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SamplelD bppCOOENBoc Submitter Izar Capel
Sample Description o
Analysis Name D:\Data\malcolmhalcrow\cmic\bppCOOENBoc_238533_RD4_01_46561.d Supervisor Malcolm Halcrow .-
Method 3a_AccMass_Loop_Positive.m Acquisition Date 30/05/2018 11:45:37
Instrument maxXis impact Source Type ESI lon Polarity Positive Scan Begin 50 m/z Scan End 1500 m/z
Intensé‘ BPC 49.0000-1500.0000 +All MS Summary of Results
X109
1 Name RT BPC Area(%) UV Area(%) Confirm Formula Results
Cmpd1,1.1min 1.11 no uv
21 ) Cmpd2,1.3min 125 29.8 no uv
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Cmpd 1, 1.1 min
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Intens, +MS, 1.1-1.2min #64-69, -Peak Bkgmd|  Confirm/Find Formula Results
x10
i 1+
] 4214602 The section below shows the results of formula calculation. If an expected formula was provided and found these are the
15- results that are listed. If no formula was provided or no matches were found the system has attempted to determine the
| formula constrained by the parameters listed to the left
Cmpd 1, 1.1 min
1 Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score SumFormula Adduct
1.0 344117572 C8H14N1105 1+ 344.117389 -0.2 05 20.2 100.00 C8H13N1105 M+H
| C11H22NO11 1+ 344.118737 1.2 3.4 221  58.02 C11H2INO11 M+H
C9H10N150 1+ 344.118726 1.2 34 334 4465 C9HIN150 M+H
| C8H14N1105 1+ 344.117389 0.2 05 20.2 100.00 C8H10N1005 M+NH4
1 C11H22NO11 1+ 344.118737 1.2 34 221  58.02 C11H18011 M+NH4
1 C9H10N150 1+ 344.118726 1.2 3.4 334 4465 C9HBN140 M+NH4
054 C7H11N15Na0 1+ 344.116321 -1.3 -36 210 5568 C7H11N150 M+Na
1+ CI10HI9N5NaO7 1+ 344.117669 0.1 0.3 213 100.00 C10H19N507 M+Na
1 4221623 COH16NINa203 1+ 344.116600 -1.0 2.8 216 100.00 CO9H17N9O3 M+Na2-H
1 421.160178 C17H17N1202 1+  421.159194 -1.0 23 12.8 7450 CI7HI6N1202  M+H
| C20H25N208 1+ 421.160542 0.4 0.9 140 100.00 C20H24N208 M+H
1+ C21H21N604 1+ 421.161880 1.7 4.0 263 3543 C21H20N604 M+H
| 423.1641 C17H17N1202 1+ 421.159194 -1.0 23 12.8 7450 CI17H13N1102  M+NH4
00— C20H25N208 1+ 421.160542 0.4 0.9 140 100.00 C20H21NO8 M+NH4
420 41 422 423 424 m/z C21H21N604 1+ 421.161880 1.7 4.0 263 3543 C21H17N504 M+NH4
C19H22N6NaO4 1+ 421.159474 0.7 1.7 136 100.00 C19H22N604 M+Na
Smart Formula Parameter Value C20H18N10Na 1+ 421.160811 0.6 15 270  77.85 C20H18N10 M+Na
Expected Formula C17H22KN100 1+ 421.160963 0.8 1.9 357 9110 C17H22N100 M+K
Adducts Considered CL6H26KN6O5 1+ 421.159626 0.6 13 367 100.00 CI6H26N60O5  M+K
C21H27Na206 1+ 421.159754 -0.4 -1.0 148 100.00 C21H2806 M+Na2-H
N Ozr:jg dFd‘LrCTS”g r?;igg;f;fgﬂiﬁ; C22H23N4Na202 1+ 421.161001 0.9 2.2 27.7 5879 C22H24N4O2  M+Na2-H
C20H25N208 1+ 421.160542 0.4 0.9 14.0 100.00 C10H12NO4 2M+H
Formula Search Minimum C20H18N10Na 1+ 421.160811 0.6 15 27.0  77.85 CIOHIN5 2M+Na
Formula Search Maximum
Algorithm Parameters
Tolerance 4 ppm
Match to Isotope Pattern(mSigma) 40
Electron Configuration even
Estimate No of Carbons yes
Filter by H/C Ratio O<H/IC<3

Number of Double Bonds & Rings

0<rings&DB < 80
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Cmpd 2, 1.3 min
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Intens. | +MS, 1.2-1.3min #71-79, -Peak Bkgrnd|  Confirm/Find Formula Results
x10°
J 1+
61 3434150 The section below shows the results of formula calculation. If an expected formula was provided and found these are the
. results that are listed. If no formula was provided or no matches were found the system has attempted to determine the
| formula constrained by the parameters listed to the left
5_
1 Cmpd 2, 1.3 min
4 Meas. m/z lon Formula z m/z err[mDa] err[ppm] mSigma Score Sum Formula Adduct
| 343.114983 C14H19N208 1+ 343.113592 -1.4 4.1 53 6049 C14H18N208 M+H
1 C15H15N604 1+ 343.114929 0.1 0.2 15.7 100.00 C15H14N604 M+H
3] C16H11N10 1+ 343.116267 1.3 3.7 29.1  39.64 CI16H10N10 M+H
1 C14H19N208 1+ 343.113592 -1.4 4.1 53 6049 C14H15NO8 M+NH4
] C15H15N604 1+ 343.114929 0.1 0.2 15.7 100.00 C15H11N504 M+NH4
1 C16H11N10 1+ 343.116267 1.3 3.7 29.1  39.64 C16H7N9 M+NH4
2 C14H12N10Na 1+ 343.113861 1.1 3.3 16.8  63.32 C14H12N10 M+Na
| C17H20Na06 1+ 343.115209 0.2 0.7 16.9 100.00 C17H2006 M+Na
] 1+ C11H16KN100 1+ 343.114013 -1.0 2.8 333  86.08 CI11H16N100 M+K
14 3441172 C14H24K07 1+ 343.115361 0.4 1.1 39.1 100.00 C14H2407 M+K
. C16H17N4Na202 1+ 343.114141 0.8 25 17.2  100.00 C16H18N402 M+Na2-H
1 1+ C14H19N208 1+ 343.113592 -1.4 -4.1 53 6049 C7HINO4 2M+H
1 345.1197 C16H11N10 1+ 343.116267 1.3 37 29.1  39.64 C8H5N5 2M+H
O T C14H12N10Na 1+ 343.113861 11 -3.3 16.8  63.32 C7H6N5 2M+Na
342 343 344 345 346 Mz 451150627 C16H26KNGOS 1+ 421.159626 0.0 00 366 10000 CL6H26N6O5S M<K
C17H22KN100 1+ 421.160963 1.3 3.2 37.7  49.03 C17H22N100 M+K
Smart Formula Parameter Value CI5H30KN209 1+ 421.158289 13 32 395 4658 CISH3ON209  M+K
Expected Formula C21H27Na206 1+ 421.159754 0.1 0.3 21.8 100.00 C21H2806 M+Na2-H
Adducts Considered CI8HIONIONa2 1+ 421.158406 12 2.9 21.9 5690 CI18H20N10 M+Na2-H
C22H23N4Na202 1+ 421.161091 15 35 350 3571 C22H24N402 M+Na2-H
N Ozr:jg dFd‘LrCTS”g r?;igg;f;fgﬂiﬁ; C20H25N208 1+ 421160542 0.9 22 207 77.07 ClOH12NO4 IM+H
C18H26N2Na0O8 1+ 421.158137 -15 -35 82  62.38 COH13NO4 2M+Na
Formula Search Minimum C20H18N10Na 1+ 421.160811 1.2 2.8 343 4295 CI10HIN5 2M+Na
Formula Search Maximum
Algorithm Parameters
Tolerance 4 ppm
Match to Isotope Pattern(mSigma) 40
Electron Configuration even
Estimate No of Carbons yes
Filter by H/C Ratio O<H/IC<3

Number of Double Bonds & Rings  0< rings&DB < 80
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