LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093778.D

Aca On : 20 Mar 2017 21:42

Operator : SJ/MA

Sample : 12304-07 2X

Misc :

ALS Vial : 13 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 2.104 16 19 23 rvVB 54191 84154 2.19% 0.223%
2 3.121 105 108 114 rVB 34549 63884 1.66% 0.169%
3 5.007 270 273 283 rVB 547965 689421 17.92% 1.824%
4 5.430 307 310 313 rBVY 3103933 3074565 79.94% 8.135%
5 5.842 343 346 348 rVB 42508 42806 1.11% 0.113%
6 6.459 397 400 403 rBVY 2596335 3523904 91.62% 9.323%
7 6.596 410 412 415 rBV 2734411 3535994 91.93% 9.355%
8 6.836 430 433 435 rBVY 1686162 1420221 36.92% 3.758%
9 6.996 444 447 449 rBV 2737040 2811225 73.09% 7.438%
10 7.396 479 482 484 rBVY 2522134 2406259 62.56% 6.366%
11 7.636 499 503 506 rvB3 54701 108888 2.83% 0.288%
12 7.865 518 523 524 rBV3 40675 74561 1.94% 0.197%
13 8.116 543 545 548 rBVY 1684037 1831883 47.63% 4.847%
14 8.230 553 555 558 rVB 34228 42619 1.11% 0.113%
15 8.562 582 584 586 rBV 47516 54276 1.41% 0.144%
16 8.722 596 598 602 rBV 44806 85115 2.21% 0.225%
17 8.825 605 607 609 rVB 29404 39116 1.02% 0.103%
18 8.928 614 616 621 rvB4 22176 40795 1.06% 0.108%
19 9.156 635 636 637 rBV 57896 45075 1.17% 0.119%

20 9.202 637 640 642 rVB 3463588 3846308 100.00% 10.176%

21 9.293 645 648 650 rBvV 117060 125188 3.25% 0.331%
22 9.453 660 662 666 rvB2 39670 60060 1.56% 0.159%
23 9.533 666 669 672 rBvV3 56449 143907 3.74% 0.381%
24 9.590 672 674 675 rVvV 395937 357029 9.28% 0.945%
25 9.613 675 676 678 rvVv 112463 113792 2.96% 0.301%

26 9.648 678 679 684 rVB4 27930 49835 1.30% 0.132%
27 9.819 693 694 696 rVB 157735 117289 3.05% 0.310%
28 9.876 696 699 701 rBV 1550672 1941054 50.47% 5.136%
29 10.082 712 717 718 rBvV4 49056 103557 2.69% 0.274%
30 10.139 721 722 724 rVB2 54145 62138 1.62% 0.164%

31 10.288 730 735 736 rBV5 53920 104762 2.72% 0.277%
32 10.322 736 738 739 rVB 104585 130093 3.38% 0.344%
33 10.436 745 748 750 rBV3 23552 43114 1.12% 0.114%
34 10.539 754 757 760 rBV 152890 180319 4.69% 0.477%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093778.D

Aca On : 20 Mar 2017 21:42

Operator : SJ/MA

Sample : 12304-07 2X

Misc :

ALS Vial : 13 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
35 10.619 763 764 765 rBV 39279 43161 1.12% 0.114%

36 10.653 765 767 769 rvVB 1731850 1572624 40.89%% 4.161%
37 10.802 777 780 783 rBV 280891 447066 11.62% 1.183%
38 10.985 794 796 798 rBV2 33194 47690 1.24% 0.126%
39 11.111 805 807 810 rBV3 27499 56048 1.46% 0.148%
40 11.236 816 818 819 rBv2 182723 159969 4.16% 0.423%

41 11.271 819 821 823 rVB 181555 201844 5.25% 0.534%
42 11.351 825 828 829 rBV 1633676 1612249 41.92% 4._.266%
43 11.614 849 851 853 rBvV 71489 85241 2.22% 0.226%
44 11.659 853 855 858 rvB 170046 159891 4.16% 0.423%
45 11.842 867 871 873 rBv4 57114 180539 4.69% 0.478%

46 11.956 880 881 887 rBv4 51549 126839 3.30% 0.336%
47 12.345 913 915 917 rBV 91820 121868 3.17% 0.322%
48 12.562 932 934 935 rBVvV2 80069 100271 2.61% 0.265%
49 12.928 964 966 969 rBvV 2301758 2295104 59.67% 6.072%
50 13.831 1043 1045 1052 rBV 159879 375225 9.76% 0.993%

51 13.968 1055 1057 1059 rvVv 965232 1052451 27.36% 2.785%
52 15.385 1178 1181 1183 rVB 706236 1020704 26.54% 2.701%

53 16.071 1238 1241 1249 rVB3 153233 428134 11.13% 1.133%
54 16.471 1273 1276 1281 rVB 183123 356127 9.26% 0.942%

Sum of corrected areas: 37796251
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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\

BF093778.D

20 Mar 2017 21:42

SJ/MA

12304-07 2X

13 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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

2.10

TIC: BF093778.D
5.43

6.60
6.46

7.00
7.40

6.84

5.01

3.12 5.84

o4

Time-->  2.00

2.50

4.00

6.00

T T
4.50 5.00 5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

7.86
0

TIC: BF093778.D

12.93

10.65

11.35
8.12

12.3512.56
N A

8.23 8568 R&R93 9,

Time-->

8.00

10.50 11.00 11.50

8.50 9.00 12.00 12.50 13.00 13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF093778.D

13.97

16.07  16.47

Time-->

14.00

18.00

16.50 17.00 17.50

14.50 15.00

15.50 16.00

18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093778.D

Aca On : 20 Mar 2017 21:42

Operator : SJ/MA

Sample : 12304-07 2X

Misc :

ALS Vial : 13 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.

5.01 9.71 ng 689421 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 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 273 (5.007 min): BF093778.D (-270) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 R SRR U R
| 83.1 | 0071 460 4.80 5.00 5.20 5.40
ottt e m/z 59.10 53.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ok 2k Sho Sk Sk
0
150 1010 m/z 101.10 18.66%
0 wl ol . 83.0 ! ‘
LI SULELL ILRLLL SULELIL SURLIL DAL LA B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520 540
5000 41.0 m/z 58.10 16.41%
126.0142.0
G L I S U S S BRI SR S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime e e
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.65%
5000
101.0
o180 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520 5.40

8270-BF032017.M Tue Mar 21 16:53:14 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093778.D

Aca On : 20 Mar 2017 21:42

Operator : SJ/MA

Sample : 12304-07 2X

Misc :

ALS Vial : 13 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 unknown6.60 Concentration Rank 1

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

6.60 49.80 ng 3535990 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 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 412 (6.596 min): BF093778.D (-410) (-) m/z 132.00 100.00%
132.0
5000 68.1
%01 oo J o2 o) 660 680 70
01 T e e B m/z 68.10 44 _46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A PR I AL I
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.58%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .18%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R e s S
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17 .44%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0| R ERREEREE S
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\BF032017\
Data File : BF093778.D

Aca On : 20 Mar 2017 21:42

Operator : SJ/MA

Sample : 12304-07 2X

Misc :

ALS Vial : 13 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 Decane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.80 5.55 ng 447066 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 86
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 83
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 83
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 80
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
Abundance Scan 780 (10.802 min): BF093778.D (-777) (-) m/z 57.10 100.00%
571.1
5000
1131 10.40 1060 10.80 11.00 11.20
183.2
Obrrrprrrrthes 1.2 207.1 m/z 71.10 74.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27131: Decane, 2-methyl-
57.0
5000 SRR SRR SRR DU B
85.0 10,40 10,60 10.80 11.00 11.20
29.0 112.0 m/z 43.10 53.12%
ol 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
10.40 10,60 10.80 11.00 11.20
5000 85.0 m/z 85.10 29.28%
0 130 1410 1830 211.0 2309.0 267.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64585: Dodecane, 2,6,10-trimethyl- e e AR
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.10 23.58%
5000
29.0 85.0
0 | ‘ | | 130 g 183.0206.0
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF093778.D

Aca On : 20 Mar 2017 21:42

Operator : SJ/MA

Sample : 12304-07 2X

Misc :

ALS Vial : 13 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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.27 2.50 ng 201844 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Octacosane 394 C28H58 000630-02-4 78

Abundance Scan 821 (11.271 min): BF093778.D (-819) (-) m/z 57.10 100.00%

57.1
5000 85.1

113.1
| || ] | |1411 1812 2102 11.00 11.20 11.40 11.60
et e 8L | W/Z 71.10  82.28%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane
57.0
5000 LA L L L L LN
85.0 11.00 11.20 11.40 11.60
29.0 m/z 85.10 48 .32%
ol “ L, 1130 1410 1690 2120
T e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R e N EmEEE e
11.00 11.20 11.40 11.60
5000 85.0 m/z 43.10 46 .36%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl- B A RRREE R
57.0 11.00 11.20 11.40 11.60
m/z 41.10 23.36%
5000
85.0
29.0 113.0
obl Loy T 1410 1830 2130 2530 2820
R R RaEa ot A RARAS LARRSEENE SR e o R ERREa R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093778.D

Aca On : 20 Mar 2017 21:42

Operator : SJ/MA

Sample : 12304-07 2X

Misc :

ALS Vial : 13 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 6 unknownll.84 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.24 ng 180539 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 38
2 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 38
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 38
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 30
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 30
Abundance Scan 871 (11.842 min): BF093778.D (-867) (-) m/z 57.10 100.00%
51.1
192.1
83.1
5000

109.1

1351 160.1 228.3 258.2 11.60 11.80 12.00 12.20

(SN | INT] M) m/z 43.10 81.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50604: 1H-Indene, 2-phenyl-
192.0
5000 LA B L L L L L L

11.60 11.80 12,00 12,20
m/z 71.10 68.73%

39.0 63.0 g89.0 1150 1399
I~ T TTrTT TTrorT II T IIIII
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance
192.0
R N EEEE S s E R
11.60 11.80 12.00 12.20
5000 m/z 192.10 61.41%
82.0 165.0
ol 18.0 39.0 63.0 115.0 139.0
T T T T T T T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50627: Phenanthrene, 2-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 83.10 53.20%
5000

.0
39.0 63.0 115.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093778.D

Aca On : 20 Mar 2017 21:42

Operator : SJ/MA

Sample : 12304-07 2X

Misc :

ALS Vial : 13 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 7 1-Chloroeicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.83 7.13 ng 375225 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Chloroeicosane 316 C20H41ClI 042217-02-7 87
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 74
3 Hexadecane 226 C16H34 000544-76-3 70
4 Heptadecane 240 C17H36 000629-78-7 64
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 60

Abundance Scan 1045 (13.831 min): BF093778.D (-1043) (-) m/z 57.10 100.00%

57.1
5000

213.2 13.60 13.80 14.00 14.20

141.1169.1 242.2 269.2296.2 328.3

O et m/z 43.10 59.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #126142: 1-Chloroeicosane
57.0
5000 LA L B L LB L L B B
2.0 13.60 13.80 14.00 14.20
) m/z 71.10 54 _.59%
. “‘ I | 1.0 1410 1750 21702450 286.0 3160
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R N IER S S
13.60 13.80 14.00 14.20
5000 m/z 55.10 47 .13%
29.0 85.0
: 111.0

139.0 157 o 196.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73963: Hexadecane R AR RRRES T
57.0 13.60 13.80 14.00 14.20
m/z 85.10 38.13%
5000 85.0
29.0
ol “ Ly \1130141016901970 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093778.D

Aca On : 20 Mar 2017 21:42

Operator : SJ/MA

Sample : 12304-07 2X

Misc :

ALS Vial : 13 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 8 unknownl16.07 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.07 8.39 ng 428134 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 43
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
3 Propenamide. 3-(3.4-dimethoxyphe... 313 C18H19NO4 339165-72-9 35
4 _beta.-iso-Methvl i1onone 206 C14H220 1000285-40-2 32
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 32
Abundance Scan 1241 (16.071 min): BF093778.D (-1238) (-) m/z 191.20 100.00%
191.2
5l 37.2 L DU BN BN B
383.4 15.80 16.00 16.20 16.40
ol b SO 25 TV Tm/z 177.20  40.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #145074: Anthracene, 9-dodecyltetradecahydro-
191.0
95.0
5000 LR BRI B B BRI
43.0 1580 16.00 16,20 16.40
135.0 500 m/z 95.10 37.96%
oLb—— Im" \L\ ‘H‘Iw“\l 4 .H .‘. ‘I : .“. i |2|2|0'9| IZb:\4IOI |30|3'|0| — lll —
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
' 15.80 16.00 16.20 16.40
5000{ 430 m/z 81.10 32.22%
1230 va\\AmﬁA\AmﬂmMAu
91.0
0 161.0
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #124449: Propenamide, 3-(3,4-dimethoxyphenyl)-N-(4-methoxy... B A RRREE R
191.0 15.80 16.00 16.20 16.40
m/z 109.10 30.75%
123.0
5000
77.0 313.0
ol gy 1990 | azozssozsact T o
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032017\
Data File : BF093778.D

Aca On : 20 Mar 2017 21:42

Operator : SJ/MA

Sample : 12304-07 2X

Misc :

ALS Vial : 13 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 9 _beta.-iso-Methyl ionone Concentration Rank 6

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

16.47 6.98 ng 356127 Perylene-di12 15.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 52
2 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 40
3 5-(p-Aminophenvl)-2-thiazolamine 191 CO9HON3S 090349-87-4 38
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
5 4-(3H-Imidazo[4,5-b]pyridin-2-yl. .. 342 C15H18N8S 1000276-08-2 38

Abundance Scan 1276 (16.471 min): BF093778.D (-1273) (-) m/z 191.15 100.00%
191.2
5000 95.1
55.1 137.2 I e St
16.20 16.40 16.60 16.80
232.2265.1 301.3 369.3 4124
0 m/z 95.10 46 .35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000/ 28.0 B S MR e
16. 20 16. 40 16. 60 16. 80
950 1390 m/z 81.10 43.81%
0....,u...‘“ﬂ“ e
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0 191.0
B AN RS ma
43.0 16.20 16.40 16.60 16.80
5000 ' m/z 69.10 41 .31%
135.0
0 222.0 264 0 303.0
e e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #50017: 5-(p-Aminophenyl)-2-thiazolamine T
191.0 16.20 16.40 16.60 16.80
m/z 67.10 24 .72%
5000
136.0
18'0 65'0 1\0?0\ a4
et B AN RS ma
m/z--> 50 100 150 200 250 300 350 400 16. 20 16. 40 16. 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032017\
Data File : BF093778.D

Acq On : 20 Mar 2017 21:42

Operator : SJ/MA

Sample : 12304-07 2X

Misc :

ALS Vial : 13 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... 5.01 9.7 ng 689421 1 6.84 1420220 20.0
unknown6 .60 6.60 49.8 ng 3535990 1 6.84 1420220 20.0
Decane, 2-methyl- 10.80 5.5 ng 447066 4 11.35 1612250 20.0
Pentadecane 11.27 2.5 ng 201844 4 11.35 1612250 20.0
unknownll.84 11.84 2.2 ng 180539 4 11.35 1612250 20.0
1-Chloroeicosane 13.83 7.1 ng 375225 5 13.97 1052450 20.0
unknownl16 .07 16.07 8.4 ng 428134 6 15.39 1020700 20.0
-beta.-iso-Methyl... 16.47 7.0 ng 356127 6 15.39 1020700 20.0
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