LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 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-BF112115.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 4.787 243 245 256 rVB 420324 716974 10.26% 0.898%
2 5.244 283 285 295 rBVY 1801366 2317244 33.17% 2.902%
3 5.793 329 333 336 rBV 54224 88746 1.27% 0.111%
4 6.250 371 373 377 rBV2 31516 87601 1.25% 0.110%
5 6.307 377 378 386 rBY 1080835 1478838 21.17% 1.852%
6 6.422 386 388 391 rBVY 4429631 4204516 60.18% 5.266%
7 6.650 406 408 410 rBV 1320799 1286738 18.42% 1.611%
8 6.810 419 422 423 rBV 3967795 4518351 64.67% 5.659%
9 6.833 423 424 426 rVV 552934 436713 6.25% 0.547%
10 6.913 429 431 432 rVV 73340 87471 1.25% 0.110%

11 7.004 435 439 441 rBV2 134262 183685 2.63% 0.230%
12 7.222 452 458 463 rBV 3733427 4370055 62.55% 5.473%
13 7.313 463 466 467 rVB3 76432 128765 1.84% 0.161%
14 7.347 467 469 470 rBvV2 68883 103789 1.49% 0.130%
15 7.427 474 476 478 rBY 349047 454287 6.50% 0.569%

16 7.462 478 479 482 rVB3 110636 119661 1.71% 0.150%
17 7.507 482 483 486 rBV3 79714 135154 1.93% 0.169%
18 7.610 486 492 495 rBV6 158925 519834 7.44% 0.651%
19 7.679 496 498 500 rBv2 359312 394951 5.65% 0.495%
20 7.725 500 502 503 rBvV 56862 76352 1.09% 0.096%

21 7.759 503 505 508 rvB4 88132 194800 2.79% 0.244%
22 7.816 508 510 514 rBv2 110594 192086 2.75% 0.241%
23 7.896 514 517 518 rBv2 200676 398967 5.71% 0.500%
24 7.942 518 521 522 rVV 1562498 1767375 25.30% 2.213%
25 7.965 522 523 526 rvv2 348410 380520 5.45% 0.477%

26 8.022 526 528 531 rvB3 156333 190512 2.73% 0.239%
27 8.102 533 535 536 rBv2 65338 75272 1.08% 0.094%
28 8.136 536 538 539 rBvV 99551 99767 1.43% 0.125%
29 8.182 541 542 544 rBv2 115210 130737 1.87% 0.164%
30 8.330 551 555 556 rBv2 218613 418658 5.99% 0.524%

31 8.410 557 562 564 rBV 1684938 1737839 24.87% 2.176%
32 8.445 564 565 568 rVvB3 95140 165617 2.37% 0.207%
33 8.502 568 570 572 rBv2 186662 263516 3.77% 0.330%
34 8.605 577 579 581 rBV 820841 751214 10.75% 0.941%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.639 581 582 584 rvB2 155134 171829 2.46% 0.215%

36 8.753 585 592 594 rBV2 2666429 3551083 50.82% 4._.447%
37 8.833 597 599 600 rBv2 160939 270167 3.87% 0.338%
38 8.936 605 608 609 rBv3 302880 458630 6.56% 0.574%
39 8.970 609 611 613 rvVB3 241876 367369 5.26% 0.460%
40 9.016 613 615 618 rBV 4398797 5868138 83.99% 7.349%

41 9.119 621 624 625 rBv3 216133 413628 5.92% 0.518%
42 9.153 625 627 629 rBv2 286764 486668 6.97% 0.609%
43 9.222 632 633 635 rVB 462208 437926 6.27% 0.548%
44 9.279 635 638 640 rBvV 553463 962447 13.77% 1.205%
45 9.348 643 644 646 rBV 792246 1240663 17.76% 1.554%

46 9.428 649 651 653 rBv 477361 474815 6.80% 0.595%
47 9.462 653 654 658 rvB2 491949 922027 13.20% 1.155%
48 9.553 659 662 664 rBv 634697 949299 13.59% 1.189%
49 9.599 664 666 668 rvB2 299145 402084 5.75% 0.504%
50 9.645 668 670 671 rBv2 180571 338317 4._.84% 0.424%

51 9.690 671 674 675 rBV 1890751 1996475 28.57% 2.500%
52 9.805 681 684 686 rBv2 298689 622981 8.92% 0.780%
53 9.896 690 692 694 rVB 740301 792983 11.35% 0.993%
54 9.930 694 695 697 rBvV 445748 478159 6.84% 0.599%
55 9.965 697 698 699 rvB 241953 165980 2.38% 0.208%

56 10.010 699 702 707 rBv4 916517 2197423 31.45% 2.752%
57 10.079 707 708 712 rvv3 382613 792460 11.34% 0.992%
58 10.182 716 717 718 rBV 249116 289510 4.14% 0.363%
59 10.228 719 721 724 rVV4 446962 929010 13.30% 1.163%
60 10.296 724 727 728 rVvV 990250 1190710 17.04% 1.491%

61 10.353 730 732 735 rVB3 390302 689619 9.87% 0.864%
62 10.479 740 743 748 rBV2 4309363 6987005 100.00% 8.750%
63 10.628 753 756 759 rvB4 568319 1230702 17.61% 1.541%
64 10.673 759 760 761 rBV 338198 328904 4.71% 0.412%
65 10.776 767 769 770 rBV 266103 267970 3.84% 0.336%

66 10.811 770 772 775 rVV3 477938 533347 7.63% 0.668%
67 10.891 778 779 780 rBV 288438 305570 4._37% 0.383%
68 11.165 801 803 806 rBv2 1881517 2204080 31.55% 2.760%
69 11.233 807 809 810 rvv 372956 426540 6.10% 0.534%
70 11.279 811 813 815 rVB3 425360 554807 7.94% 0.695%

71 11.416 823 825 828 rBv3 485587 636346 9.11% 0.797%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 11.736 852 853 855 rvB2 857674 951356 13.62% 1.191%
73 12.228 894 896 901 rVvB 710008 903245 12.93% 1.131%
74 12.514 919 921 923 rBV 765453 785900 11.25% 0.984%
75 12.754 939 942 944 rVB 4605144 4616512 66.07% 5.782%

76 13.657 1019 1021 1027 rVB 451777 529132 7.57% 0.663%
77 13.794 1031 1033 1035 rVB 1169280 1324664 18.96% 1.659%
78 14.571 1099 1101 1105 rVB2 62542 90435 1.29% 0.113%
79 15.154 1149 1152 1155 rBV 1001372 1127087 16.13% 1.412%
80 16.000 1224 1226 1232 rVB3 41261 108248 1.55% 0.136%

Sum of corrected areas: 79848855
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - In

Z:\HPCHEMI\BNA F\DATA\BF112215\
BF083159.D

22 Nov 2015 15:18

umziz

G4504-07

47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\827
ASP BNA STANDARDS FOR 5 POIN

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

tegrated Chromatogram

0-BF112115.M
T CALIBRATION

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF083159.D

6.42

5.24

6.3]

4.79
. 579 6.

6.65

6.81

7.22

8.41

O
Time--> 2.00

2.50 3.00 3.50 4.00 4.50

5.00 5.50 6.00 6.50

T |
7.00 7.50

Abundance

5000000
4000000
3000000
2000000

1000000{ |

10.48
9.02

11.1

TIC: BF083159.D
12,75

6

13.79

13.6

14.57

Time-->

e

9.00 9.50 10.00 10.50 11.00

13.50 14.00

11.50 12.00 12.50 13.00

14.50

Abundance

5000000

4000000

3000000

2000000

15.15
1000000

04—

16.00

TIC: BF083159.D

Time-->

15.50 16.00 16.50 17.00 17.50

20.00 20.50

18.00 18.50 19.00 19.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 10

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

4.79 11.14 ng 716974 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 245 (4.787 min): BF083159.D (-243) (-) m/z 43.10 100.00%

43.1
59.1
5000

NSRS i NS ——
1011 440 460 480 500 5.20
[ 51.0 | | 83.1 |
-+ttt m/z

59.10 54 .20%

m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

4.40 4.60 4.80 5.00 5.20

m/z 101.10 14 .08%
o 1‘3]‘.0 B 830 9301010
G e o s o o B L o
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
L B e e e
440 4.60 4.80 5.00 5.20
5000 m/z 58.05 13.49%
41.0
29.0 101.0
50.0 73.0 86.0
O o L o s o e e o LA e e e
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4323: 3-Hexanol —rv—v—v—v—rv—v—v—J
59.0 440 4.60 4.80 5.00 5.20
m/z 41.10 8.34%
5000 310 430 730
0 \‘\‘ “ 11 510 \‘ I | 840 1010 /*J
..|....|....|....,....|....|....|....|....|....,. L B e e e
m/z--> 20 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 unknown6.42 Concentration Rank 2

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

6.42 65.35 ng 4204520 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)YACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 388 (6.422 min): BF083159.D (-386) (-) m/z 132.10 100.00%
131
68.1
5000
96.1 RN SRS AR LR R
40.1 | 115.0 6.00 620 6.40 6.60 6.80
0 T MMM m/z 68.10 54.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
5000 NSRS SLASE RSN
6.00 6.20 6.40 6.60 6.80
m/z 66.05 33.44Y%
15.0 3?0 I 63“\0 760 I 10\40 |

m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
R mE b e  RRE
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.10 32.80%
33.0 105.0
51.0 70.0 86.0
o} ENERRSSIRNS WP b SIS S D
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R maE T o R R
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 20.93%
74.0
116.0
5000 98.0
S SSSSSSSSE MOS0 N i LI [ SRS St
m/z--> 20 40 100 120 140 160 180 6. OO 6.20 6. 40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Indane Concentration Rank 19

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

6.83 6.79 ng 436713 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 83
2 Deltacvclene 118 C9H10 007785-10-6 64
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 64
4 Benzene. 1-propenvl- 118 C9H10 000637-50-3 59
5 Benzene, 1,1"-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59

Abundance Scan 424 (6.833 min): BF083159.D (-423) (-) m/z 117.10 100.00%
117.1
5000
91.1 N BEN BRY 700 7 b0
391 511 631 474 [ 1031 | 6.40 6.60 6.80 7.00 7.20
-+ttt e et m/z 118.10 54 _.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8676: Indane
117.0
5000 L R L R
6.40 6.60 6.80 7.00 7.20
m/z 115.10 20.04%
o 150 270 390 510 89 770 w 1030 |||
I O S S A A
Abundance
117.0
640 6.60 6.80 7.00 7.20
5000 m/z 91.10 12.42%
39.0 91.0
51.0 650 770 103.0
G R A RN RS RAREA RRALS RARES RARRS RARSS RARRN RALAN LARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8706: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 6.40 6.60 6.80 7.00 7.20
m/z 63.10 6.01%
5000 91.0
270 390 %o‘ﬁo ﬁo 103.0
OIIIIIIIII\I ||||||||‘|||||||| |||||||||||||||||||||||||
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|O 9'0 1(')0 11'0 12'0 1:'30 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 5

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

8.41 19.67 ng 1737840 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2.3-dihvdro- 136 C8HS8S 004565-32-6 93
2 Benzolclthiophene. 1.3-dihvdro- 136 C8HS8S 002471-92-3 87
3 Benzene. (ethenvlthio)- 136 C8HS8S 001822-73-7 80
4 2-Hvdroxv-4-methvlbenzaldehvde 136 C8H802 000698-27-1 72
5 2-Hydroxy-3-methylbenzaldehyde 136 C8H802 000824-42-0 64

Abundance Scan 562 (8.410 min): BF083159.D (-557) (-) m/z 135.10 100.00%
135.1
5000 91.0
39.1 63.0 77.1 121.1 8.00 8.20 8.40 8.60 8.80
o 1081 L1622 1800 | ns77136.10  82.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15790: Benzo[b]thiophene, 2,3-dihydro-
135.0
5000 R L I R R
91.0 800 8.20 840 8.60 8.80
390 63.0 m/z 91.05 41.63%
0 260 \‘ L \ \“H 7\7‘ 0\ ‘\\ 108 01210 ‘ ‘\
m/z--> 20 Jo 60 80 160 120 140 160 180
Abundance
135.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 14._.77%
67.0 90
ol 260 390 520 ¥ 108.0121.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #15787: Benzene, (ethenylthio)-
135.0 8.00 8.20 8.40 8.60 8.80
m/z 131.10 13.07%
5000 91.0
51.0
65.0
109.0
oL, ,.h. IIJI“ . jm 7§0 | .,ua“.}%%q JM,.. —
m/z--> 20 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Benzo[b]thiophene, 4-methyl- Concentration Rank 14

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

8.60 8.50 ng 751214 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 91
2 Benzolblthiophene. 5-methvl- 148 C9HS8S 014315-14-1 91
3 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 90
4 3-Methvlbenzothiophene 148 C9H8S 001455-18-1 90
5 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 80

Abundance Scan 579 (8.605 min): BF083159.D (-577) (-) m/z 147.10 100.00%
147.1
5000
451  69.1 103.1 121.1 8.20 8.40 8.60 8.80 9.00
Ol e bt S0 LT L 16221790 2071 yz77148 10 81.13%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #22275: Benzo[b]thiophene, 4-methyl-
147.0
5000
8.20 8.40 8.60 8.80 9.00
45.0 40 m/z 149.10 11.85%
o L 880 M0z
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
147.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 69.10 7.85%
450  69.0
. goo 1150 ..
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #22277: Benzo[b]thiophene, 2-methyl- A B
147.0 8.20 8.40 8.60 8.80 9.00
m/z 121.10 7.54%
5000
JL2zzo 80 [iPes0  M0430 |
miz-> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 880 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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, 1,6-dimethyl- Concentration Rank 11

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

9.28 9.64 ng 962447 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 76
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 64
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 64
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 64
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 64

Abundance Scan 638 (9.279 min): BF083159.D (-635) (-) m/z 162.10 100.00%
1

5000

|

9.00 9.20 9.40 9.60
o 821 2001 Tm/z 161.10 87.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27196: Naphthalene, 1,6-dimethyl-
156.0

5000 R e
9.00 9.20 9.40 9.60

m/z 156.10 63 .34%

115.0 139.0
ol 280 49.0 69.0 98.0 LT M
I B e e B B W B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156.0
9.00 9.20 9.40 9.60
5000 m/z 147.10 62.93%
77.0 128.0
410 610 102.0
o} SRRSO E. SN NS5 AR /P |, MR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27188: Naphthalene, 1,7-dimethyl- N e
156.0 9.00 9.20 9.40 9.60
m/z 141.10 44 _88%
5000
51.0 77.0 1150 1390
S VY NS N A || —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Naphthalene, 2,3-dimethyl- Concentration Rank 6

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

9.35 12.43 ng 1240660 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96

Abundance Scan 644 (9.348 min): BF083159.D (-643) (-) m/z 156.10 100.00%
156.1
5000
115.1
st 7rlo | | 1391 1781 2082 9.00 9.20 9.40 9.60
Ol .'I..,'l.".."!l'l.'.".'.'l'. .'.:,'.'I.'..Ill.l." '|I|""|""'|""' m/z 141.10 87 .78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27164: Naphthalene, 2,3-dimethyl-
141.0
5000
9.00 9.20 9.40 9.60
115.0 m/z 155.10 30.04%
76.0 157.0
e N - ,\; )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
9.00 9.20 9.40 9.60
5000 m/z 115.10 24 _57%
270 115.0
270 51.0 . 98.0 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #27169: Naphthalene, 1,7-dimethyl- R B R,
156.0 9.00 9.20 9.40 9.60
m/z 128.10 15.73%
5000
115.0
oo S0 e | SR e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Naphthalene, 1,4-dimethyl- Concentration Rank 12

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

9.55 9.51 ng 949299 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 95
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 94
4 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 94
5 Naphthalene, l-ethyl- 156 C12H12 001127-76-0 94

Abundance Scan 662 (9.553 min): BF083159.D (-659) (-) m/z 141.10 100.00%
1411156 ¢
o \XJ\]\\J&__/\'
115.1
511 /7.1 951 9.20 9.40 9.60 9.80
ol Ll 1742 19320082 P e 6 0 g3
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27192: Naphthalene, 1,4-dimethyl-
141.0156.0
5000
9.20 9.40 9.60 9.80
m/z 115.10 22 _.67%
115.0
AU . | 1
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
141.0156.0
920 940 960 980
5000 m/z 155.10 18.10%
76.0 115.0
oL 270 51.0 910
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27179: Naphthalene, 2,3-dimethyl-
156.0 9.20 9.40 9.60 9.80
141.0 m/z 152.10 14 .03%
5000
76.0 115.0
|%%9“|ﬁ%9|”"wl2¥q|"ﬂw'¢"w'ﬁw RS SRR S AL AR R
miz-> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.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 11 Naphthalene, 2-(1-methyleth... Concentration Rank 20

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

9.80 6.24 ng 622981 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-(1-methvlethvI)- 170 C13H14 002027-17-0 62
2 2-Naphthvl methvl ketone 170 C12H100 000093-08-3 60
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 55
4 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 50
5 1"-Acetonaphthone 170 C12H100 000941-98-0 49

Abundance Scan 684 (9.805 min): BF083159.D (-681) (-) m/z 155.10 100.00%
156.1
5000
9.40 9.60 9.80 10.00 10.20
o} m/z 170.10 50.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36222: Naphthalene, 2-(1-methylethyl)-
155.0
5000
9.40 9.60 9.80 10.00 10.20
76.0 128.0 m/z 115.10 27 .88%
0 270 A 51\'0 ] m‘\. 102.0 ‘ \H ! \MH 17\ 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
155.0
127.0 9.40 9.60 9.80 10.00 10.20
5000 m/z 176.10 25.40%
ol 270 B0 w0 0 oo L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36210: Naphthalene, 1,4,6-trimethyl- R am ma e
155.0 9.40 9.60 9.80 10.00 10.20
m/z 161.10 21.10%
5000
128.0 1o
Unannn "%qlg'ﬁ"ﬁ3$? 'Néﬁcg'%qug"'|'J”"‘ﬂ"‘hll JJ'.'I' RN S USRI SR SR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 12 Naphthalene, 2,3,6-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.01 22.01 ng 2197420 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 93
2 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 91
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 83
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 83
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 76
Abundance Scan 702 (10.010 min): BF083159.D ( 699) (-) m/z 155.10 100.00%
5000
78.1 999 9.60 9.80 10.00 10.20 10.40
0 1l 222 m/z 170.10 97.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36217: Naphthalene, 2,3,6-trimethyl-
170.0
5000
9.60 9.80 10.00 10.20 10.40
153.0 m/z 117.10 72 .35%
0 41.0 65.0 8501020‘12‘5‘30 I
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220
Abundance
155.0
9.60 9.80 10.00 10.20 10.40
5000 m/z 115.10 41.51%
128.0
0 a0 930 8301020 1720
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36215: Naphthalene, 1,6, 7-trimethyl- B R
170.0 9.60 9.80 10.00 10.20 10.40
m/z 149.10 27 .00%
5000
270 510 760 1280 1530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 13 Naphthalene, 1,6,7-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.08 7.94 ng 792460 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 51
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 38
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 38
4 Dimethvl phenvlphosphonite 170 C8H1102P 002946-61-4 38
5 Azulene, 4,6,8-trimethyl- 170 C13H14 000941-81-1 25

Abundance Scan 708 (10.079 min): BF083159.D ( 707) (-) m/z 155.10 100.00%

178.1
5000
206.2 9.80 10.00 10.20 10.40
0 m/z 117.10 97 .96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36211: Naphthalene, 1,6,7-trimethyl-
170.0
5000 LA L L L L LN
9.80 10.00 10.20 10.40
153.0 m/z 170.10 82.42%
oL 270 510 760 1000 1280 | |
L B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
170.0
9.80 10.00 10.20 10.40
5000 m/z 161.10 72.03%
153.0
6.0 128.0
ol 270 5LO 7 102.0
i B A B o B B I o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36219: Naphthalene, 1,4,6-trimethyl- B R R
170.0 9.80 10.00 10.20 10.40
m/z 115.10 68.86%
5000
0 51.0 84.0 103.0 128.0 1%‘0 \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9. 80 10 00 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 1-Isopropenylnaphthalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.30 11.93 ng 1190710 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-1sopropenvinaphthalene 168 C13H12 001855-47-6 62
2 1.1"-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 53
3 1.1"-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 49
4 1.1"-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 47
5 Diphenylmethane 168 C13H12 000101-81-5 43

Abundance Scan 727 (10.296 min): BF083159.D (- 724) ) m/z 168.10 100.00%

168.
5000 1521 J\

SHSENNGA') SR W
821 10.00 10.20 10.40 10.60

115.1 133, 192.1
0 kX e 2202 m/z 153.10 70.47%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #34868: 1-Isopropenylnaphthalene
153.0
5000 LA L L L L L

10.00 10.20 10.40 10.60
m/z 167.10  58.34%

390 630 810 105.0 126.0 I 169.0
) U OO Ot [PPSO ST U | Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
168.0
R B Ran R
10.00 10.20 10.40 10.60
5000 m/z 165.10 39.45%
152.0

39.0 63.0 91.0 115.0
L L e e s e e R

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34871: 1,1-Biphenyl, 2-methyl- D e
168.0 10.00 10.20 10.40 10.60

m/z 152.10 38.83%

5000

152.0
39.0 30 830 115.0 T ‘
|,.99.0 " 134 |

m/z--> 20 40 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:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 15 Tridecane, 3-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.35 6.91 ng 689619 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 64
2 Tetradecane 198 C14H30 000629-59-4 53
3 Tridecane. 7-methvl- 198 C14H30 026730-14-3 53
4 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 53
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
Abundance Scan 732 (10.353 min): BF083159.D (-730) (-) m/z 57.10 100.00%
57.1
5000
85.1 R
169 1 T T T T T
113.1 198.1 10.00 10.20 10.40 10.60
Obr oo .|!-, NS0 IR N S !-'. ol rheer22k2. . Tm/z 43.10  46.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55024: Tridecane, 3-methyl-
57.0
5000 RN SR B IR B
10.00 10,20 10,40 10.60
29.0 85.0 m/z 71.10 45.81%
o h “‘ || 1130 1400 16?() 198.0
m/z--> 20 40 éo 80 100 150 140 160 180 200 220
Abundance
57.0
10.00 10.20 10.40 10.60
5000 85.0 m/z 41.10 22 .66%
29.0
113.0 1410 169.0 198.0
O T o K e e e I e A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55019: Tridecane, 7-methyl- R A e e
57.0 10.00 10.20 10.40 10.60
m/z 85.10 20.88%
5000
112.0
o P |80 90 1550 183.0201.0
m/z--> 20 40 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:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 16 unknownl10.63 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.63 11.17 ng 1230700 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethv)-4-__. 206 C14H220 052184-13-1 35
2 Phenol. 2.5-bis(1l-methvilpropvl)- 206 C14H220 054932-77-3 30
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 27
4 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 27
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 27
Abundance Scan 756 (10.628 min): BF083159.D (-753) (-) m/z 57.10 100.00%
57.1
5000 rid
85.1
| L 1131 1491 | ZOT'Z 0342 10,40 10.60 10.80 11.00
Obrrprrrethrebr gl b b b b bl 2842 Tm/z 71.10  72.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60224: Phenol, 2-(1,1-dimethylethyl)-4-(1-methylpropyl)-
177.0
5000 LR LI SUBULN UL B
10,40 10.60 10.80 11.00
57.0 206.0 m/z 43.10 57.11%
0 29‘0‘ 81.0, 1070 147()H ‘
iz B0 A 80 B0 100 130 140 160 140 350 230 250 550 280 36
Abundance
177.0
10,40 10,60 10.80 11.00
5000 m/z 177.10 51.46%

206.0
290 57.0 910 121.0148.0

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

Abundance #122578: Tridecane, 1-iodo- S EE mEE RS B e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 27.34%
5000 85.0
28.0
183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10. 60 10 80 11. 00

8270-BF112115.M Tue Nov 24 10:12:21 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 17 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.74 8.63 ng 951356 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Butanoic acid 88 C4H802 000107-92-6 35
Abundance Scan 853 (11.736 min): BF083159.D (-852) (-) m/z 43.10 100.00%
431 731
5000 ‘vﬁvj\AWV\—vwr\AwAAJL_AJN\ﬁ
129.1
97.1 153.1 213.2 T T T
192.0 213. 256.2 11.40 11.60 11.80 12.00
o B— el 23l.2 m/z 73.10 99.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 R R DO R

11,40 11.60 11.80 12.00
m/z 60.10 87.48%

157.0 185.0

97.0
“ “\‘ M‘
INSREP RRRRAN

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.40 11.60 11.80 12.00
5000 m/z 57.10 82.51%
129.0 242.0
97.0 199.
o 152.0171.0 2230
I B BEaa o e e e AR RRAEEES S LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46617: Undecanoic acid R AR B
60.0 11.40 11.60 11.80 12.00
m/z 41.10 74 .81%
41,0
5000
85.0 129.0 186.0
LAl dil oo | [as70 %
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 18 9-Eicosene, (E)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.23 8.20 ng 903245 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (BE)- 280 C20H40 074685-29-3 90
2 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 90
3 Cvclotetradecane 196 C14H28 000295-17-0 83
4 Cvclohexadecane 224 C16H32 000295-65-8 81
5 1-Hexadecanol 242 C16H340 036653-82-4 81

Abundance Scan 896 (12.228 min): BF083159.D (-894) (-) m/z 55.10 100.00%

531 g31

g

5000

12.00 12.20 12.40 12.60
m/z 43.10 99.26%

139.1 165.1

ol 228.2950.2273.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)-
57.0 83.0

:

5000 e
29.0 12.00 12.20 12.40 12.60
m/z 57.10 85.08%
0 Lo 139.0 168.0 196.0 223.0 252.0 280.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 83.0
e
12.00 12.20 12.40 12.60
5000 m/z 83.10 84 _.86%

111.0

) 141.0  182.0 208.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53619: Cyclotetradecane T
12.00 12.20 12.40 12.60

m/z 69.10 82 .56%

-

5000
111.0

S

139.0 168.0 196.0

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF112215\
BF083159.D

22 Nov 2015 15:18

umziz

G4504-07

47 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 8

Peak Number

19 Octadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
12.51 11.87 ng 785900 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 921 (12.514 min): BF083159.D (-919) (-) m/z 43.10 100.00%
431 731
5000 1291 —AvA~J\~aﬂ~av/\J\AA\\FN__NVA
97.1 185.2 241.3 LN I B e I I
284.3 12.20 12.40 12.60 12.80
0 i 101 m/z 73.10 99.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid
43.0
5000 AR A UVREER
nmnmnmnm
m/z 57.10 82.85%
0 18 0‘ ‘ 1l \‘
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0  73.0
12120 12.40 12.60 12.80
5000 m/z 60.10 81.76%
1290 242.0
97.0 199.0
o 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid S BREERE S AT S
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.10 70.92%
5000 129.0 A./\V\/\/\N'w
185.0 228.0
AL A .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083159.D

Aca On : 22 Nov 2015 15:18

Operator : UM/I1Z

Sample : 64504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 20 Cyclotetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.66 7.99 ng 529132 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 1021 (13.657 min): BF083159.D (-1019) (-) m/z 57.10 100.00%
511 g31
5000
111.1
SR BN SRR SR B
139.2 13.40 13.60 13.80 14.00
ol T 1831 221125122803 3123 3552 n7 43,10 95.86Y%
m/z--> 50 100 150 200 250 300 350
Abundance #135652: Cyclotetracosane
430 g30
5000 LI UL B B
1110 1340 13.60 13.80 14.00
m/z 55.10 87 .75%
old Hmw}”%mM%mmmmmmmmm%O
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
83.0 SR IR SRR B B
13.40 13.60 13.80 14.00
5000 m/z 83.10 81.14%
111.0
o 139.0  182.0210.0
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecyl ester R B ma e
57.0 83.0 13.40 13.60 13.80 14.00
m/z 69.10 72 .14%
5000 111.0
29.0
ol i, ‘ J\ oA *70168.0 21002358.0266.0 2950
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112215\
Data File : BF083159.D

Acq On : 22 Nov 2015 15:18

Operator : UM/1Z

Sample - G4504-07

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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... 4.79 11.1 ng 716974 1 6.65 1286740 20.0
unknown6 .42 6.42 65.3 ng 4204520 1 6.65 1286740 20.0
Indane 6.83 6.8 ng 436713 1 6.65 1286740 20.0
Benzo[b]thiophene. .. 8.41 19.7 ng 1737840 2 7.94 1767380 20.0
Benzo[b]thiophene. .. 8.60 8.5 ng 751214 2 7.94 1767380 20.0
Naphthalene, 1,6-... 9.28 9.6 ng 962447 3 9.69 1996480 20.0
Naphthalene, 2,3-... 9.35 12.4 ng 1240660 3 9.69 1996480 20.0
Naphthalene, 1,4-... 9.55 9.5 ng 949299 3 9.69 1996480 20.0
Naphthalene, 2-(1... 9.80 6.2 ng 622981 3 9.69 1996480 20.0
Naphthalene, 2,3,... 10.01 22.0 ng 2197420 3 9.69 1996480 20.0
Naphthalene, 1,6,... 10.08 7.9 ng 792460 3 9.69 1996480 20.0
1-Isopropenylnaph... 10.30 11.9 ng 1190710 3 9.69 1996480 20.0
Tridecane, 3-methyl- 10.35 6.9 ng 689619 3 9.69 1996480 20.0
unknown10.63 10.63 11.2 ng 1230700 4 11.16 2204080 20.0
n-Hexadecanoic acid 11.74 8.6 ng 951356 4 11.16 2204080 20.0
9-Eicosene, (E)- 12.23 8.2 ng 903245 4 11.16 2204080 20.0
Octadecanoic acid 12.51 11.9 ng 785900 5 13.79 1324660 20.0
Cyclotetracosane 13.66 8.0 ng 529132 5 13.79 1324660 20.0
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