LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060917\
Data File : BF095826.D

Acq On 9 Jun 2017 17:44

Operator : SJ/MA

Sample - PB99623BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total

4.592 506 511 539 rBvV2 84115 246426 11.46% 1.539%
5.275 622 627 653 rBv 978674 1725244 80.21% 10.773%
rBvV 1074839 1635701 76.04% 10.213%
7.022 920 924 935 rVB 1304095 1880856 87.44% 11.744%
7.369 978 983 994 rBV 251457 343975 15.99% 2.148%
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7.604 1018 1023 1047 rBV 1037229 1406472 65.39% 8.782%
8.280 1133 1138 1161 rBV 690624 1039896 48.34% 6.493%
9.398 1323 1328 1343 rBvV 338890 479792 22.31% 2.996%
11.180 1623 1631 1645 rBV 1441444 2150998 100.00% 13.431%
12.221 1802 1808 1819 rBV2 371688 535053 24.87% 3.341%

=
QO ~NO®

11 13.515 2023 2028 2047 rBV 750739 1069180 49.71% 6.676%
12 14.615 2210 2215 2228 rBV 398375 541470 25.17% 3.381%
13 16.992 2613 2619 2623 rBVY 1708016 2059647 95.75% 12.861%
14 18.333 2842 2847 2857 rBV 412468 527579 24 _.53% 3.294%
15 19.997 3126 3130 3142 rBV 253066 372963 17 .34% 2.329%

Sum of corrected areas: 16015252
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060917\
Data File : BF095826.D

Acq On > 9 Jun 2017 17:44

Operator : SJ/MA

Sample - PB99623BL

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

Abundance TIC: BF095826.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060917\
Data File : BF095826.D

Acq On 9 Jun 2017 17:44

Operator : SJ/MA

Sample - PB99623BL

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

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._.59 14.33 ng 246426 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol 102 C6H140 000623-37-0 25
4 1,2-Butanediol 90 C4H1002 000584-03-2 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 511 (4.592 min): BF095826.D (-506) (-) m/z 43.00 100.00%
43
59
5000
101 S B R
53, | 83 | 420 440 460 4.80 500
SRR SIS 1 PSRRI M m/z 59.10 64.38%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 420 4.40 4.60 4.80 5.00
m/z 101.00 21.60%
15 31 101
.25 % 37 53 83 \
miz--> 5 % m k% & B % % 1% 1
Abundance
43
- 420 4.40 460 4.80 500
5000 m/z 58.10 14 .95%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LI LI L I
50 420 440 460 4.80 500
m/z 41.00 9.45%
5000 31 43 73
ZSL\ 37\y‘ 53|l 67 . 84 101
m/z--> 10 20 30 40 50 6|O 70 80 90 100 110 420 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060917\
Data File : BF095826.D

Acq On 9 Jun 2017 17:44

Operator : SJ/MA

Sample - PB99623BL

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

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 unknown7.02 Concentration Rank 1

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

7.02 109.36 ng 1880860 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 924 (7.022 min): BF095826.D (-920) (-) m/z 132.00 100.00%
5000 68
9 s || Tons | S5 ek T 70 T
el L7 87 L APUS L m/z 68.10 38.04%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 ISR L UL SR
a1 97 6.60 6.80 7.00 7.20 7.40
53 117 m/z 134.00 32.16%
79
e |8|8|||1|O|6|||||||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 ISR S UL SR
104 6.60 6.80 7.00 7.20 7.40
5000 m/z 66.05 23.63%
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.05 14 _76%
5000 og 0
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060917\
Data File : BF095826.D

Acq On 9 Jun 2017 17:44

Operator : SJ/MA

Sample - PB99623BL

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... 4.59 14.3 ng 246426 1 7.37 343975 20.0
unknown? .02 7.02 109.4 ng 1880860 1 7.37 343975 20.0
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