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Table S1. Orthogonal assay results for analog 8 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 
 
Table S2. Enzymatic profiling of analogs 8 and 17 in targeted kinase panel 
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8 73 47 90 73 98 76 79 97 87 77 88 79 68 132 56 97 81 
17 88 14 70 97 81 72 89 77 72 79 77 82 77 79 72 92 98 

a Compounds tested at a single concentration (1 μM) in duplicate 
 
 

Table S3. Orthogonal assay results for analog 17 

Kinase DiscoverX PoC value Assay format (source) IC50 value (nM) 

PIP5K1C 0 Enzymatic (Eurofins) 160 

PIKFYVE 0 Enzymatic (SignalChem) 
and NanoBRET (SGC-UNC) 9.3 and 11.4 

TYK2(JH2domai
n-pseudokinase) 10 NanoBRET (RBC) >10000 

MYLK4 14 Enzymatic (RBC) 35 

PIP4K2C 15 NanoBRET (SGC-UNC) 76.6 

RIPK5 23 Enzymatic (RBC) 3900 

Kinase DiscoverX PoC value Assay format (source) IC50 or Kd value (nM) 

PIKFYVE 0.1 Enzymatic (SignalChem) and 
NanoBRET (SGC-UNC) 6.9 and 4.01 

MYLK4 1.8 Enzymatic (RBC) and 
NanoBRET (SGC-UNC) 66 and 265 

MEK1 4.5 Enzymatic (Eurofins) >10000 

RIPK5 5.2 Enzymatic (RBC) >10000 

IRAK3 9.2 NTa - 

MEK2 9.6 Enzymatic (Eurofins) >10000 

DYRK1A 9.9 Enzymatic (Eurofins) 2040 

YSK4 9.9 Enzymatic (RBC) 4020 

ULK3 11 Enzymatic (Eurofins) >10000 

MEK4 12 Enzymatic (Eurofins) >10000 

HASPIN 13 Enzymatic (Eurofins) 1400 

STK16 14 Enzymatic (Eurofins) 560 
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a NT: not tested, no assay available. 
 

 
Figure S1. Visualization of DiscoverX scanMAX results and PIKfyve NanoBRET curves for 
chemical probe candidates (A) 17 (S10(1 μM)) and (B) 8 (S10(1 μM)) and (C) negative control 
compound 30 (S35(1 μM)). 
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CLK2 20 Enzymatic (Eurofins) 290 

CDK7 20 Enzymatic (Eurofins) >10000 

IRAK4 21 Enzymatic (Eurofins) 4500 

AURKB 23 Enzymatic (Eurofins) 1400 

DYRK1B 26 Enzymatic (Eurofins) 380 

CLK1 30 Enzymatic (Eurofins) 420 

RIOK2 32 NT - 

CLK4 34 Enzymatic (Eurofins) 440 

PIP4K2C 53 NanoBRET (SGC-UNC) and 
binding (DiscoverX) 

>10000 and  
1900 

MAP4K5 96 Enzymatic (Eurofins) and 
NanoBRET (SGC-UNC) 89 and >10000 
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Figure S2. NanoBRET curves and corresponding IC50 values for chemical probe candidate 17 
versus most potent off-target kinases. 
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Figure S3. Cell viability data determined by LDH assay in DBT cells after 10 h of continuous 
treatment. Plot of average values from n = 3 for compounds that exhibit IC50 <100 nM in MHV-
nLuc assay and negative control 30. 
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Figure S4. Individual replicates corresponding to effect of PIKfyve inhibitors on replication of 
MHV-nLuc in DBT cells in Figure 4A. 
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Figure S5. Effect of indolyl pyrimidinamines and remdesivir (positive control) on viral 
replication (open circles) in A549–ACE2 cells infected with SARS-CoV-2-nLuc (n = 4). Cell 
viability determined by LDH assay (closed circles) in A549–ACE2 cells (n = 2). These 
individual graphs correspond with the compounds included in Figure 4C. Error bars represent 
SEM. 

-9 -8 -7 -6 -5
0

50

100

0

50

100

Log [Inhibitor], M○ 
S

A
R

S
-C

oV
-2

 In
hi

bi
tio

n 
(%

)
Analog 8

● C
ell V

iability (%
)

-9 -8 -7 -6 -5

-50

0

50

100

-100

0

100

Log [Inhibitor], M

○ 
S

A
R

S
-C

oV
-2

 In
hi

bi
tio

n 
(%

) Analog 30

● C
ell V

iability (%
)

-9 -8 -7 -6 -5

0

50

100

0

50

100

Log [Inhibitor], M

○ 
S

A
R

S
-C

oV
-2

 In
hi

bi
tio

n 
(%

) Analog 26
● C

ell V
iability (%

)

-9 -8 -7 -6 -5
0

50

100

0

50

100

Log [Inhibitor], M

○ 
S

A
R

S
-C

oV
-2

 In
hi

bi
tio

n 
(%

) Remdesivir

● C
ell V

iability (%
)



 S8 

 
Figure S6. Uptake of bald GFP lentivirus is not inhibited by PIKfyve inhibitors. Calu-3 cells 
were incubated with 1 µM of each compound (or DMSO) for 1 h followed by the addition of the 
bald GFP lentivirus for 12 h. Cells were fixed and stained with Hoechst to label nuclei. Cells 
were also imaged for GFP, following transduction from the pseudovirus. Scale bar (shown in 
white in the bottom right corner of images) = 100 μm. Bar graph shows the quantification of bald 
GFP lentivirus infection from experiments: n = 9 from three independent experiments, mean ± 
SD; one-way ANOVA followed Tukey’s test; ns = not significant when p >0.05. 
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Figure S7. Quantification of fluorescence from Lysotracker staining in Figure 7. 
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Compound Characterization – Experimental Spectra 
 
2-bromo-5,6,7,8,9,10-hexahydrocyclohepta[b]indol (34). 
1H NMR 
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13C NMR 

 
LC Chromatogram HRMS 
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LC Chromatogram LCMS 

 
HRMS 
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6-bromo-1,2,3,9-tetrahydro-4H-carbazol-4-one (36).  
1H NMR 

 

FP-9-2 #1316-1357 RT: 5.69-5.86 AV: 42 NL: 4.60E7
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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13C NMR 

 
LC Chromatogram HRMS 
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LC Chromatogram LCMS 
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2-bromo-6,7,8,9-tetrahydrocyclohepta[b]indol-10(5H)-one (37).  
1H NMR 

 
 
13C NMR 
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LC Chromatogram HRMS

 
LC Chromatogram LCMS 
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HRMS 

 

 
 
 
 
 
 

FP-11-2 #958-1013 RT: 4.14-4.38 AV: 56 NL: 8.29E8
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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2-bromo-5,6,7,8,9,10-hexahydro-11H-cycloocta[b]indol-11-one (38).  
1H NMR 

 
13C NMR 

 
 

������������������������������������������	��	��
��
������������
�������

���

�

��

���

���

���

���

���

���

���

���

���

���

���

���

	����
���������������������

�
��
�

�
�

�

�
��
�

�
��
�

�
��
	

�
��
�

�
�

�

�
��
	

�
��



�
��
�

�
��
�

�
��
�

�
�	
�

�
�	
�

�
�	
�

�
�	
�

�
�	
�

�
�	
�

�
��
�
��
�
�
�
�
�
�

�
�

�

�
�

�

�
�

�

�
��
�

�
��
	

�
��
�

	
��
�

	
��
�

	
��



	
��
�

	
��
�

	
��
�

	
��
�

	
��
�



��
	



��
	



��
	

���������������	�
��������������������������	��
�������
�������

�

���

����

����

����

����

����

��	���������������������
�
�
�	



�
�
��
�

�
�
��
�

�
�
�	
�

�


��
�
��
�
�
�
�
�
�

�
�
��
�

�
�
�
��
�

�
�
�
��
�

�
�
�
��
�

�
�
�
��



�
�
�
��
�

�
�
	
�	
�

�
�
�
��
	

�
�
�
��
	

�


�
��
�



 

 S20 

LC Chromatogram HRMS 

 
LC Chromatogram LCMS 
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HRMS 

 

 
 
 
 
 
 

FP-12-1 #969-1036 RT: 4.19-4.48 AV: 68 NL: 2.44E9
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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FP-12-1 #969-1036 RT: 4.19-4.48 AV: 68 NL: 2.44E9
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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10-bromo-6,7-dihydro-5H-pyrimido[5,4-c]carbazol-2-amine (42).  
 1H NMR 

 
13C NMR 
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LC Chromatogram HRMS 

 
 
HRMS 
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FP-19-2 #723-783 RT: 3.12-3.38 AV: 61 NL: 6.33E8
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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11-bromo-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-b]indol-2-amine (43).  
1H NMR 

 

FP-19-2 #723-783 RT: 3.12-3.38 AV: 61 NL: 6.33E8
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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13C NMR 

 
 
LC Chromatogram HRMS 
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LC Chromatogram LCMS 

 
HRMS
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FP-22-1 #683-758 RT: 2.95-3.28 AV: 76 NL: 6.39E8
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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12-bromo-6,7,8,9-tetrahydro-5H-pyrimido[4',5':3,4]cycloocta[1,2-b]indol-2-amine (44). 
1H NMR 

 

FP-22-1 #683-758 RT: 2.95-3.28 AV: 76 NL: 6.39E8
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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13C NMR 

 
 
LC Chromatogram HRMS 
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LC Chromatogram LCMS 
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HRMS

 
 
 
 
 
 

FP-17-1 #708-771 RT: 3.06-3.33 AV: 64 NL: 5.57E9
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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FP-17-1 #708-771 RT: 3.06-3.33 AV: 64 NL: 5.57E9
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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 S31 

4-(2-amino-6,7-dihydro-5H-pyrimido[5,4-c]carbazol-10-yl)-2-methylbut-3-yn-2-ol (1).  
1H NMR 

 
13C NMR 
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 S32 

LC Chromatogram

 

 O602765$1   *O602765$1**O602765$1*
MaxPeak:  95.03%  
Ret_Time: 0.916 min
 

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0

200

400

600

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\08.2019\02-\L179092R\002-D5F-F1-O602765$1.D)
 0.916

 0.973

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0
100
200
300

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\08.2019\02-\L179092R\002-D5F-F1-O602765$1.D)

䣯䣫䣰0.5 1 1.5
0

200000
400000
600000
800000

MSD1 TIC, MS File (D:\DATA\08.2019\02-\L179092R\002-D5F-F1-O602765$1.D)  ES-API, Scan, Frag: 100, "PO
 0.926

 0.982

䣯䣫䣰0.5 1 1.5
0

20000

40000

60000

MSD2 TIC, MS File (D:\DATA\08.2019\02-\L179092R\002-D5F-F1-O602765$1.D)  ES-API, Scan, Frag: 100, "NE
 0.925

 0.984

䣯䣫䣰0.5 1 1.5

䣯䣘

50

100

150

 ADC1 A, ELSD (D:\DATA\08.2019\02-\L179092R\002-D5F-F1-O602765$1.D)

Mol Wt              318.37
Exact Mass        318.17
#  Time   Area%
-----------------
1  0.916  95.03
2  0.973   4.97
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400
0

50

*MSD1 SPC, time=0.929 of D:\DATA\08.2019\02-\L179092R\002-D5F-F1-O602765$1.D  ES-API, Scan, Frag: 100, "POS"

 320.2

 319.2

RT  0.926

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=0.979 of D:\DATA\08.2019\02-\L179092R\002-D5F-F1-O602765$1.D  ES-API, Scan, Frag: 100, "POS"

 487.2 404.2

 403.2

RT  0.982

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=0.925 of D:\DATA\08.2019\02-\L179092R\002-D5F-F1-O602765$1.D  ES-API, Scan, Frag: 100, "NEG"

 318.2

 317.0

RT  0.925

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=0.983 of D:\DATA\08.2019\02-\L179092R\002-D5F-F1-O602765$1.D  ES-API, Scan, Frag: 100, "NEG"

 487.2
 402.0

 485.2
 401.2

RT  0.984

    Inj.Date 8/2/2019             CH     <invalid> -8-      Acq. Method C:\Chem32\->   ->
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HRMS
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 S34 

4-(2-amino-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-b]indol-11-yl)-2-methylbut-3-
yn-2-ol (AMG28).  
1H NMR 
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 S35 

LC Chromatogram

 
 
 
 
 
 

 O546425$2  *O546425$2**O546425$2*MaxPeak:  96.35%  
Ret_Time: 0.961 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

50

100

150

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\0729\L177756R\002-D6F-A1-O546425$2.D)

������

������

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

50

100

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\0729\L177756R\002-D6F-A1-O546425$2.D)

䣯䣫䣰0 0.5 1 1.5
0

100000
200000
300000
400000

 MSD1 TIC, MS File (D:\DATA\0729\L177756R\002-D6F-A1-O546425$2.D)  ES-API, Scan, Frag: 100, "POS"

������

䣯䣫䣰0 0.5 1 1.5
0

10000

20000

30000

 MSD2 TIC, MS File (D:\DATA\0729\L177756R\002-D6F-A1-O546425$2.D)  ES-API, Scan, Frag: 100, "NEG"

������

䣯䣫䣰0 0.5 1 1.5

䣎䣕䣗

88.35

88.4

88.45

88.5

 ELS1 A, ELS1A, ELSD Signal (D:\DATA\0729\L177756R\002-D6F-A1-O546425$2.D)

Mol Wt               332.4
Exact Mass        332.19
#  Time   Area%
-----------------
1  0.940   3.65
2  0.961  96.35
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=0.971 of D:\DATA\0729\L177756R\002-D6F-A1-O546425$2.D  ES-API, Scan, Frag: 100, "POS"

������

������

RT  0.973

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=0.975 of D:\DATA\0729\L177756R\002-D6F-A1-O546425$2.D  ES-API, Scan, Frag: 100, "NEG"

������������

������

RT  0.973

    Inj.Date 7/29/2019            LT     <invalid> 13       Acq. Method C:\Chem32\->   ->
 



 

 S36 

4-(2-amino-6,7,8,9-tetrahydro-5H-pyrimido[4',5':3,4]cycloocta[1,2-b]indol-12-yl)-2-methylbut-
3-yn-2-ol (2).  
1H NMR 
 

 
13C NMR 
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 S37 

LC Chromatogram 

 

 O518950$2  *O518950$2**O518950$2*MaxPeak:  95.56%  
Ret_Time: 0.990 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

100

200

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\0718\L175406R\007-D6B-A6-O518950$2.D)

������

������������

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

100

200

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\0718\L175406R\007-D6B-A6-O518950$2.D)

䣯䣫䣰0 0.5 1 1.5
0

200000
400000
600000
800000

 MSD1 TIC, MS File (D:\DATA\0718\L175406R\007-D6B-A6-O518950$2.D)  ES-API, Scan, Frag: 100, "POS"

������

������������

䣯䣫䣰0 0.5 1 1.5
0

20000

40000

60000

 MSD2 TIC, MS File (D:\DATA\0718\L175406R\007-D6B-A6-O518950$2.D)  ES-API, Scan, Frag: 100, "NEG"

������

������

䣯䣫䣰0 0.5 1 1.5

䣎䣕䣗

9.4

9.6

9.8

 ELS1 A, ELS1A, ELSD Signal (D:\DATA\0718\L175406R\007-D6B-A6-O518950$2.D)

Mol Wt              346.43
Exact Mass        346.21
#  Time   Area%
-----------------
1  0.990  95.56
2  1.055   2.18
3  1.141   2.26
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.004 of D:\DATA\0718\L175406R\007-D6B-A6-O518950$2.D  ES-API, Scan, Frag: 100, "POS"

������

������

RT  1.001

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.062 of D:\DATA\0718\L175406R\007-D6B-A6-O518950$2.D  ES-API, Scan, Frag: 100, "POS"

������ ������������ ������������������ ������ ��������� ������

������
������

RT  1.059

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.154 of D:\DATA\0718\L175406R\007-D6B-A6-O518950$2.D  ES-API, Scan, Frag: 100, "POS"

������������

������

RT  1.154

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=1.000 of D:\DATA\0718\L175406R\007-D6B-A6-O518950$2.D  ES-API, Scan, Frag: 100, "NEG"

������
������

������

RT  1.002

    Inj.Date 7/18/2019            LT     <invalid> 13       Acq. Method C:\Chem32\->   ->
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HRMS 
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 S39 

4-(3-(2-aminopyrimidin-4-yl)-1H-indol-5-yl)-2-methylbut-3-yn-2-ol (3).  
1H NMR 
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 S40 

LC Chromatogram

 
 
 
 

 P961853$3  *P961853$3**P961853$3*MaxPeak:  100.00%  
Ret_Time: 0.771 min
 

min0 0.5 1 1.5

mAU

200

400

 DAD1 A, Sig=215,16 Ref=off (D:\DATE\FEB\1502\VST\L226516R\003-D1B-A2-P961853$3.D)

������

min0 0.5 1 1.5

mAU

-100

0

100

200

 DAD1 B, Sig=254,16 Ref=off (D:\DATE\FEB\1502\VST\L226516R\003-D1B-A2-P961853$3.D)

min0 0.5 1 1.5
0

500000
1000000
1500000
2000000

 MSD1 TIC, MS File (D:\DATE\FEB\1502\VST\L226516R\003-D1B-A2-P961853$3.D)  ES-API, Fast Scan, Frag: 1

������

min0 0.5 1 1.5
0

20000

40000

60000

80000

 MSD2 TIC, MS File (D:\DATE\FEB\1502\VST\L226516R\003-D1B-A2-P961853$3.D)  ES-API, Fast Scan, Frag: 1

������

min0 0.5 1 1.5

LSU

83.5

84

84.5

 ELS1 A, ELS1A, ELSD Signal (D:\DATE\FEB\1502\VST\L226516R\003-D1B-A2-P961853$3.D)

Mol Wt              292.33
Exact Mass        292.15
#  Time   Area%
-----------------
1  0.771  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

m/z100 200 300 400 500
0

50

*MSD1 SPC, time=0.776 of D:\DATE\FEB\1502\VST\L226516R\003-D1B-A2-P961853$3.D  ES-API, Fast Scan, Frag: 100, "POS"

������ ������

������

RT  0.780

m/z100 200 300 400 500
0

10
20
30

*MSD2 SPC, time=0.782 of D:\DATE\FEB\1502\VST\L226516R\003-D1B-A2-P961853$3.D  ES-API, Fast Scan, Frag: 100, "NEG"

������ ������
������

������

RT  0.782

    Inj.Date 2/17/2020            Y                         Acq. Method C:\Users\ ->   ->
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10-(pyridin-4-ylethynyl)-6,7-dihydro-5H-pyrimido[5,4-c]carbazol-2-amine (4). 
1H NMR 

 
13C NMR 
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LC Chromatogram 

 

 O600988$1   *O600988$1**O600988$1*
MaxPeak:  96.28%  
Ret_Time: 0.858 min
 

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0

200

400

600

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\08.2019\02-\L179092R\003-D5F-F2-O600988$1.D)
 0.858

 0.975

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0

100

200

300

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\08.2019\02-\L179092R\003-D5F-F2-O600988$1.D)

䣯䣫䣰0.5 1 1.5
0

200000

400000

600000

MSD1 TIC, MS File (D:\DATA\08.2019\02-\L179092R\003-D5F-F2-O600988$1.D)  ES-API, Scan, Frag: 100, "PO
 0.866

 0.981

䣯䣫䣰0.5 1 1.5
0

10000

20000

30000

MSD2 TIC, MS File (D:\DATA\08.2019\02-\L179092R\003-D5F-F2-O600988$1.D)  ES-API, Scan, Frag: 100, "NE
 0.867

 0.983

䣯䣫䣰0.5 1 1.5

䣯䣘

40
60
80

100

 ADC1 A, ELSD (D:\DATA\08.2019\02-\L179092R\003-D5F-F2-O600988$1.D)

Mol Wt              337.38
Exact Mass        337.15
#  Time   Area%
-----------------
1  0.858  96.28
2  0.975   3.72
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=0.862 of D:\DATA\08.2019\02-\L179092R\003-D5F-F2-O600988$1.D  ES-API, Scan, Frag: 100, "POS"

 339.2

 338.0 169.6

RT  0.866

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=0.979 of D:\DATA\08.2019\02-\L179092R\003-D5F-F2-O600988$1.D  ES-API, Scan, Frag: 100, "POS"

 498.0 169.8  318.2
 497.2

 315.0 249.2

RT  0.981

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=0.867 of D:\DATA\08.2019\02-\L179092R\003-D5F-F2-O600988$1.D  ES-API, Scan, Frag: 100, "NEG"

 337.0

 336.0

RT  0.867

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=0.983 of D:\DATA\08.2019\02-\L179092R\003-D5F-F2-O600988$1.D  ES-API, Scan, Frag: 100, "NEG"

 532.2 334.0

 312.8
 314.8

RT  0.983

    Inj.Date 8/2/2019             CH     <invalid> -8-      Acq. Method C:\Chem32\->   ->
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HRMS
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11-(pyridin-4-ylethynyl)-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-b]indol-2-amine 
(5).  
1H NMR 

 
13C NMR 
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LC Chromatogram 

 

�2������������ *O614479$21**O614479$21*MaxPeak:  96.99%  
Ret_Time: 1.253 min
 

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0
25
50
75

 DAD1 A, Sig=215,16 Ref=off (D:\DATE\0812-\L181049R\SAMPL000023.D)

 1.253

 1.336

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0

20

40

 DAD1 B, Sig=254,16 Ref=off (D:\DATE\0812-\L181049R\SAMPL000023.D)

䣯䣫䣰0.5 1 1.5
0

200000

400000

 MSD1 TIC, MS File (D:\DATE\0812-\L181049R\SAMPL000023.D)  ES-API, Scan, Frag: 100, "POS"

 1.263

䣯䣫䣰0.5 1 1.5
0

20000

40000

60000

 MSD2 TIC, MS File (D:\DATE\0812-\L181049R\SAMPL000023.D)  ES-API, Scan, Frag: 100, "NEG"

 1.261
 1.316

䣯䣫䣰0.5 1 1.5

䣯䣘

25

26

27

 ADC1 A, ELSD (D:\DATE\0812-\L181049R\SAMPL000023.D)

Mol Wt               351.4
Exact Mass        351.17
#  Time   Area%
-----------------
1  1.253  96.99
2  1.336   3.01
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.262 of D:\DATE\0812-\L181049R\SAMPL000023.D  ES-API, Scan, Frag: 100, "POS"

������ ������
������

������

RT  1.263

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=1.258 of D:\DATE\0812-\L181049R\SAMPL000023.D  ES-API, Scan, Frag: 100, "NEG"

������������������ ������

������

RT  1.261

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=1.316 of D:\DATE\0812-\L181049R\SAMPL000023.D  ES-API, Scan, Frag: 100, "NEG"

������ ������ ������������ ������������ ������������

������

RT  1.316

    Inj.Date 8/12/2019            E      P2-F-02   -6-      Acq. Method C:\CHEM32\->   ->
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HRMS 

 
 
 
 
 

AA-3-17 #593-658 RT: 2.56-2.84 AV: 66 NL: 1.44E8
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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12-(pyridin-4-ylethynyl)-6,7,8,9-tetrahydro-5H-pyrimido[4',5':3,4]cycloocta[1,2-b]indol-2-
amine (6).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 

 O519555$2  *O519555$2**O519555$2*MaxPeak:  97.95%  
Ret_Time: 0.929 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

200

400

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\0718\L175406R\004-D6B-A3-O519555$2.D)

������

������

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

100

200

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\0718\L175406R\004-D6B-A3-O519555$2.D)

䣯䣫䣰0 0.5 1 1.5
0

200000
400000
600000
800000

 MSD1 TIC, MS File (D:\DATA\0718\L175406R\004-D6B-A3-O519555$2.D)  ES-API, Scan, Frag: 100, "POS"

������

������

䣯䣫䣰0 0.5 1 1.5
0

20000

40000

60000

 MSD2 TIC, MS File (D:\DATA\0718\L175406R\004-D6B-A3-O519555$2.D)  ES-API, Scan, Frag: 100, "NEG"

������

䣯䣫䣰0 0.5 1 1.5

䣎䣕䣗

9.5

10

10.5

 ELS1 A, ELS1A, ELSD Signal (D:\DATA\0718\L175406R\004-D6B-A3-O519555$2.D)

Mol Wt              365.43
Exact Mass        365.19
#  Time   Area%
-----------------
1  0.929  97.95
2  1.041   2.05
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=0.937 of D:\DATA\0718\L175406R\004-D6B-A3-O519555$2.D  ES-API, Scan, Frag: 100, "POS"

������

������ ������

RT  0.941

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.046 of D:\DATA\0718\L175406R\004-D6B-A3-O519555$2.D  ES-API, Scan, Frag: 100, "POS"

������������������ ������

������
������

RT  1.050

䣯䢱䣼200 300 400 500
0

50

*MSD2 SPC, time=0.941 of D:\DATA\0718\L175406R\004-D6B-A3-O519555$2.D  ES-API, Scan, Frag: 100, "NEG"

������
������

������

RT  0.941

    Inj.Date 7/18/2019            LT     <invalid> 13       Acq. Method C:\Chem32\->   ->
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1-(2-amino-6,7-dihydro-5H-pyrimido[5,4-c]carbazol-10-yl)-4-methylpent-1-yn-3-ol (10).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 

 O614079$1  *O614079$1**O614079$1*MaxPeak:  95.34%  
Ret_Time: 1.047 min
 

min0 0.5 1 1.5

mAU

0
200
400
600
800

 DAD1 A, Sig=215,16 Ref=off (D:\DATE\AUS\0408\L179310R\003-D4F-A2-O614079$1.D)

������

������

������

min0 0.5 1 1.5

mAU

0

200

400

 DAD1 B, Sig=254,16 Ref=off (D:\DATE\AUS\0408\L179310R\003-D4F-A2-O614079$1.D)

min0 0.5 1 1.5
0

50000
100000
150000
200000

 MSD1 TIC, MS File (D:\DATE\AUS\0408\L179310R\003-D4F-A2-O614079$1.D)  ES-API, Scan, Frag: 100, "POS

������

������

min0 0.5 1 1.5
0

10000

20000

30000

 MSD2 TIC, MS File (D:\DATE\AUS\0408\L179310R\003-D4F-A2-O614079$1.D)  ES-API, Scan, Frag: 100, "NEG

������

������

min0 0.5 1 1.5

LSU

10

15

20

 ELS1 A, ELS1A, ELSD Signal (D:\DATE\AUS\0408\L179310R\003-D4F-A2-O614079$1.D)

Mol Wt               332.4
Exact Mass        332.19
#  Time   Area%
-----------------
1  1.020   3.34
2  1.047  95.34
3  1.164   1.33
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

m/z100 200 300 400
0

50

*MSD1 SPC, time=1.054 of D:\DATE\AUS\0408\L179310R\003-D4F-A2-O614079$1.D  ES-API, Scan, Frag: 100, "POS"

������

������

RT  1.058

m/z100 200 300 400 500
0

2

4

*MSD1 SPC, time=1.171 of D:\DATE\AUS\0408\L179310R\003-D4F-A2-O614079$1.D  ES-API, Scan, Frag: 100, "POS"

������ ������ ��������� ������ ������������
������

������
������������

RT  1.171

m/z200 300 400 500
0
5

10

*MSD2 SPC, time=1.059 of D:\DATE\AUS\0408\L179310R\003-D4F-A2-O614079$1.D  ES-API, Scan, Frag: 100, "NEG"

������

������

RT  1.059

m/z350 400 450 500 550
0

2

*MSD2 SPC, time=1.167 of D:\DATE\AUS\0408\L179310R\003-D4F-A2-O614079$1.D  ES-API, Scan, Frag: 100, "NEG"

������������������
������ ������
������

RT  1.171

    Inj.Date 8/4/2019             Y      <invalid> -14-     Acq. Method C:\Chem32\->   ->
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HRMS
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1-(2-amino-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-b]indol-11-yl)-4-methylpent-1-
yn-3-ol (11).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 
 
 
 

 O605407$11   *O605407$11**O605407$11*MaxPeak:  95.56%  
Ret_Time: 0.998 min
 

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0

250

500

750

 DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\08\08_11\VS\L180959D\049-D4B-A1-O605407$11.D)

������

������ ������

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0

200

400

 DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\08\08_11\VS\L180959D\049-D4B-A1-O605407$11.D)

䣯䣫䣰0.5 1 1.5
0

200000

400000

600000

800000

MSD1 TIC, MS File (D:\WORK\D\08\08_11\VS\L180959D\049-D4B-A1-O605407$11.D)  ES-API, Scan, Frag: 100,

������

������

䣯䣫䣰0.5 1 1.5
0

20000

40000

MSD2 TIC, MS File (D:\WORK\D\08\08_11\VS\L180959D\049-D4B-A1-O605407$11.D)  ES-API, Scan, Frag: 100,

������

������ ������

䣯䣫䣰0.5 1 1.5

䣯䣘

50

100

150

 ADC1 A, ELSD (D:\WORK\D\08\08_11\VS\L180959D\049-D4B-A1-O605407$11.D)

Mol Wt              346.43
Exact Mass        346.21
#  Time   Area%
-----------------
1  0.998  95.56
2  1.071   1.72
3  1.262   2.72
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.013 of D:\WORK\D\08\08_11\VS\L180959D\049-D4B-A1-O605407$11.D  ES-API, Scan, Frag: 100, "POS"

������

������

RT  1.012

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.272 of D:\WORK\D\08\08_11\VS\L180959D\049-D4B-A1-O605407$11.D  ES-API, Scan, Frag: 100, "POS"

������������������������ ������������������
������

������

RT  1.270

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=1.009 of D:\WORK\D\08\08_11\VS\L180959D\049-D4B-A1-O605407$11.D  ES-API, Scan, Frag: 100, "NEG"

������������

������

RT  1.009

䣯䢱䣼200 300 400 500
0

50

*MSD2 SPC, time=1.084 of D:\WORK\D\08\08_11\VS\L180959D\049-D4B-A1-O605407$11.D  ES-API, Scan, Frag: 100, "NEG"

������������ ������ ������������������ ������ ��������� ������ ������ ������������
������

������
������

RT  1.084

   Inj.Date  8/11/2019             K     <invalid> -9-       Acq. Method C:\Chem32\-> ->
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HRMS 
 

 

 
 
 
 
 

FP-25-1 #5-100 RT: 0.02-0.43 AV: 96 NL: 9.88E8
T: FTMS + p ESI Full ms [150.0000-2000.0000]

200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000
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FP-25-1 #5-100 RT: 0.02-0.43 AV: 96 NL: 9.88E8
T: FTMS + p ESI Full ms [150.0000-2000.0000]
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10-((1-methyl-1H-imidazol-5-yl)ethynyl)-6,7-dihydro-5H-pyrimido[5,4-c]carbazol-2-amine (14).  
1H NMR 

 
 
13C NMR 
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LC Chromatogram

 
 
 

 O604497$1   *O604497$1**O604497$1*
MaxPeak:  98.86%  
Ret_Time: 0.810 min
 

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0
200
400
600

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\08.2019\03-\L179177D\SAMPL000073.D)
 0.810

 1.021

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0
200
400
600

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\08.2019\03-\L179177D\SAMPL000073.D)

䣯䣫䣰0.5 1 1.5
0

200000

400000

600000

 MSD1 TIC, MS File (D:\DATA\08.2019\03-\L179177D\SAMPL000073.D)  ES-API, Scan, Frag: 100, "POS"
 0.825

 1.038

䣯䣫䣰0.5 1 1.5
0

10000

20000

30000

 MSD2 TIC, MS File (D:\DATA\08.2019\03-\L179177D\SAMPL000073.D)  ES-API, Scan, Frag: 100, "NEG"
 0.824

䣯䣫䣰0.5 1 1.5

䣯䣘

25
50
75

100
125

 ADC1 A, ELSD (D:\DATA\08.2019\03-\L179177D\SAMPL000073.D)

Mol Wt              340.38
Exact Mass        340.16
#  Time   Area%
-----------------
1  0.810  98.86
2  1.021   1.14
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=0.821 of D:\DATA\08.2019\03-\L179177D\SAMPL000073.D  ES-API, Scan, Frag: 100, "POS"

 341.2

 171.2

RT  0.825

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.038 of D:\DATA\08.2019\03-\L179177D\SAMPL000073.D  ES-API, Scan, Frag: 100, "POS"

 497.2
 171.2

 249.2

RT  1.038

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=0.825 of D:\DATA\08.2019\03-\L179177D\SAMPL000073.D  ES-API, Scan, Frag: 100, "NEG"

 340.0

 339.0

RT  0.824

    Inj.Date 8/3/2019             CH     P1-A-01   -5-      Acq. Method C:\CHEM32\->   ->
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HRMS 
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10-(cyclopropylethynyl)-6,7-dihydro-5H-pyrimido[5,4-c]carbazol-2-amine (15).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 

 O602822$2   *O602822$2**O602822$2*
MaxPeak:  96.33%  
Ret_Time: 1.007 min
 

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0
100
200
300

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\08.2019\05\L179373R\012-D7F-A7-O602822$2.D)

 0.691

 1.007

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0

100

200

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\08.2019\05\L179373R\012-D7F-A7-O602822$2.D)

䣯䣫䣰0.5 1 1.5
0

200000

400000

600000

MSD1 TIC, MS File (D:\DATA\08.2019\05\L179373R\012-D7F-A7-O602822$2.D)  ES-API, Scan, Frag: 100, "PO

 0.697

 1.019

䣯䣫䣰0.5 1 1.5
0

10000

20000

MSD2 TIC, MS File (D:\DATA\08.2019\05\L179373R\012-D7F-A7-O602822$2.D)  ES-API, Scan, Frag: 100, "NE
 1.018

䣯䣫䣰0.5 1 1.5

䣯䣘

40

50

60

70

 ADC1 A, ELSD (D:\DATA\08.2019\05\L179373R\012-D7F-A7-O602822$2.D)

Mol Wt              300.36
Exact Mass        300.16
#  Time   Area%
-----------------
1  0.691   3.67
2  1.007  96.33
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=0.695 of D:\DATA\08.2019\05\L179373R\012-D7F-A7-O602822$2.D  ES-API, Scan, Frag: 100, "POS"

 101.2  155.2  277.2

 276.4

RT  0.697

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.021 of D:\DATA\08.2019\05\L179373R\012-D7F-A7-O602822$2.D  ES-API, Scan, Frag: 100, "POS"

 302.2

 301.2

RT  1.019

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=1.017 of D:\DATA\08.2019\05\L179373R\012-D7F-A7-O602822$2.D  ES-API, Scan, Frag: 100, "NEG"

 300.2

 299.2

RT  1.018

    Inj.Date 8/5/2019             CH     <invalid> -9-      Acq. Method C:\Chem32\->   ->
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HRMS 
 

 
 
10-(3-(dimethylamino)prop-1-yn-1-yl)-6,7-dihydro-5H-pyrimido[5,4-c]carbazol-2-amine (16).  
1H NMR 

 

AA-3-19 #787-854 RT: 3.40-3.69 AV: 68 NL: 5.22E8
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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13C NMR 
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LC Chromatogram 

 

 O696137$1   *O696137$1**O696137$1*MaxPeak:  100.00%  
Ret_Time: 0.689 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0
200
400
600
800

 DAD1 A, Sig=215,10 Ref=off (D:\WORK\D\08\08_21\L183426R\SAMPL001.D)

������

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

-200
0

200
400

 DAD1 B, Sig=254,10 Ref=off (D:\WORK\D\08\08_21\L183426R\SAMPL001.D)

䣯䣫䣰0 0.5 1 1.5

500000

1000000

1500000

 MSD1 TIC, MS File (D:\WORK\D\08\08_21\L183426R\SAMPL001.D)  API-ES, Scan, Frag: 120, "Pos"

������

䣯䣫䣰0 0.5 1 1.5
0

200000

400000

 MSD2 TIC, MS File (D:\WORK\D\08\08_21\L183426R\SAMPL001.D)  , Scan, Frag: 120, "Neg"

������

䣯䣫䣰0 0.5 1 1.5

䣯䣘

20

30

40

 ADC1 B, ELSD (D:\WORK\D\08\08_21\L183426R\SAMPL001.D)

Mol Wt              317.39
Exact Mass        317.19
#  Time   Area%
-----------------
1  0.689  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=0.718 of D:\WORK\D\08\08_21\L183426R\SAMPL001.D  API-ES, Scan, Frag: 120, "Pos"

������ ������ ������

������ ������������

RT  0.713

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=0.708 of D:\WORK\D\08\08_21\L183426R\SAMPL001.D  , Scan, Frag: 120, "Neg"

������
������

������

RT  0.711

   Inj.Date  8/21/2019             K     P2-A-01   -SL-      Acq. Method C:\HPCHEM\-> ->
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HRMS 
 

 

 
 
 
 

AA-3-27 #501-558 RT: 2.16-2.41 AV: 58 NL: 5.09E7
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
el

at
iv

e 
Ab

un
da

nc
e

318.17134

273.11349
199.98799

343.19175
435.25044

609.35506 1952.34975708.44834 1827.69705833.24239 1399.266241105.64570 1199.83179906.26043 1554.10412 1696.14877

AA-3-27 #501-558 RT: 2.16-2.41 AV: 58 NL: 3.34E7
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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 S66 

11-(3-(dimethylamino)prop-1-yn-1-yl)-5,6,7,8-tetrahydropyrimido[4’,5’:3,4]cyclohepta[1,2-
b]indol-2-amine (17).  
1H NMR 

 
13C NMR 
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LC Chromatogram 

 

 O694483$1   *O694483$1**O694483$1*MaxPeak:  100.00%  
Ret_Time: 0.723 min
 

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

25
50
75

100

 DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\08\08_21\L183516R\002-D7F-A1-O694483$1.D)

������

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

-40
-20

0
20
40

 DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\08\08_21\L183516R\002-D7F-A1-O694483$1.D)

䣯䣫䣰0.5 1 1.5
0

20000
40000
60000
80000

MSD1 TIC, MS File (D:\WORK\D\08\08_21\L183516R\002-D7F-A1-O694483$1.D)  ES-API, Scan, Frag: 100, "POS

������

䣯䣫䣰0.5 1 1.5
0

2000

4000

MSD2 TIC, MS File (D:\WORK\D\08\08_21\L183516R\002-D7F-A1-O694483$1.D)  ES-API, Scan, Frag: 100, "NEG

������

䣯䣫䣰0.5 1 1.5

䣯䣘

33

33.5

34

34.5

 ADC1 A, ELSD (D:\WORK\D\08\08_21\L183516R\002-D7F-A1-O694483$1.D)

Mol Wt              331.41
Exact Mass        331.21
#  Time   Area%
-----------------
1  0.723  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400
0

50

*MSD1 SPC, time=0.728 of D:\WORK\D\08\08_21\L183516R\002-D7F-A1-O694483$1.D  ES-API, Scan, Frag: 100, "POS"

������������ ������

������
������������

RT  0.730

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=0.733 of D:\WORK\D\08\08_21\L183516R\002-D7F-A1-O694483$1.D  ES-API, Scan, Frag: 100, "NEG"

����������� ������������ ��������� ������

������

RT  0.733

   Inj.Date  8/21/2019             K     <invalid> -9-       Acq. Method C:\Chem32\-> ->
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HRMS 

 

 
 
 
 
 

AA-3-25 #520-559 RT: 2.25-2.41 AV: 40 NL: 2.64E7
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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AA-3-25 #520-559 RT: 2.25-2.41 AV: 40 NL: 1.83E7
T: FTMS + c ESI Full ms [150.0000-2000.0000]

331.5 332.0 332.5 333.0 333.5 334.0 334.5 335.0 335.5 336.0 336.5 337.0
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12-(1-methyl-1H-imidazol-5-yl)ethynyl)-6,7,8,9-tetrahydro-5H-pyrimido[4',5':3,4] 
cycloocta[1,2-b]indol-2-amine (27).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 

 O541246$2   *O541246$2**O541246$2*MaxPeak:  100.00%  
Ret_Time: 0.855 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0
250
500
750

 DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\07\07_23\L176509R\005-D6B-A4-O541246$2.D)

������

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0
250
500
750

 DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\07\07_23\L176509R\005-D6B-A4-O541246$2.D)

䣯䣫䣰0 0.5 1 1.5
0

200000

400000

MSD1 TIC, MS File (D:\WORK\D\07\07_23\L176509R\005-D6B-A4-O541246$2.D)  ES-API, Scan, Frag: 100, "PO

������

䣯䣫䣰0 0.5 1 1.5
0

5000

10000

15000

MSD2 TIC, MS File (D:\WORK\D\07\07_23\L176509R\005-D6B-A4-O541246$2.D)  ES-API, Scan, Frag: 100, "NEG

������

䣯䣫䣰0 0.5 1 1.5

䣎䣕䣗

10

12

14

16

 ELS1 A, ELS1A, ELSD Signal (D:\WORK\D\07\07_23\L176509R\005-D6B-A4-O541246$2.D)

Mol Wt              368.43
Exact Mass         368.2
#  Time   Area%
-----------------
1  0.855  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 150 200 250 300 350
0

50

*MSD1 SPC, time=0.862 of D:\WORK\D\07\07_23\L176509R\005-D6B-A4-O541246$2.D  ES-API, Scan, Frag: 100, "POS"

������

������

RT  0.865

䣯䢱䣼200 300 400 500
0

2

*MSD2 SPC, time=0.866 of D:\WORK\D\07\07_23\L176509R\005-D6B-A4-O541246$2.D  ES-API, Scan, Frag: 100, "NEG"

������ ������

������

RT  0.866

   Inj.Date  7/23/2019             K     <invalid> -15-      Acq. Method C:\Chem32\-> ->
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HRMS
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12-(cyclopropylethynyl)-6,7,8,9-tetrahydro-5H-pyrimido[4',5':3,4]cycloocta[1,2-b]indol-2-
amine (28).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 
 

�2����������� *O617249$1**O617249$1*MaxPeak:  97.53%  
Ret_Time: 1.100 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

250

500

750

 DAD1 A, Sig=215,10 Ref=off (D:\DATE\0819\L182749R\SAMPL006.D)

 1.100

 1.318

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

250

500

750

 DAD1 B, Sig=254,10 Ref=off (D:\DATE\0819\L182749R\SAMPL006.D)

䣯䣫䣰0 0.5 1 1.5
0

2000000
4000000
6000000
8000000

 MSD1 TIC, MS File (D:\DATE\0819\L182749R\SAMPL006.D)  API-ES, Scan, Frag: 120, "Pos"

 1.130

䣯䣫䣰0 0.5 1 1.5

100000

200000

 MSD2 TIC, MS File (D:\DATE\0819\L182749R\SAMPL006.D)  , Scan, Frag: 120, "Neg"

 1.135  1.351

䣯䣫䣰0 0.5 1 1.5

䣯䣘

20
30
40
50

 ADC1 A, ADC1 ELSD (D:\DATE\0819\L182749R\SAMPL006.D)

Mol Wt              328.41
Exact Mass         328.2
#  Time   Area%
-----------------
1  1.100  97.53
2  1.318   2.47
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.138 of D:\DATE\0819\L182749R\SAMPL006.D  API-ES, Scan, Frag: 120, "Pos"

������

������

RT  1.130

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=1.128 of D:\DATE\0819\L182749R\SAMPL006.D  , Scan, Frag: 120, "Neg"

������
������

������

RT  1.135

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=1.352 of D:\DATE\0819\L182749R\SAMPL006.D  , Scan, Frag: 120, "Neg"

������������
������

������

������

RT  1.351

    Inj.Date 8/19/2019            E      P2-A-03   VL       Acq. Method C:\HPCHEM\->   ->
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HRMS 

 

 
 
 
 
 

AA-3-23 #810-868 RT: 3.50-3.75 AV: 59 NL: 5.46E8
T: FTMS + c ESI Full ms [150.0000-2000.0000]

200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000
m/z
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1952.05259832.24046 906.25869 1201.57933 1401.25765 1830.320231553.73795 1730.285001069.62894

AA-3-23 #810-868 RT: 3.50-3.75 AV: 59 NL: 5.46E8
T: FTMS + c ESI Full ms [150.0000-2000.0000]

327 328 329 330 331 332 333 334 335 336
m/z
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12-(3-(dimethylamino)prop-1-yn-1-yl)-6,7,8,9-tetrahydro-5H-pyrimido[4',5':3,4] cycloocta[1,2-
b]indol-2-amine (29).  
1H NMR 

 
13C NMR  

 

������������������������������������������	��	��
��
��������
�������

����

�

���

����

����

����

����

����

����

����

����

����

����

����

����

	���

��
����������������
����������� !��� !""#$%��#&# !""#$%��

�
�	
�

�
��
�

�
��
�

�
��
�

�
�

	

�
�

�

�
�

�

�
�

�

�
��
�

�
�	
�

�
��
�

�
��
�

�
��
	

�
��
�
�'
�
�
�
�

�
��
�

	
��
�

	
��
�

	
��
�

	
��
�

	
��
�

	
��





��
�



��
�

���������������	�
��������������������������	�
�������

�

���

����

����

����

����

����

����

����

����

��	����������������
��������������������  !"#��!$!���  !"#���

�
�
��
�

�
�
�	
�

�


��
�

�
�
�	
�

�
�
��
�

�


��
�
��
�
�
�
�

�
�
�

�



�
��
�

�
�
�
��



�
�
�
��
�

�
�
�
��
�

�
�
�
�	
�

�
�
�
�




�
�
�
�

�

�
�
�
��
�

�
�
	
�	
�

�
�
�
��
�

�
�
	
��
�

�
�
	
��
�

�
�
�
��
�



 

 S76 

LC Chromatogram

 
 

 O696164$1   *O696164$1**O696164$1*
MaxPeak:  95.61%  
Ret_Time: 0.793 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

200

400

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\08.2019\19\L182906R\022-D5B-A7-O696164$1.D)

 0.646

 0.793

 1.104

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

200

400

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\08.2019\19\L182906R\022-D5B-A7-O696164$1.D)

䣯䣫䣰0 0.5 1 1.5
0

200000
400000
600000
800000

MSD1 TIC, MS File (D:\DATA\08.2019\19\L182906R\022-D5B-A7-O696164$1.D)  ES-API, Scan, Frag: 100, "PO

 0.658

 0.802

䣯䣫䣰0 0.5 1 1.5
0

10000
20000
30000
40000
50000

MSD2 TIC, MS File (D:\DATA\08.2019\19\L182906R\022-D5B-A7-O696164$1.D)  ES-API, Scan, Frag: 100, "NE

 0.805

䣯䣫䣰0 0.5 1 1.5

䣎䣕䣗

10
11
12
13

 ELS1 A, ELS1A, ELSD Signal (D:\DATA\08.2019\19\L182906R\022-D5B-A7-O696164$1.D)

Mol Wt              345.44
Exact Mass        345.23
#  Time   Area%
-----------------
1  0.646   2.02
2  0.793  95.61
3  1.104   2.36
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

1

2

*MSD1 SPC, time=0.662 of D:\DATA\08.2019\19\L182906R\022-D5B-A7-O696164$1.D  ES-API, Scan, Frag: 100, "POS"

 215.2  430.2

 429.2

RT  0.658

䣯䢱䣼100 200 300 400 500
0

20
40

*MSD1 SPC, time=0.804 of D:\DATA\08.2019\19\L182906R\022-D5B-A7-O696164$1.D  ES-API, Scan, Frag: 100, "POS"

 301.2
 173.6

 347.2

 346.2 151.2

RT  0.802

䣯䢱䣼200 250 300 350 400 450 500
0

1

2

*MSD2 SPC, time=0.808 of D:\DATA\08.2019\19\L182906R\022-D5B-A7-O696164$1.D  ES-API, Scan, Frag: 100, "NEG"

 381.2
 345.2

 380.0
 344.0

RT  0.805

    Inj.Date 8/19/2019            CH     <invalid> -17-     Acq. Method C:\Chem32\->   ->
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HRMS 

 

 
 
 
 
 

AA-3-22 #538-585 RT: 2.32-2.53 AV: 48 NL: 1.24E8
T: FTMS + c ESI Full ms [150.0000-2000.0000]

200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000
m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
el

at
iv

e 
Ab

un
da

nc
e

173.60493

346.20244

301.14462

199.98789

463.28144 691.39782
389.24473

1951.60027610.20570 764.51043 1831.275411402.085871204.92346 1553.50470948.71509 1697.611511107.75065

AA-3-22 #538-585 RT: 2.32-2.53 AV: 48 NL: 5.42E7
T: FTMS + c ESI Full ms [150.0000-2000.0000]

345.0 345.5 346.0 346.5 347.0 347.5 348.0 348.5 349.0 349.5 350.0 350.5 351.0 351.5
m/z
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N-(4-2-amino-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-b]indol-11-yl)-2-methylbut-
3-yn-2-yl)acetamide (18).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 

 Q301618$2   *Q301618$2**Q301618$2*MaxPeak:  97.62%  
Ret_Time: 0.796 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

100

200

300

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\04\09\L239331R\010-D6F-A9-Q301618$2.D)

 0.784

 0.796

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

-50
0

50
100

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\04\09\L239331R\010-D6F-A9-Q301618$2.D)

䣯䣫䣰0 0.5 1 1.5
0

200000
400000
600000
800000

1000000

MSD1 TIC, MS File (D:\DATA\04\09\L239331R\010-D6F-A9-Q301618$2.D)  ES-API, Fast Scan, Frag: 100, "POS
 0.805

䣯䣫䣰0 0.5 1 1.5
0

20000

40000

60000

MSD2 TIC, MS File (D:\DATA\04\09\L239331R\010-D6F-A9-Q301618$2.D)  ES-API, Fast Scan, Frag: 100, "NEG
 0.809

䣯䣫䣰0 0.5 1 1.5

䣎䣕䣗

9.8

10

10.2

 ELS1 A, ELS1A, ELSD Signal (D:\DATA\04\09\L239331R\010-D6F-A9-Q301618$2.D)

Mol Wt              373.45
Exact Mass        373.22
#  Time   Area%
-----------------
1  0.784   2.38
2  0.796  97.62
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=0.803 of D:\DATA\04\09\L239331R\010-D6F-A9-Q301618$2.D  ES-API, Fast Scan, Frag: 100, "POS"

 375.2

 374.2

RT  0.805

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=0.808 of D:\DATA\04\09\L239331R\010-D6F-A9-Q301618$2.D  ES-API, Fast Scan, Frag: 100, "NEG"

 410.2 373.2

 372.2

RT  0.809

    Inj.Date 4/8/2020             LB                        Acq. Method C:\Users\ ->   ->
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HRMS
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N-(4-(2-amino-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-b]indol-11-yl)-2-methylbut-
3-yn-2-yl)methanesulfonamide (19).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 

 Q184368$2  *Q184368$2**Q184368$2*MaxPeak:  95.31%  
Ret_Time: 0.749 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

200

400

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\03\0323\L234990R\006-D5B-A5-Q184368$2.D)

������

������

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

100

200

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\03\0323\L234990R\006-D5B-A5-Q184368$2.D)

䣯䣫䣰0 0.5 1 1.5
0

250000
500000
750000

1000000

 MSD1 TIC, MS File (D:\DATA\03\0323\L234990R\006-D5B-A5-Q184368$2.D)  ES-API, Fast Scan, Frag: 100, "P

������

䣯䣫䣰0 0.5 1 1.5
0

25000
50000
75000

100000

 MSD2 TIC, MS File (D:\DATA\03\0323\L234990R\006-D5B-A5-Q184368$2.D)  ES-API, Fast Scan, Frag: 100, "N
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䣯䣫䣰0 0.5 1 1.5

䣎䣕䣗

10

11

12

 ELS1 A, ELS1A, ELSD Signal (D:\DATA\03\0323\L234990R\006-D5B-A5-Q184368$2.D)

Mol Wt               409.5
Exact Mass        409.18
#  Time   Area%
-----------------
1  0.731   4.69
2  0.749  95.31
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50

*MSD1 SPC, time=0.756 of D:\DATA\03\0323\L234990R\006-D5B-A5-Q184368$2.D  ES-API, Fast Scan, Frag: 100, "POS"

������������������ ������
������
������

RT  0.758

䣯䢱䣼100 200 300 400 500
0
5

10

*MSD2 SPC, time=0.762 of D:\DATA\03\0323\L234990R\006-D5B-A5-Q184368$2.D  ES-API, Fast Scan, Frag: 100, "NEG"

������������ ������������
������
������

RT  0.761

    Inj.Date 3/23/2020            LT                        Acq. Method C:\Users\ ->   ->
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11-(3-methoxy-3-methylbut-1-yn-1-yl)-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-
b]indol-2-amine (20).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 

MaxPeak:  98.70%  
Ret_Time: 2.208 min �4���������� *Q184058$1**Q184058$1*

䣯䣫䣰0 1 2 3 4 5

䣯䣃䣗

0

100

200

 DAD1 A, Sig=215,16 Ref=off (D:\DATE\0317\L233659R\014-D6B-B1-Q184058$1.D)

������

������

䣯䣫䣰0 1 2 3 4 5

䣯䣃䣗

0
50

100
150

 DAD1 B, Sig=254,16 Ref=off (D:\DATE\0317\L233659R\014-D6B-B1-Q184058$1.D)

䣯䣫䣰0 1 2 3 4 5
0

100000
200000
300000
400000

 MSD1 TIC, MS File (D:\DATE\0317\L233659R\014-D6B-B1-Q184058$1.D)  ES-API, Scan, Frag: 100, "POS"
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䣯䣫䣰0 1 2 3 4 5
0

10000

20000

30000

 MSD2 TIC, MS File (D:\DATE\0317\L233659R\014-D6B-B1-Q184058$1.D)  ES-API, Scan, Frag: 100, "NEG"
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䣯䣫䣰0 1 2 3 4 5

䣎䣕䣗

10.5
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12

 ELS1 A, ELS1A, ELSD Signal (D:\DATE\0317\L233659R\014-D6B-B1-Q184058$1.D)

Mol Wt              346.43
Exact Mass        346.21
#  Time   Area%
-----------------
1  2.170   1.30
2  2.208  98.70
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500 600 700
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50

*MSD1 SPC, time=2.220 of D:\DATE\0317\L233659R\014-D6B-B1-Q184058$1.D  ES-API, Scan, Frag: 100, "POS"

������

������

RT  2.223

䣯䢱䣼200 400 600 800
0

50

*MSD2 SPC, time=2.224 of D:\DATE\0317\L233659R\014-D6B-B1-Q184058$1.D  ES-API, Scan, Frag: 100, "NEG"

������

������

RT  2.221

    Inj.Date 3/17/2020            E                -16-     Acq. Method C:\Chem32\->   ->
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4-(2-amino-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-b]indol-11-yl)but-3-yn-2-ol 
(21).  
1H NMR 

 
13C NMR 

 

������������������������������������������	��	��
��
������������
�������

�

����

�����

�����

�����

�����

�����

�����

�����

�����

�����

������	���������

�
��



�
��
�

�
��
�

�
��
�

�
�

�

�
��
�

�
��
�

�
��
�

�
�

�

�
��
�

�
��
�

�
��
�

�
��
	

�
��
	

�
��
	

�
��
	

�
��



�
��



�
��
�

�
�	
�

�
�	
�

�
�	
�

�
�	
�

�
�	
�

�
��
�

�
��
�

�
��
�

�
��
�
��
�
�
�
�

�
�	
�

�
�	
�

�
�	
�

�
�	
�

	
��
�

	
��
�

	
��
�

	
��
�

	
��
�

	
��
�

	
��
�

	
��
�

	
�






�	
	



�	
	



�	
	



�	
	

���������������	�
�������������������������
�������

�����

�

����

�����

�����

�����

�����

�����

�����

�����

�����

�����

�����

�����

�����

�����

�����

	����

	����


����

����������������

�
�
��
�

�
�
��
�

�
�
��
�

�
�
��
�

�


��
�
��
�
�
�
�

�


��
�

	
�
��



	


��
�

�
�
�
��
�

�
�
�
�

�

�
�
�
�	
	

�
�
�
��
�

�
�
�
��
�

�
�
�
�	
�

�
�
	
�

�

�
�
�
��
�

�
�
�
�	
�

�
�
�
��
�

�
�
�
��
�

�
�
�
��
�



 

 S88 

LC Chromatogram

 
 

MaxPeak:  100.00%  
Ret_Time: 0.748 min �4���������� *Q301253$1**Q301253$1*

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

200

400

 DAD1 A, Sig=215,16 Ref=off (D:\DATE\0414\L240396R\006-D5F-A3-Q301253$1.D)

������

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

100

200

 DAD1 B, Sig=254,16 Ref=off (D:\DATE\0414\L240396R\006-D5F-A3-Q301253$1.D)

䣯䣫䣰0 0.5 1 1.5
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 MSD1 TIC, MS File (D:\DATE\0414\L240396R\006-D5F-A3-Q301253$1.D)  ES-API, Fast Scan, Frag: 100, "PO
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 MSD2 TIC, MS File (D:\DATE\0414\L240396R\006-D5F-A3-Q301253$1.D)  ES-API, Fast Scan, Frag: 100, "NE

������

䣯䣫䣰0 0.5 1 1.5

䣎䣕䣗

9.9
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 ELS1 A, ELS1A, ELSD Signal (D:\DATE\0414\L240396R\006-D5F-A3-Q301253$1.D)

Mol Wt              318.37
Exact Mass        318.17
#  Time   Area%
-----------------
1  0.748  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400
0

50

*MSD1 SPC, time=0.754 of D:\DATE\0414\L240396R\006-D5F-A3-Q301253$1.D  ES-API, Fast Scan, Frag: 100, "POS"

������ ������

������

RT  0.758

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=0.760 of D:\DATE\0414\L240396R\006-D5F-A3-Q301253$1.D  ES-API, Fast Scan, Frag: 100, "NEG"

������
������

������

RT  0.762

    Inj.Date 4/14/2020            E                         Acq. Method C:\Users\ ->   ->
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AA-7-12 #6-98 RT: 0.03-0.42 AV: 93 NL: 1.11E9
T: FTMS + p ESI Full ms [150.0000-2000.0000]
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T: FTMS + p ESI Full ms [150.0000-2000.0000]
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4-(2-amino-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-b]indol-11-yl)but-3-yn-1-ol 
(22).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 
 

MaxPeak:  100.00%  
Ret_Time: 0.731 min �4���������� *Q301616$1**Q301616$1*
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䣯䣃䣗
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 DAD1 A, Sig=215,16 Ref=off (D:\DATE\0414\L240396R\007-D5F-A4-Q301616$1.D)
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 DAD1 B, Sig=254,16 Ref=off (D:\DATE\0414\L240396R\007-D5F-A4-Q301616$1.D)
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 MSD1 TIC, MS File (D:\DATE\0414\L240396R\007-D5F-A4-Q301616$1.D)  ES-API, Fast Scan, Frag: 100, "PO
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 MSD2 TIC, MS File (D:\DATE\0414\L240396R\007-D5F-A4-Q301616$1.D)  ES-API, Fast Scan, Frag: 100, "NE
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 ELS1 A, ELS1A, ELSD Signal (D:\DATE\0414\L240396R\007-D5F-A4-Q301616$1.D)

Mol Wt              318.37
Exact Mass        318.17
#  Time   Area%
-----------------
1  0.731  100.00
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*MSD1 SPC, time=0.743 of D:\DATE\0414\L240396R\007-D5F-A4-Q301616$1.D  ES-API, Fast Scan, Frag: 100, "POS"
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RT  0.744
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*MSD2 SPC, time=0.749 of D:\DATE\0414\L240396R\007-D5F-A4-Q301616$1.D  ES-API, Fast Scan, Frag: 100, "NEG"
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RT  0.743

    Inj.Date 4/14/2020            E                         Acq. Method C:\Users\ ->   ->
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AA-7-11 #5-100 RT: 0.02-0.43 AV: 96 NL: 2.34E9
T: FTMS + p ESI Full ms [150.0000-2000.0000]
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AA-7-11 #5-100 RT: 0.02-0.43 AV: 96 NL: 2.34E9
T: FTMS + p ESI Full ms [150.0000-2000.0000]
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4-(2-amino-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-b]indol-11-yl)-2,2-dimethylbut-
3-yn-1-ol (23).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 
 

 Q158596$2   *Q158596$2**Q158596$2*
MaxPeak:  98.28%  
Ret_Time: 0.964 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0
200
400
600
800

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\0312\L232517R\003-D2F-A2-Q158596$2.D)
 0.964

 1.251

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

200

400

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\0312\L232517R\003-D2F-A2-Q158596$2.D)

䣯䣫䣰0 0.5 1 1.5
0

500000

1000000

 MSD1 TIC, MS File (D:\DATA\0312\L232517R\003-D2F-A2-Q158596$2.D)  ES-API, Scan, Frag: 100, "POS"
 0.979

 1.258

䣯䣫䣰0 0.5 1 1.5
0

10000
20000
30000
40000
50000

 MSD2 TIC, MS File (D:\DATA\0312\L232517R\003-D2F-A2-Q158596$2.D)  ES-API, Scan, Frag: 100, "NEG"
 0.978

䣯䣫䣰0 0.5 1 1.5

䣎䣕䣗

10

15

20

 ELS1 A, ELS1A, ELSD Signal (D:\DATA\0312\L232517R\003-D2F-A2-Q158596$2.D)

Mol Wt              346.43
Exact Mass        346.21
#  Time   Area%
-----------------
1  0.964  98.28
2  1.251   1.72
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=0.979 of D:\DATA\0312\L232517R\003-D2F-A2-Q158596$2.D  ES-API, Scan, Frag: 100, "POS"

 375.2
 348.2

 347.2

RT  0.979

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.255 of D:\DATA\0312\L232517R\003-D2F-A2-Q158596$2.D  ES-API, Scan, Frag: 100, "POS"

 347.2 280.0  558.2

 279.0

RT  1.258

䣯䢱䣼200 300 400 500
0

50

*MSD2 SPC, time=0.975 of D:\DATA\0312\L232517R\003-D2F-A2-Q158596$2.D  ES-API, Scan, Frag: 100, "NEG"

 347.2  381.0

 373.0
 345.2

RT  0.978

    Inj.Date 3/12/2020            OA               -15-     Acq. Method C:\Chem32\->   ->
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HRMS 
 

 

 
 
 
 

AA-7-8 #25-100 RT: 0.11-0.43 AV: 76 NL: 1.11E9
T: FTMS + p ESI Full ms [150.0000-2000.0000]
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5-(2-amino-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-b]indol-11-yl)-2-methylpent-4-
yn-2-ol (24).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 

 Q184300$1  *Q184300$1**Q184300$1*MaxPeak:  95.86%  
Ret_Time: 0.749 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

200

400

600

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\03\0323\L234990R\007-D5B-A6-Q184300$1.D)

������

������

������

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

100

200

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\03\0323\L234990R\007-D5B-A6-Q184300$1.D)

䣯䣫䣰0 0.5 1 1.5
0

250000
500000
750000

1000000

 MSD1 TIC, MS File (D:\DATA\03\0323\L234990R\007-D5B-A6-Q184300$1.D)  ES-API, Fast Scan, Frag: 100, "P

������

������

䣯䣫䣰0 0.5 1 1.5
0

25000
50000
75000

100000

 MSD2 TIC, MS File (D:\DATA\03\0323\L234990R\007-D5B-A6-Q184300$1.D)  ES-API, Fast Scan, Frag: 100, "N

������

������

������

䣯䣫䣰0 0.5 1 1.5

䣎䣕䣗

10
11
12
13

 ELS1 A, ELS1A, ELSD Signal (D:\DATA\03\0323\L234990R\007-D5B-A6-Q184300$1.D)

Mol Wt              346.43
Exact Mass        346.21
#  Time   Area%
-----------------
1  0.712   1.50
2  0.749  95.86
3  0.801   2.64
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=0.756 of D:\DATA\03\0323\L234990R\007-D5B-A6-Q184300$1.D  ES-API, Fast Scan, Frag: 100, "POS"

������������
������
������

RT  0.760

䣯䢱䣼100 200 300 400 500
0

20

40

*MSD1 SPC, time=0.814 of D:\DATA\03\0323\L234990R\007-D5B-A6-Q184300$1.D  ES-API, Fast Scan, Frag: 100, "POS"

������ ������ ������
������

������

RT  0.814

䣯䢱䣼100 200 300 400 500
0

0.5
1

1.5

*MSD2 SPC, time=0.715 of D:\DATA\03\0323\L234990R\007-D5B-A6-Q184300$1.D  ES-API, Fast Scan, Frag: 100, "NEG"

������ �����������������
������

������

RT  0.717

䣯䢱䣼100 200 300 400 500
0
5

10
15

*MSD2 SPC, time=0.762 of D:\DATA\03\0323\L234990R\007-D5B-A6-Q184300$1.D  ES-API, Fast Scan, Frag: 100, "NEG"

������ ������
������

������

RT  0.761

    Inj.Date 3/23/2020            LT                        Acq. Method C:\Users\ ->   ->
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HRMS 
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1-(2-amino-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-b]indol-11-yl)-3-methylpent-1-
yn-3-ol (25).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 

 Q227419$1   *Q227419$1**Q227419$1*
MaxPeak:  100.00%  
Ret_Time: 2.135 min
 

䣯䣫䣰1 2 3 4 5

䣯䣃䣗

0

100

200

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\0325\L235658R\011-D5B-A9-Q227419$1.D)
 2.135

䣯䣫䣰1 2 3 4 5

䣯䣃䣗

0

50

100

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\0325\L235658R\011-D5B-A9-Q227419$1.D)

䣯䣫䣰1 2 3 4 5
0

200000
400000
600000
800000

 MSD1 TIC, MS File (D:\DATA\0325\L235658R\011-D5B-A9-Q227419$1.D)  ES-API, Scan, Frag: 100, "POS"
 2.151

䣯䣫䣰1 2 3 4 5
0

20000

40000

60000

 MSD2 TIC, MS File (D:\DATA\0325\L235658R\011-D5B-A9-Q227419$1.D)  ES-API, Scan, Frag: 100, "NEG"
 2.153

䣯䣫䣰1 2 3 4 5

䣯䣃䣷

40

50

60

 ADC1 B, ELSD (D:\DATA\0325\L235658R\011-D5B-A9-Q227419$1.D)

Mol Wt              346.43
Exact Mass        346.21
#  Time   Area%
-----------------
1  2.135  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼200 400 600 800
0

50

*MSD1 SPC, time=2.152 of D:\DATA\0325\L235658R\011-D5B-A9-Q227419$1.D  ES-API, Scan, Frag: 100, "POS"

 348.2

 347.2

RT  2.151

䣯䢱䣼200 400 600 800
0

50

*MSD2 SPC, time=2.156 of D:\DATA\0325\L235658R\011-D5B-A9-Q227419$1.D  ES-API, Scan, Frag: 100, "NEG"

 346.2

 345.2

RT  2.153

    Inj.Date 3/25/2020            OA               -10-     Acq. Method C:\Chem32\->   ->
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HRMS

 
 
 
 
 
 
 
 
 
 
 

�[��

�

���

���

���

���

�

&RXQWV�����YV��$FTXLVLWLRQ�7LPH��PLQ�

��� ��� ��� � ��� ��� ��� ��� � ��� ��� ��� ��� � ��� ��� ��� ��� � ��� ��� ��� ��� �

&SG����&���+���1��2����������(6,�(,&�������������������������������6FDQ�)UDJ �����9�����G�

�����

����� ����� �����

� �

�
�
�

&RPSRXQG�7DEOH�

�
�

&RPSRXQG�&KURPDWRJUDPV

�

�
06�=RRPHG�6SHFWUXP�

'DWD�)LOH ����G 6DPSOH�1DPH (412

6DPSOH�7\SH 6DPSOH 3RVLWLRQ 3��$�

,QVWUXPHQW�1DPH ,QVWUXPHQW�� 8VHU�1DPH 'HQLV�9�%\OLQD

$FT�0HWKRG )DVWB*UDGLHQWB+506BSRVB/RFNB���������P $FTXLUHG�7LPH �������������������$0��87&�������

,50�&DOLEUDWLRQ

6WDWXV
6XFFHVV '$�0HWKRG 4XDO'$0HWKRG�P

&RPPHQW

6DPSOH�*URXS ,QIR�

0)& &��+��1�2 6WUHDP�1DPH /&��

$FTXLVLWLRQ�7LPH

�/RFDO�
�������������������$0��87&������� $FTXLVLWLRQ�6:

9HUVLRQ

�����VHULHV�72)������VHULHV�4�72)�%������
�%�������

72)�'ULYHU�9HUVLRQ ������� 72)�)LUPZDUH

9HUVLRQ
�����

7XQH�0DVV�5DQJH

0D[�
����

/DEHO 7JW�6FRUH
0DVV�(UURU

�SSP�
7JW�)RUPXOD 2EV��57 5HI��0DVV 2EV��0DVV

&SG����&���+���1��2������� ���� ����� &���+���1��2 ����� �������� ��������

2EV��P�] 2EV��57 2EV��0DVV 7JW�)RUPXOD 7JW�0DVV

7JW�0DVV

(UURU

�SSP�

57�'LII�
)LQG�&SGV

$OJRULWKP

������� ����� �������� &���+���1��2 �������� ����� )LQG�%\�)RUPXOD

7DUJHW�&RPSRXQG�6FUHHQLQJ�5HSRUW

3DJH���RI�



 

 S102 

1-(2-amino-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-b]indol-11-yl)-3-ethylpent-1-
yn-3-ol (26).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 
 
 

 Q184057$1  *Q184057$1**Q184057$1*MaxPeak:  100.00%  
Ret_Time: 2.443 min
 

䣯䣫䣰0 1 2 3 4 5

䣯䣃䣗

0

100

200

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\03\0317\L233584R\013-D6F-A6-Q184057$1.D)

������

䣯䣫䣰0 1 2 3 4 5

䣯䣃䣗

-50

0

50

100

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\03\0317\L233584R\013-D6F-A6-Q184057$1.D)

䣯䣫䣰0 1 2 3 4 5
0

200000

400000

600000

 MSD1 TIC, MS File (D:\DATA\03\0317\L233584R\013-D6F-A6-Q184057$1.D)  ES-API, Scan, Frag: 100, "POS"

������

䣯䣫䣰0 1 2 3 4 5
0

10000

20000

30000

 MSD2 TIC, MS File (D:\DATA\03\0317\L233584R\013-D6F-A6-Q184057$1.D)  ES-API, Scan, Frag: 100, "NEG"

������

䣯䣫䣰0 1 2 3 4 5

䣯䣘

30

35

40

 ADC1 A, ELSD (D:\DATA\03\0317\L233584R\013-D6F-A6-Q184057$1.D)

Mol Wt              360.45
Exact Mass        360.23
#  Time   Area%
-----------------
1  2.443  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼200 400 600 800
0

50

*MSD1 SPC, time=2.461 of D:\DATA\03\0317\L233584R\013-D6F-A6-Q184057$1.D  ES-API, Scan, Frag: 100, "POS"

������

������

RT  2.460

䣯䢱䣼200 400 600 800
0

50

*MSD2 SPC, time=2.465 of D:\DATA\03\0317\L233584R\013-D6F-A6-Q184057$1.D  ES-API, Scan, Frag: 100, "NEG"

������

������

RT  2.464

    Inj.Date 3/17/2020            LT               -12-     Acq. Method C:\Chem32\->   ->
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HRMS 
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10-(4-fluorophenyl)-6,7-dihydro-5H-pyrimido[5,4-c]carbazol-2-amine (7).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 

 O578492$1   *O578492$1**O578492$1*MaxPeak:  100.00%  
Ret_Time: 1.093 min
 

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0

200

400

 DAD1 A, Sig=215,16 Ref=off (D:\D\07_29ȼ\1177654D\035-2-O578492$1.D)

 1.093

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0
100
200
300

 DAD1 B, Sig=254,16 Ref=off (D:\D\07_29ȼ\1177654D\035-2-O578492$1.D)

䣯䣫䣰0.5 1 1.5
0

200000

400000

600000

 MSD1 TIC, MS File (D:\D\07_29ȼ\1177654D\035-2-O578492$1.D)  ES-API, Scan, Frag: 100, "POS"

 1.107

䣯䣫䣰0.5 1 1.5
0

20000

40000

 MSD2 TIC, MS File (D:\D\07_29ȼ\1177654D\035-2-O578492$1.D)  ES-API, Scan, Frag: 100, "NEG"

 1.108

䣯䣫䣰0.5 1 1.5

䣯䣘

40

60

80

100

 ADC1 A, ELSD (D:\D\07_29ȼ\1177654D\035-2-O578492$1.D)

Mol Wt              330.36
Exact Mass        330.15
#  Time   Area%
-----------------
1  1.093  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.105 of D:\D\07_29ȼ\1177654D\035-2-O578492$1.D  ES-API, Scan, Frag: 100, "POS"

 333.0

 331.2

RT  1.107

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=1.109 of D:\D\07_29ȼ\1177654D\035-2-O578492$1.D  ES-API, Scan, Frag: 100, "NEG"

 331.2 113.2  443.0 365.2

 329.0

RT  1.108

    Inj.Date 7/29/2019            N      Vial 2    -7-      Acq. Method C:\Chem32\->   ->
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HRMS
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11-(4-fluorophenyl)-5,6,7,8-tetrahydropyrimido[4’,5’:3,4]cyclohepta[1,2-b]indol-2-amine (8).  
1H NMR 

 
13C NMR 

 

������������������������������������������	��	��
��
����������������������������
�������

���

�

��

��

��


�

���

���

���

���

�
�

���

���

���

���

�
�

���

��	�����

�
��



�
��
�

�
��
�

�
��
	

�
��
	

�
��
�

�
��
�

�
��
	

�
��
�

�
�

�

�
��
�

�
��
�

�
��
	

�
��



�
��
�

�
��
�
��
�
�
�
�
�
�

�
��
�

�
��
�

�
��
�

�
��
�

�
��
�

�
��
�

�
��
�

	
��
�

	
��
�

	
��
�

	
��
�

	
��
�

	
��
�

	
��
	

	
��
�

	
��
�

	
��
�

	
��
�

	
�	
�

	
�	
�

	
�	
	

	
�	
	

	
�	



	
�	



	
��
�



��
�



��
�

�
�
��
�

��������������	�
�������������������������
�������

�����

�

����

�����

�����

�����

�����

�����

�����

�����

�����

�����

�����

�����

�����

�����

����������������

�
�
��
�

�
�
��
�

�
�
��
�

�


��
�
��
�
�
�
�

�
�
�
��
�

�
�
�
��



�
�
�
��
�

�
�
�
��
�

�
�
�
��
	

�
�
�
��
�

�
�


��
�

�
�


�

�

�
�


�

	

�
�
�
��
�

�
�
�
��
�

�
�
�
��
�

�
�
�
��
�

�
�
�
��



�
�
�
��
�

�
�
�
��
�

�
�
�
��
�

�
�
�
�	



�
�
�
��
	



 

 S109 

LC Chromatogram

 

 O541244$1   *O541244$1**O541244$1*MaxPeak:  100.00%  
Ret_Time: 1.043 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0
200
400
600

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\07\23\L176391R\006-D2F-A5-O541244$1.D)

 1.043

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

200

400

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\07\23\L176391R\006-D2F-A5-O541244$1.D)

䣯䣫䣰0 0.5 1 1.5
0

500000

1000000

 MSD1 TIC, MS File (D:\DATA\07\23\L176391R\006-D2F-A5-O541244$1.D)  ES-API, Scan, Frag: 100, "POS"

 1.056

䣯䣫䣰0 0.5 1 1.5
0

10000

20000

30000

40000

 MSD2 TIC, MS File (D:\DATA\07\23\L176391R\006-D2F-A5-O541244$1.D)  ES-API, Scan, Frag: 100, "NEG"

 1.057

䣯䣫䣰0 0.5 1 1.5

䪱䣘

0

5

10

15

 ADC1 A, ADC1A, ELSD (D:\DATA\07\23\L176391R\006-D2F-A5-O541244$1.D)

Mol Wt              344.38
Exact Mass        344.17
#  Time   Area%
-----------------
1  1.043  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.055 of D:\DATA\07\23\L176391R\006-D2F-A5-O541244$1.D  ES-API, Scan, Frag: 100, "POS"

 346.0

 345.2

RT  1.056

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=1.059 of D:\DATA\07\23\L176391R\006-D2F-A5-O541244$1.D  ES-API, Scan, Frag: 100, "NEG"

 344.2

 343.2

RT  1.057

    Inj.Date 7/23/2019            LB     <invalid> -11-     Acq. Method C:\Chem32\->   ->
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HRMS
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12-(4-fluorophenyl)-6,7,8,9-tetrahydro-5H-pyrimido[4',5':3,4]cycloocta[1,2-b]indol-2-amine 
(9).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 

 O521269$1  *O521269$1**O521269$1*MaxPeak:  100.00%  
Ret_Time: 1.169 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

200

400

600

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\0718\L175406R\005-D6B-A4-O521269$1.D)

������

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

200

400

600

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\0718\L175406R\005-D6B-A4-O521269$1.D)

䣯䣫䣰0 0.5 1 1.5
0

500000

1000000

1500000

 MSD1 TIC, MS File (D:\DATA\0718\L175406R\005-D6B-A4-O521269$1.D)  ES-API, Scan, Frag: 100, "POS"

������

䣯䣫䣰0 0.5 1 1.5
0

50000

100000

150000

 MSD2 TIC, MS File (D:\DATA\0718\L175406R\005-D6B-A4-O521269$1.D)  ES-API, Scan, Frag: 100, "NEG"

������

䣯䣫䣰0 0.5 1 1.5

䣎䣕䣗

10
12
14
16

 ELS1 A, ELS1A, ELSD Signal (D:\DATA\0718\L175406R\005-D6B-A4-O521269$1.D)

Mol Wt              358.41
Exact Mass        358.19
#  Time   Area%
-----------------
1  1.169  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.179 of D:\DATA\0718\L175406R\005-D6B-A4-O521269$1.D  ES-API, Scan, Frag: 100, "POS"

������

������

RT  1.182

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=1.183 of D:\DATA\0718\L175406R\005-D6B-A4-O521269$1.D  ES-API, Scan, Frag: 100, "NEG"

������
������

������

RT  1.183

    Inj.Date 7/18/2019            LT     <invalid> 13       Acq. Method C:\Chem32\->   ->
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10-(1-methyl-1H-pyrazol-4-yl)-6,7-dihydro-5H-pyrimido[5,4-c]carbazol-2-amine (12). 
1H NMR 

 
13C NMR 
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LC Chromatogram

 

 O578496$1   *O578496$1**O578496$1*MaxPeak:  100.00%  
Ret_Time: 0.885 min
 

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0
250
500
750

1000

 DAD1 A, Sig=215,16 Ref=off (D:\D\07_29ȼ\1177654D\034-1-O578496$1.D)

 0.885

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0
200
400
600

 DAD1 B, Sig=254,16 Ref=off (D:\D\07_29ȼ\1177654D\034-1-O578496$1.D)

䣯䣫䣰0.5 1 1.5
0

200000

400000

600000

 MSD1 TIC, MS File (D:\D\07_29ȼ\1177654D\034-1-O578496$1.D)  ES-API, Scan, Frag: 100, "POS"

 0.900

䣯䣫䣰0.5 1 1.5
0

10000

20000

30000

40000

 MSD2 TIC, MS File (D:\D\07_29ȼ\1177654D\034-1-O578496$1.D)  ES-API, Scan, Frag: 100, "NEG"

 0.900

䣯䣫䣰0.5 1 1.5

䣯䣘

100

200

 ADC1 A, ELSD (D:\D\07_29ȼ\1177654D\034-1-O578496$1.D)

Mol Wt              316.36
Exact Mass        316.16
#  Time   Area%
-----------------
1  0.885  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 150 200 250 300 350
0

50

*MSD1 SPC, time=0.904 of D:\D\07_29ȼ\1177654D\034-1-O578496$1.D  ES-API, Scan, Frag: 100, "POS"

 319.2 159.0

 317.2

RT  0.900

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=0.900 of D:\D\07_29ȼ\1177654D\034-1-O578496$1.D  ES-API, Scan, Frag: 100, "NEG"

 352.2 317.2

 315.0

RT  0.900

    Inj.Date 7/29/2019            N      Vial 1    -7-      Acq. Method C:\Chem32\->   ->
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HRMS
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11-(1-methyl-1H-pyrazol-4-yl)-5,6,7,8-tetrahydropyrimido[4',5':3,4]cyclohepta[1,2-b]indol-2-
amine (13).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 
 
 
 

 O526378$2  *O526378$2**O526378$2*MaxPeak:  100.00%  
Ret_Time: 0.916 min
 

min0.5 1 1.5

mAU

0

200

400

 DAD1 A, Sig=215,16 Ref=off (D:\DATE\JUL\2007\L175824R-PART2\010-D5B-A6-O526378$2.D)

������

min0.5 1 1.5

mAU

0
100
200
300

 DAD1 B, Sig=254,16 Ref=off (D:\DATE\JUL\2007\L175824R-PART2\010-D5B-A6-O526378$2.D)

min0.5 1 1.5
0

100000
200000
300000
400000

 MSD1 TIC, MS File (D:\DATE\JUL\2007\L175824R-PART2\010-D5B-A6-O526378$2.D)  ES-API, Scan, Frag: 10

������

min0.5 1 1.5
0

10000
20000
30000
40000

 MSD2 TIC, MS File (D:\DATE\JUL\2007\L175824R-PART2\010-D5B-A6-O526378$2.D)  ES-API, Scan, Frag: 10

������

min0.5 1 1.5

mV

30
40
50
60
70

 ADC1 A, ELSD (D:\DATE\JUL\2007\L175824R-PART2\010-D5B-A6-O526378$2.D)

Mol Wt              330.39
Exact Mass        330.18
#  Time   Area%
-----------------
1  0.916  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

m/z100 200 300 400 500
0

50

*MSD1 SPC, time=0.929 of D:\DATE\JUL\2007\L175824R-PART2\010-D5B-A6-O526378$2.D  ES-API, Scan, Frag: 100, "POS"

������
������

������

RT  0.928

m/z100 200 300 400 500
0

50

*MSD2 SPC, time=0.933 of D:\DATE\JUL\2007\L175824R-PART2\010-D5B-A6-O526378$2.D  ES-API, Scan, Frag: 100, "NEG"

������ ������

������

RT  0.930

    Inj.Date 7/19/2019            Y      <invalid> -7-      Acq. Method C:\Chem32\->   ->
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HRMS 
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12-cyclopropyl-6,7,8,9-tetrahydro-5H-pyrimido[4’,5’:3,4]cycloocta[1,2-b]indol-2-amine (30).  
1H NMR 

 
13C NMR 
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LC Chromatogram

 
 

 O713582$1   *O713582$1**O713582$1*
MaxPeak:  100.00%  
Ret_Time: 1.083 min
 

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

0

200

400

600

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\09\06\L187149R-PART1\SAMPL000004.D)
 1.083

䣯䣫䣰0.5 1 1.5

䣯䣃䣗

-50
0

50

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\09\06\L187149R-PART1\SAMPL000004.D)

䣯䣫䣰0.5 1 1.5
0

250000
500000
750000

1000000

 MSD1 TIC, MS File (D:\DATA\09\06\L187149R-PART1\SAMPL000004.D)  ES-API, Scan, Frag: 100, "POS"
 1.100

䣯䣫䣰0.5 1 1.5
0

20000
40000
60000
80000

 MSD2 TIC, MS File (D:\DATA\09\06\L187149R-PART1\SAMPL000004.D)  ES-API, Scan, Frag: 100, "NEG"

 1.100

䣯䣫䣰0.5 1 1.5

䣯䣘

30

40

 ADC1 A, ELSD (D:\DATA\09\06\L187149R-PART1\SAMPL000004.D)

Mol Wt              304.39
Exact Mass         304.2
#  Time   Area%
-----------------
1  1.083  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.099 of D:\DATA\09\06\L187149R-PART1\SAMPL000004.D  ES-API, Scan, Frag: 100, "POS"

 306.2

 305.2

RT  1.100

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=1.103 of D:\DATA\09\06\L187149R-PART1\SAMPL000004.D  ES-API, Scan, Frag: 100, "NEG"
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    Inj.Date 9/6/2019             LB     P2-B-03   -3-      Acq. Method C:\CHEM32\->   ->
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AA-3-26 #760-807 RT: 3.28-3.49 AV: 48 NL: 1.44E9
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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AA-3-26 #760-807 RT: 3.28-3.49 AV: 48 NL: 1.44E9
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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