LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\

Data File : BF090952.D

Aca On : 1 Nov 2016 15:53 Instrument :
Operator : UM/SJ gmgigamlem'
a?zgle i H5489-05 SBJ&OB&%
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-BF102616.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 4.898 244 246 261 rBV 716398 1053367 19.76% 2.391%
2 5.333 281 284 287 rBVY 3791372 4009314 75.23% 9.102%
3 6.384 373 376 378 rBVY 3678607 4514766 84.71% 10.250%
4 6.498 384 386 389 rBVY 3088045 4486840 84.19% 10.186%
5 6.739 404 407 409 rBV 872167 924562 17 .35% 2.099%

6.887 418 420 423 rBV 2849987 3251903 61.02% 7.383%
7.299 454 456 459 rBV 2002422 2638203 49.50% 5.989%
7.401 464 465 473 rVB 30874 66642 1.25% 0.151%
8.019 517 519 522 rBV 1306453 1323355 24.83% 3.004%
9.104 611 614 616 rBV 5290710 5329596 100.00% 12.100%

=
QO ~NO®

11 9.493 646 648 651 rBvV 894085 1155092 21.67% 2.622%
12 9.710 662 667 670 rBv2 34980 106191 1.99% 0.241%
13 9.779 670 673 675 rBV 1125821 1569950 29.46% 3.564%
14 10.213 703 711 713 rBv2 113353 173739 3.26% 0.394%
15 10.430 727 730 734 rBV 39512 73803 1.38% 0.168%

16 10.567 739 742 744 rBV 2918620 3411959 64.02% 7.746%
17 10.693 751 753 759 rvVB 98475 188260 3.53% 0.427%

18 11.139 790 792 793 rBV 71761 80635 1.51% 0.183%
19 11.253 800 802 805 rBV 1776769 1550116 29.09%% 3.519%
20 11.493 820 823 827 rBV 55056 65609 1.23% 0.149%

21 12.842 938 941 944 rBV 4434612 5251688 98.54% 11.923%
22 13.745 1017 1020 1030 rBV 401300 492631 9.24% 1.118%
23 13.894 1030 1033 1035 rBV 1073282 1374225 25.78% 3.120%
24 15.288 1152 1155 1157 rBV 792959 955366 17.93% 2.169%

Sum of corrected areas: 44047812

8270-BF102616.M Wed Nov 02 16:56:31 2016 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF110116\

BF090952.D
1 Nov 2016 15:53
UM/SJ
H5489-05
6 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF090952.D

5.33

4.90

6.38

6.50
6.89

7.30

0
Time-->

5.00
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5000000

4000000

3000000

2000000

8.02

1000000

0

TIC: BF090952.D

10.57

11.25

9.78

12.84

13.
11.49

f
Time--> 8.00

8.50

9.49
- I\ Q.JL 13-2110-44 |10.6
[ | |

10.69 11.1
T T T T
9.50

9.00 10.00 10.50 11.00

11.50 12.00 12.50 13.00 13.50

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BF090952.D

13.89

15.29

14.

Time-->

00 14.50 15.00 15.50 16.00 16.50

17.00

17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090952.D

Aca On : 1 Nov 2016 15:53

Operator : UM/SJ

Sample = H5489-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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.

4.90 22.79 ng 1053370 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 246 (4.898 min): BF090952.D (-244) (-) m/z 43.10 100.00%
43
59
5000
1 460 480 500 520
83
0 ...,....,....,..??-,'....,??.'.,...‘?9,....,....,....,|....,. m/z 59.10 60.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LS UL UL
59 460 480 500 520
m/z 101.10 18.60%
15 31 101
o | 25 7 37, 53 83
miz--> e A e A A AR A
Abundance
59
460 480 500 520
5000 m/z 58.10 16.41%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R N EEEEE ey ,
59 460 480 500 520

m/z 41.10 8.77%

5000 41
31
| T
15 | Ll sl | %
"'I""I""I""I""I""I""I""I""I'"'I""I'

m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090952.D

Aca On : 1 Nov 2016 15:53

Operator : UM/SJ

Sample = H5489-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknown6.50 Concentration Rank 1

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

6.50 97.06 ng 4486840 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 386 (6.498 min): BF090952.D (-384) (-) m/z 132.00 100.00%
132
5000 68
40 % J 620 640 660 6.80
54 . . . .
0 .':7?...],410?..,...,....,....,.... m/z 68.10 51.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132
5000 ASERARSS LRSS RARRE RS
6.20 6.40 6.60 6.80
104 m/z 66.05 32.32%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
68
620 640 6.60 680
5000 m/z 134.00 32.21%
96
40
ol 15 27 55 81
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! )
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 20.33%
5000 98 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090952.D

Aca On : 1 Nov 2016 15:53

Operator : UM/SJ

Sample = H5489-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Decane, 2,3,5-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.21 2.21 ng 173739 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heneicosane 296 C21H44 000629-94-7 83
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 72
5 Decane, 3-methyl- 156 C11H24 013151-34-3 72
Abundance Scan 711 (10.213 min): BF090952.D (-703) (-) m/z 57.05 100.00%
57
5000
4 85
113 149 - 9.80 10.00 10.20 10.40 10.60
0 m/z 43.10 68.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45605: Decane, 2,3,5-trimethyl-
57
5000 85 UV RN SRR
9.80 10.00 10.20 10.40 10.60
4 m/z 71.10 58.91%
141
B A = S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
9.80 10.00 10.20 10.40 10.60
5000 m/z 85.10 34 .38%
41 85
ol 26 113 141 169184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane e n R R T
57 9.80 10.00 10.20 10.40 10.60
m/z 41.10 30.01%
85
5000
4
113
0 ‘ L [ e a6 197 225 253268 296
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090952.D

Aca On : 1 Nov 2016 15:53

Operator : UM/SJ

Sample = H5489-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.69 2.43 ng 188260 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 753 (10.693 min): BF090952.D (-751) (-) m/z 57.10 100.00%
57
5000 85
} | 118 1 10.40 10,60 10.80 11.00
b el m/z 71.10 70.91%
m/z--> 50 100 150 200 250 300 350
Abundance #73967: Hexadecane
57
5000 85 SRR SN RN SN
10.40 10.60 10.80 11.00
29 m/z 43.10 57.28%
o | ﬂ‘w | o M3 141 169 197 226
m/z--> 55 160 1éo 260 250 360 3éo
Abundance
57
10.40 10,60 10.80 11.00
5000 85 m/z 85.10 39.71%
0 13 141 483 211 239 267 296
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #151556: Heptacosane e
57 10.40 10.60 10.80 11.00
m/z 41.10 26.20%
5000
85
o 291 4 (113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo 10?0 1deo 10%0 1150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110116\
Data File : BF090952.D

Aca On : 1 Nov 2016 15:53

Operator : UM/SJ

Sample = H5489-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 6 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 7.17 ng 492631 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
5 1-Heptadecanol 256 C17H360 001454-85-9 87

Abundance Scan 1020 (13.745 min): BF090952.D (-1017) (-) m/z 57.10 100.00%

43

5000

|

125 LI L B L B B
13. 40 13. 60 13 80 14. OO

139153 168
0 182 208 m/z 83.10 92.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 7
5000 L LI L B L L L LB L
mmmmmmmm
29 125 m/z 55.10 90.35%
RECIN 139154168182196210224238 266
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83
97 13.40 13.60 13.80 14.00
5000 m/z 69.10 86.76%
29 111

25
0 139153167182196210224 252 280

W‘mﬁwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester e  ARE R
7 13.40 13.60 13.80 14.00
83 m/z 43.10 81.76%

97
125
139153167181196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13 80 14. OO

5000
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF110116\

BF090952.D
1 Nov 2016 15:53
UM/SJ
H5489-05
6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6 .50

Decane, 2,3,5-tri...

Hexadecane
1-Nonadecene

8270-BF102616.M Wed Nov 02 16:56:37 2016

4.90 22.8 ng
6.50 97.1 ng
10.21 2.2 ng
10.69 2.4 ng
13.74 7.2 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

1053370
4486840
173739
188260
492631

|--Internal Standard---|
| # RT Resp Conc]

1 924562 20.0
1 6.74 924562
3 9.78 1569950 20.0
4 11.25 1550120 20.0
5 13.89 1374230 20.0
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