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Chemical Formula: CagH29F3NgO
Molecular Weight: 562.60
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Current Data Parameters

NAME NSC-830368-I1
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210504

Time 16.51 h
INSTRUM spect
PROBHD 2104450_0348 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 128

DS 2

SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 3.9845889 sec
RG 80.6

DW 60.800 usec
DE 6.50 usec
TE 299.0 K

D1 1.00000000 sec
TDO 1

SFO1 400.1324710 MHz
NUC1 1H

PO 4.97 usec
Pl 14.91 usec
PLW1 9.92000008 W

F2 - Processing parameters
ST 32768

SF 400.1300030 MHz
WDW no

SSB 0

LB 0 Hz

GB 0

PC 1.00
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NAME NSC-830368-I1
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210504

Time 16.51 h
INSTRUM spect
PROBHD 2104450_0348 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 128

DS 2

SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 3.9845889 sec
RG 80.6

DW 60.800 usec
DE 6.50 usec
TE 299.0 K

D1 1.00000000 sec
TDO 1

SFO1 400.1324710 MHz
NUC1 1H

PO 4.97 usec
Pl 14.91 usec
PLW1 9.92000008 W

F2 - Processing parameters
ST 32768

SF 400.1300030 MHz
WDW no

SSB 0

LB 0 Hz

GB 0

PC 1.00
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NAME NSC-830368-I1
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210504

Time 16.51 h
INSTRUM spect
PROBHD 2104450_0348 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 128

DS 2

SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 3.9845889 sec
RG 80.6

DW 60.800 usec
DE 6.50 usec
TE 299.0 K

D1 1.00000000 sec
TDO 1

SFO1 400.1324710 MHz
NUC1 1H

PO 4.97 usec
Pl 14.91 usec
PLW1 9.92000008 W

F2 - Processing parameters
ST 32768

SF 400.1300030 MHz
WDW no

SSB 0

LB 0 Hz

GB 0

PC 1.00



Qualitative Analysis Report

Data Filename

Sample Type
Instrument Name

Acq Method

IRM Calibration Status
Comment

Sample Group

Stream Name LC1

User Chromatograms

830368-11.d Sample Name 830368-11

Sample Position P1-A4

Instrument 1 User Name

Leidos_10min_pos.m Acquired Time 5/4/2021 3:23:14 PM

Not Applicable DA Method uv integration test.m
Info.
Acquisition SW 6400 Series Triple
Version Quadrupole

B.08.00 (B8023.0)

Fragmentor Voltage 135 Collision Energy 0 Ionization Mode ESI
«10 8 |+ESI TIC Scan Frag=135.0V CF=0.000 DF=0.000 830368-11.d
1.2 1
1,
0.8
0.6-
0.4-
0.2
22242628 3 32343638 4 42444648 5 52545658 6 6.26.4 6.6 6.8
Counts vs. Acquisition Time (min)
«10 3 |DAD1 - B:Sig=215,4 Ref=off 830368-I1.d
|
1.5 f
[
“\
14 N
I
N
0.5- J ‘\\
//777144/’7 \ - N
ol
' 22242628 3 32343638 4 42444648 5 52545658 6 6.26.46.66.8
Response Units vs. Acquisition Time (min)
Integration Peak List
Peak Start RT End Height Area Area Sum %
1 3.193 3.393 3.540 1701.5] 6978.1 100.0
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Qualitative Analysis Report

10 3 |DAD1 - A:Sig=254,4 Ref=off 830368-I1.d

2 |

I

15 H‘
H

14 H

H

0.5 N
/|

0 A

22242628 3 32343638 4 42444648 5 52545658 6 6.26.46.6 6.8
Response Units vs. Acquisition Time (min)

Integration Peak List

Peak Start RT End Height Area Area Sum %

1 3.173 3.393 3.560 2266.4] 9168.3 100.0

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
135 0 ESI
%10 6 |*ESI Scan (rt: 3.518 min) Frag=135.0V CF=0.000 DF=0.000 830368-I1.d
7] 282.2000
6,
5,
4,
3,
5. 563.3000
1 i
ol 344.3000 ~  464.2000 601.3000 688.2000
" 250 300 350 400 450 500 550 600 650 700 750 800 850
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z| z Abund
188.5| 2 250118
232.7| 2 160438
239.11 1 121920
282.2 6275821
327.21 1 180548
344.3| 1 206361
388.4 127332
464.2| 1 304638
563.3 1868409
564.4| 1 650779

--- End Of Report ---
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