LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121417\

Data File : BG031569.D

Aca On : 14 Dec 2017 21:41 Instrument :
Operator : SJ/JU BNA_G

Sample - 16884-06 ClientSampleld :
Misc - MW-X-20171211
ALS Vial : 10 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-BG121117.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

4.774 247 253 265 rVB2 125794 224897 3.65% 0.939%
5.173 315 321 331 rBV 43677 74594 1.21% 0.311%
rBv 398218 739062 11.99% 3.085%
7.271 671 678 689 rBvV 228435 450613 7.31% 1.881%
7.635 732 740 752 rBV 827103 1552739 25.19% 6.482%
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8.099 812 819 829 rBV 214524 391136 6.34% 1.633%
8.422 866 874 886 rBV 876861 1589458 25.78% 6.635%
9.268 1009 1018 1038 rBvV 595348 1208873 19.61% 5.046%
10.914 1291 1298 1317 rBV 249889 547688 8.88% 2.286%
13.346 1704 1712 1723 rBV 2080255 3379936 54.83% 14.109%

=
QO ~NO®

11 14.727 1939 1947 1961 rBV2 481692 845990 13.72% 3.531%
12 16.213 2193 2200 2222 rBV 1642162 2664369 43.22% 11.122%
13 17.465 2407 2413 2428 rBvV2 708272 1187876 19.27% 4_.959%
14 20.062 2848 2855 2870 rBV 4405510 6164674 100.00% 25.733%
15 21.736 3133 3140 3155 rVvB2 870736 1560075 25.31% 6.512%

16 25.015 3686 3698 3717 rBV 453715 1374050 22.29% 5.736%

Sum of corrected areas: 23956030
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031569.D

Aca On : 14 Dec 2017 21:41

Operator : SJ/JU

Sample : 16884-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG121117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG031569.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031569.D

Aca On : 14 Dec 2017 21:41

Operator : SJ/JU

Sample : 16884-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG121117 .M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.17 3.81 ng 74594 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 6-Nitrohexan-2-ol 147 C6H13NO3 062224-53-7 25
4 1.1-Dimethvl-2-I2-(methoxvcarbon... 160 C7H16N202 097812-30-1 23
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 23

Abundance Scan 320 (5.167 min): BG031569.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I NAREE NS LRRRE AR
| 83.0 480 500 520 5.40 5.60
1 S M H M m/z 59.00 56.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [ A I L I I
59.0 480 500 5.20 540 5.60
0
150 4, 1010 m/z 101.00 20.21%
‘ 1l ‘. \‘\ Il 83'0 Il ‘
O e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43.0
o 250 500 520 540 50
5000 m/z 58.00 13.37%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #22382: 6-Nitrohexan-2-ol
430 59.0 480 500 520 5.40 5.60
m/z 41.00 8.71%
5000
310 85.0
0 m‘ LLLI ||| rL0 \‘ 99.0 1150 132.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031569.D

Aca On : 14 Dec 2017 21:41

Operator : SJ/JU

Sample : 16884-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 3 unknown7.64 Concentration Rank 2

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

7.64 79.40 ng 1552740 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 741 (7.641 min): BG031569.D (-732) (-) m/z 132.00 100.00%
132.0
5000 681 /k;
96.0 o o e
40.1 54.0 7.40 7.60 7.80 8.00
0 gL.0 e — m/z 68.10 35.58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " BT
410 o . m/z 134.00  33.16%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T 760 7R 800
5000 ggo 1160 m/z 66.00 23.27%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene o EEmaE BE R
132.0 7.40 7.60 7.80 8.00
m/z 69.10 15.12%
5000
63.0 810
0 3]\-0 SQ'O\ m‘ L | ‘\ ! 99'\0 11%0 | /\
mz-> 40 60 80 100 120 140 160 180 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG121417\
Data File : BG031569.D

Acq On : 14 Dec 2017 21:41

Operator : SJ/JU

Sample - 16884-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .M
Quant Title : 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... 5.17 3.8 ng 74594 1 8.10 391136 20.0
unknown? .64 7.64 79.4 ng 1552740 1 8.10 391136 20.0
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