LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095746.D

Aca On : 7 Jun 2017 15:15

Operator : SJ/MA

Sample = PB99520BL

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-BF060517.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 4.598 508 512 530 rBV 57955 168844 6.15% 0.909%
2 5.281 623 628 649 rBY 1099041 1835957 66.86% 9.883%
3 6.939 905 910 922 rBVY 1157521 1788594 65.13% 9.629%
4 7.039 922 927 942 rVB 1487430 2061451 75.07% 11.097%
5 7.381 981 985 997 rBV 290453 365586 13.31% 1.968%

7.622 1020 1026 1044 rBV 1132209 1533195 55.83% 8.254%
8.298 1135 1141 1154 rBV 818016 1133273 41.27% 6.101%
387741 521995 19.01% 2.810%
11.198 1626 1634 1649 rBV 1824713 2523603 91.90% 13.585%
12.233 1805 1810 1823 rBV2 473091 621017 22.62% 3.343%
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11 13.533 2025 2031 2051 rBV 1050279 1447967 52.73% 7.795%
12 14.627 2212 2217 2234 rBV2 509593 658917 24 .00% 3.547%
13 17.009 2615 2622 2626 rBV2 2035169 2746004 100.00% 14.783%
14 18.345 2844 2849 2858 rBV 520024 643419 23.43% 3.464%
15 20.009 3128 3132 3143 rBvV 413776 526205 19.16% 2.833%

Sum of corrected areas: 18576027
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095746.D

Aca On 7 Jun 2017 15:15

Operator : SJ/MA

Sample : PB99520BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF095746.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095746.D

Aca On : 7 Jun 2017 15:15

Operator : SJ/MA

Sample : PB99520BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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.

4.60 9.24 ng 168844 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 512 (4.598 min): BF095746.D (-508) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| | 83.0 | 420 4.40 4.60 4.80 5.00
R A RS AR A RAS ARLA ARARS RARRRARES RARAN SARAN MRS AANSS SARA ARAY m/z 59.00 61.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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5000 L I R L I
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150 4, ‘ 1010 m/z 101.00 23.08%
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Abundance
43.0
420 440 4.60 4.80 5.00
5000 m/z 58.00 15.41%
101.0
150 310 %80 690  86.0
wmrm‘wwwwmmmw
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 R B
54.0 420 440 460 4.80 5.00
m/z 41.10 10.76%
5000 41.0 N
"W"“I'“'I”"P"W"”I'“'?%QW"”I'”'I”"P"W%???'”%?%Q'I SRR SRR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095746.D

Aca On : 7 Jun 2017 15:15

Operator : SJ/MA

Sample : PB99520BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown7.04 Concentration Rank 1

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

7.04 112.78 ng 2061450 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 927 (7.039 min): BF095746.D (-922) (-) m/z 131.95 100.00%
131.9
5000 68.0
T J ok Tho 150 T
L o S SR I A B B m/z 68.05 37.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " o T T
40 T o m/z 134.00 32.98%
Sm— .S:Lr.ol...?’:ll.?...l. — "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
00 Teho 7b0 720 740
5000 ' m/z 66.00 22.22%
31.0 510
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! B S REEES me
57.0 132.0 6.80 7.00 7.20 7.40
240 m/z 96.00 14.61%
5000 ogo 160
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| I A REEEE T e R
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060717\
Data File : BF095746.D

Acq On : 7 Jun 2017 15:15

Operator : SJ/MA

Sample - PB99520BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.60 9.2 ng 168844 1 7.38 365586 20.0
unknown? .04 7.04 112.8 ng 2061450 1 7.38 365586 20.0
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