LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041117\
Data File : BG026623.D

Aca On - 11 Apr 2017 19:07

Operator : SJ/MA

Sample - PB98180BL

Misc - For Confirmation

ALS Vial : 6 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 G\METHODS\8270-BG032017.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 5.133 341 348 362 rBV 716516 1062690 9.52% 2.031%
2 5.608 422 429 442 rBV 2321277 3681660 32.98% 7.036%
3 7.201 692 700 718 rBVY 2096752 3649388 32.70% 6.975%
4 7.571 755 763 775 rBVY 2268595 4008030 35.91% 7.660%
5 8.035 833 842 852 rBV 495650 826957 7.41% 1.580%

8.358 889 897 909 rBV 1865413 3201746 28.68% 6.119%
9.192 1027 1039 1052 rBV 1256696 2255349 20.21% 4_.310%
10.832 1311 1318 1333 rBVY 653547 1218374 10.92% 2.328%
13.270 1725 1733 1743 rBV 4093032 6378465 57.15% 12.190%
14.639 1957 1966 1977 rBV2 1022535 1698782 15.22% 3.247%

=
QO ~NO®

11 16.120 2211 2218 2229 rBV 3006797 4669206 41.83% 8.924%
12 17.371 2424 2431 2446 rBV2 1409324 2238403 20.05% 4.278%
13 19.974 2867 2874 2890 rBV 8375297 11161842 100.00% 21.332%
14 21.619 3147 3154 3167 rBV 1964313 3187267 28.56% 6.091%
15 24.792 3683 3694 3712 rBV2 1089972 3086492 27.65% 5.899%

Sum of corrected areas: 52324651
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041117\
Data File : BG026623.D

Aca On - 11 Apr 2017 19:07

Operator : SJ/MA

Sample : PB98180BL

Misc - For Confirmation

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG032017.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: BG026623.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041117\
Data File : BG026623.D

Aca On - 11 Apr 2017 19:07

Operator : SJ/MA

Sample - PB98180BL

Misc - For Confirmation

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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.

5.13 25.70 ng 1062690 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 348 (5.133 min): BG026623.D (-341) (-) m/z 43.10 100.00%
431
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101.1
——
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Of el e 2021 8812 371540820 "7z 59.10 83.73%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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59.0
AR o
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o
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Abundance #40911: 1,8-Nonanediol, 8-methy!l- e AR TN e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.18%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041117\
Data File : BG026623.D

Aca On - 11 Apr 2017 19:07

Operator : SJ/MA

Sample - PB98180BL

Misc - For Confirmation

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 unknown7.57 Concentration Rank 1

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

7.57 96.93 ng 4008030 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 38
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 763 (7.571 min): BG026623.D (-755) (-) m/z 132.10 100.00%
13R.1
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w01 541 |\ 01 % ner | o | TR0 7H Tk 7B 5bo
Ol i opt gl 4822 L 1180 W 1981 0 Tn757134.10  33.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o o T ik o abe
410 7o . m/z 68.10  32.95%
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Abundance
132.0
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31.0 510
L L S UL UL L B B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e S R A
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 96.10 13.05%
74.0
5000 9go 180
ol ,...t‘,m..‘ﬁh..ﬂ..,MM .M,. M 1580 ...,%899., SN A SN—
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG041117\
Data File : BG026623.D

Acq On : 11 Apr 2017 19:07

Operator : SJ/MA

Sample - PB98180BL

Misc : For Confirmation

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .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... 5.13 25.7 ng 1062690 1 8.03 826957 20.0
unknown? .57 7.57 96.9 ng 4008030 1 8.03 826957 20.0
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