LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\

Data File : BG031294.D

Aca On : 30 Nov 2017 19:07 Instrument :
Operator : SJ/JU BNA_G

Sample - 16634-02 ClientSampleld :
Misc - 112717-JETT-E-D-S
ALS Vial : 7 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-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 heiaht area % max. total

5.210 320 327 340 rBV 70059 114029 1.68% 0.464%
5.691 402 409 421 rBV 361505 639195 9.45% 2.604%
rBv 211594 427968 6.32% 1.743%
7.665 737 745 756 rBV 683236 1256755 18.57% 5.119%
8.130 817 824 832 rBV2 239343 418605 6.19% 1.705%
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8.453 871 879 895 rVB 1041426 1879534 27.77% 7.656%
9.299 1015 1023 1034 rBvV 742738 1416302 20.93% 5.769%
10.950 1295 1304 1314 rBV 271258 579042 8.56% 2.359%
13.376 1709 1717 1737 rBV 2500134 4048728 59.83% 16.492%
14.751 1942 1951 1967 rBV2 520330 934116 13.80% 3.805%

=
QO ~NO®

11 16.238 2197 2204 2223 rBV 1178915 1971150 29.13% 8.029%
12 17.495 2410 2418 2432 rBV2 747005 1223882 18.08% 4.985%
13 20.086 2852 2859 2871 rBV 4837338 6767389 100.00% 27.567%
14 21.767 3138 3145 3155 rBV 865913 1481432 21.89%% 6.035%
15 25.063 3695 3706 3724 rBV3 454461 1391076 20.56% 5.666%

Sum of corrected areas: 24549203
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031294.D

Aca On : 30 Nov 2017 19:07

Operator : SJ/JU

Sample : 16634-02

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.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: BG031294.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031294.D

Aca On : 30 Nov 2017 19:07

Operator : SJ/JU

Sample : 16634-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.21 5.45 ng 114029 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 1.2-Butanediol 90 C4H1002 000584-03-2 17
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 327 (5.210 min): BG031294.D (-320) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ISV S S
83.0 480 5.00 5.20 5.40 5.60
) I | - S N N m/z 59.00 66.10%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR L UL R
59.0 480 500 520 540 560
m/z 101.00 22 .60%
31.0 830 g30 1010
0 ”l'"'w"“”'“'\“"'w'"l'“'l"'w'”"lﬁ"”"“l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.10 13.88%
43.0 101.0
15.0 31.0 51.0 69.0 83.0
S R UL S S SIS SURILIL IR IS UL L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2294: 1,2-Butanediol
31.0 59.0 480 5.00 5.20 5.40 5.60
m/z 41.10 9.23%
5000
41.0
1 S N - T S
m/z--> 10 20 30 40 50 60 70 80 90 100 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031294.D

Aca On : 30 Nov 2017 19:07

Operator : SJ/JU

Sample : 16634-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.67 Concentration Rank 2

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

7.67 60.04 ng 1256760 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 746 (7.671 min): BG031294.D (-737) (-) m/z 132.00 100.00%
132.0
5000 /k
68.1
96.0 ISR AARRARRRRE SARNE AR
40.0 54.0 7.40 7.60 7.80 8.00
0 gLl | — m/z 68.10 34.34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R L UL AR R
7.40 7.60 7.80 8.00
310 5L0 m/z 134.00 33.13%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 23.40%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L e s
57.0 132.0 740 7.60 7.80 8.00
m/z 69.10 14.16%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG113017\
Data File : BG031294.D

Acq On : 30 Nov 2017 19:07

Operator : SJ/JU

Sample : 16634-02

Misc :

ALS Vial : 7 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... 5.21 5.5 ng 114029 1 8.13 418605 20.0
unknown? .67 7.67 60.0 ng 1256760 1 8.13 418605 20.0
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