.17
  2.29 (m) 30.64 2.29 (m) 30.64
  0.99 (3H, d, 6) 17.83 0.99 (3H, d, 6) 17.83
  1.03 (3h, d, 6) 17.67 1.03 (3h, d, 6) 17.67
 CO  168.97  168.97

*Dehydrobutyrine

Supplemental figure 11 A) Alignment of atHDAC19 to 5iwg and 1c3r using MAFFT version 7 and 
visualized with ESPript





B) Alignment of entire 5iwg with residues 15-383 of atHDAC19

########################################
# Program: needle
# Rundate: Mon 25 Feb 2019 23:05:32
# Commandline: needle
#    -auto
#    -stdout
#    -asequence emboss_needle-I20190225-230531-0025-4345346-p1m.asequence
#    -bsequence emboss_needle-I20190225-230531-0025-4345346-p1m.bsequence
#    -datafile EBLOSUM62
#    -gapopen 10.0
#    -gapextend 0.5
#    -endopen 10.0
#    -endextend 0.5
#    -aformat3 pair
#    -sprotein1
#    -sprotein2
# Align_format: pair
# Report_file: stdout
########################################

#=======================================
#
# Aligned_sequences: 2
# 1: 5iwg
# 2: hdac19
# Matrix: EBLOSUM62
# Gap_penalty: 10.0
# Extend_penalty: 0.5
#
# Length: 368
# Identity:     245/368 (66.6%)
# Similarity:   309/368 (84.0%)
# Gaps:           0/368 ( 0.0%)
# Score: 1427.0
# 
#
#=======================================

5iwg               1 GKKKVCYYYDGDIGNYYYGQGHPMKPHRIRMTHNLLLNYGLYRKMEIYRP     50
                     .|:||||:||.::||||||||||||||||||||.||.:|||.:.|::.:|
hdac19             1 VKRKVCYFYDPEVGNYYYGQGHPMKPHRIRMTHALLAHYGLLQHMQVLKP     50

5iwg              51 HKATAEEMTKYHSDEYIKFLRSIRPDNMSEYSKQMQRFNVGEDCPVFDGL    100
                     ..|...::.::|:|:|:.|||||.|:...:..:|::||||||||||||||
hdac19            51 FPARDRDLCRFHADDYVSFLRSITPETQQDQIRQLKRFNVGEDCPVFDGL    100

5iwg             101 FEFCQLSTGGSVAGAVKLNRQQTDMAVNWAGGLHHAKKSEASGFCYVNDI    150
                     :.|||...||||.|:||||....|:|:|||||||||||.|||||||||||
hdac19           101 YSFCQTYAGGSVGGSVKLNHGLCDIAINWAGGLHHAKKCEASGFCYVNDI    150

5iwg             151 VLAILELLKYHQRVLYIDIDIHHGDGVEEAFYTTDRVMTVSFHKYGEYFP    200
                     |||||||||.|:||||:|||||||||||||||.|||||||||||:|:|||
hdac19           151 VLAILELLKQHERVLYVDIDIHHGDGVEEAFYATDRVMTVSFHKFGDYFP    200

5iwg             201 GTGDLRDIGAGKGKYYAVNFPMRDGIDDESYGQIFKPIISKVMEMYQPSA    250
                     |||.::|||.|.||||::|.|:.||||||||..:||||:.||||:::|.|



hdac19           201 GTGHIQDIGYGSGKYYSLNVPLDDGIDDESYHLLFKPIMGKVMEIFRPGA    250

5iwg             251 VVLQCGADSLSGDRLGCFNLTVKGHAKCVEVVKTFNLPLLMLGGGGYTIR    300
                     ||||||||||||||||||||::||||:||:.:::||:|||:|||||||||
hdac19           251 VVLQCGADSLSGDRLGCFNLSIKGHAECVKFMRSFNVPLLLLGGGGYTIR    300

5iwg             301 NVARCWTYETAVALDCEIPNELPYNDYFEYFGPDFKLHISPSNMTNQNTP    350
                     ||||||.|||.|||..|:.:::|.::|:||||||:.||::||||.|:|:.
hdac19           301 NVARCWCYETGVALGVEVEDKMPEHEYYEYFGPDYTLHVAPSNMENKNSR    350

5iwg             351 EYMEKIKQRLFENLRMLP    368
                     :.:|:|:..|..||..|.
hdac19           351 QMLEEIRNDLLHNLSKLQ    368



C) Clash score results from MolProbity

D) Ramachandran plot from MolProbity


