LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098604.D

Aca On : 18 Sep 2017 16:09

Operator : SJ/JU

Sample : PB102381BL

Misc :

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 F\METHODS\8270-BF091117.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 4.822 461 465 479 rBV 556136 881653 13.49% 2.247%
2 5.251 533 538 557 rBY 3355871 3319208 50.77% 8.459%
3 6.292 709 715 717 rBVY 2958219 3240431 49.57% 8.258%
4 6.404 730 734 738 rBVY 3491976 3397384 51.97% 8.658%
5 6.634 769 773 779 rBV 833020 777438 11.89% 1.981%

6.787 795 799 803 rBV 3520288 3648332 55.81% 9.298%
7.210 865 871 873 rBV 2600802 3087841 47.24% 7.869%
7.916 986 991 1000 rBV 1209343 1085323 16.60% 2.766%
8.998 1168 1175 1178 rBV 5573726 5979998 91.48% 15.240%
9.669 1283 1289 1292 rBV 1341284 1288155 19.71% 3.283%

=
QO ~NO®

11 10.463 1418 1424 1427 rBV 2529994 2676917 40.95% 6.822%
12 11.151 1536 1541 1544 rBV 1485055 1411954 21.60% 3.598%
13 12.739 1805 1811 1814 rBV 5240630 6537102 100.00% 16.660%
14 13.780 1984 1988 2000 rVB 1254101 1106506 16.93% 2.820%
15 15.174 2220 2225 2234 rBV 665405 800222 12.24% 2.039%

Sum of corrected areas: 39238464
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098604.D

Aca On : 18 Sep 2017 16:09

Operator : SJ/JU

Sample : PB102381BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF098604.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098604.D

Aca On : 18 Sep 2017 16:09

Operator : SJ/JU

Sample : PB102381BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.82 22 .68 ng 881653 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 465 (4.822 min): BF098604.D (-461) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 S LN LS SRR
| 83.0 | 440 4.60 4.80 5.00 5.20
M1 | S S SRS m/z 59.00 60.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS RN UL AR A
59.0 440 460 480 500 520
0
150 4, ‘ 1010 m/z 101.00 18.35%
"W”tl”“ﬂ'”P“'P”W'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 4.60 480 500 520
5000 41.0 m/z 58.00 16.29%
29.0
87.0
15.0 71.0 98.0
wﬁmﬁwﬁmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e BEaan aEEEE L
54.0 440 4.60 4.80 5.00 5.20
m/z 41.00 8.89%
5000 41.0 K\
"'I'"'I'"W""H'L"I"hi'"'??'Q'I"'W""I""I'”'I%%§'?'”%??'9'I SR LR R SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098604.D

Aca On : 18 Sep 2017 16:09

Operator : SJ/JU

Sample : PB102381BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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 unknown6.40 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.40 87.40 ng 3397380 1,4-Dichlorobenzene-d4 6.63
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 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 733 (6.398 min): BF098604.D (-730) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 so [l WO 500 620 640 68 60
e et el £80 L 080l Tm/z 68.00  46.72%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RS RN AR LR
6.00 6.20 6.40 6.60 6.80
310 510 m/z 66.00 31.79%
TR 7b0 ‘
LI I LR AR AL I RS IS S RS SRS SRR B

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
132.0
e
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.00 31.05%
33.0 44.0 00 105.0
60.0 "~ g0.0 115.0
R A L e A B ARammanan
m/z--> 20 30 40 50 60 70 80 9 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile T [ T
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 19.12%
5000
92.0
65.0
270 390 510 77 770 | 1050444,
s B o B e AR B
m/z--> 20 30 40 50 60 70 80 9 100 110 120 130 140 600 6.20 640 660 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091817\
Data File : BF098604.D

Acq On : 18 Sep 2017 16:09

Operator : SJ/JU

Sample : PB102381BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117_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... 4.82 22.7 ng 881653 1 6.63 777438 20.0
unknown6 .40 6.40 87.4 ng 3397380 1 6.63 777438 20.0
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