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Name: Taurolithocholic Acid-D4 

Lot#: GR-19-077 

Test Date: 02/07/2024 (re-test date: 02/07/2029) 

CAS No.: 2410279-96-6 

MF: C26H40D4NNaO5S 

MW: 509.71 

Appearance: White solid 

Purity: 98.0% by HPLC; 99% atom D 

1H-NMR: Conforms 

MS-ESI (-) Conforms (shows peak at m/z = 486.32 [M-Na]-) 

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

 
 
 
 
Approved by:        Date:  02/08/2024 
 
 
 
 
__________________________ 
Viorica Rusu, QC/QA Manager 
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Taurolithocholic Acid-D4 Sodium
1H-NMR, 600 MHz
Solvent: DMSO-D6
Lot No.: GR-19-077



ESI Mass Spectrum

Comment ESI-
DA Method AIMS_Accurate_Mass.m Instrument Agilent 6538 UHD Acq Date, Time 12/02/2024 1:58:09 PM
Sample Name GR-19-077 Data File 240212_4265.d Acq Method HRMS_Negative.m
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ESI-MS Report

Molecular Formula Generation (MFG)

+/-
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Calc Abund (%)

100.0

29.9

9.8

2.0

0.3

Abund (%)

100.0

29.8

8.0

1.6

0.3

489.3222

490.3237

Diff (mDa)

-0.8

-1.1

0.3

-0.3

-0.35

m/z

486.3189

487.3218

488.3213

489.3219

490.3234

Predicted Isotope Match Table

Isotope

1

2

3

4

Calc m/z

486.3197

487.3229

488.3210

DBE

5.5

10.5

6.5

1.5

MFG Score

97.68

90.67

89.39

76.52

+/- (mDa)

-0.8

-2.1

1.9

3.2

+/- (ppm)

-1.6

-4.3

3.9

6.6C21 H40 [2H]4 N3 O7 S

Calc m/z

486.3197

486.3210

486.3170

486.3157

MFG Calculator Results

Target m/z

486.3189

486.3189

486.3189

486.3189

Ionic Formula

C26 H40 [2H]4 N O5 S

C27 H36 [2H]4 N5 O S

C22 H36 [2H]4 N7 O3 S

Target Ion Species

Ion Species
M-

m/z
486.3189

Ionic Formula
C26 H40 [2H]4 N O5 S

Instrument Agilent 6538 UHD Acq Date, Time 12/02/2024 1:58:09 PM

Comment ESI-

Sample Name GR-19-077 Data File 240212_4265.d

Acq Method HRMS_Negative.m DA Method AIMS_Accurate_Mass.m

Page 1 of 1
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Cpd 1: C26 H40 D4 N O5 S: -ESI Scan (0.5-0.6 min, 5 Scans) Frag=150.0V 240212_4265.d  Subtract

Counts vs. Mass-to-Charge (m/z)

475 476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491 492 493 494 495 496 497

m/z Abund
472.31 190.72
482.29 676.63
483.3 257.32
484.3 217.05

485.31 4795.29
486.32 89209.38
486.98 29.21
487.19 34.61
487.32 26555.97
487.66 86.16
488.32 7177.01
489.32 1432.95
490.32 281.51
493.35 94.77
494.29 100.92
504.32 270.03

m/z Abund
486.3197 100
487.3229 29.93
488.321 9.82

489.3222 2.01
490.3237 0.31
491.3255 0.04
492.3274 0



=====================================================================
Acq. Operator   : vrusu                          Seq. Line :   2
Acq. Instrument : Instrument 1                    Location : Vial 25
Injection Date  : 2/7/2024 2:49:23 PM                  Inj :   1
                                                Inj Volume : 10.0 µl
Acq. Method     : C:\CHEM32\1\DATA\2024-02-07 14-31-38\VR020724_077.M
Last changed    : 2/7/2024 2:31:32 PM by vrusu
Analysis Method : C:\CHEM32\1\METHODS\VR020724_077_PM.M
Last changed    : 2/7/2024 3:48:15 PM by vrusu

min0 2 4 6 8 10 12 14

mAU

-200

-100

0

100

200

300

400

500

600

700

 DAD1 A, Sig=205,4 Ref=360,5 (2024-02-07 14-31-38\025-0201.D)

 2.54
5

 3.38
4 -

  T
au

rolith
oc

ho
lic

 A
cid

-D
4 N

a

 
=====================================================================
                         Area Percent Report                         
=====================================================================
 
Sorted By             :      Signal
Calib. Data Modified  :      2/7/2024 3:47:45 PM
Multiplier:                   :      1.0000
Dilution:                     :      1.0000
Do not use Multiplier & Dilution Factor with ISTDs
 
 
Signal 1: DAD1 A, Sig=205,4 Ref=360,5
 
Peak RetTime  Type   Width     Area      Area    Name
  #   [min]          [min]   [mAU*s]       %
----|-------|------|-------|----------|--------|---------------------
   1   3.384 BBA     0.2074 5490.41553  97.9477 Taurolithocholic Acid-D4 Na                       
 
Totals :                    5490.41553  97.9477
 
Uncalibrated Peaks:

Data File C:\CHEM32\1\DATA\2024-02-07 14-31-38\025-0201.D
Sample Name: GR-09-093

Instrument 1 2/7/2024 3:49:08 PM vrusu Page 1 of 2



Peak RetTime  Type   Width     Area      Area    Name
  #   [min]          [min]   [mAU*s]       %
----|-------|------|-------|----------|--------|---------------------
   1   2.545 BBA     0.1087  115.04021   2.0523 ?                                                 
 
Uncalib. totals :            115.04021   2.0523
 
 
=====================================================================
                          *** End of Report ***

Data File C:\CHEM32\1\DATA\2024-02-07 14-31-38\025-0201.D
Sample Name: GR-09-093

Instrument 1 2/7/2024 3:49:08 PM vrusu Page 2 of 2



=====================================================================
Acq. Operator   : vrusu                          Seq. Line :   3
Acq. Instrument : Instrument 1                    Location : Vial 26
Injection Date  : 2/7/2024 3:05:47 PM                  Inj :   1
                                                Inj Volume : 10.0 µl
Acq. Method     : C:\CHEM32\1\DATA\2024-02-07 14-31-38\VR020724_077.M
Last changed    : 2/7/2024 2:31:32 PM by vrusu
Analysis Method : C:\CHEM32\1\METHODS\VR020724_077_PM.M
Last changed    : 2/7/2024 3:48:15 PM by vrusu
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=====================================================================
                         Area Percent Report                         
=====================================================================
 
Sorted By             :      Signal
Calib. Data Modified  :      2/7/2024 3:47:45 PM
Multiplier:                   :      1.0000
Dilution:                     :      1.0000
Do not use Multiplier & Dilution Factor with ISTDs
 
 
Signal 1: DAD1 A, Sig=205,4 Ref=360,5
 
Peak RetTime  Type   Width     Area      Area    Name
  #   [min]          [min]   [mAU*s]       %
----|-------|------|-------|----------|--------|---------------------
   1   3.378 BBA     0.2051 5719.36963  98.0477 Taurolithocholic Acid-D4 Na                       
 
Totals :                    5719.36963  98.0477
 
Uncalibrated Peaks:

Data File C:\CHEM32\1\DATA\2024-02-07 14-31-38\026-0301.D
Sample Name: GR-09-093 spl-2

Instrument 1 2/7/2024 3:49:37 PM vrusu Page 1 of 2



Peak RetTime  Type   Width     Area      Area    Name
  #   [min]          [min]   [mAU*s]       %
----|-------|------|-------|----------|--------|---------------------
   1   2.543 BBA     0.1053  113.88187   1.9523 ?                                                 
 
Uncalib. totals :            113.88187   1.9523
 
 
=====================================================================
                          *** End of Report ***

Data File C:\CHEM32\1\DATA\2024-02-07 14-31-38\026-0301.D
Sample Name: GR-09-093 spl-2

Instrument 1 2/7/2024 3:49:37 PM vrusu Page 2 of 2
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