LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094538.D

Aca On : 20 Apr 2017 12:15

Operator : SJ/MA

Sample - PB98356BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF041717 .M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.925 334 338 351 rVB 468104 558424 13.89% 1.870%
2 4.319 401 405 409 rBVY 2871686 3056274 76.02% 10.233%
3 5.395 582 588 591 rBVY 2900922 3027006 75.29% 10.135%
4 5.519 604 609 612 rBY 3238054 3207898 79.79% 10.741%
5 5.766 647 651 655 rBV 799320 682588 16.98% 2.285%

5.942 676 681 685 rBV 2662803 2528705 62.90% 8.467%
6.413 756 761 764 rBV 1831565 2033179 50.57% 6.808%
7.254 900 904 908 rBvV 969792 917556 22.82% 3.072%
8.583 1125 1130 1133 rBV 3742871 3744348 93.13% 12.537%
9.389 1263 1267 1273 rVB2 1061450 1008417 25.08% 3.376%

=
QO ~NO®

11 10.366 1428 1433 1437 rBV 1914905 2158638 53.69% 7.228%
12 11.207 1572 1576 1584 rBV 1027593 1076783 26.78% 3.605%
13 13.195 1908 1914 1917 rBV2 3218395 4020495 100.00% 13.462%
14 14.454 2124 2128 2134 rBV 960273 1054862 26.24% 3.532%
15 16.077 2400 2404 2410 rBV 669117 791157 19.68% 2.649%

Sum of corrected areas: 29866330
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\Data\BF042017\

BF094538.D

20 Apr 2017 12:15

SJ/MA

PB98356BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094538.D

Aca On : 20 Apr 2017 12:15

Operator : SJ/MA

Sample - PB98356BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.92 16.36 ng 558424 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 337 (3.919 min): BF094538.D (-334) (-) m/z 43.00 100.00%
43
59
5000
101 SRR L S
s 83 | 3.60 3.80 4.00 4.20
AR RN AR REAR KRS RRARS NSRS RARLA OSSN SRS LA RALAS RARAIARRE m/z 59.10 59.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L A AL UL I
59 360 3.80 4.00 420
m/z 101.10 19.88%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
360 3.80 4.00 420
5000 m/z 58.10 14 .43%
41
o9 101
50 73 86
wﬁmﬁwﬁwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 3.60 3.80 4.00 4.20
m/z 41.10 9.78%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I S SRR R LR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094538.D

Aca On : 20 Apr 2017 12:15

Operator : SJ/MA

Sample - PB98356BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown5.52 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

5.52 93.99 ng 3207900 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 609 (5.519 min): BF094538.D (-604) (-) m/z 132.00 100.00%
5000 68
40 | 75 6 520 540 560 580
54 104 . . . .
T ??...' S -1 M S | N m/z 68.10 39.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRS RS S AR
a1 o7 5.20 5.40 5.60 5.80
53 117 m/z 134.00 32.77%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 m/z 66.00 24 .28%
104
66
14 27 37 4451 55 T g9 g7 115
wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- B Ry
132 5.20 5.40 5.60 5.80
m/z 69.10 15.70%
5000
6 104
oo 7\7 0 wr )
! (1A | I |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.0 540 560 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF042017\
Data File : BF094538.D

Acq On : 20 Apr 2017 12:15

Operator : SJ/MA

Sample - PB98356BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 3.92 16.4 ng 558424 1 5.77 682588 20.0
unknown5 .52 5.52 94_.0 ng 3207900 1 5.77 682588 20.0
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