LSC Area Percent Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG120817\

Data File : BG031419.D

Acq On : 8 Dec 2017 12:19 Instrument :
Operator : SJ/JU BNA_G

Sample - 16731-01 ClientSampleld :
Misc - 113017-TIDO-E-D-B
ALS Vial : 6 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_G\METHODS\8270-BG111017 .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
1 5.203 321 326 335 rvB 39906 63155 1.06% 0.333%
2 5.685 402 408 422 rBY 226634 415707 7.00% 2.190%
3 7.295 675 682 696 rBV 151217 314022 5.28% 1.655%
4 7.659 737 744 760 rBV 464619 837497 14.09%  4.413%
5 8.123 816 823 832 rBvV 146610 261171 4._40% 1.376%

8.453 871 879 891 rBV 615456 1147451 19.31% 6.046%
9.293 1015 1022 1036 rBvV 457414 942279 15.86% 4._.965%
10.944 1295 1303 1321 rBV 170261 385260 6.48% 2.030%
13.370 1709 1716 1737 rBV 1664075 2758210 46.42% 14.533%
14.751 1944 1951 1959 rBV2 377838 667969 11.24% 3.520%

=
QO ~NO®

11 16.238 2197 2204 2216 rBV 979432 1707739 28.74% 8.998%
12 17.489 2411 2417 2431 rBV2 627540 1040919 17.52% 5.485%
13 20.080 2852 2858 2873 rBV 4270841 5942357 100.00% 31.311%
14 21.766 3137 3145 3157 rBV 713402 1300022 21.88% 6.850%
15 25.062 3694 3706 3721 rBvV2 388069 1194739 20.11% 6.295%

Sum of corrected areas: 18978497
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LSC Report - Integrated Chromatogram

Data Path : S:\HPCHEM1\BNA_G\DATA\BG120817\
Data File : BG031419.D

Acq On : 8 Dec 2017 12:19

Operator : SJ/JU

Sample - 16731-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG031419.D
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG120817\
Data File : BG031419.D

Acq On : 8 Dec 2017 12:19

Operator : SJ/JU

Sample - 16731-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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.

5.20 4.84 ng 63155 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32
3 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 25
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 23
5 1,2-Butanediol 90 C4H1002 000584-03-2 23

Abundance Scan 325 (5.197 min): BG031419.D (-321) (-) m/z 43.00 100.00%
43
59
5000
101 SRR NABRENARRE AR RN
51 73 83 | 4.80 5.00 5.20 5.40 5.60
e A me m/z 59.00 58.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL N RN L
480 5.00 520 5.40 5.60
59 101 m/z 101.00 20.37%
0 27 36 | 51 ‘ 67 76 83 91 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
480 500 520 540 560
5000 m/z 58.00 18.50%
101
AR 51 %8 g9 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13680: 3-Heptanol, 4-methyl-
59 480 5.00 520 5.40 5.60
m/z 56.00 8.07%
5000
27 41
83 101
0"'P%§'P"'I”"I'”'?%'”I"'Tﬁ"'I'”'?%'”I"”%%?'W"}%q"' NSRS UL SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG120817\
Data File : BG031419.D

Acq On : 8 Dec 2017 12:19

Operator : SJ/JU

Sample - 16731-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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 unknown7.66 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.66 64.13 ng 837497 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 N-(-phenylisopropyl)benzaldimine 223 C16H17N

1000379-01-3 10

3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9
Abundance Scan 744 (7.659 min): BG031419.D (-737) (-) m/z 132.00 100.00%
32
5000 68 j\\
96 rTTTTTTTT T T T T T T T T T
40 5y 7.40 7.60 7.80 8.00
0 85 |y 115 m/z 68.10 41.68%
HRJURERIISS SURELIL B LI UARLLEL SR WAL S -
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
5000 67 RIS L UL L
o7 7.40 7.60 7.80 8.00
117 m/z 134.00 32.80%
0 ...|.... \H ....|]:0.7.. ..H. A e B T
m/z--> 80 100 120 140 160 180 200 220
Abundance
132
740 7.60 7.80 8.00
5000 m/z 66.00 27.05%
105
91
39 51 65 77 117 146 165 180 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propionyl AR TEERE TS D
57 132 740 7.60 7.80 8.00
24 m/z 69.00 16.69%
5000 g M0
Ol ..“‘. “ .st .,mt 'L| M 88 189 SN
m/z--> 40 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : S:\HPCHEM1\BNA_G\DATA\BG120817\
Data File : BG031419.D

Acq On : 8 Dec 2017 12:19

Operator : SJ/JU

Sample - 16731-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.20 4.8 ng 63155 1 8.12 261171 20.0
unknown7 .66 7.66 64.1 ng 837497 1 8.12 261171 20.0
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