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Main Reasons for Sending Results from Chromatogram to Lib Search Window

» The El 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”

# RT Score  Prob Score(no RI) DotProd RMatch  Abund Rel Max2Med  Formula LibRI Dbs  LibID
12 86543 895 61 895 902 898 104 182 C8H180 0 1-OCTANOL
13 91020 939 81 939 959 940 18.3 434 Cl1H24 0 UNDECANE
14 9198 877 88 877 839 882 9.19 75 C9H180 0 NONANAL
15 92822 933 3 ) 10.1 23.8 C8H100 0 2.6-DIMETHYLPHENOL # Matich Prob. (%) LibRlI DBs Name
16 93950 784 8 Library Search 3.02 74 C8H1602 0 P-4442
17 98478 742 6( 0604 294 C13H2203 . 0 TIAFT Library obtained o
Library Search Options oy "
18 102450 938 3 < d?’ = P R 862 204 CBH1IN 0 P62753T 2 M 923 169 1180 24 Phenol. 2.3-dimethyl
19 106012 913 3 SendTo 524 500 C12H26 1200 31 Dodecane
20 120603 864 & Copy Selected Hits to Clinboard 0102 21 CBH7N 0 INDOLE 3 mo 922 162 2.5-DIMETHYLPHENOL
21 123013 62 2 Py P 0.0685 19.6 C14H30Si 0 TRIMETHYL(3-UNDECER 4 M 914 120 1150 29 Phenol. 2.4-dimethyl-
22 123756 928 8. Export Selected Hits to Text File 247 76.8 C11H2202 1326 26 Decanoic acid. methyl es
23 129496 999 % chow Selected 0.158 10 0 %-1195345 5 mo 910 106 3.5-DIMETHYLPHENOL
24 133580 896 2 Pl =B EaE 834 624 C14H30 1400 33 Tetradecane 6 M 889 487 1193 27 Phenol. 3.4-dimethyl-
25 136878 915 8 291 999 C12H2402 1427 15 Undecanoic acid. methyl
26 139645 890 o i 238 238 C12H23N 0 DICYCLOHEXYLAMINE 7 mo 838 0.95 Xylylcarb
27 141132 650 o Properties 0.0778 14 C10H3003... 0 ACC. NO. 246754 mi 832 0.79 W517-47
28 14518 705 87 705 641 740 0838 169 Cl14H2403 . 0 3METHYL-2( TRIMETHY -
29 145857 435 58 435 435 845 0.0222 16 C20H1608 0 ACC. NO. 132555 9 mo 828 0.69 PARA-METHOXYTOLUENE
30 14.8820 921 85 921 947 921 3.76 434 C15H240 0 BHT 10 mi 827 0.67 Library Sent with Finnigan Xcalibur Software; 1-HYD...
31 149265 926 89 926 930 926 285 76.8 C13H2602 0 Lauric Acid Methyl Ester
32 151349 558 86 558 558 558 0.00717 14 C10H22Si 0 2-HEPTENYLTRIMETHY! 1m M 827 067 1o 27 Phenol. 3-ethyl-
33 154552 843 26 843 804 843 00512 23 cHI5I 0 1HIODOHEPTANE - - - - - - - o T -
34 155040 802 52 802 91 802 0.0649 36 C16H260 0 2 6-DFTERT-BUTYL4-E1
35 158021 890 15 890 866 909 931 768 C16H34 0 HEXADECANE
36 159841 643 89 643 643 643 0.0580 32 C10H3003 . 0 ACC. NO_ 246754 i )
37 164966 668 93 668 668 816 05612 18.8 Cl0H2402.. 0 ACC. NO. 224571 Lib. Search
38 164966 626 59 626 566 704 0.407 17.2 C16H3004.. 0 M-1048-166-2
39 176943 886 13 886 925 886 0.165 26 C16H34 0 2.5 DIMETHYLTETRADE
lih Search | Cther Search Nam: T Comnare | | i Chmmatnaram
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Setting Up Search Parameters in Lib Search Window

Left Click on “Library Search Options”

Select “Search” then Identity/El Normal Full Spectrum Search
Select “Libraries” and then select all in “Included Libs:”

Then OK
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Save Configuration

» Save configuration in Lib Search Window, e.g. j|_default
» Also, saves all changes made in Chromatogram Window

» Ability to Restore Configuration

& NIST MS Search 4.0 (El mode) - [El |

" File Search View Tools Options V

L
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Best Matching Only Gets Rid of Duplicates, e.g. 35 Spectra from Original 100 Spectra for Dimethyl Phenol

@ s & EI 1.Componentatscan 627(9.262 min)in - W & o & G

Best Matching Only

& NIST MS Search 4.0 (El mode) - [El Normal, Presearch Default - InLib = 160, 35 spectra]
5 File Search View Tools Options Window Help
EHEED %

& NIST MS Search 4.0 (El mode) - [El Normal, Presearch Default - InLib = 160, 100 spectra]
u!File Search View Tools Options Window Help

SHEBSED ? @ ¥» & LI 1.Component atscan 627(9.282 min)in WL 6
# Src. MW Formula Name
@ s & B 1 Componentatscan627(9.282mn)in @) B 2 & & 1 A 0 Component at scan 627(9.282 min) in CANIST26-El-__
# Src. MW Formula Name
1 A 0 Compenent at scan 627(9.282 min) in C:\NIST26-El-_..
Names ji_Structures Spec List
mainlib; bb: cayman_library: misc_libs: mona_gcms: swgdrug_3.13; 60830 total spectra
Mames J_Structurss Spec List 10+
mainlib: bb: cayman_library: misc_libs: mona_gcms: swgdrug_3.13: 60830 total spectra
100+
OH
104
‘I_
1000 900 800 700
‘I_
# Lib. Maich Prob. (%) LibRI DBs Name
1000 900 1 mo 933 312 2.6-DIME THYLPHENOL
# Lib. Match Prob. (%) LibRl DBs  Name 2 M 923 169 1180 24 Phenol. 2.3-dimethyl-
1 mo 933 312 2.6-DIMETHYLPHENOL 3 mo 922 162 2.5-DIMETHYLPHENOL
2 mo 933 32 2.6-Dimethylphenal 4 M 914 120 1150 29 Phenol. 2.4-dimethyl-
3 mo 929 312 2.6-DIMETHYLPHENOL 5 mo 910 106 3.5-DIMETHYLPHENOL
7 mo 929 312 2.6-Dimethylphenal 6 M 889 487 1193 27 Phenol, 3.4-dimethyl-
5 M 923 169 1180 24 Phenol. 2.3-dimethyl- 7 mo 838 0.95 Xylylcarb
6 mo 922 162 2 5-DIMETHYLPHENOL 8§ mi 832 0.7 W517-47
7 mo 22 162 2.5 Dimethylphenol 9 mo 828 0.69 PARA-ME THOXY TOLUENE
8 M 920 16.2 1151 26 Phenol. 2 5-dimethyl- 1 mi 827 067 Library Sent with Finnigan Xcalibur Software: 1-HYD_.
9 M 915 312 1108 28 Phenol. 2.6-dimethyl- T - o T .o
0 ™ 914 12.0 1150 29 Phenol, 2.4-dimethyl-
11 me 913 162 2 5-DIMETHYLPHENOL

12 mo 913 16.2 2 5-Dimethylphenol



Cleaning Up Lib Search Window of Search History, HLM Files

» Every time a search is performed, the results are change in an HLM file and can be recalled from a

pull-down menu, 1
» Searches are so quick, | just usually search again instead of recalling
» These results are stored in a named HLM file and stored in MSSEARCH folder

» Click on Clear History icon, 2, to delete them

& NIST MS Search 4.0 (El mode) - [El Normal, Presearch Default - InLib = -109, 1C
"'File Search View Jools Options Window Help
SHEBEEH « % 2

D= = 4.Cnmmatscan 205(s.680min)in | () T ) @ @
1. Component at scan 411(7.437 min) in C:\NIST26-F1-DEMO\AMDIS32\TUTORIAL\GROB.D\DATA.MS |

¥ Src. |2 Component at scan 368{7.071 min) in C:\NIST26-EI-DEMO\AMDIS32\ TUTORIAL\GROB.D\DATA.MS
3. Component at scan 214(5.755 min) in C:\NIST26-EI-DEMO\AMDIS32\ TUTORIAL \GROB.D\DATA.MS

5. Component at scan 195(5.593 min) in C:\NIST26-EI-DEMO\AMDIS32\TUTORIAL\GROB.D\DATA.MS
6. Component at scan 60{4.439 min) in G:\NIST26-EI-DEMO\AMDIS32\TUTORIAL\GROB.D\DATA.MS

7. Component at scan 47(4.329 min) in C:\NIST26-EI-DEMO\AMDIS32\TUTORIAL\GROB.D\DATA.MS
8. Component at scan 46(4.324 min) in C:\NIST26-EI-DEMO\AMDIS32\TUTORIAL\GROB.D\DATA.MS
9. Component at scan 26(4.149 min) in C:\NIST26-EI-DEMO\AMDIS32\TUTORIAL\GROB.D\DATA.MS
10. Component at scan 9{4.006 min} in CG:\NIST26-EI-DEMO\AMDIS32\TUTORIAL\GROB.D\DATA.MS
11. Component at scan 627(9.282 min) in C:\NIST26-EI-DEMO\AMDIS32\TUTORIAL\GROB.D\DATA.MS

O U R WN -
bl e



Cleaning Up Lib Search Spec List Window Automatically

» Right click on Spec List Window

» Open Properties
» Select Hit List

» Check “Clear History on Exit” box

& NIST MS Search 4.0 (El mode) - [El Normal, Presearch Default - InLib = -181, 100 spectra]

" File Search View Tools Options Window Help

T T EERRE

(@ $» & EI 1 component at scan 5332(13.891 min) L § |
# Src. MW  Formula Name
1 L 0 Compenent at scan 5332(13.891 min) in C:\NIST26-E...
2 L 146 C6HACI2 Clipboard #3
3 L ] Compenent at scan 2090(6.268 min) in C:\NIST26-El-...

Library Search
Structure Similarity Search

Names f{_Structures

Cut

imainlib; bb: cayman_library: misc_libs: mona_gcms: swgdry COpy

100+
Select All
Send To 4
104
Find name in Names tab
Import
; Export Selected Spectra
000 pe o Copy Selected Items to Clipboard
- Export Selected Items to Text File
#  Lib Match Prob. (%)  LibRI DBs
1 bb 845 74.0
2 bb 807 14.0
3 bb 755 266
4 bb 739 159
5 bb 728 112
6 bb 724 098 Print
7 bb 723 095 . .
8 mo 710 063 Print Preview
9 mo 710 063
o ann nan oo

Library Search Properties
Structure View Options

Hit List '

Structure Sizein %: 50
Spec List El no Rl Search
ftems to Display

[ Structures Only

. B Order Number
Plot of Hit B Lbrary
B Prob.(%)
Unknown Plot 8 LR
B Other DBs

Spec List Plot Default

B short Library Name
Color Settings

. B Clear History on Exit
Hit Text Info

Bonds and Rings
Atomic Symbols
Compound Name

Unknown Text Info

Font Settings

Spec List Text Info

Select Font

Cancel

Set for all views

Help




Cleaning Up Lib Search Spec List Window

» Every search performed creates an entry in the Spec List Window
» To remove them, right click, “Select All,” then right click “Cut”

& NIST MS Search 4.0 (El mode) - [El Normal, Presearch Default - InLib = 124, 100 spe
i’ File Search View Jools Options Window Help
B SHEEE ~ %

(@ $» & LI 1 Component at scan 411(7.437 min)in ~ Wi 68 a

# Src. MW  Formula Name
2 o Library Search
3 A 1] Compol .. .
4 A 0 Compor  Structure Similarity Search
5 A 0 Compol
6 A 0 Compoi  Cut
7 A 0 Compol
A 0 Compol QO Py
9 A 0 Compo,  Paste
0 A 0

C
il Sclect All

Names [, Structures Send TU 3
mainlib: bb: cayman_library: misc_libs: mona_gc

Find name in Names tab
100+

Import
Export Selected Spectra
Copy Selected Items to Clipboard
b Export Selected Items to Text File
g e
1000 900 800 .
Print E
#  Lib. Match Prob.(%)  Li . ‘
1 mo 857 97.2 Print Preview
2 bb 755 238

3 mi 726 238 Properties

& NIST MS Search 4.0 (El mode) - [El Normal, Presearch Default - InLib = 124, 100 spectra]

B%File Search View Tools Options Window Help
SHE=E« %

& EI 1.Component atscan411(7.437 min)in e @ .

# Src. MW  Formula Name

Names A _Structurss J

Spec List

Imainlib: bb: cavman librarv: misc libs: mona acms: swadrua 3.13: 60830 total spectra
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