
	
	

Certificate of Analysis 

700, Collip Circle, The Research Park, London, ON, N6G 4X8 
Ph: (647)4079078, e-mail: grusu@esschemco.com, www.esschemco.com  

	
	

	
 
 

Name: Upadacitinib-D4 (major) 

Lot#: GR-19-141 

Test Date: 05/23/2024 (re-test date: 05/23/2029) 

CAS No.: 1310726-60-3 (unlabelled) 

MF: C17H15D4F3N6O 

MW: 384.39 

Appearance: Off-white solid 

Purity: 96.3% by HPLC (average of two sample preparations); >98% atom D 

1H-NMR: Conforms (shows some Hexanes) 

MS-ESI (+) Conforms (shows peaks at m/z = 385.19 [M+H]+ for D4 form and at m/z = 384.18 
[M+H]+ for D3 form) 

Storage Store at -18oC in a dry place away from direct sunlight 

 
 
 
Approved by:        Date:  05/24/2024 
 
 
 
 
 
__________________________ 
Viorica Rusu, QC/QA Manager 
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Upadacitinib-D4 (major)
1H-NMR, 600 MHz
Solvent: DMSO-D6
Lot No.: GR-19-141



ESI Mass Spectrum

Comment ESI+
DA Method AIMS_Accurate_Mass.m Instrument Agilent 6538 UHD Acq Date, Time 22/05/2024 11:51:32 AM
Sample Name GR-19-141 Data File 240522_0309.d Acq Method HRMS.m
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ESI-MS Report

Molecular Formula Generation (MFG)
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MFG Calculator Results
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Ion Species
(M+H)+

m/z
385.1897

Ionic Formula
C17 H16 D4 F3 N6 O

Instrument Agilent 6538 UHD Acq Date, Time 22/05/2024 11:51:32 AM

Comment ESI+

Sample Name GR-19-141 Data File 240522_0309.d

Acq Method HRMS.m DA Method AIMS_Accurate_Mass.m
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=====================================================================
Acq. Operator   : vrusu                          Seq. Line :   2
Acq. Instrument : Instrument 1                    Location : Vial 23
Injection Date  : 5/23/2024 2:16:59 PM                 Inj :   1
                                                Inj Volume : 10.0 µl
Acq. Method     : C:\CHEM32\1\DATA\2024-05-23 13-47-00\VR052324_141.M
Last changed    : 5/23/2024 2:15:37 PM by vrusu
                  (modified after loading)
Analysis Method : C:\CHEM32\1\METHODS\VR052424_141PM.M
Last changed    : 5/24/2024 7:46:08 AM by vrusu
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=====================================================================
                         Area Percent Report                         
=====================================================================
 
Sorted By             :      Signal
Calib. Data Modified  :      5/24/2024 7:44:27 AM
Multiplier:                   :      1.0000
Dilution:                     :      1.0000
Use Multiplier & Dilution Factor with ISTDs
 
 
Signal 1: DAD1 A, Sig=230,4 Ref=290,5
 
Peak RetTime  Type   Width     Area      Area    Name
  #   [min]          [min]   [mAU*s]       %
----|-------|------|-------|----------|--------|---------------------
   1   5.030 BB      0.1556    6.80405   0.0229 ?                                                 
   2   6.650 BB      0.1439    4.79774   0.0162 ?                                                 
   3   7.521 BV      0.3440 2.85849e4   96.3889 Upadacitinib-D4                                   
   4   8.517 VB      0.2472 1046.55920   3.5290 ?                                                 
   5  16.257 BB      0.2105   12.72879   0.0429 ?                                                 
 
Totals :                    2.96558e4 

Data File C:\CHEM32\1\DATA\2024-05-23 13-47-00\023-0201.D
Sample Name: GR-19-141

Instrument 1 5/24/2024 7:46:11 AM vrusu Page 1 of 2



  
=====================================================================
                          *** End of Report ***

Data File C:\CHEM32\1\DATA\2024-05-23 13-47-00\023-0201.D
Sample Name: GR-19-141

Instrument 1 5/24/2024 7:46:11 AM vrusu Page 2 of 2



=====================================================================
Acq. Operator   : vrusu                          Seq. Line :   3
Acq. Instrument : Instrument 1                    Location : Vial 24
Injection Date  : 5/23/2024 2:43:23 PM                 Inj :   1
                                                Inj Volume : 10.0 µl
Acq. Method     : C:\CHEM32\1\DATA\2024-05-23 13-47-00\VR052324_141.M
Last changed    : 5/23/2024 2:15:37 PM by vrusu
                  (modified after loading)
Analysis Method : C:\CHEM32\1\METHODS\VR052424_141PM.M
Last changed    : 5/24/2024 7:46:08 AM by vrusu
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=====================================================================
                         Area Percent Report                         
=====================================================================
 
Sorted By             :      Signal
Calib. Data Modified  :      5/24/2024 7:44:27 AM
Multiplier:                   :      1.0000
Dilution:                     :      1.0000
Use Multiplier & Dilution Factor with ISTDs
 
 
Signal 1: DAD1 A, Sig=230,4 Ref=290,5
 
Peak RetTime  Type   Width     Area      Area    Name
  #   [min]          [min]   [mAU*s]       %
----|-------|------|-------|----------|--------|---------------------
   1   6.623 BB      0.1266    9.42116   0.0302 ?                                                 
   2   7.469 BV      0.3373 3.00708e4   96.2874 Upadacitinib-D4                                   
   3   8.465 VB      0.2552 1135.25513   3.6351 ?                                                 
   4  13.399 BB      0.1932    5.03826   0.0161 ?                                                 
   5  16.143 BB      0.1803    9.72519   0.0311 ?                                                 
 
Totals :                    3.12302e4 

Data File C:\CHEM32\1\DATA\2024-05-23 13-47-00\024-0301.D
Sample Name: GR-19141 spl-2

Instrument 1 5/24/2024 7:46:32 AM vrusu Page 1 of 2



  
=====================================================================
                          *** End of Report ***

Data File C:\CHEM32\1\DATA\2024-05-23 13-47-00\024-0301.D
Sample Name: GR-19141 spl-2

Instrument 1 5/24/2024 7:46:32 AM vrusu Page 2 of 2
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