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Video/Handout: Sending MS/MS Data to Lib Search for Further Evaluation

Learn the Principles. Understand the Data.
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Main Reasons for Sending Results from Chromatogram to Lib Search Window

» The LC-MS/MS Normal Identity search results in Chromatogram only show the best result, i.e., only one hit per unknown
» The same search in Lib Search Shows Large List of candidates

» Shows other possible compounds to consider

» Best hit in Chromatogram does not show a structure

» Send to Lib Search by right clicking on component of interest then selecting “Library Search”

# Scan RT Score Prob  Score (Unfiltered) DotProd AbundRel Prec.mfz XIC Num. nSpec Prec. Type Lib Dbs LibID
62 3235 7.9825 2 23 2 85 0.329 255.1585 448 2 [M+H]+ mona_lcmsms 3-hydroxy-1a.5-bis(hydroxymethyl)-5.6...
63 3250 80187 1 23 1 80 0.255 2251470 442 2 [MH]+ mona_lcmsms NCGC00380330-0112-(6-methyl-7-oxoo_
64 3269  B.1313 0 0 0 10 198 326.1961 521 4 [MsH]+ ms_dial_pos_v19 Spegatrine
65 3278  8.1296 0 0 0 3 0.281 316.1896 516 2 [M:NH4]+  mona_lcmsms NCGC00385831-0117-hydroxy-3-(2-met...
66 3288 8.1740 172 99 172 430 0774 2251954 446 3 [M=+H]+ mona_lcmsms Dicyclohexylurea
67 3289 8.1316 0 0 4 14 157 326.1969 498 1 [M+H]+ mona_lcmsms Spegatrine
68 3297 82102 27 23 27 95 0547 387.1790 531 2 [MeH]+ ms_dial_pos_v19 Eudesmin
69 3315  8.2963 0 0 0 22 0.835 209.1546 443 3 [MeH]+ mona_lcmsms NCGC00380942-01_C13H2002_1H-Ind...
ey Soarch
71 3343 B.3058 5 10 5 142 478 3070630 471 5  [M+NaJ+ Bl SiEEE
72 3351 83880 1 90 1 169 0.196 213.1490 431 1 [M+H]+ Library Search Options d : o
73 3400 85697 0 0 0 7 0.676 209.1567 244 3 [M+H]+ ry P y F13H2002_THHind... # Lib. Score DotProd Prob.(%) Prec. Type Instr. Type Energy DBs dPPM  Name
74 3402 85557 5 47 5 93 255 311.1856 469 5  [Ms:Na]+ Send To ntanedioic acid )
753408 85613 4 16 4 89 o4 3331/ 49 2 IM-Naj- Copy Selected Hits to Clipboard 2 ms 60 216 000 [M-H 35HCD 6.3 5 7-dihydroxy-4-{4-methoxyphenyl)-
76 3413 86655 0 0 0 46 132 277.1754 484 5  [M«H]+ . :
773427 8EA0 122 89 122 4“0 136 3092043 477 5 [MeNaj+ Export Selected Hits to Text File d 3 ms 36 340 000 [MeH]+ 20 81 Prunetin
78 3445 87326 1 15 1 74 0.789 333.1662 518 3 [M=H]+ Show Selected 3E)-7-hydroxy-3.5__ 4 mo 30 120 0.00 49  5.7-Dihydroxy-4'-methoxyflavone
79 3453 87333 220 98 220 433 0322 295.1910 489 2 [MsH]+ 5 mo 10 115 0.00 [M+HJ- 15V 77 Biochanin A
80 3468  8.8051 0 0 0 42 0.588 209.1534 440 1 [M+H]+ 13H2002_1H-Ind...
81 3517 89348 57 57 57 177 217 347.1819 522 4 [MeH]s Properties 6 mo 24 296 0.00 [M+H]+ 3B 119 Macrosporin
82 3521 9.0134 217 94 217 518 33 149.0591 559 6 [M=H]+ — _FJ 7 ms 17 75 0.00 [M-H20+... 10.2  NCGC00347394-02/(2R)-5.8-dihydr...
8 mo 16 89 0.00 [M+H]+ 56  Rheochrysidin_120098
J Chromatogram 9 ms 12 107 0.00  [M-H]+ 6V 102 Isoflavone base + 20, MeQ 3
10 ms 12 95 0.00 [M+H]+ 20 49  calycosin
11 mo 12 81 0.00 [M+H]+ 91 Questin_120240
12 ms 12 77 0.00 [M+H]+ 102  7-O-methyl_ galangin
13 mo 10 149 0.00 [M+H]+ 35HCD 10.2  Brazilein
14 mo 10 9 0.00 [M+H]+ 20 -164  Xanthosine
15 mo 9 65 0.00 [M+H]+ Bv 98  Wogonin
16 mo 8 72 0.00 [M-H]- 20 35  Isosakuranetin
17 mo 8 63 0.00 49  Isosakuranin
18 mo 6 58 0.00 [M+H]+ 40v 9.8  b7-dihydroxy-6-methoxy-2-phenylc..
19 mo 6 55 0.00 [M-H]- 35HCD 6.3  (2R.3R)-3.7-dihydroxy-6-methoxy-2-.
20 ms 5 87 0.00 [M+H]+ 10 49  S-hydroxy-2-(4-hydroxyphenyl)-7-m..
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Setting Up Search Parameters in Lib Search Window

Left Click on “Library Search Options”
Select “Search” then Identity MS/MS

Select “Libraries” and then select all in “Included Libs:”
Then OK Library Search Options
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Best Matching Only Gets Rid of Duplicates

@ tl = E 1. Component at scan 627(9.282 min) in -~
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Best Matching Only

& NIST MS Search 4.0 (Tandem mode) - [ precursor = 285.0786, Presearch Default - 400 spectra]
% File Search View Tools Options Window Help
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@ 38 & EI 1 ForTox_TestMix AMSHS.3324.3324.F - [ N = G

# Sre. MW Formula Name

1A 0 ForTox_TesiMix AMSMS 3324332

Names A"z 7 Soee it
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& NIST MS Search 4.0 (Tandem mode) - [ precursor = 285.0786, Presearch Default - 32 spectra]
®1File Search View Tools Options Window Help
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# Src MW  Formula MName
1A 0 ForTox_TestMix_AMSMS 3324 332

Names /,_Structures Spec List

demo-lib; mona_lcmsms; ms_dial_neg_v19; ms_dial_pos_v19; 522137 total spectra

4 Lb. Score DotProd Prob.(%) Prec. Type Energy DBs dPPM Name
1 mo 904 917 1000 [MeH]- 35 1.1 Diazepam
2 mo 897 916 000 [MeH- 55 <11 Diazepam
3 ms 885 905 1000 [MeHI+ 55 <11 Diazepam
4 mo 877 902 1000 [MeH)+ 45% <11 Diazepam
5 mo 871 895 1000 [MeH+ 60% <11 Diazepam
6 ms 870 293 1000 [MeH]+ 60% 11 Diazepam
7 ms 869 892 1000 [MeH)+ 60% <11 Diazepam
8 mo 868 896 1000 [MeH]+ 45% -1 Diazepam
9 mo 868 892 000 [MeH+ 60% <11 Diazepam
10 mo 854 879 1000 [MeHI+ 55 -1 Diazepam
1M mo 854 879 1000 [MeH)+ 35 <11 Diazepam
12me 832 963 1000 [MeH+ 3% <11 Diazepam
13mo 830 263 1000 [MeH]+ 3% 11 Diazepam
14 ms 826 868 1000 [MeH)+ 45% <11 Diazepam
15 ms 816 856 1000 [MeH]+ 35 -1 Diazepam
6 ms 816 956 000 [MeH+ 3% <11 Diazepam
17ms & 858 1000 [MeHI+ 45% -1 Diazepam
8 ms 793 840 1000 [MeH)+ 55 <11 Diazepam
19ms 792 839 1000 [MeH+ 3% <11 Diazepam
20ms 784 832 1000 [MeH]+ 35% <11 Diazepam
2ms T2 826 1000 [MeH)+ 35 <11 Diazepam
2 mo 731 798 1000 [MeH]+ 30eV -1 Diazepam
2 mo 72 783 000 [MeH+ 2113, <11 Diazepam
24ms 717 775 1000 [MeH)+ 75% -1 Diazepam
%m0 713 77 1000 [MeH)+ 75% <11 Diazepam
%ms 713 ™ 1000 [MeH+ 75% <11 Diazepam
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Hit List

Prec. Type Instr. Type Energy DBs
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# Lib.  Score DotProd Prob. (%) dPPM  Name

{l 5 Diazepam

2 ms 60 216 0.00 [M-H]- 35HCD 6.3 57-dihydroxy-4-(4-methoxyphenyl)-
3 ms 35 340 0.00 [M+H]+ 20 91 Prunetin

4 mo 30 120 0.00 -49  57-Dihydroxy-4'-methoxyflavone
5 mo 30 115 0.00 [M+H]+ 15eV 7.7  Biochanin A

& mo 24 296 0.00 [M+H]+ 35 119  Macrosporin

7 ms 17 75 000 [M-H20+ 102 NCGC00347394-02/(2R)-5,8-dihydr.
& mo 16 89 0.00 [M+H]+ 56  Rheochrysidin_120098

9 ms 12 107 0.00 [M+H]+ BY 102  Isoflavone base + 20, 1MeO

10 ms 12 95 0.00 [M+H]+ 20 -49  calycosin

11 mo 12 81 000 [M+H]+ 91 Questin_120240

12 ms 12 77 0.00 [M+H]+ 102 7-0-methyl_ galangin

13 mo 0 149 000 [M+H]+ 35HCD 102 Brazilein

14 mo 0 9 0.00 M-+H]+ 20 -164  Xanthosine

15 mo 9 65 0.00 [M+H]+ BY 98  Wogonin

16 mo 8 72 0.00 [M-H]- 20 35 Isosakuranetin

17 mo 8 63 0.00 -49  Isosakuranin

18 mo 6 58 0.00 [M+H]+ 40v 98  5.7-dihydroxy-6-methoxy-2-phenylc
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