LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086408.D

Aca On : 23 Apr 2016 23:45

Operator : UM/SJ

Sample : H2652-09

Misc :

ALS Vial : 52 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-BF042216.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 5.036 255 258 264 rBV 71208 107966 2.88% 0.299%
2 5.447 291 294 296 rBVY 3288371 3753384 100.00% 10.378%
3 5.916 333 335 346 rvB4 10571 41798 1.11% 0.116%
4 6.476 382 384 387 rBY 2426834 3641464 97.02% 10.068%
5 6.613 393 396 398 rBVY 3855847 3684005 98.15% 10.186%
6 6.842 414 416 419 rBV 1012793 1008393 26.87% 2.788%
7 7.002 427 430 432 rBVY 3182691 2869349 76.45% 7.934%
8 7.413 463 466 468 rBVY 1683595 2190948 58.37% 6.058%
9 7 .505 472 474 480 rvVB2 35710 89032 2.37% 0.246%
10 7.699 489 491 495 rVB 61651 77084 2.05% 0.213%
11 8.133 526 529 531 rBVY 1039951 1264648 33.69% 3.497%
12 8.350 545 548 551 rVB 33692 46424 1.24% 0.128%
13 8.407 551 553 556 rBV 48136 58741 1.57% 0.162%
14 9.208 620 623 625 rBY 3618768 3630716 96.73% 10.039%
15 9.322 632 633 639 rVB3 25107 51907 1.38% 0.144%
16 9.539 650 652 655 rBV3 23276 39154 1.04% 0.108%
17 9.596 655 657 661 rvVv 422095 393900 10.49% 1.089%
18 9.813 675 676 679 rBV 87566 83581 2.23% 0.231%
19 9.882 679 682 684 rVV 1344173 1253970 33.41% 3.467%
20 9.916 684 685 690 rVB 44639 46194 1.23% 0.128%
21 10.042 693 696 698 rBV2 20817 38431 1.02% 0.106%
22 10.316 718 720 722 rVB 171461 136458 3.64% 0.377%
23 10.431 728 730 733 rBV 24696 42435 1.13% 0.117%
24 10.533 736 739 742 rBV2 63387 99909 2.66% 0.276%

25 10.671 748 751 753 rBV 1488230 1721900 45.88% 4.761%

26 10.785 760 761 766 rVB 189716 238075 6.34% 0.658%

27 10.979 776 778 780 rBV 26109 40274 1.07% 0.111%
28 11.231 798 800 802 rBV 93772 117262 3.12% 0.324%
29 11.265 802 803 807 rvB 53932 49612 1.32% 0.137%
30 11.368 809 812 816 rBv2 730213 1283857 34.21% 3.550%
31 11.436 817 818 823 rVB 69291 91334 2.43% 0.253%
32 11.596 829 832 836 rBvV 164172 281898 7.51% 0.779%
33 11.665 836 838 840 rVvB 51329 62643 1.67% 0.173%
34 11.859 853 855 857 rBv2 27304 44228 1.18% 0.122%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086408.D

Aca On : 23 Apr 2016 23:45

Operator : UM/SJ

Sample : H2652-09

Misc :

ALS Vial : 52 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-BF042216.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.974 863 865 869 rvB 59761 80516 2.15% 0.223%
36 12.065 872 873 877 rBV 47433 57814 1.54% 0.160%
37 12.156 879 881 886 rvB5 19515 49681 1.32% 0.137%
38 12.419 901 904 906 rBvV2 178256 302708 8.06% 0.837%
39 12.454 906 907 909 rvB 78859 77602 2.07% 0.215%

40 12.568 915 917 920 rBV 279728 320356 8.54% 0.886%

41 12.796 933 937 939 rBV2 296464 458243 12.21% 1.267%
42 12.945 948 950 953 rBV 2368116 2693673 T71.77% 7.448%

43 13.128 964 966 968 rVB 42720 44962 1.20% 0.124%
44 13.185 969 971 973 rvv2 82507 108179 2.88% 0.299%
45 13.231 973 975 979 rVB3 31880 52283 1.39% 0.145%
46 13.391 987 989 992 rBV3 31450 45806 1.22% 0.127%
47 13.482 995 997 998 rBV 53292 68354 1.82% 0.189%
48 13.528 998 1001 1002 rBV 64338 78677 2.10% 0.218%

49 13.848 1028 1029 1034 rBV 137245 204119 5.44% 0.564%
50 13.997 1039 1042 1049 rVV2 869995 1298909 34.61% 3.591%

51 14.168 1055 1057 1058 rBV 83923 79730 2.12% 0.220%
52 14.477 1081 1084 1085 rBV 79594 134067 3.57% 0.371%
53 15.014 1129 1131 1135 rBV 105516 232108 6.18% 0.642%
54 15.094 1136 1138 1140 rVV 69928 84087 2.24% 0.232%
55 15.414 1164 1166 1168 rBV 424025 601914 16.04% 1.664%

56 16.283 1239 1242 1245 rBV 100457 226330 6.03% 0.626%
57 16.957 1298 1301 1306 rVB 113177 285910 7.62% 0.791%

Sum of corrected areas: 36167002
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086408.D

Aca On : 23 Apr 2016 23:45

Operator : UM/SJ

Sample : H2652-09

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF086408.D

61

3500000
5.45 7.00

3000000

2500000 6.48

2000000
7.41
1500000

1000000 6.84

500000

5.04
T T T T IA

5.00
TIC: BF086408.D

7.507.70

7.50

0
Time-->
Abundance

3500000

3000000

2500000 12.95

2000000

1500000 9.88 1067
8.13
1000000

9.60

10. 749

\9.32 9%4 9.8199 04 )
e

9.50 10.00 10.50 11.00 11.50 12.00 12.50

TIC: BF086408.D

5712.80

500000

8381

8.50

04
Time--> 8.00
Abundance

I
9.00

3500000

3000000

2500000

2000000

1500000

14.00

1000000

500000

0
Time-->

14.00 14.50 15.00 15.50

16.00 16.50 17.00 17.50 18.00 18.50

19.00

8270-BF042216.M Mon Apr 25 14:39:32 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086408.D

Aca On : 23 Apr 2016 23:45

Operator : UM/SJ

Sample : H2652-09

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 11

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

5.04 2.14 ng 107966 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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 3-Hexanol 102 C6H140 000623-37-0 23

Abundance Scan 258 (5.036 min): BF086408.D (-255) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 = = = N
| 83.1 4.80 5.00 5.20 5.40
o VX 1 D0 1SS TS VS m/z 59.10 54.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN RS SRS RS A
59.0 480 500 520 5.40
m/z 101.10 20.43%
31.0 83.0 93010‘1.0
O e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 " 480 500 520 540
5000 m/z 58.10 14.12%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e AR EEE S S
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.42%
5000
101.0
o 150 om0 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086408.D

Aca On : 23 Apr 2016 23:45

Operator : UM/SJ

Sample : H2652-09

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 73.07 ng 3684010 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-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 396 (6.613 min): BF086408.D (-393) (-) m/z 132.10 100.00%
13p.1
5000 /{
400 544 ‘ %o%l Lso 6.20 640 6.60 6.80 7.00
0..,....,....,...!,“.'...,!.'..,.!..,....,.... bl M/z 6810 42.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SEBE SRS SRS A
620 6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 33.34Y%
0 [y H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.05 28.10%
33.0 44.0 105.0
. 560 00 | 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17 .64%
5000
104.0
ol 140 270 390 510 080770 590 || uso ‘\
m/z--> 15 25 §0 Jo 55 65 fo 85 95 160 110 150 1§0 150 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\BF042216\
Data File : BF086408.D

Aca On : 23 Apr 2016 23:45

Operator : UM/SJ

Sample : H2652-09

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 10
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.18 ng 136458 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 720 (10.316 min): BF086408.D (-718) (-) m/z 57.10 100.00%

57.1

5000

10.00 10.20 10.40 10.60

o m/z 43.10 65.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45605: Decane, 2,3,5-trimethyl-
57.0
5000 LI L L L L LB L LB |
85.0 10.00 10.20 10.40 10.60
0
2.0 141.0 m/z 71.10 53.37%
d | 113.0 | 169.0
I ke S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
R e S AREREREEE
10.00 10.20 10.40 10.60
5000 m/z 85.15 45 _.49%
85.0
29.0
0 113.0 1410 169.0 197.0 226.0
B A I e o B EEEE R e s e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane R et
57.0 10.00 10.20 10.40 10.60
m/z 41.10 30.94%
5000 85.0
29.0
o | ‘ I ) 1180 1410 1690 212.0
”.,”..“..w..”,.”.,”..“.....” R REREREERE R I R EEEE R e
m/z--> 60 80 100 120 140 160 180 200 220 10. 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086408.D

Aca On : 23 Apr 2016 23:45

Operator : UM/SJ

Sample : H2652-09

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
Quant Title : 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 5 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.78 3.71 ng 238075 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 91
3 Octacosane 394 C28H58 000630-02-4 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 761 (10.785 min): BF086408.D (-760) (-) m/z 57.10 100.00%
51.1
5000
L[] 1% somsr om0 o 10140 10/60 10580 1100
ol b b g 2200 2230 0 8298 m/z 43.10 73.28%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 AR U R B
mmmmmmum
m/z 71.15 65.76%
027\‘.0‘\ h | \\‘9?.0\ ;‘41'0 282.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57.0
10,40 10,60 10.80 11.00
5000 m/z 85.15 41 .35%
28.0
. 90 .10 183.0 410.0
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #155178: Octacosane e T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 31.92%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 ' 1040 1060 1080 1100 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086408.D

Aca On : 23 Apr 2016 23:45

Operator : UM/SJ

Sample : H2652-09

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Cyclotetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.60 4.39 ng 281898 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 97
2 2-Tetradecene. (E)- 196 C14H28 035953-53-8 95
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 1-Tetradecene 196 C14H28 001120-36-1 92
5 1-Pentadecanol 228 C15H320 000629-76-5 91
Abundance Scan 832 (11.596 min): BF086408.D (-829) (-) m/z 55.10 100.00%
83.1
11.20 11,40 1160 11.80 12.00
0 m/z 83.10 94 .68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53621: Cyclotetradecane
58.0
83.0
%0001 599 11.20 11,40 11,60 11.80 12.00
111.0 m/z 69.10 86 .40%
o L \‘ L .10 1680 1960
m/z--> 20 40 60 85 100 120 140 160 180 260 220
Abundance
55.0
11.20 11,40 11,60 11.80 12.00
5000 29.0 m/z 43.10 79.78%
83.0
111.0
o 1400 1680 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83798: 1-Hexadecanol A REAmE EEa S
43.0 11.20 11.40 11.60 11.80 12.00
63.0 m/z 57.10 79.43%
97.0
5000
125.0
0 26‘ ‘\ \‘ ! ‘ \H‘ “‘w \“ ‘\ m 154.0 1960 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086408.D

Aca On : 23 Apr 2016 23:45

Operator : UM/SJ

Sample : H2652-09

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 3-Chloropropionic acid, hep... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.42 4.72 ng 302708 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 93
2 1-Octadecanol 270 C18H380 000112-92-5 93
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 90
5 1-Hexadecene 224 C16H32 000629-73-2 86
Abundance Scan 904 (12.419 min): BF086408.D (-901) (-) m/z 83.10 100.00%
1
5000 IVAJRJ4~_A/NA\quw_Jfotp
12:00 12.20 12.40 12.60 12.80
0 m/z 55.10 92.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester
57.0 83.0
5000 UM SRR SRR R
12,00 12.20 12.40 12.60 12.80
29.0 m/z 69.10 80.63%
o ‘M d 139.0 1670 210.0 238.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 83.0
12.00 12.20 12.40 12.60 12.80
5000 111.0 m/z 97.15 77.46%

139.0 168.0 196.0 224.0 252.0

g5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98171: 1-Nonadecene B e o
43. 12.00 12.20 12.40 12.60 12.80

m/z 57.10 76.91%

5000
125.0

=

154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086408.D

Aca On : 23 Apr 2016 23:45

Operator : UM/SJ

Sample : H2652-09

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Nonadecane Concentration Rank 8

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

13.85 3.14 ng 204119 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tridecane 184 C13H28 000629-50-5 89
3 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 86
4 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 81
5 1-Hexadecene, 16-bromo- 302 C16H31Br 118625-56-2 64
Abundance Scan 1029 (13.848 min): BF086408.D (-1028) (-) m/z 57.10 100.00%

51.1
5000 VﬂhﬂAL\/kvx,JA\M/LJV\j\JJv\
I I

’t 5.2  230.2302.2

13.60 13.80 14.00 14.20

oM e g e m/z 43.10 75.40%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #99476: Nonadecane
57.0
5000 LA L B L LB L L B B
13.60 13.80 14.00 14.20
m/z 71.10 65.67%
0 ,.JruLﬁfE?f{lgff)?§8fﬂ. e
m/z--> 0 100 200 300 400 500 600 700 800
Abundance
57.0
R N IER S S
13.60 13.80 14.00 14.20
5000 m/z 55.10 50.31%
184.0 JE$AVhVMNAL¢WuLﬂ,Af
oY+ T T T

|
m/z--> 0 100 200 300 400 500 600 700 800

Abundance #174828: Tetrapentacontane, 1,54-dibromo- T
57.0 13.60 13.80 14.00 14.20
m/z 83.10 43.13%
- W
5.0
ol .l 1y, 197.0267.0337.0 415.0 499.0569.0 670.0 755.0 835.0

m/z--> 0 100 200 300 400 500 600 700 800

T T T T
13.60 13.80 14.00 14.20
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Data Path
Data File
Aca On

Sample
Misc

Library Search

Z:\HPCHEMI\BNA F\DATA\BF042216\
BF086408.D

23 Apr 2016 23:45

UM/SJ

H2652-09

ALS Vial

Operator :

52

Sample Multiplier: 1

Compound Report

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Pentacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.48 2.06 ng 134067 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 58
2 Morpholine. 2.6-dimethvl- 115 C6H13NO 000141-91-3 9
3 Muscimol 114 C4H6N202 002763-96-4 9
4 1.3-Dioxolane. 2.2-dimethvl-4-TT... 412 C25H4804 056256-32-7 9
5 Eicosane, 2,6,10,14,18-pentamethyl- 352 C25H52 051794-16-2 9

Abundance Scan 1084 (14.477 min): BF086408.D (-1081) (-) m/z 57.10 100.00%
57.1
5000
' 14.20 14.40 14.60 14.80
O m/z 71.15 69.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142111: Pentacosane
57.0
5000 352.0 ' 14.20 14.40 14.60 14.80
99.0 1410 m/z 43.10 59.95%
-0 183.0
olsol ||| {7 1590 280 2070 v |
m/z--> 50 100 150 200 250 300 350 400
Abundance
30.0
71.0 ' 14.20 14.40 14.60 14.80
5000 115.0 m/z 85.15 56.22%
L L L W L UL L W
m/z--> 50 100 150 200 250 300 350 400
Abundance #6888: Muscimol I o VRS
30.0 14.20 14.40 14.60 14.80
m/z 55.10 30.23%
5000 1.0
‘ ‘ 114.0
ob—H WH‘H-\”---u----u-- LRI UL UL UL BN AL L B U
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086408.D

Aca On : 23 Apr 2016 23:45

Operator : UM/SJ

Sample : H2652-09

Misc :

ALS Vial : 52 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 10 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.79 ng 84087 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Tetratetracontane 619 C44H90 007098-22-8 74
Abundance Scan 1138 (15.094 min): BF086408.D (-1136) (-) m/z 57.10 100.00%
i M
5000
94 14,80 15.00 15.20 15.40
207.1 268.2  324.2353.2 , : : : :
I 2312 383 "m/z 71.15 73.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57.0
5000 LI B UL SURLLE B
14,80 15.00 15.20 15.40
m/z 85.15 55.68%
0 27.0] | | | 99‘ O‘ 141.0 183.0 2250 267.0 323.0  380.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance
57.0
14,80 15.00 15.20 15.40
5000 m/z 43.10 53.97%
99.0
o 27.0 141.0 183, o 268.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl- Al B R
57.0 14.80 15.00 15.20 15.40
m/z 41.10 21.81%
5000
l -0 210.0
ﬁﬁ iy 24104760 239.0 309.0
m/z--> 50 100 150 260 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086408.D

Aca On : 23 Apr 2016 23:45

Operator : UM/SJ

Sample : H2652-09

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
Quant Title : 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 12 Cyclononasiloxane, octadeca... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.96 9.50 ng 285010  Perylene-di2 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 83
2 1.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 40
3 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 27
4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 27
5 2-(2",47,4",67,6",8",8"-Heptamet... 652 C16H48010Si9 145344-72-5 17

Abundance Scan 1301 (16.957 min): BF086408.D (-1298) (-) m/z 221.20 100.00%
73.1 221.2
147.1
355.2
5000 281.1
429.2
R R A B
| 503.2 16.60 16.80 17.00 17.20
0----“ -'-||‘-‘-“-J"-|--"--r- --||‘-- —v"rv—v"v—qlv—v-v—v-rv—v-ﬂ-rv—v—ﬂ-rﬂ m/z 73.10 86 .50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173701: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
5000 281.0 B e e o e e S EEmEE
16.60 16.80 17.00 17.20
m/z 147.10 75.50%
o NN SN S o S N h‘ B o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73.0
R EARmE RS
147.0 16.60 16.80 17.00 17.20
5000 267.0 m/z 355.20 56.31%
355.0 429.0
207.0
¢ SNIEREES ENINER 1 SIER 8 AN S BN SN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #152263: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trim... L D
73.0 14y.0 16.60 16.80 17.00 17.20
m/z 281.10 48.69%
281.0
207.0 369.0
T D S S N M T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 16. 60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042216\
Data File : BF086408.D

Acq On : 23 Apr 2016 23:45

Operator : UM/SJ

Sample : H2652-09

Misc :

ALS Vial : 52 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042216_.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... 5.04 2.1 ng 107966 1 6.84 1008390 20.0
unknown6.61 6.61 73.1 ng 3684010 1 6.84 1008390 20.0
Decane, 2,3,5-tri... 10.32 2.2 ng 136458 3 9.88 1253970 20.0
Eicosane 10.78 3.7 ng 238075 4 11.37 1283860 20.0
Cyclotetradecane 11.60 4.4 ng 281898 4 11.37 1283860 20.0
3-Chloropropionic... 12.42 4.7 ng 302708 4 11.37 1283860 20.0
Nonadecane 13.85 3.1 ng 204119 5 14.00 1298910 20.0
Pentacosane 14.48 2.1 ng 134067 5 14.00 1298910 20.0
Heptacosane 15.09 2.8 ng 84087 6 15.41 601914 20.0
Cyclononasiloxane... 16.96 9.5 ng 285910 6 15.41 601914 20.0
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