LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108512.D

Aca On : 27 Aug 2018 16:01

Operator : JU/SJ

Sample : J4646-13

Misc :

ALS Vial : 16 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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 5.230 488 492 497 rBV 46461 51347 3.51% 0.343%
2 5.619 555 558 573 rBY 1190666 1125551 76.88% 7.527%
3 6.619 724 728 738 rBVY 1261070 1231648 84.13% 8.237%
4 6.766 749 753 757 rBVY 1498067 1222626 83.51% 8.177%
5 7.001 789 793 796 rBV 769954 715499 48.87% 4.785%
6 7.154 815 819 823 rBVY 1114649 897954 61.34% 6.005%
7 7.560 884 888 896 rBV 853704 779163 53.22% 5.211%
8 8.283 1007 1011 1014 rBVY 1087814 901829 61.60% 6.031%
9 9.354 1189 1193 1203 rBV 1843175 1463987 100.00% 9.791%
10 9.748 1256 1260 1268 rBV 156060 153230 10.47% 1.025%
11 10.042 1306 1310 1327 rVB 1141385 1087193 74.26% 7.271%
12 10.448 1374 1379 1383 rVB5 15542 19692 1.35% 0.132%
13 10.836 1441 1445 1453 rBvV 839532 811660 55.44% 5.428%
14 10.936 1457 1462 1466 rVB3 10052 20311 1.39% 0.136%
15 11.536 1561 1564 1567 rBVY 1003714 970157 66.27% 6.488%
16 11.559 1567 1568 1572 rVB 99126 77318 5.28% 0.517%
17 12.071 1653 1655 1660 rvB2 17371 17843 1.22% 0.119%
18 12.159 1666 1670 1672 rBvV3 17342 24207 1.65% 0.162%
19 12.759 1768 1772 1775 rBV 145179 131013 8.95% 0.876%
20 12.971 1805 1808 1809 rBV2 26922 26493 1.81% 0.177%

21 12.989 1809 1811 1816 rVB 128598 119745 8.18% 0.801%
22 13.124 1830 1834 1837 rBV 1234199 1094059 74.73% 7.317%

23 14.036 1987 1989 1991 rBV2 20483 21507 1.47% 0.144%
24 14.195 2011 2016 2019 rBV 835315 885379 60.48% 5.921%
25 14.218 2019 2020 2028 rVB 74276 59890 4_.09% 0.401%

26 14.942 2140 2143 2148 rVB3 94136 119423 8.16% 0.799%
27 15.283 2197 2201 2203 rBV 41158 62534 4.27% 0.418%
28 15.747 2274 2280 2292 rVB 560136 861362 58.84% 5.761%

Sum of corrected areas: 14952620
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108512.D

Aca On : 27 Aug 2018 16:01

Operator : JU/SJ

Sample : J4646-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108512.D

1500000 6.77

6.62
5.62
7.15

1000000
7.56
7.00

| 1Nl

-
Time-->  2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF108512.D

500000

1500000
13.12

8.28 10.04
11.54

1000000
10.84

500000

9.75 1l 56 12.76 122.99 Lw
. L L L]l 1045 0.94 k 1210716 1207

T T T T =T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: BF108512.D

T T
13.00

T
12.50

1500000

1000000 14.19

500000

O 1
Time--> 13.50 14.00 14.50

T
15.00

T I
15.50 16.00 16.50 17.00

8270-BF080818.M Tue Aug 28 14:41:06 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108512.D

Aca On : 27 Aug 2018 16:01

Operator : JU/SJ

Sample : J4646-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1 unknown6.77 Concentration Rank 1

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

6.77 34.18 ng 1222630 1,4-Dichlorobenzene-d4 7.00

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10

4 1.3.5-Trifluorobenzene 132 C6H3F3
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12

000372-38-3 9
028749-81-7 9

Abundance Scan 754 (6.771 min): BF108512.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
L
9%6.1 R e e S SR
40.0 54.0 | 115.0 J 6.40 6.60 6.80 7.00 7.20
o Aot m/z 68.10 38.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 LI LN LB L L L L L (LB B
6.40 6.60 6.80 7.00 7.20
410 510 m/z 134.00  33.18%
o T
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
T e e T T
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 25.93%
‘ 51.0 700 86.0 ‘ ‘
bbbt bl
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 15.98%
74.0
116.0
5000 98.0
b e o L | aseo  amo
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108512.D

Aca On : 27 Aug 2018 16:01

Operator : JU/SJ

Sample : J4646-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.94 2.70 ng 119423 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 72
3 Acetic acid. cvanohvdroxvimino-.... 128 C4H4N203 061295-92-9 38
4 Butanamide 87 C4H9NO 000541-35-5 38
5 2-Propanol, 1-[(1-methylethyl)am... 249 C15H23N0O2 013655-52-2 11

Abundance Scan 2143 (14.942 min): BF108512.D (-2140) (-) m/z 59.00 100.00%
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o m/z 72.00 65.62%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
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29.0
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Abundance #174697: 13-Docosenamide, (2)-
59.0
R B AR
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5000 m/z 43.10 49.35%
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0 \‘ “\ih\ﬂ ﬂ J\ _ 1650193.0  240.0267.0294.0 33].0
e e e
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Abundance #11993: Acetic acid, cyanohydroxyimino-, methy! ester N BaEas e
59.0 14.60 14.80 15.00 15.20
m/z 41.10 43.55%
5000
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ob—— e e
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
Data File : BF108512.D

Acq On : 27 Aug 2018 16:01

Operator : JU/SJ

Sample - J4646-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .77 6.77 34.2 ng 1222630 1 7.00 715499 20.0
9-Octadecenamide, ... 14.94 2.7 ng 119423 5 14.19 885379 20.0
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