LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093771.D

Aca On : 20 Mar 2017 18:30

Operator : SJ/MA

Sample : 12271-03

Misc :

ALS Vial : 6 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-BF032017.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 2.115 18 20 25 rvB 106088 133539 2.44% 0.285%
2 5.018 271 274 279 rBV 548843 749686 13.68% 1.603%
3 5.441 307 311 313 rBVY 4072988 4907696 89.57% 10.492%
4 6.470 397 401 403 rBVY 4229459 5325041 97.19% 11.384%
5 6.607 410 413 415 rBV 4105120 5055382 92.26% 10.808%
6 6.836 430 433 435 rBVY 1806203 1513964 27.63% 3.237%
7 6.996 444 447 449 rVB 3945230 3922370 71.59% 8.386%
8 7.396 479 482 484 rBV 3044626 2984803 54.47% 6.381%
9 8.116 543 545 548 rBY 1898182 1904992 34.77% 4_.073%
10 9.202 637 640 642 rBY 5129990 5479224 100.00% 11.714%

11 9.590 671 674 675 rBV 530412 457914 8.36% 0.979%
12 9.876 696 699 701 rBV 1515252 2069423 37.77% 4.424%
13 10.310 736 737 739 rVB 60165 81403 1.49% 0.174%
14 10.539 754 757 760 rBV2 41427 62362 1.14% 0.133%
15 10.653 764 767 770 rVB 2635129 2548411 46.51% 5.448%

16 10.790 777 779 782 rBVY 172833 211371 3.86% 0.452%
17 10.848 782 784 785 rVvV 92766 111554 2.04% 0.238%
18 10.882 785 787 788 rvv2 108752 141349 2.58% 0.302%
19 10.905 788 789 793 rvv2 96846 173066 3.16% 0.370%
20 10.973 793 795 798 rvv4 37882 97440 1.78% 0.208%

21 11.019 798 799 801 rvv2 104294 100314 1.83% 0.214%
22 11.053 801 802 805 rvv 79445 122491 2.24% 0.262%
23 11.099 805 806 811 rVB 75742 70008 1.28% 0.150%
24 11.236 815 818 819 rBv2 108108 104311 1.90% 0.223%
25 11.351 825 828 830 rBV 1891051 1872213 34.17% 4._.003%

26 12.928 963 966 969 rBV 3094393 3768145 68.77% 8.056%
27 13.831 1043 1045 1051 rBV 138040 228656 4_.17% 0.489%
28 13.968 1055 1057 1060 rBV 1277765 1270510 23.19% 2.716%
29 14.471 1098 1101 1103 rBV 41453 78494 1.43% 0.168%
30 15.374 1177 1180 1183 rBV 846125 1106578 20.20% 2.366%

31 15.854 1219 1222 1223 rBV 39350 63651 1.16% 0.136%
32 19.237 1516 1518 1525 rVB7 20611 58301 1.06% 0.125%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093771.D

Aca On : 20 Mar 2017 18:30

Operator : SJ/MA

Sample : 12271-03

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF032017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 46774662
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF032017\

BF093771.D

20 Mar 2017 18:30

SJ/MA

12271-03

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093771.D

Aca On : 20 Mar 2017 18:30

Operator : SJ/MA

Sample : 12271-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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.

5.02 9.90 ng 749686 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 274 (5.018 min): BF093771.D (-271) (-) m/z 43.05 100.00%
43.0
5000 591
oL 460 480 500 520 5.40
83.1 : : : : :
Obrrr e e e et S e e || M/Z 59.10  51.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A L U IR
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 18.07%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520 5.40
5000 m/z 58.10 17.12%
101.0
150 310 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3602: l—Propen—Z—oI, acetate LI N L B B
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.26%
5000
58.0
1§.0 270 N 72.0 100.0
O e T T e o R R I B B B R e
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093771.D

Aca On : 20 Mar 2017 18:30

Operator : SJ/MA

Sample : 12271-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 unknown6.61 Concentration Rank 1

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

6.61 66.78 ng 5055380 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 413 (6.607 min): BF093771.D (-410) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 SRS AAREE RARE SR
40.1 540 J 6.20 6.40 6.60 6.80 7.00
Lot -|-|.'.8,19. Aguso g m/z 68.10 35.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 M
5000 IR RS R
6.0 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.93%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 21.84%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.98%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | N
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093771.D

Aca On : 20 Mar 2017 18:30

Operator : SJ/MA

Sample : 12271-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 4 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.79 2.26 ng 211371 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 58
2 Nonadecane 268 C19H40 000629-92-5 58
3 Pentadecane 212 C15H32 000629-62-9 58
4 Octadecane 254 C18H38 000593-45-3 58
5 Heptadecane 240 C17H36 000629-78-7 58

Abundance Scan 779 (10.790 min): BF093771.D (-777) (-) m/z 57.10 100.00%

57.1
5000 851 121.1

10.40 10.60 10.80 11.00 11.20

(o} m/z 43.10 73.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55007: Tetradecane
57.0
5000 850 LI L L TT T
10 40 10. 60 10. 80 11. OO 11. 20
2.0 m/z 71.05 67.09%
0 ‘ ‘ L “113 0 14]_ 0 169.0 198 0
T P e [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R B e Bl RAREE
10.40 10.60 10.80 11.00 11.20
5000 85.0 m/z 121.05  45.70%
29.0

113.0141.0 169.0 197.0 2250  268.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64571: Pentadecane AR mAam e S
57.0 10.40 10.60 10.80 11.00 11.20
m/z 85.10 44.17%

5000 85.0
29.0
o] 4113014101690 2120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.40 10. 60 10. 80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093771.D

Aca On : 20 Mar 2017 18:30

Operator : SJ/MA

Sample : 12271-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 5 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.60 ng 228656 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91

Abundance Scan 1045 (13.831 min): BF093771.D (-1043) (-) m/z 57.10 100.00%

57.1

97.1

5000

:

1252 AR AR AL
157.2 184.1207.1229.2 13.60 13.80 14.00 14.20

o 28L1 "m/z 43.10 93.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63051: Cyclopentadecane
55.0

%

5000 R S B UL R
13.60 13.80 14.00 14.20
m/z 55.10 89.69%
. 1390  182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 R S SR B R
13.60 13.80 14.00 14.20
5000 m/z 69.05 78.16%
111.0

139.0 182.0 210.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene R AR RRRES T
43. 13.60 13.80 14.00 14.20

m/z 97.10 76.16%

5000
125.0

:

154.0 182.0 210.0 238.0 266.0
R e o e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032017\
Data File : BF093771.D

Acq On : 20 Mar 2017 18:30

Operator : SJ/MA

Sample : 12271-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .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... 5.02 9.9 ng 749686 1 6.84 1513960 20.0
unknown6.61 6.61 66.8 ng 5055380 1 6.84 1513960 20.0
Tetradecane 10.79 2.3 ng 211371 4 11.35 1872210 20.0
Cyclopentadecane 13.83 3.6 ng 228656 5 13.97 1270510 20.0
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