LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121615\
Data File : BF083849.D

Aca On : 16 Dec 2015 15:41

Operator : UM/SJ

Sample : PB87334BL

Misc :

ALS Vial : 8 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 F\METHODS\8270-BF121315.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 5.081 259 262 270 rVB 309070 496157 17.44% 2.448%
2 5.504 296 299 302 rBVY 1827049 1836310 64.54% 9.059%
3 6.522 385 388 391 rBVY 1617105 1767077 62.11% 8.718%
4 6.659 397 400 403 rBVY 2095615 1969904 69.24% 9.718%
5 6.887 418 420 423 rBV 603365 515333 18.11% 2.542%

7.047 431 434 436 rBV 1974903 1693689 59.53% 8.356%
7.447 466 469 472 rBV 1153034 1222161 42.96% 6.029%
8.167 530 532 535 rBV 524464 667035 23.44% 3.291%
9.253 624 627 629 rBV 2628073 2845209 100.00% 14.036%
9.928 683 686 688 rBvV 878222 824805 28.99% 4_.069%

=
QO ~NO®

11 10.716 752 755 757 rBV 1536958 1626488 57.17% 8.024%
12 11.413 813 816 818 rBV 606664 819701 28.81% 4.044%
13 12.991 951 954 957 rBV 2370257 2671003 93.88% 13.177%
14 14.042 1043 1046 1048 rBvV 834607 784924 27 .59% 3.872%
15 15.482 1169 1172 1175 rBV 388870 530380 18.64% 2.617%

Sum of corrected areas: 20270176
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121615\
Data File : BF083849.D

Aca On : 16 Dec 2015 15:41

Operator : UM/SJ

Sample : PB87334BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF083849.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121615\
Data File : BF083849.D

Aca On : 16 Dec 2015 15:41

Operator : UM/SJ

Sample : PB87334BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.08 19.26 ng 496157 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 262 (5.081 min): BF083849.D (-259) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 I I N
| 83.1 480 5.00 5.20 5.40
SNBSS S AN m/z 59.10 64.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I I LR
59.0 480 500 520 540
m/z 101.10 23.45%
31.0 101.0
'w'“w'“Tﬂ““ﬂ'“v'“l““l“'ﬁigw'“wh“'VH'w'“l““l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.10 17.60%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- e A B e e
59.0 4.80 5.00 5.20 5.40
31.0 m/z 41.10 9.40%
5000
3.0 73.0
15\'0 A‘ | ‘ , ‘ 87.0 102.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121615\
Data File : BF083849.D

Aca On : 16 Dec 2015 15:41

Operator : UM/SJ

Sample : PB87334BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.66 Concentration Rank 1

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

6.66 76.45 ng 1969900 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 400 (6.659 min): BF083849.D (-397) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 st J 640 6.60 6.80 7.00
1 541 . . .
S8 S T .21 | m/z 68.10 41.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U I IR UL L
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.85%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 TSk ko ko 7o
5000 9go 1160 m/z 66.10 27 .18%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180 A
Abundance #13916: Benzene, 1,3,5-trifluoro- e R i)
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17 .44%
5000
63.0 81.0
3]\-0 SQO\ ‘\‘ L | ‘\ | 99\0 ‘11%0 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121615\
Data File : BF083849.D

Acq On : 16 Dec 2015 15:41

Operator : UM/SJ

Sample : PB87334BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.08 19.3 ng 496157 1 6.89 515333 20.0
unknown6 .66 6.66 76.5 ng 1969900 1 6.89 515333 20.0
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