LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050217\
Data File : BF094800.D

Aca On : 2 May 2017 18:48

Operator : SJ/MA

Sample - PB98583BL

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-BF050217 .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 5.054 525 530 549 rBV 307589 566154 18.48% 2.415%
2 5.689 633 638 654 rBY 1770232 2469602 80.60% 10.536%
3 7.278 902 908 923 rBVY 1755049 2372582 77.44% 10.122%
4 7.395 923 928 940 rVB 2052476 2600949 84.89% 11.096%
5 7.730 981 985 993 rBV 440159 502173 16.39% 2.142%

7.972 1020 1026 1034 rBV 1761268 2066463 67.45% 8.816%
8.630 1132 1138 1141 rBV 1207732 1524123 49.74% 6.502%
9.748 1324 1328 1339 rBvV 586699 686100 22.39% 2.927%
11.524 1624 1630 1634 rBV 2512551 3063886 100.00% 13.071%
12.577 1804 1809 1820 rBV2 596246 773930 25.26% 3.302%

=
QO ~NO®

11 13.871 2024 2029 2041 rBV 1181917 1554832 50.75% 6.633%
12 14.977 2212 2217 2230 rBV2 574266 722568 23.58% 3.083%

13 15.948 2375 2382 2388 rBV2 21554 34929 1.14% 0.149%
14 17.036 2563 2567 2573 rBV 39152 55189 1.80% 0.235%
15 17.153 2583 2587 2592 rBV 41136 41140 1.34% 0.176%

16 17.312 2607 2614 2617 rBV 2406092 3053344 99.66% 13.026%
17 18.083 2741 2745 2748 rBV 36002 35605 1.16% 0.152%
18 18.642 2836 2840 2850 rBV 665270 754581 24.63% 3.219%
19 20.306 3119 3123 3134 rBvV 448802 561680 18.33% 2.396%

Sum of corrected areas: 23439830
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050217\
Data File : BF094800.D

Aca On : 2 May 2017 18:48

Operator : SJ/MA

Sample - PB98583BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance : .
2500000 TIC: BF094800.D

7.40
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Abundance TIC: BF094800.D
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Abundance TIC: BF094800.D
2500000 17.31
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Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050217\
Data File : BF094800.D

Aca On : 2 May 2017 18:48

Operator : SJ/MA

Sample - PB98583BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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.

5.05 22.55 ng 566154 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 529 (5.048 min): BF094800.D (-525) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 Ferpr e e e
| 83.0 | 4.80 5.00 5.20 5.40
| A 1 WU NSNS+ N m/z 59.10 59.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I N UL I
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 20.62%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 5.40
5000 410 m/z 58.10 14 .15%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- e e
59.0 4.80 500 5.20 5.40
31.0 m/z 41.10 10.22%
5000
3.0 73.0
15\'0 | A‘ \ | ‘ ‘ 87.0 102.0
S R R R SR AN AR RRARA RARSA RARAN SARAN LALA RALRS ARSI RARRY RS SR IS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050217\
Data File : BF094800.D

Aca On : 2 May 2017 18:48

Operator : SJ/MA

Sample - PB98583BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.40 Concentration Rank 1

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

7.40 103.59 ng 2600950 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 929 (7.401 min): BF094800.D (-923) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 AR RALEEARRA SER
400 540 ‘ 7.00 7.20 7.40 7.60 7.80
Obrrrrrrerrrrr e e 830 Ly, 1150 m/z 68.05 35.61%
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
132.0
5000 " AT
10 550 %0 70 m/z 134.00  33.59%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 700 720 740 760 780
5000 ' m/z 66.10 21.55%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14491: 5-Aminoindole LSS BLELLEL S L BN N
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 14 .00%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050217\
Data File : BF094800.D

Acq On : 2 May 2017 18:48

Operator : SJ/MA

Sample - PB98583BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.05 22.6 ng 566154 1 7.73 502173 20.0
unknown? .40 7.40 103.6 ng 2600950 1 7.73 502173 20.0
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