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NIST MS Interpreter is a utility developed at the NIST Mass Spectrometry Data Center to assist in the evaluation of mass spectra. The Interpreter finds possible structural origins of peaks in @ mass spectrum and provides formula and isotopic processing utilities. It operates in conjunction with the MS Search Program. It works with both nominal and accurate mass data in El and Tandem (MSMS) modes.

Below are some course resources teaching the use of the program:

Video for El Use
Handout for El Use
Video for Tandem Use
Handout for Tandem Use


https://mzinterpretation.com/2021/01/nist-ms-interpreter/

#¥ MS Interpreter Help
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Hide Locate Back Forward Print Options

Help in Using MS Interpreter

Clipboard - MS Interpreter
File Edit View Option: Help

S|= 4=[E S [F il Index

Mass | + [=[1301734 <[4 What's New
Fomda [T About MS Interpreter...

Recalculate lons | 0+E [RDE |Mass| Ppm

Contents Index Search

What's New in MS Interpreter

> Use the Help on Menu Bar and see Whats New ’ i
and Index

» ALSO, F1 on keyboard when ANY of the 2 MS Interpreter Help
windows give addition information 4 e e a8 B

Hide Locate Back Forward Print Options

High Mass Accuracy Spectrum Import and Display

Contents |ndex Search

~
21 Program Installation
- |21 Data Import

MS Interpreter Help Index

CQverview

[ MS Interpreter Help
e & = = e

& & = ) & : = .
Hide Locate Back Foward Print Options B S Interpter Help Hide Locate Back Forward Print Options
UE & = & B

Contents Index Search Structure window  Hide Locate Back Forward Print Contents Index Search Formula Calculator

Options

view
gram Installation
[=] Data mport
{3 Windows
{3 Commands
[£] What's New in MS Interpreter
[£] M3 Interpreter Help Index

@ Program Installation
@ Data Import

Mass Spectrum window
(21 Windows

There are two primary-views of the Mass Spectrum window depen| . = commands
Mouse pointer in the Mass Spectrum window: 1. the Show Fragm| .. 75] What's New in M3 Interpreter

The structure is displayed at anupper Contents P H i I
C Index Search Displays formulas of ions or neutral losses corresponding to a give

accuracy (500 mDa = Y2 Da)

Maximum Rate: 95(ring) @ 84 -
Toss Toe | (5]

m: [ omcme | formua | Toss | Program Instalation
T62Z (1/3) [182.117556 | C10H] gNO2 |C7HE03 |dissacit

- [£] Data Import

(23 Windows Selecting one, deselects the other. - [E] MS Interpreter Help Index [ Formula Cakuloor ——

\\r4 (-2 Commands r M o |-[rez B el FPR AT Loss Mags i BES

\ [£] What's New in MS Interpreter Unzoom _ fomu | [REEENRE <] Parerts 301476 _ Fomds | [ETEENGE
\ .

T - [£1 MS Interpreter Help Index Options 18lons_[O+E|RDB| Wass [mba| € [H [N]O 18 Losses | OF [ROB|
[, . n Show unfiltered peaks CHz0NO4 [Even| -0.5 [182.13868]138 [ 7 [20[1]4]~ CoH1gNO4|Even| nia [121
- ™ CgHgNO4 |Even| 5.5 |182.04478] 44 |6 18 [ 1] 4 CaHrNOa [Even] 1 [121.

b Show Mouse Pesition Bl OnCumor CoH100s_|Odd | & [182.057%) 57 |9 [10] 0] 4 Cabi2104_[O0a [wa 121
A W Show Fragments On Top CoH12MO3 |Even| 4.5 182 08117 81 |9 [12|1]3 gi:ﬁfo g:' “05 :g:
i , v Off C1oNO3  [Even| 115|181 98727| 12 [10[0 [1]3 8 123
rolein CygH1403 |Odd | 4 |182 08375| 93 1014 0] 3 [CER12068| 000 [EDSIIENY
R C1oH160|Even| 35 | 162 1175|117 1016 | 1] 2 o loalertis]
C11H203 _ [Odd | 11 |181 99985-0 2[11 [ 2 [ 0] 3] «
Cancel |

In addition, there is a Show unfiltered peaks view, which can be u¢

Formula Calculator window when Mass S

The red portion of the structure corresy
structure. The first box shows the nomi
number of different substructures, and

Two view the various possible configul
ion. A single click of the Right Mouse £

A dropdown list box will also appear in
there is onlv one nossible exnlanation

(RMB) menu or by use of the Fl button on the Toolbar. There is alst
with the Show Fragments and m/z Diff. (Select Anchor) views an

View 1: Compute Formula Spectrum window (Low mass accu

All formulas listed in the table are a subset of the elements in the fc
QOdd/Even electron ion type (O+E), rings+double bonds (RDB), ex:
that of the formula entered is also shown. By default, 500 mDa is a
Mass button is the charge of the species being ionized (+,0,-)=C

Putting the Mouse pointer on E—=4__1 and clicking the left Mous:
As a new element is entered, the display updates.



Can Send Any Result in Chromatogram Search Results List to MS Interpreter

When you right click in the list
and “Send to MS Interpreter,”
your unknown spectrum sent to
MS Interpreter and paired with
the structure from library
identification in list

& PRE-RELEASE NIST MS Search 4.0 (Tandem mode) - [TESTMIX2_180504_MAS011_06_shortened, MS/MS, nHits=126]
" File View Window Help

B
BreloadonStartup @ BestHits (JonlylDs  Highlight Score Mome  ~ Bkod  Any v [_JFilter Scores < 500 Fixed ~  Ab.Threshold 1% v
\Abundance(Log) TIC |
204 Lo}
e}
& o
© e}
1.5+ o} 4e+08
o] o <
e}
1.0+
@ 2e+08
0.5+ o
&
1 C o I 0
3 13
RT/min |
# Scan RT Score Score (Unfiltered) Abund Rel. Prec. mfz dPPM Prec. Type nSpec Iso.Profile Width XIC Num. Lib Lib ID
35 1168 6.9023 942 942 479 325.1907 1.2 [M+H]+ 1 0.0000 0.0 0 hr_msms_... 6"-Metho:
36 1169 6.9109 525 525 128 325.1907 1.2 [M+H]+ 1 0.0000 0.0 0 hr_msms_... 6"-Metho:
37 1653 82431 5 5 194 187.1259 -155 [M+H]+ 3 0.9990 83 813 hr_msms_... 6-(Dimetl
38 2025 9.3955 0 1 127 265.1034 140 [M+H-H20_.. 2 0.9990 8.1 1366 hr_msms_... 6-[1-Hyd
39 3194 12.8132 939 939 599 403.2320 15 [M+H]+ 4 0.9998 85 2053 hr_msms_... Acetyl tril
40 2903 11.9950 1 1 277 2762167 58 [M+H]+ 1 0.0000 0.0 0 hr_msms_... Ametoctr
41 2915 12.0240 0 0 218 2762167 58 [M+H]+ 1 0.0000 0.0 0 hr_msms_... Ametoctr
00 = hr_msms____
43 2753 115109 730 730 184 Library Search 000 84 2042 hr_msms_.. Avobenz
44 3379 13.3952 975 975 283 . . 000 84 2044 hr_msms_... Avobenz
45 1547 79719 806 839 267 Library Search Options 999 80 950 hr_msms__. Betamett
47 953 6.3042 1 5 577 Send To Spec List hr_msms_... BRD564¢
48 1165  6.8891 0 3 455 Copy Selected Hits to Clipboard Compare List hr_msms_... BRDS564¢
49 2904 11.9724 629 629 131 . . hr_msms_... Butyl 2-o:
50 951 6.3045 960 960 218 Export Selected Hits to Text File MS Interpreter hr_msms__. Chloroqu
51 952 6.3038 866 866 517 ShOW Selected XIC Analyzer AIt+X hr_msms_... Chloroqu
52 1427 79989 847 847 7.26 hr_msms_... Chloroqu
53 1978 9.2901 578 578 171 99 77 1453 hr_msms_... Cocamid
b4 1549 79722 711 711 265 . 99 54 945 hr_msms_... Dexamet
55 107 40455 419 419 8.60 Properties 00 220 528 hr_msms_.. Dexpantt




Left Click on Any lon in the Spectrum to See Substructure and Associated ppm Accuracy
Note in Options, “Protonated” is Selected Automatically

NA_170405_MAS006_10..786.786. File: NA_170405_MAS006_10.mzML' purity:0.873295 precursor_mz_from_file:259.190302 charge_from_file:1 precursor_mz_reassigned:259.190308 charge_reassigned:1 max2med:842.17 max2next:1.15506 pctDecomp:99.7247 sumAb:3.98215 [M+H

File Edit View Option: Help

S|&| &[0 & =T B[ [C[U MTeom =1 <
Formula Calculator |
Voo ot el [t Jppi bt [ I

méz exach
_ Mass | |05 @ <] pen| Lose 1301357 T2 (1751 | T25.054521 | Cpol | Cobe0 | ZEondcleavagetEs [+3 | 61 | 65 | M | 06 L3 [Even
Fomula C14H2604(H] ~| Paent=2591904 Hz0

— Dizplay

° ¥ Show fragments
I~ Show fragments with no peak

Mass Spectrum for C14H2604(H); Mass = 259.1904; [M+H]+
protonated Né_170405_MASO0E_10..786. 786, File:NA_170405_MASO0E_10..mebL" purity. 0873295 precursor_mz_from_file:258, 190302 ch p H |gh||ght unfiltered peaks
! ] |

I Mark lsotope Peaks
¥ Show lon for Nearest Annotated Peak

— Show Rates Impart
V' Absolute " lonized
¥ FRelative & Protonated
¥ lon ' Deprotonated

[~ Show upto ISS azzighments

I Highlight if relative rate < ISD

Cancel | Ok I
L




Spectra sent from Text Box of Your “Head to Tail Plot” to MS Interpreter

Sent from Text of Unknown with Right Click,
Spectrum of Unknown Sent to MS Interpreter
with No structure
Note lonized Selected Automatically, Change to
Protonated in MS Interpreter Options!

Mame: 1E5 1MUEEZ_18USUE_MASU L I_Ub_shortened_//79_/749_ File” 1E2

2901751 | MW: N/A ID#: 17118 DB: Text File

10 largest peaks:

95.0858 13.74] 1251201

Synonyms:
no Synonyms.

Comment RTINSECONDS=346.359000 Parent=290.1741 Charge=1

290.1751 999.00| 1241122 79539 93.0702 23489 91.0546

12.87| 1421230 1047| 82.0654

Library Search
Find
5 260.1649 Name: Atropine -
n 260 '1545 Precursor type: [h
’ Instrument type: H
Collision energy:- Co py Spectrum
Spec List
Compare List Find name in Names tab

MS Interpreter :
Print

Collision gas: N2 '
Sample inlet dire

Print Preview

Spectum type: M properties

InChiKey: RKUNB

AN .

Sent from Text of Library Results with Right Click,
Library Spectrum and Associated Structure Sent
to MS Interpreter
Note Protonated Selected Automatically in MS
Interpreter Options

Name: TESTMIX2_180504_MAS011_06_shortened.779.779. File:'TES
290.1751 | MW: N/A ID# 17118 DB: Text File
Comment RTINSECONDS=346_359000 Parent=290.1741 Charge=1
10 largest peaks:
290.1751 999.00| 1241122 79539| 93.0702 23489| 91.0546
950858 13.74| 125.1201 12.87| 1421230 1047| 82.0654

Synonyms:
no synonyms.

35 260.1649 Name Avopins
3 260.1646 Precursor type: [M=H]+

Instrument type: HCD
Collision energy: NCE=50% 29eV

Precursor mfz- 290 1751

\\ Formula: C17H23 .
& MW 288 Exact g LiOFArY Search |

01753 | Comment NIST §
= Related CAS# 5! Find
Notes: Consensu  — .
lon mode: P
Instrument Them

OH lonization: ESI
Callision axe- 2 COPY Spectrum

Spec List
Compare List Find name in Names tab

| MS Interpreter : 3
- Print

Default Structure Editor . .
Print Preview

Properties




You can add your own spectrum in MS Interpreter, Get a Structure from Results List or Drawing Program

& PRE-RELEASE NIST MS Search 4.0 (Tandem mode) - [ precursor = 290.1741, Presearch Default - 17 spectra]
"' File Search View Tools Options Window Help
SRS « ¢

@ 3 3 EI 1TESTMIX2_180504_MAS011 06 _shorl ~ () % ) € @ ¥
# Src MW For. Name
1A i TESTMIX2_180504_MAS011_06_s 100
2 A 0 TESTMIX2_180504_MAS011_06_s
4 A 0 TESTMIX2_180504_MAS011_06_s 1241129
50
930702
Names ,_Structures Spec List
apci_msms_nist hr_msms_nist; hr_msms_nist#2; hr_msms_nist#3; 2645452 total spectra
10 N L 1421230 178.2247 214159 260,16
60 80 100 120 140 160 180 200 220 240 260
(TextFile) TESTMIX2_180504_MAS011_06_shortened.779.779. File: TESTMIX2_180504_MAS011_06_shortened.mzML'
PlotText of Search Spectrum Plot of Search Spectrum Spec List
100
1241122
50
93,0702
H
: H : . . . : : | : 82 0654 107.0496 142 1230
1000 900 800 700 600 500 400 300 200 100 0 C3F7N  CBH7 TsHEN CEHENZ CBHIBNO
# Lib. Score DotProd Prob. (%) Prec. Type Instr. Type  Energy DBs PSS-Dot £7H9
1 hr 937 983 g " 5 oo 988 -~
2 hr 191 348 Library Search 520
3 he 61 224 . n
4 b 50 154 Structure Similarity Search 218
100
5 hr 53 184 205 CaH14N
6 he B 168 Show DBs In T T : y y . T : ! : r
50 60 70 80 %0 100 110 120 130 140 150
7 hr 3 133 227 [ATESTMIXZ_160504_WASQT1_06_shorenad 779,779, File TES TMIX2_180504_MASOTT_06.]
8 hr 2 183 Copy 380 Head to Tail {5y Sy Difemnes J, Subeton
9 h 23 89 162
' Select All
10 he 2 92 ) 7 o0 CBHT4N 124.1120
n hr 12 83 Close All Replicates 194
12 he 2 42 107
13 he 2 38 102
Export Selected Spectra
14 he 1 43 17 S
1’ hr 1 32 Copy Selected Hits to Clipboard o 0
16 he 0 3 ; ) 101
17 hr 0 10 Export Selected Hits to Text File 8 ~
Send To 4 504 o
Find name in Names tab
- C7H 93,0697 oH
Copy Structure to Clipboard
Print
Print Preview N . ol ) ) C15H20N 214 1591 C16H22NOZ:
! . , / ) , , , | . |
60 80 100 120 140 160 180 200 220 240 260
i (hr_msms_nist) Atropine [M+H]+ HCD 50% P=2902
Names Structures Eropertles Hit List PlotText of Hit A Flot of Hit

-

T e

e —— I

— T



Then Send the Spectrum of Your Unknown from Spec List Window

4 PRE-RELEASE NIST MS Search 4.0 (Tandem mode) - [ precursor = 290.1741, Presearch Default - 17 spectra]
“'File Search View Tools Options Window Help
tBESEEE~ %

@ o & I 1 TESTMIX2_180504_MAS011_06_shorl - WL eE & Y

# Src. MW ¥ For.. Name 2601751
1A 0 TESTMIX2_1305( 100 '
2 A 0 TEsTMix2_1sos¢  Library Search
4 A 0 TESTMIX2_1805( U
- Structure Similarity Search 1241122
Cut
Co
= Py 50
Paste
Select All
930702
Names Structures Spf: _|:>:
apci_msms_nist, hr_msms_nist. hr_msms_nist#2; hr_ . . .
o Find name in Names tab Compare List 1., . 1421230 178.2247 2141595 2601649
100 120 140 160 180 200 220 240 260 280 300
lmport MS Interpreter L_MASD'I'I_E}S_shortened_??Q.??SI. File:' TESTMIX2_180504_MAS011_06_shortened.mzML' purity:0.985513 prect
Export Selected Spectra Default Structure Editor ot of Search Specium )\ Spec List
Copy Selected Items to Clipboard 100
I/\h:‘)q:)cart Selected Items to Text File | 124122
nsert Clipboard Structure
50
Copy Structure to Clipboard 93.0702
11 cort Clinhaard Snect
_ m . . nsert Clipboard Spectra 820654 | 107.0496 1421230 157.1017
1000 900 800 700

100 0 C3H/N  C5H7 C5HaN T CEHEN2 A CAHTENO



Can Either Edit/Paste or Ctrl V (keyboard sequence) to add structure to MS Interpreter Window

Clipboard - MS Interpreter

File Edit View Options Help
2|E| 4@ S| [F T 28| [on =1 <[] [m=tzamizrne=]
Formula Calculator ] Maximum Rate: 112{ring) @ 84.0808 miz; 101(chain) @ 124.1121 m/z
= [wact iz | Tords [Toss | ps | F [ [reliate [ionate [ppm [bund [ U¥E |

b m; [
B S N e e ] P 790 [ 23017507 [C17Hag0G | - | Perert [+1 [W/A | W7A | W& |01 | 999 |Even]
Formula ~| Parent=230

Fiecalculate lons [0¥E [HDB[Mass| Pom

|
| |
| [

oH

pratonated TEG THIRZ 180504 MASOT artenedmebL purty0. 905513 precut

Options

100 ~Disgpl
¥ Show hagmenits

[~ Show fragments with no peak

[V Highlight urfitered peaks

I~ Mark lsotope Peaks

[V Show lon for Nearest Annotated Peak

[~ Show Riates Impart
¥ Absolute © Jonized

[ Relative & Protonated
¥ lon " Deprotonated

I~ Showupta |39 assignments

T~ Highlight f relative rate < [50

Cancel

m/zEI 7 80 a0 ) 100 110 120 ) 130
L-Click: Select, R-Click: Menu, L-DblClk: send or set parent., L-Drag: zoom



Adding Your Own Structure from Drawing Program and Pairing with Unknown Spectrum
Example with Hybrid Search Result in Lib Search Window

< PRE-RELEASE NIST MS Search 4.0 (Tandem mode) - [ precursor = 468.3887, Presearch Default - 21 spectra]

" File Search View Tools Options Window Help

B GEBE - 7
@ P» & 5 1 TESTMIX2_180504_MASO11 06 shorl v () B- (0 @ @ F

# Sre. Mw For.. Name
1A o TESTMIX2_180504_MAS011_06_s
2 A [ TESTMIX2_180504_MAS011_06_s
4 A o TESTMIX2_180504_MAS011_06_s...

Names { Structures Spec List

apci_msms_nist. hr_msms_nist hr_msms_nist#2; hr_msms_nist#3; 2645452 total spectra
104
1
1000 900 slo 700 600 500 400

# Lib Score DotProd DeltaMass  dForm pctRelForm  Prec. Type  Instr Type  Ener
1 hr 871 -132079  C-6H-120-3 025 [M-NH4]+ HCD 20°
2 hr 864 801346  CBH160-2 0014 [M+NH4]+ HCD 25%
3 hr 787 361084  C6H120-3 0.0072 [M+NH4]+ HCD 145
4 hr 780 1656.187 - - [M-NH4T+ HCD 35%
5 hr 759 817 186.198 - - [M+NH4]+ HCD 25%
6 hr 743 849 -79178 C4HBO-4 0.036 [M+NH4]+ HCD 14%
7 hr 732 793 981452 - - [M+NH4]+ HCD 20%
8 hr 676 799 -139997  C-2H40-7 0.0072 [M+NH4]+ HCD 20%
9 hr 663 784 230224  C14H3002 0043 [M-NH4T+ HCD 20%
0 hr 654 784 100088  C6H120 044 [M+NH4]+ HCD 14%
n hr 590 751 184023 - - [M+NH4]+ HCD 15%
12 hr 558 679 229240  CI4H3INO 0.0072 [M+H]+ IT-FT 35%
13 hr 551 679 229240  C14H31INO 0.0072 [M+H-C12 IT-FT 35°
14 hr 520 688 273266 - - [M+H-C8H IT-FT 35%
15 hr 520 662 105.151 - [M+H-CEH. HCD 15%
16 hr 513 682 185.214 - [M+H]+ IT-FT 35%
17 hr 512 789 200213 - [M+NH4]+ HCD 20%
18 hr 507 675 104047 C4HB03 11 [M+NH4]+ HCD 20
18 hr 485 695 273266 - [M-HJ+ HCD 25%
20 hr 465 660 273266 - [M+HJ=>[. IT-FT 35%
2 hr 459 676 -18.8052 - [M+Na]+ HCD 9%

Names { Stotues Hit List

Name: TESTMIX2_180504_MAS011_06_shortened.2801.2801. File! TESTMIX2_180504_MAS011_06_shortened. mzML' purity:0.980377 precur
89.0598 MW: N/AID# 19010 DB: TextFile
1004 Comment RTINSECONDS=701.654000 Parent=468.3387 Charge=1
57 m/z Values and Intensities:
820231 428| 827012 432| 830855 912| 850998
870442 2221| 89.0598 99900| 892886 573| 958570
451.3624 979776 408| 991169 1038| 1070702 1818] 111.11 68 2
1170910 3857| 130.0861 16.49| 131.0702 561 133.0859 &
133.0859 1351015 13.06] 151.0964 945| 1530505 4.36] 153.0905
1614845 388| 1634825 4.09] 1691849 785| 1771120
1808943 594| 1951227 3303| 1968681 17.20] 2132213 4
50+ 2211381 21.13| 2269237 4.70| 229.7682 3.99| 2381030 3.94| 2391487 28.88|
2496284 4.75| 257.2472 109.86| 257.2546  6.45| 2735378  4.76| 2831748 216.06|
3012733 5840| 3633102 1536| 3845265 443| 3861816 696] 391.2842 622|
3959714 465| 4073361 2795| 4088000 4.89| 4193145 772| 4221304 428
2631748 4513624 731.93| 468.3892 5250|
1771120 Synonyms:
2572472 no synonyms
363.3102 4073361
ol Loy bt | P ek - : ‘
50 100 150 200 250 300 350 400 450 500 550 600
(TextFile) TESTMIX2_180504_MAS011_06_shortened 2801.2801. File! TESTMIX2_180504_MAS011_06_shortened mzML' purity.0.980377 pre
PlotText of Search Spectrum /{_Fiot of Search Spacium __Jy_Spec Lt
1004 89.0538
451.3624
1330859
50+
R 2831748
o 20 2572472 015793 |
||, 170910 1510964 3633102 3845265 407.3361 468802
T I (WML L | T I | T oot - T t ;
C16H3703 clerEon
50 C16H3302
C8H1704
C4H902
1004 C6H1303 C30HB3010 o P
T T T T T T T T T T T T T T T T T T T T T T T T T =
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 600
[a TESTMIXZ2_180504_MAS0T1_06_shorened. 28012807, File TESTMIXZ_T80504_MASOT1_0[ Head to Tall MF=871 Dot=308 id Nonaethylene glycol monododecyl ether
Head to Tail {_Sm= by §4= ) Differsnce J,_Subiracton &71 908R 0.00F
Name: Nonaethylene glycol monododecyl ether
100 Precursor type: [M+NH4]+
CBH1303 133.0858 Instrument fype: HCD
Collision energy: NCE=20% 24eV
Precursor m/z 600 4681
Eormula: C30H62010
C4H902 89.0595 Q. 0. MW: 582 Exact Mass: 582 4343 CAS# 3055-93-0 NIST# 4801732 |D# 960430 DB: hr_msms_nist#2
\/\O/\/ V\O Comment NIST Mass Spectrometry Data Center
C8H1704 177.1121 lon mode: P
Instrument. Thermo Finnigan Elite Qrbitrap
HO. 0. 0o lonization: ESI
504 I W g N S Collision gas: N2
S. le inlet directfl 1
C16H3302 257.2474 Spearamype MS2
MNotes: micromol/L in water/acetonitrile/formic acid (50/50/0.1): Spec=Consensus Nreps=9/9 Mz_diff=1.0ppm Vial_ID=69591 Data_source:M
C18H39010415.2536 InChiKey: ONJQDTZCDSESIW-UHFFFAOYSA-N Non-stereo
51 m/z Values and Intensities:
57.0697 €92 C4H9=p-C26H57NO10/-3.2ppm 9/9
71.0853 945 C5H11=p-C25H55NO10/-3.2ppm 9/9
| | | | | 730646 437 C4H90=-p-C26H5INOY/-26ppm 9/9
o T Y A T I T P Y L L, 1 830853 70  C6H11=p-C24HE5NO10/-28ppm5/3
50 100 150 200 250 300 350 400 450 500 550 600 836991 30 7219

(hr_msms_nist#2) Nonaethylene glycol monododecyl ether [M+NH4]+ HCD 20% P=6005

PlotText of Hit /_Piat of Hit




» Take Advantage of Modifying Structures with NIST Windows

» Much faster than drawing from scratch!

> e.g., | had a proposed structure that differed by 3 ethylene oxide groups
» Took best match and sent to structure editor

# Lib.  Score DotProd DeltaMass dForm pctRelForm  Prec. Type  Instr. Type Energy DBs MName
-132.079 -

Nonaethylene glyd

; = -
2 b 787 867 351084 cef Library Search 12 Nonaethylene glyc
3 hr 864 896 80.1346 Cah Structure S|m|lar|ty Search 15 Octaethylene glyce
4 hr Al 842 -132079  C-6 25 Monaethylene glyc
5 hr 286 650 339851 c3 ohow DBs 3 4-Nonylphenol hex
6 hr 743 849 -19178 C4h 11 Decaethylene glyc
7 hr 336 642 00462 car  COPY 3 Glycolic acid tetrae
& hr 392 687 300462  c2h  Select All 3 Glycolic acid tetrae
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15 hr 685 824 361084  C6H .

16 hr 654 784 100.088 csr Spec List

17 hr 697 824 156187 - Find name in Names tab Compare List
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. tip 269 000213 - Copy Structure to Clipboard MS Interpreter

20 hr 310 665 -166.064 c-9  Print
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23 hr 406 693 -228.049 Properties 4 PEGT6

24 hr 170 547 -109.986  C-1% - r 1 2 Dodecaoxyethyler
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» Erased 3 of the Ethylene Oxide Groups
» Highlighted new structure and copied to clipboard
» Then pasted it into MS Interpreter to evaluate

i ACD/ChemSketch (Freeware) - [CANIST26\MSSEARCH\nistms8.mol]
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Evaluation of Proposed Structure in MS Interpreter After Editing Similar Structure in Structure Drawing Program
Note: Change from lonized as Default to Protonated

Clipboard - MS Interpreter = a X
File Edit View Options Help
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