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2 C186H11N20 100.00 247.0866 18 73 1046 125 even ok
4881759 1 C31H23FN302 100.00 488.1769 10 20 342 215 even ok
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  5/24/2023 12:30:29 PM
Analysis Name  D:\Data\24052023\LADMS000011.d
Method tune_low no focus50-1600da 16112022.m Operator Dr JHL Jordaan
Sample Name ~ DA-120 Instrument / Ser# micrOTOF-Q Il 2010390
Comment
Acquisition Parameter
Source Type APCI lon Polarity Positive Set Nebulizer 0.8 Bar
Focus Not active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 miz Set End Plate Offset  -500 V. Set Dry Gas 4.0 l/min
Scan End 1600 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Waste
Imsns‘, +MS, 0.5-0.5min #{27-29), Background Subtracted|
x1
20-
15
85.0353
1.0-
05 247.0852 538.1089
1340716
00 | t66.0495 382.1558 4403880
100 200 300 400 500 600 miz
Meas.miz # Formula Score miz er[mDa] err[ppm] mSigma rdb e Conf N-Rule
2470852 1 C16H11N20 100.00 247.0866 14 5.7 117 125 even ok
2 C15H16CIO 0.07 247.0884 32 131 1509 75 even ok
3 C13H14CIN3 0.07 247.0871 19 77 1682 80 odd ok
4 C12H19CI2N 0.00 247.0889 37 15.1 2714 30 odd ok
5381089 1 C31H22CI2N302 100.00 538.1084 05 -1.0 764 215 even ok
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Analysis Info
Analysis Name  D:\Data\24052023\LADMS000013.d
Method tune_low no focus50-1600da 16112022.m

Sample Name ~ DA-123

Acquisition Date  5/24/2023 12:33:11 PM

Operator Dr JHL Jordaan
Instrument / Ser# micrOTOF-Q Il 2010390

lon Polarity Positive Set Nebulizer 0.88ar
Set Capillary 4500V Set Dry Heater 200°C
Set End Plate Offset  -500V. Set Dry Gas 4.0Vmin
Set Collision Cell RF 50,0 Vpp. Set Divert Valve Waste
s, WIS, 0.4-0.4min #(25-26), Background Subiracted|
x
15
101 g50355
5154722
2470855
05
1340717
i 3820554
00
100 260 360 40 500 660 miz
Meas.miz # Formula Score miz er[mDa] er[ppm] mSigma rdb e Conf N-Rule
2470855 1 C16H11N20  100.00 247.0866 14 44 89 125 even ok
2 C13H13NO4 5624 247.0839 A6 54 222 80 odd ok
3 CH1H11N4O3 1686 247.0826 29 18 270 85 even ok
5154722 1 C31H23N404 10000 51.1714 08 416 259 225 even ok
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Analysis Info Acquisition Date  5/24/2023 12:31:41 PM
Analysis Name  D:\Data\24052023\LADMS000012.d
Method tune_low no focus50-1600da 16112022.m Operator Dr JHL Jordaan
Sample Name ~ DA-121 Instrument / Ser# micrOTOF-Q Il 2010390
Comment
Acquisition Parameter
Source Type APCI lon Polarity Positive Set Nebulizer 0.8 Bar
Focus Not active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 miz Set End Plate Offset  -500 V. Set Dry Gas 4.0 l/min
Scan End 1600 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Waste
Imsns‘, +MS, 0.5min #(30), Background Subtracted|
x1
15-
104850354 4761428
05- 247.0849
0. | N 366.1238 9502727
200 400 600 800 1000 miz
Meas.miz # Formula Score miz ermDa] er(ppm] mSigma rdb e Conf N-Rule
2470849 1 C16H11N20 100.00 247.0866 17 69 121 125 even ok
4761428 1 C29H22N302S 100.00 476.1427 -0.1 02 438 205 even ok
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Analysis Info Acquisition Date  5/24/2023 12:34:05 PM
Analysis Name  D:\Data\24052023\LADMS000014.d
Method tune_low no focus50-1600da 16112022.m Operator Dr JHL Jordaan
Sample Name ~ DA-125 Instrument / Ser# micrOTOF-Q Il 2010390
Comment
Acquisition Parameter
Source Type APCI lon Polarity Positive Set Nebulizer 0.8 Bar
Focus Not active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 miz Set End Plate Offset  -500 V. Set Dry Gas 4.0 l/min
Scan End 1600 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Waste
Imsns‘, +MS, 0.4-0.5min #{26-27), Background Subtracted|
x1
3-
2 471.1821
85.0355
1 247.0847
o | 941.:!570
200 400 600 800 1000 miz
Meas.miz # Formula Score miz er[mDa] er[ppm] mSigma rdb e Conf N-Rule
2470847 1 C16H11N20 64.82  247.0866 19 7.7 88 125 even ok
2 C13H13NO4 100.00 247.0839 08 31 233 80 odd ok
3 C11H11N403 37.10 247.0826 21 -85 283 85 even ok
4711821 1 C30H23N402 10000 471.1816 06 12 1746 215 even ok
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