LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG123016\
Data File : BG025424.D
Aca On - 30 Dec 2016 21:54 Instrument :
Operator : UM/SJ (BZII\!A_(tSS el

- _ lentosampleld :
a?zgle : H6318-05 FLATBUSHFB-1-122916
ALS Vial : 13 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:\HPCHEM1\BNA G\METHODS\8270-BG122116.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

5.270 409 414 423 rVB 143426 247848 3.42% 0.888%
5.746 487 495 510 rBvV 548663 981801 13.53% 3.519%
rBv 326817 658674 9.08% 2.361%
7.738 826 834 846 rBV 1013057 1859380 25.63% 6.664%
8.208 906 914 923 rBV2 222249 396402 5.46% 1.421%
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8.531 960 969 981 rBV 973722 1735657 23.92% 6.221%
9.389 1107 1115 1129 rBV 829939 1586660 21.87% 5.687%
11.034 1388 1395 1404 rBV 280598 540685 7.45% 1.938%
13.455 1798 1807 1818 rBVY 2228551 3669135 50.57% 13.151%
14.835 2033 2042 2052 rBV 493682 838960 11.56% 3.007%

=
QO ~NO®

11 16.322 2288 2295 2307 rBV 2313701 3651552 50.33% 13.088%
12 17.579 2502 2509 2521 rBV2 726612 1149401 15.84% 4._.120%
13 20.159 2942 2948 2956 rBV 5506742 7255579 100.00% 26.005%
14 21.874 3233 3240 3249 rBV 905917 1615702 22.27% 5.791%
15 25.276 3805 3819 3832 rBV2 531521 1713185 23.61% 6.140%

Sum of corrected areas: 27900621
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG123016\

Data File : BG025424.D

Aca On : 30 Dec 2016 21:54

Operator : UM/SJ

ﬁ?ggle i H6318-05 FLATBUSHFB-1-122916
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG122116.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: BG025424.D

5000000
4000000
3000000

2000000

1000000 (A 8.53 9.39

5.75
5.27 7.36 8.21 11.03

0 _ N

Time--> 300 3.50 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG025424.D

20116
5000000

4000000

3000000

13.45 16.32
2000000

21.87
1000000 17.58

14.84

(O o o B B o o o o LAEL A  IE EE

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG025424.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG123016\

Data File : BG025424.D

Aca On : 30 Dec 2016 21:54

Operator : UM/SJ

ﬁ?ggle i H6318-05 FLATBUSHFB-1-122916
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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.

5.27 12.50 ng 247848 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Butanamide. 3.3-dimethvl- 115 C6H13NO 000926-04-5 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 414 (5.270 min): BG025424.D (-409) (-) m/z 43.05 100.00%
43
5000 /\Mk
101 IEREENAREE RN LR LA
5.00 520 5.40 5.60
o deo | 168 224 275 322354 406 463 m/z 59.10 52.16%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN RS RS IR L
5.00 520 5.40 5.60
m/z 101.10 15.69%
‘ 101
M
mz> 0 50 100 150 200 250 300 350 400 450
Abundance
43
500 520 540 560
5000 m/z 58.10 13.49%
101
15 69
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 5.00 5.20 5.40 5.60
m/z 41.10 9.33%
5000 101
70
|}EMNMEW-r-~-|---w----|~--|--~|----w---u-n-
mz-> 0 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG123016\

Data File : BG025424.D

Aca On : 30 Dec 2016 21:54

Operator : UM/SJ

ﬁ?ggle i H6318-05 FLATBUSHFB-1-122916
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 unknown7.74 Concentration Rank 1

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

7.74 93.81 ng 1859380 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 834 (7.738 min): BG025424.D (-826) (-) m/z 132.00 100.00%
132
68
5000 j\L
40 | 9 740 7.60 7.80 8.00
1..1,1.. 09 208 28T %28 MO0 MM "m/z 68.10 54.85%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14502: 1H-Benzimidazole, 2-methyl-
132
5000 UL IR L R IR
7.40 7.60 7.80 8.00
m/z 66.05 42 .29%
63 92
"'?WW“NN” LA NI UARALEL WAL UUR LA WAL SO
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
132
AR AR AR RARRY
7.40 7.60 7.80 8.00
5000 97 m/z 134.00 29.27%
31 10
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14396: 1,2,4-Trifluorobenzene L L L L L B B
132 7.40 7.60 7.80 8.00
m/z 69.10 24 .93%
5000 63 j\L
31 Fs
"J"VM“LWﬁ”'|"“|'"w""w"'l“"l'”'l"”l UL IR L R IR
mz-> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG123016\

Data File : BG025424.D

Acq On : 30 Dec 2016 21:54

Operator : UM/SJ

ﬁ?ggle i H6318-05 FLATBUSHFB-1-122916
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122116 .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... 5.27 12.5 ng 247848 1 8.21 396402 20.0
unknown?7 .74 7.74 93.8 ng 1859380 1 8.21 396402 20.0
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