LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093743.D

Acq On : 18 Mar 2017 10:21

Operator : SJ/MA

Sample : 12263-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 height area % max. total
1 2.355 35 41 44 rBVY 207165 315188 5.00% 0.743%
2 4.516 228 230 233 rBvY 153616 214418 3.40% 0.506%
3 5.018 271 274 278 rBV 264615 327603 5.20% 0.773%
4 5.441 308 311 313 rBV 2790953 2566725 40.76% 6.053%
5 6.470 398 401 403 rBV 1926400 1985855 31.53% 4.683%

6.607 410 413 416 rBV 3421787 4445739 70.59% 10.484%
6.847 432 434 436 rBV 1368082 1210172 19.22% 2.854%
7.007 445 448 450 rVB 3975228 4209568 66.84% 9.927%
7.407 480 483 485 rBV 3329463 3501896 55.61% 8.258%
8.127 544 546 549 rVB 1724456 1567119 24.88% 3.695%

=
QO ~NO®

11 9.213 637 641 643 rBV 5419347 6297575 100.00% 14.851%
12 9.876 697 699 702 rBV 1356162 1708062 27.12% 4.028%
13 10.665 765 768 771 rBV 2779086 3202423 50.85% 7.552%
14 10.802 778 780 785 rVB 73267 90793 1.44% 0.214%
15 11.362 826 829 831 rVB 1766513 1774773 28.18% 4.185%

16 11.899 873 876 878 rBvV 61521 74700 1.19% 0.176%
17 12.688 942 945 951 rBV 69880 112888 1.79% 0.266%
18 12.779 951 953 956 rVB 290773 250447 3.98% 0.591%
19 12.951 965 968 970 rBV 4891223 5374058 85.34% 12.673%
20 13.488 1012 1015 1017 rBV 162615 160536 2.55% 0.379%

21 13.865 1046 1048 1056 rBV 55875 88935 1.41% 0.210%
22 13.991 1056 1059 1061 rBV 1432129 1611448 25.59% 3.800%
23 15.397 1179 1182 1185 rBV 920664 1315403 20.89%% 3.102%

Sum of corrected areas: 42406324
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\Data\BF031817\

BF093743.D

18 Mar 2017 10:21

SJ/MA

12263-02

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093743.D

Acq On : 18 Mar 2017 10:21

Operator : SJ/MA

Sample : 12263-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 5.41 ng 327603 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 Acetone 58 C3H60 000067-64-1 12
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 274 (5.018 min): BF093743.D (-271) (-) m/z 43.00 100.00%
43
5000 59
1o 460 480 500 520 540
83 : : : : :
...,....,....,....,..??',':...,??.I,....,....,....,....,|....,. m/z 59.10 46.67%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RN LR IS R
4.60 4.80 5.00 5.20 5.40
m/z 58.00 18.08%
25 31 37 83 o5 1%
miz--> A Y N
Abundance
43
460 480 500 520 540
5000 m/z 101.10 17.07%
101
15 253137 51 % g9 86
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #205: Acetone R EmmmmEam R
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.35%
5000
15
58
27
"W?'”I'L'I'”WI”"IM"P"W"'W"”I'”'I”"I”"P [rrrrfrrr T
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093743.D

Acq On : 18 Mar 2017 10:21

Operator : SJ/MA

Sample : 12263-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 unknown6.61 Concentration Rank 1

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

6.61 73.47 ng 4445740 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 413 (6.607 min): BF093743.D (-410) (-) m/z 132.10 100.00%
5000 68
© s |l P 650 om0 650 680 700
(AN W A | N m/z 68.10 43.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN N RN UL I
6.0 6.40 6.60 6.80 7.00
m/z 134.00 32.45%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .34%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl T yi- R o
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.59%
5000 og 116
NN IIIIH‘JIIIMII,hI NWIILLI W .- N 189 NN | N SN
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093743.D

Acq On : 18 Mar 2017 10:21

Operator : SJ/MA

Sample : 12263-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.78 3.11 ng 250447 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 91
3 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 38
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 38

Abundance Scan 953 (12.779 min): BF093743.D (-951) (-) m/z 56.10 100.00%
56
5000 M
| l|| o 185 15 29757 1540 1260 1280 1300
e e m/z 57.10 52.70%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 a1 LUV DN AU SUNE B
12.40 12.60 12.80 13.00
129 pa0 257 m/z 43.10 40.74%
2 h H\ b 157 185 218 7| o83 312
miz-> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
12.40 12,60 12.80 13.00
5000 41 m/z 41.05 39.50%
73
26 71157 157 185 213 28927 5 3pp
WWWWWW"TWW
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #34835: Cyclobutane, 1-hexyl-2,3-dimethyl-
56 12.40 12.60 12.80 13.00
m/z 55.10 30.23%
5000
41
83
| || Fe @y e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093743.D

Acq On : 18 Mar 2017 10:21

Operator : SJ/MA

Sample : 12263-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.02 5.4 ng 327603 1 6.85 1210170 20.0
unknown6 .61 6.61 73.5 ng 4445740 1 6.85 1210170 20.0
Hexadecanoic acid... 12.78 3.1 ng 250447 5 13.99 1611450 20.0
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