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Mass Spectral Display Options
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Window Layouts 2

User Interface Configuration...

Chromategram Display Opticns...

M5 and MS/MS Spectra Display Cptiens...

Deconveoluted Spectra Display Cptions...

Plct Line Definiticns...

Table Text Settings...

Message Box Options...
Intermediate Report Files...
Compound Label Configuraticn...

MS and MS/MS Spectra Display Opticns

: M5 and MS/MS Spectra | Compound Label Corfiguration | Spectrum Peak Label Options | Commor1|

Digits after the decimal: 1= [m/z values) 1= (Mass values)

Maximum number of panes: 4= [Results) 3= (Preview)

Flot lines: ’Color only v]

Plot titles: Expanded (with ionization, fragmentor voltage and caollision energy) I

MS selected ion symbol: Filled Color

I Re=d

MS/MS precursor ion symbol: Calor

Filled

| =S

Identified structures: Show structures using

(7 Plet color

@ Defined color Il Elack

[ ok

|| Cancel |[ Default

—

x

‘2o t QR C[XAal0c

1~ [ [e] 2 &[] % % |

'

«103 |+El Scan (2.041-2. 106 min, 16 Scans) Pest - 200 - Scan.D Subtract
2 530

2.54
24 681

1.5 136.0
750 (1070

—

“1ll

..J..J.L.n e 1

(3

- 1 T T T T T I. T T T T T T T T
60 80 100 120 140 160 120 200 220 240 260 280 300 320 340 360 380 400 420 440

Counts vs. Mass-to-Charge (miz)

MassHunter Webinar Series




Spectra Displa

MS Sectrum Results
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Spectrum Dlspla - Preview &)

E Agilent MassHunter Quahtatlve Analysis Bl h_test.m (a7
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Add Preview Spectrum to Results

E Agilent MassHunter Qualitative Analysis B.04.00 - mh_testm ;IIL ]
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Extract Single Scan Spectrum

E Agilent MassHunter Qualitative Anal

ysis

00 - mh_testm

IE File Edit View Find Identify Chromatograms Spectra Method Wizards Actions Cenfiguration Tools Help
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Extract Averaged Spectra

@ Agilent MassHunter Qualitative Analysis B.04.00 - mh_test.m
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5 for spectral averaging.
S Double-click to view aver-
4 Repors B aged spectrum.

'+ Find Compounds 1.2 110

¥ Identify Compounds n.:;: 2498

e T e S Ejiﬁ —=d e 1680 ® o1 25?.[‘)2??'9

— DE: PERR | |uu.|..1_|J..||.J_,|...||.|.|....H4..|......I.||..L1.:L—E.|[JJ ||n.| g 1| |J.‘ l,.. ‘. bl ||. Ll 2I|BID m 31|.T..9

R 50 8 0 120 140 180 1BD2DDZZ'D244}_'_ZBD 280 300 30 340 360 30 40 450 4%

Counts vs. Mass-to-Charge (miz)

MassHunter Webinar Series

- Agilent Technologies




Background Subtraction for Manual Spectra

% Agilent MassHunter Qualitative Analysis B.04.00 - mh_test.m

||} File Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help

s Ede s a-MER - ER|[BE] AL 4 Akl GEE S &

# Use the Ctrl Key
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07 ' ?;E MS Actuals
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Extraction Data Format @ 064 571 ' "‘"-H Assign Ranges fo
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Find Compounds 4
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B} 025
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# Compound Automation Steps 0.154 153 Copy to Clipboard Cirl+C
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Background Subtraction for Manual Spectra

Agilent MassHunter Qualitative Analysis B.04.00 - mh_test.m

i File Edit View Find Identify Chromatograms Spectra Method Wizards Actions Cenfiguration Tools Help
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=¥ .F'est 200 - Scan.D
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|| = Minutes - | ﬁﬁ
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-~ [@]ulu + Scan (11.087 min) 124

<[]l + Scan (11.184 min) 14
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[ 1lu + Scan (11,604 min)

[l + Scan (11682 min) 084
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< m | v || & Menusl Baraction | Peak Spectnum Extraction (MS) | Pesk fiters | x106 |+El Scan (16.858 min) F'est-EDD-Scan.D|Sub‘trEd |
i B b % Manual spectrum background .\'".55
MS [Current background spectrum 1.4 7
Chromatogram :
1.2
I=| Spectrum 124 -

— - Description indicates
e A subtraction occurred.

Extraction Data Format

0.8
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0.5+
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I+l Reports
I+ Find Compounds

[+ Identify Compounds E:_ -.;_-
1+ Compound Automation Steps D:Z— 5R
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Extract Peak Spectrum Extract an averaged spectrum

- from a chromatographic peak
e it v o s e s e Wi i e s 7 AUtOMatically. Must integrate
25d B aEE R sRBlE]hlahs kG & to define chromatographic peaks.

i P& Data Navigator x ||i /% Chromatogram Resulis
Sor by Dta Fie 2o tlQBHC[Haoc o b [k 2 [%]% % B = Minues =
(=) [¥] Pest - 200 - Scan.D
- User Chromatograms %108 |+EI TIC Scan Pest- 200 - Scan.D
QEI*Y + TIC Scan 4 Extract MS Spectrum
(= [7] User Spectra 3.5 Y frum + )
[0l + Scan (11.087 min) 2 Extract MS Spectrum to Background

Ll + Scan (11.184 min) 254 5216 Extract Peak Spectrum
Ll + Scan (11.318 min) 2 -

1l + Scan (11,604 min) 15
1l + Scan (11,682 min)

1l + Scan (11.912 min) .
1l + Scan (11.977 min) Uze Highlighted Chremategrams »

i o]
iy + Sean (10.569 m!n) Integrate Chromatogram
[ 1l + Scan (16.858 min) Sub s et vy ey W St Y W S P P B v o S DU S S ———
pou S 58 552584 586 588 55 55255459558 6 cl2el4clecls 61 612614616618 62 6226, e ———
ckground Spectra Counts vs. Acquisition Time (min) =g P

Extract Chromatograms...
Extract Defined Chromategrams

5 5 Smooth Chrematogram
Method Editor: | X ||i j]| MS Spectrum Resulis
= | | = | | | | Subtract Any Chromatogram
B! Integrate Chromatogram - > (u : L .
() Integ = Ak S t Q¥ ¢ AlDC Calculate Signal-to-Noise
o - | , |[ & ntearstor | Sutabiy | Peak Fiters | Resuts| X108+l Scan (16,858 min) Pest-200- ScanD Subtract | a1
- [Genercll 5|~ =
: E‘-HeﬂuﬂExﬂmutnﬁ_ﬂm X 1.5 Adjust Peak Threshold
= Chromatogram * || Fptions | 1 % SetAnchor
1.3
Detector Clear Anchor
Integrat
| eorate (M5) A| Point sampling: 1 Start threshold: 0200 124571
L lntegrate (MSMa) ) 114 Assign Ranges to
| 0 [[] Smocthing Stop threshold: 0. : ! .
ntegrate 14 Copy to User Chromatograms
Filtering: i - Peak location:
Smooth 3 dop 0.94 K Clear Results
Exclude Mass(es) = ¥ Delete

. D - Integrate the chromatogram A oot e
cncton Dt ™™ to locate chromatographic Y o eomcoe

then:
Spectrum ¥y

s | peaks. Four step process. Ao o
Qe "L L] LT

Find Compounds %2 60 80 100 120 140 160 180 200 220 240 26 | B¥POTt-
|l ¢ m + Counts vs. Mass-to-Charge (m/z) 5
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Extract Peak Spectrum

® Enable Peak Select tool.

[Ek Method Explorer: mh_testm x
# Chromatogram A
I Spectrum
"
Extract (MSM |

Extraction Data Format

General

K.

—— — — = —— i=h
Agilent MassHunter Qualitative Analysis B.04.00 - mh_testm - — '
i File Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help
3 2 Ed e a-IEE - R[] [RE][A] ] Ak G QYR
: 24 Data Navigator % ||} /4 Chromatogram Results x
Sort by Data File M B 3|Q|§|f§|t€|3|ge 4 _&_&E|%%%g|&i Minutes = | =
=[] Pest - 200 - Scan.D
El .UserChromatograms x10 € |+EI TIC Scan Pest- 200 - ScanD R R
] " | :
|User Spectra 354 : . o
[]1lu + Scan (11.097 min) 3 ! ! @ D bl - I k
1l + Scan (11,184 min) 25 | ' Ou e C IC On pea
- []4lu +Scan (11.318 min) 2 : .
- [ulu + Scan (11.604 min) 15 5261 = - 6.069 6307
1lut + Scan (11,682 min) 1 : -
[l + Scan [11.912 min) 05 '
[l + Sean (11.577 min) -D-
-~ [@]ulw + Scan (10.562 min)
@il *" [ =t 58 587 584 586 588 59 592 594 556 558 6 602 604 606 608 61 612 614 616618 62 622 524 626 628 63 632 634 636 638 64 642
I + Scan (5.926-5.574 min) Counts vs. Acquisition Time (min)
Background Spectra - =
[#]hlw + Scan (16.502-16.650 ... m || [Z Method Editor: Exiract (MS) % (|} 1l1 MS Spectrum Results X
Compo . . o B
i (V) ExtractPeak Spectrum - | {3} | ¥3 - ¢4 | Method Items ~ HE" ol 2 ] 3|Q@Qélt€l,ﬁ;|0 64 1 ‘| J_E_E‘j_'%‘%g =

Spectra to include
() At apex of pesk
@ Average scans >
TOF spectra
Exclude if above
@ Anywhere

100.0-2000.0

) In miz range(s)

Peak spectrum background

A Manual Exraction | & Peak Spectrum Extraction (MS) | Peak Fitters

% of peak height

Set up Peak Spectra

MS

[Avemgecfspedmatpeaksta‘ta’lda’ld

MNang
Time range Current background spectrum
Spectrum at peak start

Designated time range{s)

Spectrum at peak end
Average of spectra at peak start and end

4 L}

r

x104 |+El Scan (5.926-5.574 min, 12 Scans) Pest - 200 - Scan .0 Subtract
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Extraction
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Extract Peak Spectra Automatically

Agilent MassHunter Qualitative Analysis B.04.00 - mh_test.m

——— Eh

Sy

i File Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help

i dBa g a-MEE - ER]|[BE]A]eL]M ARG BB &

i PA Data Navigator % ||} /4 Chromatogram Resulis ®

et T S reesa@¥ <l Spectra Results from each Integrated Peak

.. User Chromatograms = w10 & |+El TIC Scan Pest- 200 - Sc
EAAY TIC Scan r 41 Extract MS Spectrum I
User Spectra — 35
[ulu + Scan (2.041-2.106 min) Sub Extract M5 Spectrum te Background
[l +Scan (2.253-2.296 min) Sub ,A: . N
il + Sean (2.478-2513 min) S 2] Extract Peak Spectrum
[Fulu + Sean (2.604-2.639 min) Sub 15 Extract Chromatograms...
1l + Scan (2 656-2.682 min) Sub 14 .
Wi + Scan (2.768-2.828 min) S ‘ I Extract Defined Chromatograms i 1
il + Scan (2.830-2.950 min) Sub od Use Highlighted Chremategrams »
1l + Scan (3.063-3.102 min) Sub

T T T T Integrate Chromatogram e
14 6.16 6.18 6. 4 642

Couﬁm vs-. Acquisition Time Integrate and Extract Peak Spectra

1l +Scan (3.180-2.215 min) Sub
V]ulu + Sean (3.228-3.262 min) Sub
1l +Sean (3.301-2.345 min) Sub

58 582 534 5.85 5.88 59 552 594 595 538 & 602 6.

[V + Sean (3.358-2.382 min) Sub i [Z7 Method Editor: Exiract (MS) % (/i 1]l MS Spectrum Resulis Cmoom !Hroma!ogram ] ®
[#]ulu + Sean (3.557-2.587 min) Sub —— : Subtract Any Chromatogram o
. _|.|J.|.I.l +Scan (3.786-3.830 min) Sub : (!) Extract Peak Spectrum 'l ﬁ | ¥) - [ | Method Items ~ P & 1 | Q f# | @ |3 (& 15% =
X ; - Calculate Signal-to-MNoi
< Wf—”” ol A m”l'] — A Manual Bdraction | & Peak Spectrum Bxraction (MS) | Peak Fiters 103 +El Scan (2.253-2.286 min, 11 Scans) i i
) 53,0 i& Integration Peak List L
5 Spectra to includ 3 =
i E Method Explorer: mh_testm x {_?m:'p:x";{ ;B:k , Adjust Peak Threshold
Chromatogram A @ Average scans = 10 % of peak height 14 551 121-|:1-“ | Set Ancher
I~/ Spectrum TOF spectra . .llj LhL] " L'K Clear Anchor
Extract (M3) A| Exclude if above 10.0 % of saturation amE  LE1amn 17470 % E47 ~iq § Scans) Assign Ranges to
Extract (M5/MS) T o S [] (] Copy to User Chromategrams
S ip: Set integration parameters ] e et .
General e e ¥ Delete
and Extraction parameters in ot -
°
.8 5¢ Q Unzoom
- rind ompounds the Method Editor first. Sl b .
Identify Compounds
Select Integrate and Extract G oo e ol '
Compound Automation Steps g k1
53 Copy to Clipboard Ctrl+C
Worklist Automation .
Peak Spectra from the menu. ....|3 e L
Export . ~ . __ )15 20d Export.. 450
< | LiLJ | ¥ Counts— oo oo ey =

MassHunter Webinar Series
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Considerations for Accurate Mass Data
Using Extract Peak Parameters — Saturation

: [£k Method Explorer: Defaultm

% ||} (5 Method Editor: Exiract (MS)

Chromatogram

A

@ Extract Peak Spectrum '|‘ ¥ - (4 | MethodItems - | =N

[~ Spectrum

Extract (MS)

4]

Extract (MS/MS)

Extract (V)

Deconvelute: Resolved lsctope
Extraction Data Format

+ General

[+ Reports

[+ Find Compounds

Find Compounds by Formula

Identify Compounds

Compound Automation Steps

Worklist Automation

[+ Export

Marual Bxtraction | & Pesk Spectrum Exraction (MS) ‘ Peak Location I Peak Fitters I Charge State|

Spectra to include

() At apex of peak
(@ Average scans > 10 % of pesk height (
TOF spectra
Exclude if above 10.0 % of saturation
@ In the m/z ranges used in the chromatogram (
(&) Anywhere
() In these miz ranges 100.0000-2000.0000
Never return an empty spectrum
Peak spectrum background
MS [ﬁ\re«age of spectra at peak start and end - ]A
Time range: 1
[ Also evaluate with no background

A0 L E0 v X owrw) $rd0 ¢ St [

12.5 ppm

5.92 ppm CgH,NO

Change 5%
Change 20%

For very narrow
chromatographic peaks
that are completely
saturated you may
have to turn this
function off or error
occurs: No Data
Found.

Agilent Technologies



Using Extract Peak Parameters — Isotope Model

Chose Isotope model that

Corresponds to workflow.

i [£ Method Explorer: Defaultm ® | i[Z Method Editor: Extract (MS)

* Chromatogram i (¥) Extract Peak Spectrum +| (3} | ¥] ~ 4 | Methodltems - | (5 [
- spectrum ] Manual Bxtraction | Peak Spectrum Bxtraction (MS) | Peak Fiters | Charge State
|Ex1Iac1 MS) ‘ Isotope grouping
. Exctract (MS/MS) Pezk spacing tolerance: 0.0025 m/z, plus 70 ppm
Common organic molecules |=25.. e Cm—
Common organic molecules
-+ General
= 4 Charge state Comi o )
Peptides
P e t i d e S Reports Limit assigned charge stz Unbiased 2
p Find Compounds A LT

[] Treat ions with unassigned charge as singly-charged

Find Compounds by Formula

Unbiased i —

Compound Automation Steps

Worklist Automation

Glycans e

Tip: Check Limit Assighed Charge States Maximum Values.

For Small Molecule Applications: Set to 2

For High Molecular Weight Apps: Uncheck or Max 10

Agilent Technologies




Extract Spectra — Peak Filters

* [& Method Editor: Extract (MSMS)
: () Extract Peak Spectrum = | {5} | ¥) + (¥ < | Method Items~ | (5 [

Peak Spectrum Extraction (MS/MS) | Pesk Location 2 Peak Fiters | Charge Stats |

' [Et Method Explorer: Default m ¥

Chromatogram

= Spectrum
Extract (MS) —Height filters
Extract (MS/MS) A ¥ Absolute height A >= | A s
Deconvolute; Resclved |sctope ¢ Relative height & == | 5000 % of largest peak
Extraction Data Format
—Maximum number of peaks
¥ Limit (by height) to the largest | 100

Tip: Always remember to set Peak Filter Limits to reduce noise.
Important when library searching.

Agilent Technologies




Context Sensitive Help

100 counts

Height fitters
Lbsolute height A >=
[] Relative height >= |

000 % oflargest pesk

Madmum number of peaks
Limit (by height) to the largest

Spectra to include
i) At apex of peak
@ Average scans > 10

100

% of peak height

Peak spectrum background

= ]

Time range Cument background spectrum
Spectrum &t peak: start
Spectrum at peak end
Average of spectra at peak start and end
Designated time range(s)

MS

‘Cmmm w malecules vi
Common organic molecules

Common organic {no halogens)
Peptides

Unbiased

Ghvcans

Tip: Context Sensitive Help is available through the F1 Key.

MassHunter Webinar Series
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Walk Chromatogram o

Agilent MassHunter Qualitative Analysis B.04.00 - mh_test.m

i File Edit View Find Identify Chromatograms Spectra Method Wizards Actions Cenfiguration Tools Help

B EEdESa-PEE 9 R [RE] Al ARG eSS

i % Data Navigator x |3 /% Chromatogram Results x
Sort by Data File | 2 o 3|Q@@g|\f|ﬁ|ge 4 Minutes =
[] Pest - 200 - Scan.D ~
~[¥] User Chromatograms F x10 8 |+El TIC Scan Pest- 200 - Scan.D
/v (NI -
~[¥] User Spectra — 3.5
- [y + Sean (2.041-2.106 min) Sub kR
- [@]ulu + Sean (2.253-2.296 min) Sub 254
Ll + Secan (2.478-2.512 min) Sub 5216
- [@ulu + Sean (2.604-2.63% min) Sub d307
- [@ulu + Sean (2.656-2.682 min) Sub
Ll + Sean (2.768-2.829 min) Sub
[ @]ulu + Sean (2.890-2.950 min) Sub
- [@]1lu + Sean (3.063-3.102 min) Sub

1l + Secan (3.180-3.215 min) Sub
[0 + Sean (3.228-3.262 min) Sub
[ + Sean (3.301-3.345 min) Sub

58 582 554 536 583 59 552 554 556 593 6 602 6.04 606 608 61 6.12 6.14 6.16 618 6.2 622 624 626 623 63 632 634 636 638 64 642
Counts vs. Acquisition Time (min)

- [@uly + Sean (3.358-3.383 min) Sub ! 5 Method Editor: Exiract (MS) x ||} [ff Spectrum Preview x
- [@]ulu + Sean (3.557-3.587 min) Sub — :
@l + Scan (37863830 min) Sub || (B} Extract Peak Spectrum = {3} | € - £ | Method ltems ~ 2ot QB [EAIoe 3xBlalg
o Vil s Sean G123 mn) Sb 7| A Mol Eraction | 4 Peak Spectum Extracton (M5) | Peak iters %1035 +El Scan (5 352 min) Pest - 200 - Scan D Subiract
17-
@ Expl B o .?pedlato include 164
EL reduined: 154 219
el A @ Average scans > 10 % of peak height 144
1=l Spectrum TOF spectra 1.3
Extract (MS) A| Exclude if above 10.0 % of saturation 1.2+
1.1
Exctract (M3/MS) ;
Ecrston D Frma Walk Chromatogram | ..
General U I f d = h 0.84
. se left and right
Find Compounds k b d il 569 1738 )
alrrows on Keypoar e 239
Identify Compounds 0.4+
0.3 121.0
P —— to step through
[+ Worklist Automation 0.1+ J J J {
Spectra. SN DR T O T A R
e 50 75 100 125 150 175 200 225 250 275 300 325 350 3/5 400 425 450
Counts vs. Mass-to-Charge (miz)

MassHunter Webinar Series
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MS Spectrum Peak List One L

Agilent MassHunter Qualitative Analysis B.04.00 - mh_testm — ’Z"E"I‘[
I File Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help
i3 2daga-MEEI 9o LR [RE [Al e[k Al R4 &
nﬁ Data Navigator x &(]mmtnganﬂ‘enﬂs -
Sort by Data File v§103|Q|§|&,ﬁ|T£|a|Qe 4"?*§='?-LE|%%%??|@ Minutes - (14
[l Pest - 200 - Scan.D -
~[#] User Chromatograms g x10% +El TIC Scan Pest - 200 - Scan.D
[]#% + TIC Scan ‘E 4]

-[¥] User Specha 4 315

S FAIMM -+ Scan (2.041-2.106 min) Sub kR

+ an [2.2532 295 min, ub 254

- [@]uly + Sean (2.478-2.513 min) Sub 7] 6.216

[Pl + Scan (2.604-2.638 min) Sub =] 5861 5357 01 £.069 5207

< [1u + Scan (2.656-2.682 min) Sub 14 d

- [@]ulu + Scan (2.768-2.829 min) Sub 054

[ @]ulu + Scan (2.890-2.950 min) Sub .D-

[ #lu + Scan (2.063-2.102 min) Sub

[ @]ulu + Scan (2.180-2.215 min) Sub
[ @]ulu + Scan (2.228-2.262 min) Sub
Ll + Scan (3.201-2.245 min) Sub
- [l + Sean (2.358-3.383 min) Sub J]_[IlSSpechunHenﬂs b4 EJEMSPmom;fh(z_Ml_z_mm Sub ®

58 582584 586 588 59 532 554 556 558 & 6.02 604 606 608 61 612 614 616 6.18 62 622 624 626 628 63 632 634 636 638 64 642
Counts vs. Acquisition Time (min)

- [@]ulu + Scan (2.557-3.587 min) Sub = : :
[l +Scan (27863830 min) Sub || 2 & 32 [§] & |ﬂ! 9 & 3 | 1 miz Species el Il plles o g pplbiad
@1l + Scan (2912-2.951 min) Sub = . ; L1 » 53.1 273978 927 273376
" |—”' | b x10 3 ||+El Sca;}(j.[lﬂ -2.106 min, 16 Scans) Pest- 200 - Scan.D Subtract I_I g 1507424 5101 1507402
? F5 Method Explorer mi i " 3 &1 1874087| 6322 187208.7
off ez 77 £23528| 2313 £83528
Chromatogram A 1360 78.1 16252.1 55 16252.1
1 - - - °
£ Spectrum ﬁ l J l 79 117380 3972 117330
oflod Bl : 20 ;52283 1531 52283
Extract (MS) A x105 +El Scan (2.253-2.296 min, 11 Scans) Pest- 200 - Scan.D Subiract & 779253 945 279253
Exetract (MS/MS) ] 93,0 31 TI0364| 3735 110364
Extraction Data Format 2 Mezg| 3777 1116138
| 2 ‘ B Cx 2954522] 100 2954522
-
e . . 841 Ti4ssd| 3887 114854
* Reports 0R|ght-CI|Ck spectrum. %1 T3564|  11.39 396564
— 108 415734 1407 415784
Compounds 1051 180002| 609 180002
Identify Compounds ) 07 1143992 3871 1143992
— *MS Spectrum Peak List One. 108 27133] 1344 397133
Lol B S 2 1363632| 4615 1383632
Worklist Automation 1341 7088|579 17088
. . 18 1383431 4682 1383431
Export *Tool is also available. .

MassHunter Webinar Series
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MS Spectrum Peak List Two

Agilent MassHun;r Qualitative Analysis B.04.00 - mh_test.m — (B
i File Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help
(3 2B MEE - PR [E E [Ale ] sbRRG &SN e
h‘ - Data Navigator b ;ﬂ(]rm‘hnganm b
Sort by Data File e o 2 QE W CI[RAIDC 4 el L AK]R[B]% % B S Minutes - | =
[] Pest - 200 - Scan.D -
-[¥] User Chromatograms N x10% +El TIC Scan Pest - 200 - Scan.D
[@]Aw + TIC Scan ‘E 4] .
. nd
ser Specta = S * CRTL click at 2"® spectrum
: +scan("m1"1nsmm) Sub 1]
- lldm = £ 25
: E Sc:an (2.478-2513 mln) Sub 2] 545
- [W]ly +Scan (ZE0E-2639 min] Sub 154 5,361 . £013 6.069 E
]l + Sean (2.656-2 682 min) Sub 1 : ‘MS Spectrum Peak List Two
- [ @]l + Scan (2.768-2.828 min) Sub e
- [ @]l + Scan (2.330-2.350 min) Sub o
[l + Scan (3.063-3.102 min) Sub
-~ [@ulu + Scan (3.180-3215 min) Sub e sk sk sk sk ok shisk sk ¢ shekskean e ° 100l IS also available.
[l + Scan (3.228-3.262 min) Sub Counts vs. Acqui
- [W@]Llu + Scan (3.301-3.245 min) Sub — —
: Ll + Scan (3.258-2.283 min) Sub : 1]] MS Spectrum Resulis b 4 EJJ#IISP&EIHOMH—SWI(Z.D“—Z“Bni_ b 4 LﬂﬂSPealmTImHSl:m(z.l?s—me Sub b 4
[l + Scan (3.557-3.587 min) Sub B - -
- [@uu + Scan (3.786-3.830 min) Sub T T Q |§| Q%E 3 - miz Species AbuEd ; Fu m'z ; Species Abund Abund  Abund % (Norm) i
|—|_|.|J.l|.l + Sean [3 912-3.051 I'I"|II'I] Sub T X oL » 531 273976 » 731 522338 36.36 52
. i | 0= *2;;‘“” (2.041-2.106 min. 16 | 671 1507424 1929 776747 541 77
: = Method Explorer: mh_test x 34 881 187400.7 2483 727166|  5.06 72
2 77 623528 2509 1275318 8.8 12
Chromatogram A 138.0 781 16252.1 266.9 14364235 100 14
£ Spectrum i ‘ J 7 117390 %739 3771113 2625 77
o : 20 157283 2689 2526883 17.59 78
Exract (M5) Al 1105 +E Scan (2.253-2.296 min, 11 81 279253 355 14337851 9962 14
Extract (MS/MS) 3] 830 91 110364 356 B05298.2| 35.18 50
Extraction Data Farmat 52 1116138 957 330757.8| 23.03 3
" 29 33 2954322 358 B6166.2 6 26
o
I+ General 14 94 1 114854
Reports L l ;‘,[ 95,1 13656 4
Find Compounds <108 |+E Scan (2478-2.513 min, 8 5. 105 415784
105.1 18000.2
154 2663 3550
Identify Compounds 107 1143392
1 108 35712.3
Com Automation
pound Sl S ds 172 121 1363632
Worklist Automation l 1919 1341 17088
o . ..‘.Ij Ll Y | 136 1283431
Ew Livv LU SUU Ul
Counts vs. Mass-to-Charge (m'z) -~

MassHunter Webinar Series

Agilent Technologies




MS Spectrum Peak List

! 1l MS Peaks One: + Scan (2.041-2.106 min) Sub ®
mz Species Abund Abund  Abund % (Norm) Mazx Abund
» 53.1 273576 927 273976
671 1507424]  51.01 160742 4
68.1 187409.7| 6342 187409.7
77 ggarze] 2313 583528
781 | Add/Remove Coelumns... 4 162521
i Add/Edit Manual Identification D
20 452283 ~
X Delete Deconvoluted Peak WColumns E
21 279252
91 54| Copy to Clipboard Cirl=+C 110362 \
92 A print. 11161328 Available Columns: Show these columns:
=3 Export... 2384822 Cluster Abund
94 1 114854 Diff (mDa) Abund %
Formula Abund % (Norm)
5.1 336564 11.39 33656.4 i g Dif fopm)
105 415784 1407 415784 miz (Calc) lon
105 1 180002] 609 18000.2 Peak Number mj: oroc)
107 1143882 3871 114399 2 < Remove Maze Abund
108 397133 1344 357133 | ga'f _
121 1363632| 26.15 1363632 | Add Al ->> Frocee i
1341 17098] 579 17098 | Z fprod.}
136 1383431 4682 1383431 <<- Remove All
J ' T | 3
For relative abundance,
right-click table header.
and Add/Remove
Columns. Select

desired columns.

MassHunter Webinar Series
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MS Spectrum Peak Filter

Agilent MassHunter Qualitative Analysis B.04.00 - mh_testm

i File Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Toeols Help

AR R=RE N MmN R e N | S B (A A T e = R e
i % DataNavigator X ||}/ Chromatogram Results _

Sort by Data File e ot QB @IC [0 o v W[ A L] % %

- [W]uly + Scan (15.338 ~
8 582 584 bdb b83 5D 592 554 556 598 & 602 604 606 608 61 612 614 616 618 62 622 624 626 6.

| = Minutes =]

[F]nlu + Scan (15684 x108 5
ulu +Sean (15.823 Counts vs. Acquisition Time (min)

[l + Scan (16.433 - — :
[l +Sean (16680 || (21 Method Editor: Exiract (MS) x |[: 111 MS Spectrum Resuits x

e oy |02 EatractPeok spectum -/ @8 |9 -« | Methodtiems- | = i 2 0 ¢ QB # I [&]4 0 ¢ 1 -]

[l +Scan (20821 ||| A Manusl Barsction | A Peak Spectrum Brmction (MS)| & Peaic Fiters | || 104 [+E Scan (5.268-5.329 min. 15 Scans) Pest- 200 - Scan.D Subtract &
1l + Scan (5.926- ——
[l + Scan (6.190- =gt titers N
1l + Scan (6.268- Absolute height 5= 20000 A counts P
< [¥]nlw + Scan (6.268- . . . 25 s
Relative height = 5000 % t peak 5.9
[@]ulu + Sean (6258 AL [gest pea
7 4]
[EiT - Scan (6262 Madmum number of pealks -
[ Limit (by height) to the largest 100 35 -
94 240
M
\‘2.5-
24
151
Chromatogram #
14
- Spectrum Only affects MS Peaks| |
S al | JJ.lM. H.I kLl J”_J. Iﬂ
Exctract (MSIMS) tab I e. ol 9% P R U Y W O ) i B

60 20 100 120 140 160 150 200 230 240 260 280 300 320 340 360 380 400 420 440 L

Extraction Data Format Counts vs. Mass-to-Charge (miz) -
'+ General EJ&HSP&*;OM::-&:HI(G.ZGB—GIBH&.) Sub x
Reports miz Species Abund ¥ Abund  Abund % (Morm) Max Abund il Sat  miz (g
» 2059 46522 4 100 46522 4
e g 1759 426649 51.71 42664.9
Identify Compounds 69.1 349739 75.18 345739
124 29238.1 £2.85 292381
A 2079 261917 56.3 261917

Worklist Automation

'+l Export

MassHunter Webinar Series
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MS Spectrum Peak Filter Interactive Setup

i2 o t QAW [HAIDC 1 -lm][e]E D% %% =4
Cursor at the x‘H]; + Scan (rt: £.230 min) Pest - 200 - Scan.D Subtract i
location for the | =
544
threshold.
48
* Rightclickand | £
. ol -‘
SElECt Adj U St iﬁ: LLE| 2059
34
Peak 2
284 1238
Threshold. 4
224 :
1 I O B 1 S
161
o Tip: Scale H
08 il
Spectra must | E
D:Z: | n‘ | 11
b@ @ﬁ, 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 1%0 200 210 %uzénwzﬁmﬁﬁzii;mzjgmﬁn 250 300 310 320 330 340 350 360 370 380 3%0 400 410 420 430 440 40 i
| 1}t MS Peaks One: + Scan (rt: 6.290 min) Sub x
MS Spectrum Peak List 1 miz /48 Abund 4 Abund % (Norm) 4 Max Abund 1 Z-+ Sat43 Species # Label 8 Formula & lon Species 4 Diff (ppm) = miz (prod.)  Z (prod.) ® lon4 Loss Formula+ Loss Mass 4 lon Type
ﬂ | 691| 50833 508993
MS Spectrum Peak List 2 93| 23283 2233283
EE MS Actuals Eii ﬁg ﬁg
1778 2456003 2456003
I Adjust Peak Threshold I 197| 24998.13 2499813
2059 363932 36982

MassHunter Webinar Series
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Accurate Mass Considerations
How to Recalibrate a Mass Spectrum

Use on User Spectra only. Save new calibration to whole

datafile. @
Do not background subtract.

Restores original calibration. G

Right-click in MS Spectrum Results = x
window and select Recalibrate. RARCROR: T

Masses |Coeﬁicient |
Reference list file: C:\. \qtof_default_calibr.. [ ]
Calculates and applies new calibration dororcomoss et (ot O[E=
to highlighted spectra. ¢ |
g g p {!::I Measured Mass Known Mass Difference (ppm)
. _J 11%03?1 11% w
| 121.0510 121.0509 1.13:‘35
Select E to apply current — & 2202 o202 o
recalibration to highlighted spectra. - e e k=
m fezts6zs
. . . . . [} 2121.5332
Saves new calibration to highlighted — - b
spectra. I% 2
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Let's take a moment
for questions on
Working with Mass
Spectra

Up Next:

Annotations



Annotation of Chromatograms and Spectra

_& Chromatogram R esults =
cotlQBE C[Eaoc 1 -w] e B

%107 + TIC Scan D20030507-GC-FO000180-A241.0

94
8‘2: 1% Agilent Technologies E |
75

74

£.5- o O

£ Compound X
5.5 N/ 0

5 |
4.5 H SN A Y

ot N 5
4 H i jlI MS Spectrum Resuks x
H H H

i 2o 3 QAW CIEAIOC =i wE] %] % %
PR X e

2.54
¥105 |+ Scan (10,591 min) D20030507-GC-PO000T 80-42-11.0

s IEIE RS

|>

7]
1.5
1
0.5
0

B3

92 93 94 95 96 97 98 99 10 101 10.2 103 104 1

Counts we. Acquizition Time [min’ )
Infarance from hatrix

244 H\ + \N [ % H
22 al ! i \e{mu

24
173.2000 265.4000

1.8 2132000
|.ElI
94
0.5
e ‘
| I

" ‘||| | IH I ‘H‘I | |||||‘H|| ||.|“ M ||‘||..

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Countz ve. M agze-to-Charge [miz)

[

MassHunter Webinar Series

Agilent Technologies




Place Graphic into Annotation Mode

*Click Annotation Mouse Tool

«Annotation Toolbar and Annotation cursor appear

ﬁ Chromatogram B eszults

2ot QBH AL 1qwﬁiﬂ§f%aﬁmamm 2 3

Eggx@‘

w107

+ TIC Scan 30507 -GC-FO0007 20-42-11.0 \

Annotation Toolbar Annotation Mouse Tool I

Annotation Cursor i

e

K i L

92 93 94 95 96 97 98 99 10 101 102 103 104 105 106 107 108 109 11 111 112 113
Countz va. Acquizition Time [min]

Agilent Technologies
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Add a Text Annotation

FANE LRI LTI 2 | Add/Edit Text Annotation X
fv et QE W CI[EMAl0C 1 e T A ELE[%]% B B S e ==

;99 38 % | g2 Froperties
w107 [+ TIC Scan D20090507-GC-PO000T80-4241.0 4 Ve M
y A
81| Step 1- PO_Sition cusor to where [Press Chl+Enter Yor Alt+Enter to add a new ling)
5 the annotation should be placed
Step 2 - Right click to bring up the annotation menu Test color:
£ then select Add Text Annotation . .
Orientation: degrees
A4
4 Fort style; Font size: 10 R
3] Lnnotation ype
2l ® srichored Step 3 - Enter Text and alter
N Add Tmage Annotation... Shom painter other properties if desired
Add Text Annatation... | . q
al Painter propertizs
" 92 93 d4 95 96 d7 493 39 10 1 7 oi0s 08 11 1 112 113 Calar:
Counts }( 4
| Spectuumprevien X x Palten
001 QBuEN00 2B e
i_ﬂ[ﬁhmmaloglamﬂesulk x Fairter head:
HI T SR R g |A [ & 1oz A [}| % %y H| s Mindtes =] Puairter head location [the », y value using the data dizplayed):

P98 80K e 2 10.0791833333333 i

%107 |+ TIC Scan D20030507-GC-PO0O0TB0-2211.0

5 ' 14256440 [abundance]

|

“] Upper left comer of the annotation [the . y walue using the data displayed):

i g -

5] S [abundance]

N Compound ¥ O Floating

N Upper left comer of the annotation relative to the upper left comner of the canvas:

[% calculated using =y

Fielative ¥ [%):
walues from the canvaz |

1_J{\_/\ Relative ¥ %]

g2 d3 d4 95 496 97 98 93 10 101 102 102 104 105 106 107 108 109 11 111 112 113 ‘ Step 4 - Click OK '_.. L ok, ” Cancel ]

Counts ve. Acquizition Time (min]

I

|

MassHunter Webinar Series
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Text and Pointer Can Be Repositioned

iﬂ[ﬁhmmatugram Rezultz »
2 0 1 Qe %A 1ok LN Minutes =S
32 (X ] e
#107 |+ TIC Scan D20090507-GC-POO001 80-42-1.D .-
94
84 Drag and drop to move text or pointer

B+ Cnmpuund}f{|

) [ RN ? AL

92 93 94 95 96 97 98 99 10 101 102 103 104 105 106 107 108 109 11 111 112 113
Counts vs. Acquizition Time [min]

E4

MassHunter Webinar Series
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Image Annotation

« Same steps as adding Text

« JPEG and MOL (molecular structure) files are supported

* Image may be scaled and pivoted

Add/Edit Image Annotation X
Froperties
Co I |
File path: I WAy Documentziby Pictures\agilent_loago. jpg I |
Add Image Annokakion, .
Orientation; w degres
Add Text annokation, .. d
Select Al Annokations ol i A bl A
x Delete Selected LAnnaokations 5CE|E W|dth 1':":' Z 5CE|E hE|ght 1':":' Z
2 Delete Al Annotations Lock aspect ratio
Annokation Properties. .. Annatation type
%) Anchared
e Show poirter

T T ; ; ; i - | | Fainter propertiez
95 87 88 31 m 101 102 103 0. Color |-Hed 2

MassHunter Webinar Series
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Anchored vs. Floating Annotation

E_&Chmmaloglam Results & AddfEdit Text Annotation rz|
ieatlQ@w“&'ﬂl'OC‘ tm e -‘-“El%%" ! Properties

¥108 |+ TIC Scan D20030507-GC-PO000T80-42-1.0 Text
et
1.3+ .
15 Agilent Technologies
1.1 ‘ Fixed without Pointer T [Presz Chr+Enter or Alt+Enter to add a new ling)
0.9 | Floati l
n.ad L oating Orientation: degrees
07 o Funt ghyle: Font size: 10 w
06 %l\ A )
0.5 " T i //{ ‘ Fixed with Pointer ' Annatation type
Lo S
0.4 o ! / (®) Anchored
U3 Compound ¥ Show pointer
0.2+ Painter propertizs
0.1+
! N A
g6 g g2 494 95 a8 0 10z 104 10 108 11 112 Pattem:
Counts ws. Acquizition Time [min)
Eﬂthmmaloglam FResults x Fointer head:
P2 et ¢ | 1 e | !
tQBlY ¢ 4 9C . e s %% & Fairter head location [the . y walue using the data displaved):
#1077 |+ TIC Scan D20030507-GC-PO000T 80-42-1.0 .
344 - LS 10.0791833333333 iy
3.2 1 3
250 - Agilent Technologies 3
] ?/ |'|/k|' Cormpaurd ¥ o o v " 14256440 e
2.8 H\._V\\N}\(//\H
2.6 wil h " Upper left comer of the annotation [the . y walue using the data displayed):
244
2.2 H 10.0826084243083 miri
2
1.8 A 30615717.0590099 [abundance]
1?: X ) Flaating
124 | Y Scale Upper left comer of the annotation relative to the upper left comer of the canvas:
14 | Zoomed Relative ¥ [%]: [% calculated using =y
0.8 walues from the canvaz |
0.4
0.2
5 ; ; - : - - - [ (] 4 l [ Cancel ]

gs 5 gz 94 95 g8 10 0z 104 106 108 11 112
Counts ws. Acquizition Time [min)
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Delta Mass Caliper

*New tool to calculate and display mass differences between two ions.

_|J_|_ M5 Spectrum Bezuks x

2o QB C[EAlo e 1 ovI[m] e EB[E][%]% % Bl =]

Profile Poirt ta Point - | IR W | A

[

®10E8 |+ Scan [10.582-10.593 min, 14 scans) D20030507-GC-POD0OT80-42-1.0

123.2000
2.4

2.2
2
1.5

1.6

123.2000

Drag and drop

1.4

1.2
75,0000

14 323.6000
0.6
247.4000

. “ v N
0.2-
0-_SALONR LSRR R AR Al et B ol L e |l‘ ikl [J | I ||.|.|I|l|”.|.|.l bl hL L e I |

EEI 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 GUD 625 BA0 675 700 725 750 775 BEIEI
Counts vg. Masz-to-Charge [miz]

0.5
368.5000

453.3000

L. L

[
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Delta Mass Caliper - Mass Caliper Mode

Click Delta Mass Caliper Mouse icon

Caliber Toolbar and Caliper cursor appear

Add or edit Calipers

Calipers can only be placed where there is a signal and “snap” to closest ion

i 1lL M5 Spectium Resuks x

T :IQ@@I@I.&I{:Q 1-|.||91%%% =

L Profile: Point ko Point -

%108 |+ Scan [10.582-10.533 mlr‘d scans) D20090507-GC-F0000130-22-1.D \
1292000 ‘

24 Caliper Toolbar \ Delta Mass Caliper

[

2.2

24

1.8

1.6 O—— 129.2000 ——
‘ Drag and drop to span masses

1.4+ &

1-2_ /
75.0000 ‘ Caliper Cursor 'I Q

14 329.6000 |

/

5] 3566000
0.4 o)
456 6000
od 1 | 111 H || JMu ik 1 hu Jou o dol |

_l_l_l_l—l_l_l_l_l_l_l_l_

B0 75 100 125 150 175 200 225 250 275 300 325 350 375 400 495 450 475 500 525 550 575 BUD G625 ES0 675 700 725 750 775 800
Countz vz Mazs-to-Charge [mdz)

[=]
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Delta Mass Caliper — Profile Options

*Only used on profile data
*Profile Peak to Peak will “snap” Caliper to profile peak apex

*Profile Point to Point will allow the user to position the Caliper to any point

100 §
- Profile MS data
EN 3004
5 3
§_|J_|_HS Spectium Besuks E
. E 40 3
ta e tQBY C[%alOcC 573 o1 3
. 1 o3 .
: Profile Peak to Peak -l i E_ x| & 20 3 .
Profile Peak to Peak 3
Profile Paint to Paint gnd Spectum (6,367 E .
15 295 256 287 298 299 300 301 302 303 304 305 306 307
i miz
1 100
& 3004 .
e Centroid MS data
E &0 3
@ E
= A0 3
2 3 3013
70 3
L

295 296 297 298 293 300 3m 02 303 304 305 306 307
iz

Agilent Technologies




Let’'s take another
moment for
questions on
Annotations

Up Next:
Reporting



Print a Report from Qualitative Analysis

E& Agilent MassHunter Qualitative Analysis - Default.m

:|Eile | Edit V“iew Find Idenkify Chromatograms  Spectra  Method  Actions
i | 2 Open DataFie... ce+o ]l = - |@@E|@@°|ﬁ_
| 2 | ||} /\ Chromatog Print Qualitative Reports:
o ml Save Results Chrl+5 vl @ & 1|
3 Close DataFile 06 |+ TIC
Clase All 1
375 .
i=§ Print ] ||[5i analysis Report.,, CErl+P il 'DlreCtly frOm menu.
Export » Compound Repu:urLEﬁ.
Import Compound. .. Cualitative Method Repart, ..
Exit acquisition Method Report., ..
” 2] Indirectly from Automation
175
@' Method E ditor: Assign Actions bo Bun Opening a Data Fie x
(319 - 0 (9~ wethod tems - | (2 3 *File Open Actions

Available actions

Extract Defined Chromatograms . .
Inteqgrate Chromatograms

Integrate and Extract Peak Spectra .WO rkl ISt Au to m atl O n
Srnoath Chromatograns
Generate Compound Report

>

Generate Analy

Find Compounds by Chromatographic D econwvalution H

Correlate LY Chromatograms with Compounds L Cove red | n th e

Search Spectral Library for Spectrum

Search Spectral Library for Compound 1h 1 1 1

Search for Spectrum Ueing MIST MS Program b Fam|l|ar|zat|0n GUIdeS

[~ ]

Actions to be run

MassHunter Webinar Series
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Report Generation Options

£ Agilent MassHunter Qualitative Analysis - Default.m

E Ellehgdit View Find Identify Chromatograms Spectra Method Actions Tools Help
i| 2| openDataFile..  Ctr+0 |9~ o | P[] [B]E] AR [l b | A ks B B &
el saveResults ctri+5 |2 e 2183 @g|@|&|g &2 = Print Analysis Report
i =
Close Datafile x101 [+E1TIC Scan Pest - 200 - Sean.D List of opened data files:
Close all o5 '
[ = Print 4 | —=§ Analysis Report... Ctrl+P | R sl Report conterts
Export » Compound Report... @ All results A& Separate report per data file
Exit Qualitative Method Report... () Only highlighted results
O Acquisition MethodReport...
Print repoart
121 Frint report A
14 Frinter name: |=Default> hd
051 [ Print preview
{ £} Method Explorer: Defaultm x ol
— 77— Save report
=/ Chromatogram = 695 7 705 71 715 72 725 73 735 74 ?
[] Sawve report as Excel file Save report as POF file

Integrate (MS)
Integrate (MS/MS)

i [ Method Editor: Analysis Report (%) Inside data file's reports subdirectory

Smooth P @ - | ()| Method Ttems~ | (2L 3 () At specified directory:
Exclude Mass(es) User chromatograms | | ’ ]
Calculate Signal-to-M | Show user chromatograms ) i
Flediele signarieTase o I report file already exists
Define Chromatograms ‘nfith peak tables ] o
; ; O Owerwrite existing report
= Spect [] Wiith signal to noise results
(*) Auto-generate new report file name

Extract (MS) r-9 User spectra
Extract (MS/IMS) Show user spectra
- ” \ifith peak tables oK ] [ Cancel

[] \wfith library spectrum
Analysis Report

[] \wiith difference spectrum
Compound Report
Commeon Reporting Options Compounds
File Open Actions Show compound chromatograms
Extraction Data Format [ With peak tables

Show compound spectra

Find Compounds L

\fith peak tables
Identify Compounds
Compound Automation Steps v

MassHunter Webinar Series
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Common Reporting Options

| [5 Method Explorer: testm X Excel Based Reporting

=l Reports .
_ Uses xltx files
Analysis Report
Compound Report . a o 0
Cormon Repaing Oios | Tip: Review Common Reporting Options first.
Find Compounds E
: [E] Method Editor: Common Reporting Options x ! [ Method Editor: Common Reporting Options x
: (¥} Print Analysis Report ~| {3} | #0 ~ (% - | MethodItems - | (5 3 : (#) Print Analysis Report ~| {2} | ) - (4 - | MethodItems ~ | (= (3
A Templates |Dptions| | A Templatesl Options |
General
@ Use Microsoft Excel® for reporting A Page orientation: @) Portrait @ Landscape
) Use PDF-based reporting Hide empty columns in tables

Show sample information

Report template folder
Peak table limits ({include all peaks unless limits are specified)
[O:\MassHunter'Report Templates'Gual\B.07.000en-U E Chromatogram pesks 10 largest peaks per table
Mass spectrum peaks 10 largest peaks per table
Report templates
Analysis report template Custom plot limits {autoscaled unless limits are specified)
[Mah-sisﬂeport:db( "] [7] User chromatograms 2.000-10.000 min
Compound report template: [ Compound chromatograms min
[Compoundﬂeport:dbc v] I:I MS spect 00.0000-1200. 0000 mi=
5 ra 00.0000-1200.0000
Qualitative method report template : [F] MSMS spectra miz
[Qual'rtati\re MethodReport xdbc - ]
[ Deconveluted spectra 15000.00-35000.00 Da
Acquisition method report template [F] UV spect Saraan
5 ra 240-330 nm
| AcaMethodReport rdic ~|

MassHunter Webinar Series
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Common Reporting Options

New to Qualitative Analysis
B.07.00 SP1

PDF Based Reporting

Uses xslt files

! [E Method Editor: Common Reporting Oplions

(P Print Analysis Report = | (3} | 3 » (4 - | MethodItems ~ | (2. (34

Templates | Options |

() Use Microsoft Excel® for reporting

@ Use PDF-based reporting

Report templates

Analysis report template -

| AnalysisReport xsh -
Compound report template:

[Compoundﬁeportxslt v]

Qualitative methed report template :
’Qualitativel‘v'le:thod Report xsh - l

Acquisition method report template
|AcqMethodReport rdic -

! [Z] Method Editor: Common Reporting Oplions

! (B} Print Analysis Report =| 3} | ¥ = (4 - | Method tems = | 5 (g

Templates | Options |

General
Page arientation: @ Portrait ) Landscape
Page size: ) A @ Letter

Show sample information
Peak table limits ({include all peaks unless limits are specified)
Chromatogram peaks 10
Mass spectrum peaks 10

Custom plot limits  (autescaled unless limits are specified)
10,000

[] User chromatograms 2.000-10.000

[ Compound chromatograms

[] MS spectra 100.0000-1200. 0000
[] MS/MS spectra

[] Deconveluted spectra 15000.00-35000.00
[ UV spectra 240-330

largest peaks per table

largest peaks per table

min

9832

nm

- Agilent Technologies
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Compound Report Options

: [Z Method Editor: Compound Report x
: (¥} Print Compound Report =/ (3} | &) = (& !
Compounds
Show compound table
: 5 Method Explorer- My GC Methodm X Sort by: | Retention time v
Chromatogram A Sort order: [lnu‘easjng = ]
Spectrum A [] Bxclude details for unidentified compounds
General Chromatograms
N [] Show user chromatogramis)

Show compound chromatogrami(s)
Analysis Report

[] Overlay compound chromatogrami(s)

Compound Report
Commaon Reporting Options Compound spectrum (MS)
| Show MS peak tabl
A [¥] Show MS spectrum ow V> pea &
[] Show predicted isctope match table
Find Compounds by Formula r-%
Show MS spectrum (zoomed in on special peaks)
¥ Identify C i
- Zoom padding: - 0.0 + 30.0 miz
Compound Automation Steps Civerlay predicted isctope distribution
Worklist Automation Compound spectrum (MS/MS)
Export Show MS/MS spectrum Show MS/MS peak table

Library search results
[] Show library spectrum [] Show difference spectrum

MassHunter Webinar Series
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Tools

Agilent MassHunter Qualitative Analysis B.04.00 - mh_testm

-y

pectrs Method Wizards Actions Configuration Tools Help

e TR, [BE)[A] @l # sk G @& 8 &

I:'JlDaiinl'Iilﬁlllgﬂl' » ﬁmmmm

Sort by Data File - 0 c ﬂ% %% o e Minutes By 5
e “¢ Save

open data results to defined Show all i.tems (relates to
f||es data files color Data Navigator)

.J_u_m + JUdl | EU.0L
+ Scan (5926 6216
----.JJJ_M+SCEH[E1B A

""._IJJ.M+5
Wil +
g [ ﬁh IH E[jil*ﬂ’f' v] %] [¥] @ -~ |@@
[¥] Backgrouny
Iﬁ..ﬂm+c
Compoun =
etehe Seer = " 53 582 584 5%533 59 59’4594 556 588 6 602 604 & % 6 m T 618 62 622 624 626 623 63 632 634 636 638 64 e.-'tl
4 1 3 L | Cou o iti-é %
: [ Method Explorer— ol [E ~ |2 1] MS Spe ] .
Chromatogram 4 ||! C|OS€ data Prlnt ! 2 e 3 2 | 2 Jdo o 1 '||§**:JEL'_.'J_||§ LInKEd

. . 0. =0 . .
= Spectrum [ . . 104 |+El1E = 287 Pest - 200 - Scan.D Subtract
f!le Qualitative = > Navigation
Exroc! (M9 Al oo heigh - . °] 2 L oo
Extract (MSMS) oHETee - AnalyS|S 45 6 ‘ .
Extraction Data Format Relative height °= 4 _ 5 2-
General Maximum number of peaks R e po rt 354 o " %
[ Limit (by height) to the largest . 2 z % =
Identify Compounds 15 Q | ?6
Compound Automa... 14 ;“‘
Worklist Automation 0.5 (4] ‘ %'
o4 h.‘J‘ |k a l..é ﬁ - i
¥ Export € @b T 2 % '60 280 300 320 340 360 350 400 420 40 ||
-Charge (m/z) -
' "
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Tools

— T —— e —
Agilent MassHunter Qualitative Analysis B.04.00 - mh_testm — g

———— Spectrum
ldentification

i File Edit View Find Identify Chromatograms Spect

== =R AR R RN R R R

M e

| 7A DataNavigalor X || / Chromatogram Results
S:ortbyDataFlIe |l 2ot |Q Qxﬁ| T{,‘I,ﬂ.lﬂ o 4 = H -A. & S VR YRR A == *inutes v|I§ ReSUItS
J]J_M +5can (15338 ~
- [#]uly +Scan (15684 x10 & [+EI TIC Scan Pest- 200 - Scan.D M S —‘
J]J_M +Scan (15.823 4 ’
e j Sifterence  SPECtUM - Compound
Data Method Spectrum Peak List  List Structure

Results 182 "

Nawgator Editor Preview g | 4 Viewer
..... + Scan (6,268 LR . o . *¥L“,
""" Scan[EZBE—

----- ‘ L

.Ba roundSpectra

?ﬁl@\@lﬁﬁﬂﬂl&ﬁﬂ@l@@ﬁﬁl

: [E Method Explorer-_ X ||° |21 MEIN0A EAITOT: EXITGCE (M) 11l M3 SPecrum Hesults
§®Extra.ctpea.k trum - | (3} | 9 ~ 4 | Method Items - Ib.q‘i.aﬁ :IQ.Q#IZH],QAIQG 1o ml.%'%s
= Spectrum | A Meanual Biraction] | & Peak Spectum Bxraction i) | & Pesk Fiters | || 104 [+£1 Scan (5.268-6.325 min. 195cans)

T Compound

= Integration Peak

| i
Method Chromatogram al = |dentification

List |
Explorer | Results Results Sample
e H ' MS Information
P — Spectrum 2]
Rpm——— Results “L Actuals
= daidaldlt |
. = - BD 20 100 120 140 180 13{)(:33'?&‘21}“12:23 ﬂéﬁgﬁﬂ?ﬁ 340 36{) 331} 4DD 420 MD .
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aving Data Files and Ogemng Data Files

. Agilent MassHunter Qualitative Analysis B.04.00 - mh_test.m LEJ

a8 x
Sort by Data File i 2 & 3|(—_'"T‘“"""“_| R 4 @i 5= Minutes ~ | S
[ uly + Sean (15398 -
@1l + Sean (15.684 x10% |+EI TIC Save
- [F]ulu + Sean (5.926- 6216
[0l +Sean (5.190- 2
[l + Scan (5 768 - 5.852 R NAY .
Ll + Sean
ey 'l
. - lull' _“'l “l.l q - f"
" 53 582 584 586 588 59 552 554 596 538 6 602 604 606 603 61 612 614 616 613 62 622 624 626 628 63 632 634 636 633 64 642
Counts vs. Acguisition Time (min)
: 5 Method Explorer_  x || (2 Methad Editor: Exiract (MS) X || 1l| MS Spectrum Resulis x
Chromatogram & ||} () Extract Peak Spectrum -| £3f | ¥ - 0 | Methodltems- | 05 [l @ » ¢ 1Q B @€ /[%]ma 9 ¢ 1 -0
Chciecraos | A Manual Biraction | A Peak Spectum Edraction (MS)| & Feak Fiters | || 104 |+l Scan (6.268-6 328 min, 15 Scans) Pest- 200 - ScanD Subract 0
Height filters
Extract A —_— 54
(5 | Absolute height = 20000 A counts
Extract (MS/MS) 454 -
[7] Relative height 3= 5000 % of largest peak

Extraction Data Format 4
General Maximum number of peaks 3.5

[T Limit {by height) to the largest 34

[+| Reports
[+ Find Compounds

254

2
Identify Compounds 1.5

— 1mﬂﬂhﬂ i 1

¥ Export " 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Counts vs. Mass-to-Charge (m/z)
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File Save Options -The Results File

} [k Method Explorer: Defaultm

Chromatogram

[+ Spectrum

: [ Method Editor: File Save Options X
PP | {3 | @ - | MethodTtems~ | (2 Ry

I-| General

File Open Actions

File Save Options

[+l Reports

Find Compounds

Find Compounds by Formula

Identify Compounds

Compound Automation Steps

Worklist Automation

[+l Export

Result save options

@ Save minimal set of results per file
(Recommended for performance)

() Save complete set of results per file

Default is
Save
Minimal.

: 24 Data Navigator

Soit by Datalgle

=) [¥] Pest - 200 - Scan.D
=[] User Chromatograms
<[]y, + TIC Scan
[, + EIC(205.9325) Scan
- ST
(=[] User Spectra

~[@uly + Sean (rt: 5.865 min)
[l + Sean (rt: 5.952 min)
[l + Scan (rt: 6.021 min)
[l + Scan (rt: 6.069 min)
[l + Scan (rt: 6.207 min) Sub
[l +Scan (rt: 6.307 min) Sub
(= [¥] Background Spectra

- [[] Compounds
-+ [] Matched Sequences

« Save minimal — only the compound level nodes are saved. No
spectra or compound chromatograms are saved. If you open
again, you will need to re-extract the complete result set.

« Save complete — all compound results are saved including
spectra and chromatograms.

* In this example, all the User Chromatograms, User Spectra and
Background Spectra are saved.
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'he Results File

@I}\J 'l || D:\MassHunter\Data\Qual Data\GCMS Pesticide\Pest - 200 - Scan.D\Results\Qual\Version3|

Organize ~ Include in library * Share with + Burn MNew folder
=
S Favorites Name Date modified Type
Bl Desktop o My GC Method.m 8/22/201711:13 AM  File folder
& Downloads | QualResult.bin 8/22/201711:13 AM  BIN File

 The results file is saved within

the data file as QualResult.bin.

« A copy of the qualitative analysis

method is also saved.

* Only one results file and method

can be saved.

» The results file is easily loaded
with the data file.
« Complete data archival.

Openlgata File @
Look in: I |, GCMS Pesticide j
7 M Pest - 200 - Scan.D
> . Pest - STD 200 MRM.D
Recent ltems .| Pest Strawb-01 SPIKED 1ppb - 1 ulin.D
14 Tomato_spiked.D
)
My
Documents
==
€
Desktop
="
Computer

File name:  Pest- 200 - Scan.D

-

Q Files of type: | Data Files ("d)

Metwork
QOptions
Load worklist method Sample Information
(©) Load results method Sample Name :
@ Use current method UUser Name :

Load result data Sample Position
cription :

& Fun 'File Open' actions from
selected method

[ oowa ]

Help

200 ppb Pest Std.

B. Rothweiler

s

2ul p-splitless, Scan




Let’s take a few
moments for questions
on Reporting.

Up Next:

Training Resources.




Training Resources

Convenient Trainingy

Training resources that are available.  Ourteam of industry experts delivers a

quality learning experience with a high
degree of flexibility to fit the needs of
your lab — in our classrooms, at your
site or online:

= Classroom Training — Introductory level
to in-depth, hands-on training for lab

hardware or software.

= Customized On-Site Training -
Effective learning environment designed
to achieve operational excellence and
employee development without the

need to travel.

= Online — From foundation to expert
offerings when and where you need it at

YOUr own pace

MassHunter Webinar Series
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Introducing Agilent University Agilent

UNIVERSITY
Upgraded customer experience:
» Search and find courses that meet T Naileat et e —————
your interests and needs in the format & i [ [er:

th ey req u I re PRODUCTS SOLUTIONS BRANDS TRAINING & EVENTS SERVICES SUPPORT RESOURCES BUY W

Training & Events

Introduce new elLearning
capabilities:
» Recorded and video-based learning
* Virtual online classes

Expanded portfolio:
* Foundational subjects
* Intermediate subjects
» Advanced subjects
» Workflow and applications

Helping customers:

» Educate your employees on Agilent
instruments and software

* From new hires to the most seasoned
scientists

“£# Agilent Technologies



Questions on today’s material...
Thank you for your attention.

MassHunter Qualitative Analysis

www.agilent.com

Access Aqilent

f
Facebook @Agqgilent.Tech

Twitter | B @Adgilent

LinkedIn ﬁ
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