LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108644.D

Aca On : 30 Aug 2018 16:56

Operator : JU/SJ

Sample : PB112381BL

Misc :

ALS Vial : 5 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-BF083018 .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 2.419 9 14 22 rVB 52968 77608 1.60% 0.228%
2 5.272 496 499 512 rBV 37434 80682 1.67% 0.237%
3 5.648 560 563 607 rBY 1012273 2909207 60.11% 8.562%
4 6.636 728 731 751 rBVY 1461444 3096605 63.98% 9.114%
5 6.778 751 755 790 rVV 2383990 3863467 79.83% 11.371%

7.001 790 793 815 rvv 368665 875822 18.10% 2.578%
7.154 815 819 866 rvB 1918256 2792224 57.70% 8.218%
7.566 885 889 931 rBV 1315425 2277039 47.05% 6.702%
8.283 1007 1011 1043 rBvV 553810 983668 20.33% 2.895%
9.354 1188 1193 1221 rBV 3834145 4320755 89.28% 12.717%

=
QO ~NO®

11 10.042 1306 1310 1330 rBV 954747 1174971 24.28% 3.458%
12 10.842 1441 1446 1473 rBV 2069277 2873618 59.38% 8.457%
13 11.542 1561 1565 1590 rBV 1029243 1318321 27.24% 3.880%
14 13.124 1829 1834 1852 rBV 4464591 4839625 100.00% 14.244%
15 14.195 2012 2016 2028 rBV 1154565 1252011 25.87% 3.685%

16 15.301 2200 2204 2208 rBV 49763 58682 1.21% 0.173%
17 15.706 2269 2273 2276 rBV 66194 90341 1.87% 0.266%
18 15.748 2276 2280 2294 rVB 559885 901100 18.62% 2.652%
19 16.177 2348 2353 2360 rVB 63004 102272 2.11% 0.301%
20 16.724 2441 2446 2457 rVB 49160 89526 1.85% 0.263%

Sum of corrected areas: 33977544
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF083018\

BF108644.D

30 Aug 2018 16:56

Jus/sJ

PB112381BL

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108644.D

Aca On : 30 Aug 2018 16:56

Operator : JU/SJ

Sample : PB112381BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.78 Concentration Rank 1

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

6.78 88.22 ng 3863470 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 755 (6.778 min): BF108644.D (-751) (-) m/z 131.95 100.00%
131.9
5000 68.0 Jk\
: 6.40 6.60 6.80 7.00 7.20
0 B E e m/z 68.05 44 _.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR RS R AN
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 32.64%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 29.79%
0....|.5.1.0.|.7.0.0.8.6.0..|....|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.79%
74.0
5000 98.0 116.0 p\\}(\\
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN o S

m/z--> 40 60 80 100 120 140 160 180 6.40 6. 60 6. 80 7. OO 7.20

8270-BF083018.M Fri Aug 31 12:49:02 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108644.D

Aca On : 30 Aug 2018 16:56

Operator : JU/SJ

Sample : PB112381BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.27 ng 102272 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2354 (16.183 min): BF108644.D (-2348) (-) m/z 57.05 100.00%
57.0
5000 85.0
LRI R BN BN
113.2947 1 2210 15.80 16.00 16.20 16.40 16.60
- .|', ] .l.-ll,".“ A A0 22l el m/z 43.05 64.33Y%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 NN N

15. 80 16. 00 16. 20 16 40 16. 60

m/z 71.05 61.00%
29.0 13.0
0 Ll 1.1F 141.0169.0197.0 240.0
et P
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
LN S e
15.80 16.00 16.20 16.40 16.60
5000 85.0 m/z 85.05 46.93%
29.0 1
o1 j . ‘Jﬂ.l 14}01690197022502530 205.0323.0  367.0
e t e B e e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 25.89%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
e b 1 L B e e e e o e o o B R e  E ERE S e
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
Data File : BF108644.D

Acq On : 30 Aug 2018 16:56

Operator : JU/SJ

Sample : PB112381BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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]
unknown6.78 6.78 88.2 ng 3863470 1 7.01 875822 20.0
Heptadecane 16.18 2.3 ng 102272 6 15.75 901100 20.0
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