LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088148.D

Aca On 18 Jun 2016 21:59

Operator : UM/SJ

Sample - H3580-05

Misc :

ALS Vial : 24 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-BF060716.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 1.667 6 7 12 rvv 18232 26405 1.36% 0.141%
2 1.781 15 17 24 rVWW 153271 198127 10.22% 1.055%
3 1.884 24 26 34 rvVB 42401 63884 3.30% 0.340%
4 4.844 283 285 290 rBV 77259 110629 5.71% 0.589%
5 4.913 290 291 294 rVB 18600 20067 1.04% 0.107%
6 5.290 321 324 326 rBVY 1672635 1938246 100.00% 10.318%
7 5.667 355 357 360 rVB 13888 19490 1.01% 0.104%
8 5.873 373 375 378 rBV2 12690 21415 1.10% 0.114%
9 5.919 378 379 382 rvv2 30611 41365 2.13% 0.220%
10 6.342 413 416 419 rBV2 1610947 1819930 93.90% 9.688%
11 6.456 423 426 429 rVV 1866632 1770380 91.34% 9.425%
12 6.536 431 433 435 rVB 24026 33394 1.72% 0.178%
13 6.627 435 441 442 rBV4 18410 48957 2.53% 0.261%
14 6.685 444 446 450 rvB 639214 550879 28.42% 2.933%
15 6.753 450 452 453 rBV2 18088 31035 1.60% 0.165%
16 6.810 455 457 458 rVvVv 42802 50277 2.59% 0.268%
17 6.845 458 460 462 rVvV 1557305 1634840 84.35% 8.703%
18 6.913 464 466 468 rvv3 14149 28804 1.49% 0.153%
19 6.959 468 470 473 rvv3 18836 35417 1.83% 0.189%
20 7.039 475 477 479 rBvV2 14072 19556 1.01% 0.104%
21 7.107 481 483 487 rvv4 20301 51447 2.65% 0.274%
22 7.210 490 492 493 rvv2 19141 29579 1.53% 0.157%
23 7.256 493 496 498 rvVv 1132867 1175394 60.64% 6.257%
24 7.325 500 502 506 rvv3 25870 71135 3.67% 0.379%
25 7.382 506 507 512 rvVv 32632 51408 2.65% 0.274%
26 7.496 515 517 519 rvwV 33513 37795 1.95% 0.201%
27 7.610 523 527 529 rVB3 24478 47659 2.46% 0.254%
28 7.725 535 537 541 rVB3 19532 37115 1.91% 0.198%
29 7.793 541 543 545 rBV 14615 21248 1.10% 0.113%
30 7.862 545 549 551 rBV3 10371 29063 1.50% 0.155%
31 7.976 556 559 561 rBV 516431 645819 33.32% 3.438%
32 8.102 566 570 572 rVB5 10408 27265 1.41% 0.145%
33 8.410 594 597 601 rVB2 53644 111338 5.74% 0.593%
34 8.662 618 619 621 rVB 18326 19898 1.03% 0.106%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088148.D

Aca On 18 Jun 2016 21:59

Operator : UM/SJ

Sample - H3580-05

Misc :

ALS Vial : 24 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-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.856 632 636 637 rBvV3 15947 20522 1.06% 0.109%
36 9.005 646 649 650 rvB 54962 53947 2.78% 0.287%
37 9.051 650 653 655 rBVY 1988854 1797941 92.76% 9.571%
38 9.131 657 660 663 rBv4 16582 40448 2.09% 0.215%
39 9.451 684 688 690 rBvV 606375 597970 30.85% 3.183%
40 9.633 702 704 705 rvB 26552 21857 1.13% 0.116%
41 9.668 705 707 709 rBvV 44319 40968 2.11% 0.218%
42 9.725 709 712 714 rVB 588652 635529 32.79% 3.383%
43 9.896 724 727 728 rBV 14996 28139 1.45% 0.150%
44 9.988 733 735 736 rVB 27729 23852 1.23% 0.127%
45 10.125 745 747 749 rBV2 14661 25676 1.32% 0.137%
46 10.159 749 750 752 rVB 68845 61278 3.16% 0.326%
47 10.376 766 769 772 rBV 45466 77705 4._.01% 0.414%
48 10.514 778 781 783 rBV 748959 895797 46.22% 4._.769%
49 10.594 786 788 790 rvv2 18003 27108 1.40% 0.144%
50 10.639 790 792 796 rvv2 75346 143770 7.42% 0.765%
51 10.834 806 809 813 rvB4 13851 34759 1.79% 0.185%
52 11.085 829 831 832 rBV 30954 46582 2.40% 0.248%
53 11.108 832 833 836 rvB 39842 38704 2.00% 0.206%
54 11.199 839 841 844 rvv 663792 563019 29.05% 2.997%
55 11.268 845 847 850 rvVvB3 13808 20376 1.05% 0.108%
56 11.805 892 894 899 rvB3 11143 25760 1.33% 0.137%
57 12.411 944 947 948 rBV 28897 32397 1.67% 0.172%
58 12.639 964 967 968 rBV 20208 28806 1.49% 0.153%
59 12.777 977 979 982 rBV 938241 1313242 67.75% 6.991%
60 13.360 1028 1030 1034 rBv4 11219 23547 1.21% 0.125%

61 13.702 1057 1060 1067 rVB 75722 144437 7.45% 0.769%
62 13.828 1068 1071 1077 rVvVv 570089 566420 29.22% 3.015%

63 13.931 1078 1080 1082 rVB 36427 37936 1.96% 0.202%

64 14.663 1142 1144 1146 rVB 62026 67271 3.47% 0.358%

65 14.937 1166 1168 1178 rVB7 26519 62503 3.22% 0.333%

66 15.211 1190 1192 1198 rBV 343034 401005 20.69% 2.135%

67 16.526 1304 1307 1314 rVB5 30084 66093 3.41% 0.352%
Sum of corrected areas: 18784624
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088148.D

Aca On : 18 Jun 2016 21:59

Operator : UM/SJ

Sample - H3580-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
2000000

TIC: BF088148.D
6.46

5.29
6.34 6.8

1500000

1000000

6.68

500000

1.78
1,ezp 1.88

A

5.67 5892

4

7.26

DO

0
Time-->

2.00

2.50

3.00

3.50

4.00

T
4.50 5.00 5.50

6.00

T
7.50

Abundance
2000000

TIC: BF088148.D

9]05

1500000

1000000 12.78

10.51
11.20

9.45 972

500000

.27 11.81 12.4112.64)|

13.36

8.00

9.00

9.50

I
Time--> 8.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00

Abundance
2000000

TIC: BF088148.D

1500000

1000000

13.83

500000

16.53

14.00 14.50 15.00

15.50 16.00 16.50 17.00

17.50 18.00 18.50

Time-->

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088148.D

Aca On : 18 Jun 2016 21:59

Operator : UM/SJ

Sample - H3580-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Propane, 1,1-dimethoxy- Concentration Rank 13

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

1.88 2.32 ng 63884 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 1.3-Dioxolane. 2-(1-bromoethvI)- 180 C5H9Bro2 005267-73-2 10
3 Glvcine 75 C2H5N02 000056-40-6 9
4 1.3-Dioxolane. 2-(chloromethvl)- 122 C4H7CI102 002568-30-1 9
5 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 9

Abundance Scan 26 (1.884 min): BF088148.D (-24) (-) m/z 75.10 100.00%
79.1
5000
45.1
N 180 200 220
O e e e m/z 73.10 73.97%
m/z--> 20 40 80 100 120 140 160 180
Abundance #4784: Propane, 1,1-dimethoxy-
75.0
5000 L L L L
45.0 180 200 2.0
310“ m/z 45.10 34 .65%
15.0
ol 250l ,w\ 90--‘iw.?‘9'9-1?:?'9--.----.----.----.--
m/z--> 20 80 100 120 140 160 180
Abundance
73.0
180 200 220
5000 m/z 41.05 23.93%
45.0
27.0
0 59.0 89.0 107.0121.0135.0 179.0
LN S UL UL FUEL LA DAL WL AR UARLELEN S
m/z--> 20 40 60 80 100 120 140 160 180 /\\A
Abundance #870: Glycine T T T T l T l l T
30.0 180 200 2.0
m/z 47.05 19.63%
5000
75.0
o L %0 600
LR SR UL UL FUELELELA DAL UL AR UARLELEN S R A N R
m/z--> 20 40 80 100 120 140 160 180 180 200 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088148.D

Aca On : 18 Jun 2016 21:59

Operator : UM/SJ

Sample - H3580-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 6

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

4.84 4.02 ng 110629 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 285 (4.844 min): BF088148.D (-283) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 N A N
| 83.0 4.60 4.80 5.00 5.20
o 1| NV | O N m/z 59.10 64.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L AL R
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 24 _.23%
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
5000 m/z 58.00 17.19%
27.0 55.0
150 10 830 980
e S S S SULIULS SURILIL I IULILS SULILS SIS LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime A E e
43.0 4.60 4.80 5.00 5.20
m/z 41.10 10.13%
5000
101.0
150 310 | %80 g9 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088148.D

Aca On : 18 Jun 2016 21:59

Operator : UM/SJ

Sample - H3580-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown7.32 Concentration Rank 11

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

7.32 2.58 ng 71135 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (RY-(-)-(2)-14-Methvl-8-hexadece... 254 C17H340 030689-78-2 43
2 2.5-Dimethvl-1-pvrroline 97 C6H11N 000822-64-0 38
3 Cvclododecanemethanol 198 C13H260 001892-12-2 38
4 Z-10-Pentadecen-1-ol 226 C15H300 1000245-48-5 35
5 1,15-Pentadecanediol 244 C15H3202 014722-40-8 35

Abundance Scan 502 (7.325 min): BF088148.D (-500) (-) m/z 55.10 100.00%
54.1 97.1
5000
1361 R IR I I
| 77 7.00 7.20 7.40 7.60
o SN | | B m/z 97.10 83.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105867: (R)-(-)-(2)-14-Methyl-8-hexadecen-1-ol
55.0
5000 A A IR I I
109.0 7.00 7.20 7.40 7.60
' m/z 83.10 67.88%
o [l 137.0 4650 2250  254.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
42.0 97.0
7.00 7.20 7.40 7.60
5000 69.0 m/z 82.10 39.66%
s R A A RS RS BN LA LRSS SR SRS SRR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59795: Cyclododecanemethanol A Eaan R
58.0 7.00 7.20 7.40 7.60
m/z 67.05 35.51%
5000
29.0
o \‘\ Wl 187.0 | 166.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 700 7.20 740 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088148.D

Aca On : 18 Jun 2016 21:59

Operator : UM/SJ

Sample - H3580-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.41 3.45 ng 111338 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 72
2 Sulfurous acid. hexvl octvl ester 278 C14H3003S 1000309-13-0 64
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
4 Sulfurous acid. 2-ethvlhexvl hex... 418 C24H5003S 1000309-19-9 64
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 59
Abundance Scan 597 (8.410 min): BF088148.D (-594) (-) m/z 57.05 100.00%
571.0
5000
851 149.1 8.00 820 840 B8.60 8.80
of m/z 71.10 78 .45%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester
57.0
5000 IR AR SRR AR
8.00 8.20 8.40 8.60 8.80
113.0 m/z 43.10 49.63%
29.0 | \ | 830 | 239.0
0 ,....,...i,.N..,U...M,..‘l.,...l.“,l.‘?.. S e
miz--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
57.0  85.0
8.00 820 840 B8.60 8.80
5000 m/z 41.10 30.97%
29.0 113.0
0 1370 1650
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19198: Octane, 3,6-dimethyl- A RREEE RS E ST
57.0 8.00 8.20 8.40 8.60 8.80
m/z 69.10 25.01%
5000
2.0 113.0
m/z--> 60 80 100 120 140 160 180 200 220 240 800 8.0 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088148.D

Aca On : 18 Jun 2016 21:59

Operator : UM/SJ

Sample - H3580-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.38 2.45 ng 77705 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
2 Heptacosane 380 C27H56 000593-49-7 72
3 Heptadecane 240 C17H36 000629-78-7 72
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 68
5 Dodecane, l1-iodo- 296 C12H251 004292-19-7 64

Abundance Scan 769 (10.376 min): BF088148.D (-766) (-) m/z 57.10 100.00%
57.1
5000
85.1
| \ 151y 11801 10/00 10120 1040 1060
ob—dbpll bt b s s m/z 71.10 59.54%
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 AR SRR UM
mmmmmmmm
200l | [0 m/z 43.10 47.24%
113.0
ol .“- |l 2410 1880amopse0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.00 10,20 10.40 10.60
5000 m/z 85.10 31.18%
85.0
0 29.0 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #94345: Heptadecane | LLELELE LA B N B
57.0 10.00 10.20 10.40 10.60
m/z 41.10 23.17%
5000 85.0
29.0
. ||| ) A301410160.0107.0 2400
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 10 00 10 20 10. 40 10. 60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088148.D

Aca On : 18 Jun 2016 21:59

Operator : UM/SJ

Sample - H3580-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.64 5.11 ng 143770 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 792 (10.639 min): BF088148.D (-790) (-) m/z 57.10 100.00%

57.1

5000
155.1 184.1 10.40 10.60 10.80 11.00
0 m/z 71.10 73.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0
5000 LA L B L LB L L B B
85.0 10.40 10.60 10.80 11.00

m/z 43.10 55.07%

\\H‘ ””1m0m%1wonmzmomm

0 ,,,“,‘,, T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R N IER S S
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 38.53%
29.0

1130 1410 169.0 197.0 2250 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94345: Heptadecane R R B ma e L
57.0 10.40 10.60 10.80 11.00
m/z 41.10 26.38%
5000 85.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088148.D

Aca On : 18 Jun 2016 21:59

Operator : UM/SJ

Sample - H3580-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.70 5.10 ng 144437 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 1060 (13.702 min): BF088148.D (-1057) (-) m/z 83.10 100.00%

1

%

5000

149.1 B E e e e R
181.1 208.1 281.1 13.40 13.60 13.80 14.00

m/z 55.10 97 .89%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
0 83.0

I

5000 111.0 AR
13. 40 13. 60 13. 80 14.00

m/z 57.10 95.83%

29.0 139.0

167.0 196.0 238.0 266.0 294.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
R R Eamasmmaas
13.40 13.60 13.80 14.00
5000 111.0 m/z 97.10 90.06%
29.0

1390 1680 1060  238.0 266.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #166292: Behenic alcohol R  ERmmaT B

55,0 13.40 13.60 13.80 14.00
m/z 43.10 86.90%
- JNVNAV\Axﬁaﬂj\LJL,J\quwv»

29.0
0 5l 167.0 196.0 224.0 252.0 280.0 308.0
e B B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088148.D

Aca On : 18 Jun 2016 21:59

Operator : UM/SJ

Sample - H3580-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 11 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.66 3.36 ng 67271 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 4.8.12-Tetradecatrienenitrile. 5... 245 C17H27N 005981-31-7 72
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 64
5 3-Ethyl-1,5-octadiene 138 C10H18 1000114-87-7 53
Abundance Scan 1144 (14.663 min): BF088148.D (-1142) (-) m/z 69.10 100.00%
69.1
TR 1440 14760 1480 15,00
o.?g.\o fL ST 2921 2822671 0 77 81.10  52.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L B B I S
14,40 14.60 14.80 15.00
m/z 41.10 23.45%
0 CLk ﬂroﬂ 0\‘13‘”7 9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14,40 14.60 14.80 15.00
5000 m/z 68.10 11.79%
137.0
0[29:0 107.0 191.0 231.0 273.0 341.0 410.0 fNVVJ\,MANVpAwAhAJMAAWVN
m/z--> 50 100 150 200 250 300 350 400
Abundance #98277: 4,8,12-Tetradecatrienenitrile, 5,9,13-trimethyl- R B EERmE R
69.0 14.40 14.60 14.80 15.00
m/z 95.10 10.90%
5000
J 136.0
02|7H:O\IIHI‘ .]”?5.0.‘.1].|..‘.?02.0..2‘.150.... T R B
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088148.D

Aca On : 18 Jun 2016 21:59

Operator : UM/SJ

Sample - H3580-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 13 unknownl6.53 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.53 3.30 ng 66093 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-MethvIphenanthrol3.4-d1l'1.31ox... 249 C16H11NO2 098033-24-0 14
2 1.4-Di(triethvisilvD)butadivne 278 C16H30Si2 1000334-26-4 14
3 7.9-Dichloro-5-methvipvrrololl1.2... 249 C13H9CI2N 1000251-52-9 14
4 1H-Pvrazole-3-acetic acid. 1-(4-... 250 C12H11FN203 1000338-24-4 10
5 Methyl 6-methylthio-4[1H]quinolo... 249 C12H11NO3S 1000255-48-3 10
Abundance Scan 1307 (16.526 min): BF088148.D (-1304) (-) m/z 249.20 100.00%
249.2
5000] 55.1 107.1
181.1
16.20 16.40 16.60 16.80
o} m/z 250.20 50.90%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #101514: 2-Methylphenanthro[3,4-d][1,3]oxazol-10-ol
249.0
5000 NN UL SRR
16,20 16.40 16.60 16.80
151.0 106 m/z 107.10 43.99%
0"|""|""H"‘!"'l‘" Y S S B B SRR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
249.0
16.20 16.40 16.60 16.80
5000 m/z 55.10 43.63%
193.0
82.0 137.0
o 43.0 294.0 359.0 415.0 471.0515.0
m/z--> 50 100 150 200 250 300 350 400 450 500 '
Abundance #101310: 7,9-Dichloro-5-methylpyrrolo[1,2-a]quinoline A BEmma B R
249.0 16.20 16.40 16.60 16.80
m/z 215.20 43.32%
5000 89.0
178.0
m/z--> 50 100 150 200 250 300 350 400 450 500 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
Data File : BF088148.D

Acq On 18 Jun 2016 21:59

Operator : UM/SJ

Sample - H3580-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 1.88 2.3 ng 63884 1 6.68 550879 20.0
2-Pentanone, 4-hy... 4.84 4.0 ng 110629 1 6.68 550879 20.0
unknown? .32 7.32 2.6 ng 71135 1 6.68 550879 20.0
Sulfurous acid, 2... 8.41 3.5 ng 111338 2 7.98 645819 20.0
Pentadecane, 2,6,... 10.38 2.5 ng 77705 3 9.72 635529 20.0
Eicosane 10.64 5.1 ng 143770 4 11.20 563019 20.0
1-Heneicosanol 13.70 5.1 ng 144437 5 13.83 566420 20.0
Squalene 14.66 3.4 ng 67271 6 15.21 401005 20.0
unknownl16.53 16.53 3.3 ng 66093 6 15.21 401005 20.0
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