LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030417\

Data File : BG026070.D

Aca On : 3 Mar 2017 19:08 Instrument :

Operator : SJ/MA BNA_G

Sample - 12081-02 ClientSampleld :

Vi - 022717-PRRT-F-U-M
isc :

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-BG021717.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

5.171 306 312 319 rBV 184451 274453 3.88% 0.888%
5.641 385 392 401 rBV 594367 950320 13.43% 3.073%
rBv 364726 663707 9.38% 2.146%
7.603 718 726 738 rBV 1046825 1819262 25.71% 5.883%
8.073 798 806 813 rBV 371469 649363 9.18% 2.100%
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8.396 853 861 872 rVvB 1527792 2687537 37.99% 8.691%
9.225 994 1002 1015 rBV 1174901 2043416 28.88% 6.608%
10.870 1274 1282 1294 rBV 528362 962942 13.61% 3.114%
13.302 1688 1696 1706 rBV 3315734 5150134 72.80% 16.655%
14.119 1829 1835 1841 rBV 87056 128317 1.81% 0.415%

=
QO ~NO®

11 14.671 1922 1929 1939 rBvV2 785557 1277274 18.05% 4.131%
12 16.146 2172 2180 2199 rBV 1468431 2306183 32.60% 7.458%
13 17.404 2387 2394 2402 rBV 1005601 1563333 22.10% 5.056%
14 19.848 2806 2810 2816 rVB 99401 135834 1.92% 0.439%
15 20.000 2829 2836 2853 rBV 5271473 7074767 100.00% 22.879%

16 21.646 3109 3116 3128 rBV 958288 1644985 23.25% 5.320%
17 24.842 3649 3660 3675 rBv2 530633 1590378 22.48% 5.143%

Sum of corrected areas: 30922205
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\Data\BG030417\

BG026070.D

3 Mar 2017 19:08

SJ/MA

12081-02

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BG026070.D

8.40
9.22

5.64
7.22

L

5.17 8.07

10.87
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Time--> 3. 50

6.50 7.00

4.00 450 500 550 600

750 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance
5000000

4000000

13.30

3000000

2000000

1000000

TIC: BG026070.D

16.15

17.40
14.67

14.12

20.00

19.85

A
=TT

21.65

0

Time-->
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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
5000000

4000000

3000000

2000000

1000000

TIC: BG026070.D

24.84

0

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030417\
Data File : BG026070.D

Aca On : 3 Mar 2017 19:08

Operator : SJ/MA

Sample : 12081-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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.

5.17 8.45 ng 274453 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23

Abundance Scan 312 (5.171 min): BG026070.D (-306) (-) m/z 43.10 100.00%
431
5000
101.1
480 500 520 5.40 5.60
rrrrele et e e e reaeee || M/z 59.10  80.35%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-

43.0

5000 e
4.80 500 5.20 5.40 5.60

m/z 101.10 30.25%

‘L 101.0
Aol 7.0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
59.0
B e e S EmEE
4.80 5.00 5.20 5.40 5.60
5000 101.0 m/z 58.10 21.72%
159.0
29.0 128.0 199.0 2440
Wmmmrwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.63%
5000

\‘ ) 830 1230 1590

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030417\
Data File : BG026070.D

Aca On : 3 Mar 2017 19:08

Operator : SJ/MA

Sample : 12081-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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 unknown7.60 Concentration Rank 2

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

7.60 56.03 ng 1819260 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 30
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 725 (7.597 min): BG026070.D (-718) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01561 || oo %Y 1o . 150 70 10 7k 80
..”ﬁm.:' T L m/z 68.10 37 .89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AU I I A
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.10 32 .44%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 24.98%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A Emamam s L
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 14 .04%
74.0
5000 98.0 116.0
N .M,n‘..mm - pW..‘ﬁ,..h‘. 180 ,%899. /A VN L N
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:\HPCHEM1\BNA_G\Data\BG030417\
Data File : BG026070.D

Acq On : 3 Mar 2017 19:08

Operator : SJ/MA

Sample - 12081-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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... 5.17 8.4 ng 274453 1 8.07 649363 20.0
unknown? .60 7.60 56.0 ng 1819260 1 8.07 649363 20.0

8270-BG021717.M Sun Mar 05 23:55:56 2017 Page: 5



