LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092729.D

Aca On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 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-BF013017.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 4.819 237 239 247 rBV 30774 54402 1.09% 0.122%
2 5.139 264 267 274 rBVY 1718682 2517075 50.42% 5.630%
3 5.562 301 304 307 rBV 4196937 4574343 91.62% 10.232%
4 6.590 391 394 397 rBVY 4123454 4992683 100.00% 11.167%
5 6.716 402 405 408 rvVv 4109704 4461078 89.35% 9.978%
6 6.773 408 410 417 rVB 57642 64766 1.30% 0.145%
7 6.945 422 425 427 rBV 1198059 1014097 20.31% 2.268%
8 7.105 436 439 441 rBV 3970795 3812973 76.37% 8.529%
9 7.265 451 453 457 rVB3 38160 57549 1.15% 0.129%
10 7.516 472 475 476 rBVY 3106219 3347553 67 .05% 7.488%
11 7.539 476 477 479 rVB 80984 74054 1.48% 0.166%
12 7.722 489 493 494 rBV2 27542 52023 1.04% 0.116%
13 7.745 494 495 499 rvB4 56079 65415 1.31% 0.146%
14 7.848 499 504 505 rBvV2 24628 52398 1.05% 0.117%

15 7.973 511 515 518 rVvv3 82818 159520 3.20% 0.357%

16 8.076 518 524 525 rVB4 42074 97678 1.96% 0.218%
17 8.236 534 538 540 rBV 1407784 1436258 28.77% 3.213%
18 8.293 540 543 544 rvVB2 80378 105850 2.12% 0.237%

19 8.430 554 555 557 rvB 59228 50986 1.02% 0.114%
20 8.522 561 563 567 rBvV3 46135 82439 1.65% 0.184%
21 8.613 570 571 573 rVB2 47000 50878 1.02% 0.114%
22 8.659 573 575 577 rBvV2 55495 83670 1.68% 0.187%

23 8.739 580 582 584 rBV 137005 130242 2.61% 0.291%
24 8.830 588 590 591 rBV 128596 184632 3.70% 0.413%

25 8.899 594 596 599 rvB2 63387 95232 1.91% 0.213%
26 9.059 605 610 611 rBv3 132119 155212 3.11% 0.347%
27 9.185 619 621 624 rVB3 50416 88354 1.77% 0.198%
28 9.253 626 627 630 rvB2 88844 98656 1.98% 0.221%

29 9.322 630 633 635 rBvY 3277950 4391956 87.97% 9.824%
30 9.391 637 639 642 rBvY 210908 227003 4 _55% 0.508%

31 9.459 644 645 647 rVB 42211 56280 1.13% 0.126%
32 9.585 651 656 658 rBv4 44305 82290 1.65% 0.184%
33 9.653 658 662 665 rBV6 69656 184419 3.69% 0.412%
34 9.711 665 667 669 rvv 515769 510670 10.23% 1.142%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092729.D

Aca On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 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-BF013017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.768 671 672 674 rVB2 50032 60854 1.22% 0.136%

36 9.928 682 686 688 rBvV 162857 248394 4.98% 0.556%
37 9.996 688 692 694 rvv 1228014 1107255 22.18% 2.477%

38 10.156 703 706 707 rBV 46533 70216 1.41% 0.157%
39 10.248 712 714 716 rVvv3 71098 104394 2.09% 0.234%
40 10.316 718 720 723 rBV3 32748 77772 1.56% 0.174%

41 10.419 726 729 731 rBV 220428 272204 5.45% 0.609%
42 10.648 746 749 752 rBV 118036 177535 3.56% 0.397%
43 10.785 759 761 764 rVB2 1593639 1823915 36.53% 4._.080%
44 10.899 769 771 775 rVB 286635 445066 8.91% 0.995%
45 11.094 786 788 789 rBV 36817 58433 1.17% 0.131%

46 11.345 808 810 811 rBV 248388 204979 4.11% 0.458%
47 11.379 811 813 816 rVB 132056 169282 3.39% 0.379%
48 11.482 820 822 825 rBV 911760 873053 17.49% 1.953%
49 11.768 845 847 849 rVB 115453 119968 2.40% 0.268%

50 12.179 881 883 885 rVB 105003 84407 1.69% 0.189%
51 12.568 915 917 920 rVB 80561 84768 1.70% 0.190%
52 12.934 946 949 952 rBV2 45555 83072 1.66% 0.186%
53 13.071 958 961 963 rBY 3195671 3019125 60.47% 6.753%
54 13.974 1038 1040 1046 rBV2 34108 87205 1.75% 0.195%
55 14.122 1050 1053 1055 rBV 995071 929160 18.61% 2.078%
56 14.580 1091 1093 1096 rBV3 39480 58842 1.18% 0.132%
57 14.774 1109 1110 1113 rBV 39376 51947 1.04% 0.116%
58 14.968 1125 1127 1129 rBV 51296 50609 1.01% 0.113%
59 15.163 1142 1144 1148 rVB 29082 53398 1.07% 0.119%
60 15.231 1148 1150 1152 rBV 48047 52067 1.04% 0.116%
61 15.597 1179 1182 1191 rVB 583344 868044 17 .39% 1.942%
62 16.043 1219 1221 1224 rVB 34398 59582 1.19% 0.133%
Sum of corrected areas: 44708180
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092729.D

Aca On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
4000000

TIC: BF092729.D
56

3000000

2000000
5.14

1000000

4.82

56,72 7.10

7.52

N.S4ATI7th8:

0

5.00

5.50

Time-->

Abundance
4000000

TIC: BF092729.D

9.32

3000000

2000000

10.78

8.24

1000000

7. 28, eamAsP8I0%.06 925
L00/b 20, cmbP B0 005

11.77

12.18
A

13.07

1257 129

11.50

8.50 9.00

|
Time--> 8.00 9.50 10.00 10.50 11.00

12.00

12.50 13.00

13.50

Abundance
4000000

TIC: BF092729.D

3000000

2000000

14.12
1000000

15.60

14.584.774.915503 AA‘ 16.04

13.97,

16.00 16.50 17.00

17.50

14.00 14.50 15.00 15.50

Time-->

18.00

18.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092729.D

Aca On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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.

5.14 49.64 ng 2517080 1,4-Dichlorobenzene-d4 6.94
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 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 267 (5.139 min): BF092729.D (-264) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 U AN R L U
4.80 500 5.20 5.40
Oy SLO Nl e0a 831 | T 59 10 56,254
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U R L U
4.80 500 5.20 5.40
59.0 1010 m/z 101.10 15.99%
0 21.0 350, | 510 ‘ 67.0 830 910 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
4.80 500 520 540
5000 m/z 58.10 15.15%
41.0
29.0 101.0
0"|""|""|""|"'§q9"'|'"'Zﬁq'l'gqpl""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R o R
59.0 4.80 500 5.20 5.40
m/z 41.10 9.09%
5000 41.0
31.0
69.0 870
15.0 M L sty | 98.0
L U UL UL UL L UL UL S SULILIL WL ISR SRS SRR AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092729.D

Aca On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.72 Concentration Rank 1

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

6.72 87.98 ng 4461080 1,4-Dichlorobenzene-d4 6.94
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 405 (6.716 min): BF092729.D (-402) (-) m/z 132.10 100.00%
130.1
5000 68.1
%00 S Tk ¢k 6k Tho
01 O I m/z 68.10 45_19%
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 SRS SRR S SR
6.40 6.60 6.80 7.00
310 510 m/z 134.10 32.13%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
'6.40 6.60 6.80 7.00
5000 m/z 66.10 29.28%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl AR e s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.92%
74.0
5000 98.0 116.0
O ”l”"“Ml'“"|MM"M|"M"|"%§%Q' "|%8?p' IS SRR S SR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092729.D

Aca On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 14

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

7.97 2.22 ng 159520 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 55
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 55
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 55
4 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 55
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 55

Abundance Scan 515 (7.973 min): BF092729.D (-511) (-) m/z 117.10 100.00%
117.1
5000 1321
430 57.1 91.0
77.0 | 103.1 ‘ ‘ 7.60 7.80 8.00 8.20
T E— ;':'.'.-L bl el L :I!',|.|.'.. e ® | "m/z 119.10  88.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13605: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 132.0
7.60 7.80 8.00 8.20
m/z 132.10 38.12%
27.0 39.0 51.0 65.0 77.0 91.0
0''|""'|""|""i‘*""|"H"|""‘|'"'|""'1|0':‘3""0'|"‘H|'"‘l‘l""'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117.0
7.60 7.80 8.00 8.20
5000 132.0 m/z 134.10 33.42%

39.0 51.0 91.0
27.0 65.0 77.0 103.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13568: 3-Phenylbut-1-ene A
11y.0 7.60 7.80 8.00 8.20

m/z 115.10 33.03%

5000

91.0 132.0

27.0 39.0 5%0 65.0 770 105.0
| im Ll I Ll

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092729.D

Aca On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 13

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

8.83 2.57 ng 184632 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 53
2 Eicosane 282 C20H42 000112-95-8 53
3 Tetradecane 198 C14H30 000629-59-4 49
4 Octane. 2-methvl- 128 C9H20 003221-61-2 49
5 Tridecane 184 C13H28 000629-50-5 49

Abundance Scan 590 (8.830 min): BF092729.D (-588) (-) m/z 57.10 100.00%
51.1
5000
85.1
UL ] s 213|“ | 160.2 840 8.60 880 9.00 9.20
O A L B L R o R m/z 43.10 71.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73964: Hexadecane
57.0
5000 RS SRR R SRS
85.0 8.40 8.60 8.80 9.00 9.20
29.0 m/z 71.05 55.68%
0 d 1 | 1130 1410 1690 2260
m/z--> 25 4b 65 85 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
57.0
840 8.60 880 9.00 9.20
5000 m/z 41.10 32.13%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane I BEmasEam S
57.0 8.40 8.60 8.80 9.00 9.20
m/z 85.10 30.94Y%
5000 85.0
29.0
0 A ‘ Il i 113 0 141.0 169 0 198 0
m/z--> 25 4b 65 85 160 150 150 160 180 200 220 240 2éo 2éo 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092729.D

Aca On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15

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

9.06 2.16 ng 155212 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 007524-63-2 90
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 87
4 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 55
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 55

Abundance Scan 610 (9.059 min): BF092729.D (-605) (-) m/z 118.10 100.00%
118.1

145.1

5000

8.80 9.00 9.20 9.40

0 m/z 145.10 76.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29460: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000
91.0 160.0 8.80 9.00 9.20 9.40
1o 0 1 m/z 160.20 59.70%
50 280 0640 0 | 180 g0 |
o} B SN HPR H YSHRAPWSSr e[ FNSONS S N RS M ANSSYH | SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
118.0
160.0
8.80 9.00 9.20 9.40
5000 145.0 m/z 117.10 41 ._.20%
105.0
91.0
o 26.0 39.0 64.0 77.0 132.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29448: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethy!-
118.0 8.80 9.00 9.20 9.40
160.0 m/z 105.10 33.89%
145.0
5000
105.0
91.0
‘ 63.0 770 ‘ ‘ 181.0
o ..,....,.2.6:‘.?....,‘....i‘:‘...,.‘l‘..,...‘l‘,....,‘.... Mol S 1] NP M. - A B R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092729.D

Aca On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Dodecane Concentration Rank 8

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

9.39 4.10 ng 227003 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Eicosane 282 C20H42 000112-95-8 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 639 (9.391 min): BF092729.D (-637) (-) m/z 57.10 100.00%
51.1
5000

9.00 9.20 9.40 9.60 9.80

| 41131 1452 17211932

b el e e m/z 43.10 77.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36159: Dodecane
57.0
5000 LI L L L L L L LB L
85.0 9.00 9.20 9.40 9.60 9.80
20.0 m/z 71.10 47 .99%
\‘. I ‘ I 1120 1410 1700
o} STVER Y o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T e
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.10 35.22%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane B
57.0 9.00 9.20 9.40 9.60 9.80
m/z 85.10 30.61%
5000
85.0
29.0
o | L L ‘ 1130 1410 1690 1970 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092729.D

Aca On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Naphthalene, 2,3-dimethyl- Concentration Rank 10

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

9.65 3.33 ng 184419 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 96
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 662 (9.653 min): BF092729.D (-658) (-) m/z 156.10 100.00%
141.1 156.1

57.1

5000

9.40 9.60 9.80 10.00

(o} m/z 141.10 91.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27164: Naphthalene, 2,3-dimethyl-
141.0 156.0
5000
9.40 9.60 9.80 10.00
1150 505 m/z 57.10 60.76%
63.0 76.0 '
26,0 390 |, 8901020 | \‘
Oupuq”““”q”“p”qJ”.”h””p”q””“”q“hbuﬁnu...””“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
156.0
R e RN E B
9.40 9.60 9.80 10.00
5000 141.0 m/z 155.10 28.30%
77.0
. 270 51.0 64.0 102.0115.0128.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27193: Naphthalene, 1,4-dimethyl-
156.0 9.40 9.60 9.80 10.00
141.0 m/z 43.10 24 .46%
5000
115.0
128.0
o 27.0 momon 102.0 | bl M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.40 9.60 980 10. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092729.D

Aca On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Eicosane Concentration Rank 7

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

9.93 4.49 ng 248394 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 686 (9.928 min): BF092729.D (-682) (-) m/z 57.10 100.00%
57.1
5000
85.1
| 131 450 174 "o50_ S50 1000 1050
Obrrrrreflerh A ettt e e e || M7z 43.10 70 36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57.0
5000 AR ARSI RS
85.0 9.60 9.80 10.00 10.20
20.0 m/z 71.10 53.72%
ob L \‘ I ‘\113014101690 2820
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
'9.60 9.80 10.00 1020
5000 m/z 85.10 35.37%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane T
57.0 9.60 9.80 10.00 10.20
m/z 41.05 28.74%
5000 85.0
200 M
oh ‘ “ v \\11?01410169019702250253028103090 33.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 9.60 9.80 10.00 10.20

8270-BF013017.M Thu Feb 02 15:38:09 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092729.D

Aca On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 11 3-Methyl-4-(methoxycarbonyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.65 3.21 ng 177535 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-4-(methoxvcarbonvl)hexa... 184 C9H1204 1000104-10-8 95
2 Heptacosane 380 C27H56 000593-49-7 86
3 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 70
4 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 70
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 749 (10.648 min): BF092729.D (-746) (-) m/z 57.10 100.00%
57.1
5000
169.2 10.40 10.60 10.80 11.00
o....l,‘I".ﬂl???,................,.... m/z 71.10 45.30%
m/z--> 0 50 100 150 200 250 300 350
Abundance #45954: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid
57.0
184.0
5000 LRI I SULLILR BN I
1520 10,40 10,60 10.80 11.00
‘ m/z 43.10 42 .21%
oL 1 \
m/z--> 0 50 200 250 300 350
Abundance
57.0
10,40 10,60 10.80 11.00
5000 m/z 85.10 22 .09%
27.0 90 40
Ol bl g 7 1880 2250 2670 9230 380.0
m/z--> 0 50 100 150 200 250 300 350
Abundance #45592: Undecane, 2,5-dimethyl- T T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 17 .55%
5000
112.0
0.2.7%0.'..‘1.... ]:6|9CI)I T SN
m/z--> 0 50 100 150 200 250 300 350 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092729.D

Aca On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 14 Hexadecane, 2,6,10,14-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.38 3.88 ng 169282 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
2 Tridecane 184 C13H28 000629-50-5 83
3 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 72
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 58
Abundance Scan 813 (11.379 min): BF092729.D (-811) (-) m/z 57.10 100.00%
5%.1
5000 85.1
| B2 0, s 1100 1150 1140 1160 |
| SNSNNNNN S S S N Y i G S S — m/z 71.10  74.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 A SN SRR UL
85.0 nmumumum
20.0 1130 m/z 43.10 49 .92%
o L e 1830 2110 2530 2820
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 260 2éo
Abundance
57.0
11.00 11.20 11.40 1160
5000 m/z 85.10 42 .63%
29.0 85.0

112.0 141.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36184: Decane, 3,6-dimethyl- i B e R e
57.0 11.00 11.20 11.40 11.60
m/z 41.10 24 _.20%
5000 85.0
20 113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. OO 11. 20 11. 40 11.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020117\
Data File : BF092729.D

Acq On : 2 Feb 2017 3:59

Operator : SJ/MA

Sample : 11615-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.14 49.6 ng 2517080 1 6.94 1014100 20.0
unknown6 .72 6.72 88.0 ng 4461080 1 6.94 1014100 20.0
1H-Indene, 2,3-di... 7.97 2.2 ng 159520 2 8.24 1436260 20.0
Hexadecane 8.83 2.6 ng 184632 2 8.24 1436260 20.0
Naphthalene, 1,2,... 9.06 2.2 ng 155212 2 8.24 1436260 20.0
Dodecane 9.39 4.1 ng 227003 3 10.00 1107260 20.0
Naphthalene, 2,3-... 9.65 3.3 ng 184419 3 10.00 1107260 20.0
Eicosane 9.93 4.5 ng 248394 3 10.00 1107260 20.0
3-Methyl-4-(metho... 10.65 3.2 ng 177535 3 10.00 1107260 20.0
Hexadecane, 2,6,1... 11.38 3.9 ng 169282 4 11.48 873053 20.0
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