LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 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-BF123115.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 5.081 259 262 265 rBV 628169 712619 8.46% 0.920%
2 5.504 296 299 301 rVB 4801198 4492772 53.31% 5.800%
3 6.533 386 389 391 rBVY 3169052 3076231 36.50% 3.971%
4 6.659 397 400 402 rBY 6116274 6604316 78.36% 8.526%
5 6.830 412 415 418 rBV2 66647 135279 1.61% 0.175%
6 6.887 418 420 425 rVvVv 2027393 1840726 21.84% 2.376%
7 7.047 431 434 436 rVB 6915701 6428192 76.28% 8.299%
8 7.242 447 451 453 rBV2 85518 188673 2.24% 0.244%
9 7.287 453 455 459 rvv4 95368 173230 2.06% 0.224%
10 7.413 464 466 467 rBvV2 84464 137101 1.63% 0.177%

11 7.459 467 470 472 rVV 5382651 5808094 68.92% 7.498%
12 7.539 475 477 479 rBv2 211186 225693 2.68% 0.291%
13 7.573 479 480 483 rVB3 121185 106688 1.27% 0.138%
14 7.642 483 486 488 rBV2 174418 221415 2.63% 0.286%
15 7.699 490 491 494 rVvB2 181759 226047 2.68% 0.292%

16 7.756 494 496 500 rBV3 82330 153876 1.83% 0.199%
17 7.847 500 504 506 rBv3 141780 314723 3.73% 0.406%
18 7.916 506 510 514 rBv4 191079 457037 5.42% 0.590%
19 7.985 514 516 517 rBv2 105007 128005 1.52% 0.165%
20 8.087 522 525 526 rBv2 111523 158893 1.89% 0.205%

21 8.179 530 533 535 rBV 2652625 2630481 31.21% 3.396%
22 8.225 535 537 540 rvB3 108878 104352 1.24% 0.135%
23 8.270 540 541 545 rBv4 96013 241766 2.87% 0.312%
24 8.350 545 548 550 rBv3 186161 334614 3.97% 0.432%
25 8.396 550 552 553 rvv2 71352 103335 1.23% 0.133%

26 8.465 556 558 561 rvB4 188117 197956 2.35% 0.256%
27 8.522 561 563 564 rBvV 233371 298938 3.55% 0.386%
28 8.556 564 566 568 rvB2 248040 358664 4._.26% 0.463%
29 8.625 568 572 573 rBv3 151799 344374 4_.09% 0.445%
30 8.659 573 575 578 rVB3 269985 392369 4.66% 0.507%

31 8.716 578 580 581 rBv2 271619 437849 5.20% 0.565%
32 8.739 581 582 584 rVB 472469 440236 5.22% 0.568%
33 8.796 584 587 590 rBV5 102236 259801 3.08% 0.335%
34 8.956 597 601 604 rBV5 308796 672851 7.98% 0.869%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 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-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.025 604 607 611 rBV5 166834 420350 4._.99% 0.543%

36 9.082 611 612 615 rBv2 117395 253625 3.01% 0.327%
37 9.219 621 624 625 rBv3 220992 463355 5.50% 0.598%
38 9.253 625 627 629 rVV 6677785 8427636 100.00% 10.880%
39 9.288 629 630 631 rvB 423680 290644 3.45% 0.375%
40 9.379 635 638 639 rBv3 191798 351756 4_.17% 0.454%

41 9.448 642 644 646 rVB3 245785 274150 3.25% 0.354%
42 9.528 649 651 652 rBvY 93742 90920 1.08% 0.117%
43 9.596 655 657 658 rvB2 461387 364425 4.32% 0.470%
44 9.630 658 660 661 rBv2 92244 121818 1.45% 0.157%
45 9.653 661 662 665 rvB 228961 208866 2.48% 0.270%

46 9.722 665 668 669 rBv2 358898 548900 6.51% 0.709%
47 9.790 672 674 679 rVB3 460999 679552 8.06% 0.877%
48 9.928 683 686 689 rBV 1889675 2916440 34.61% 3.765%
49 10.202 708 710 712 rBV2 193656 271013 3.22% 0.350%
50 10.248 712 714 716 rvV 595694 901289 10.69% 1.164%

51 10.293 716 718 719 rvV 1040297 976050 11.58% 1.260%
52 10.362 722 724 728 rVB4 256552 472125 5.60% 0.610%
53 10.430 728 730 732 rBv2 320007 455661 5.41% 0.588%
54 10.591 740 744 745 rVB2 344311 434376 5.15% 0.561%
55 10.682 750 752 753 rBv2 257898 410201 4._.87% 0.530%

56 10.728 753 756 758 rvvV 5311936 5793166 68.74% 7.479%
57 10.785 759 761 764 rVB 202190 306681 3.64% 0.396%
58 10.842 764 766 770 rvB4 212033 417603 4._.96% 0.539%
59 10.911 770 772 774 rBV2 133244 241143 2.86% 0.311%
60 11.025 779 782 783 rBV 99563 176729 2.10% 0.228%

61 11.059 783 785 789 rvB4 121606 197285 2.34% 0.255%
62 11.288 802 805 807 rBv3 133636 196827 2.34% 0.254%
63 11.413 814 816 818 rvVB 2106462 1996356 23.69% 2.577%
64 11.471 818 821 825 rVB5 70975 144018 1.71% 0.186%
65 11.631 833 835 837 rBvV 277341 257670 3.06% 0.333%

66 11.802 848 850 852 rvB2 131675 201213 2.39% 0.260%
67 12.785 934 936 938 rBV 225456 219260 2.60% 0.283%
68 12.888 943 945 948 rvVv 547737 681619 8.09% 0.880%
69 13.002 952 0955 958 rBV 5828228 5861699 69.55% 7.568%
70 13.791 1022 1024 1029 rVB 99171 132753 1.58% 0.171%

71 14.054 1044 1047 1049 rBV 1477463 1476372 17.52% 1.906%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 15.494 1170 1173 1176 rBV 1091684 1417174 16.82% 1.830%

Sum of corrected areas: 77457916
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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: BF084268.D
7000000 7.05

6.66

6000000
7.46

5000000 5.50

4000000
6.53
3000000

2000000 6.89

1000000 5.08

og || 7o l{BRA%E
L L N B L S ) L B R L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084268.D

7000000 9125

13.00
6000000 10.73

5000000
4000000
3000000 8.18

2000000

12.8!
1000000 12.7? TL
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084268.D

7000000

6000000
5000000
4000000
3000000
2000000 14.05

15.49

1000000
8.79

o T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 4

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

5.08 7.74 ng 712619 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 262 (5.081 min): BF084268.D (-259) (-) m/z 43.05 100.00%
43
59
5000
1o 4.80 5.00 5.20 5.40
....,....','...~!|,..7.1.f".3...~,|....,....,....,....,....,?97.. m/z 59.10 57.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LU I LR
59 480 500 520 540
m/z 101.10 18.92%
31 101
“"l”“'W“'jl“"??“'J'“'l'“'l'“'l'“'l'”'l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 480 5.00 520 540
5000 m/z 58.05 15.07%
29 101
15 73 85
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8114: 3-Hexanol, 4-methyl-
59 4.80 5.00 5.20 5.40
m/z 41.10 8.86%
5000 41
31
il T
'}ﬂ'h'Jm'“Mi“k'|ﬂ'??'“'l"”l"'w""w"'l“"
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.66 Concentration Rank 1

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

6.66 71.76 ng 6604320 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 400 (6.659 min): BF084268.D (-397) (-) m/z 132.00 100.00%
5000 68
‘ 75 *® " 6.40 660 6.80 7.00
104 ) . . )
..,....,....,...!,“.'.‘.‘? o 2T 1 -1 S = NN [ N m/z 68.10 47.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U I IR UL L
6.40 6.60 6.80 7.00
78 m/z 134.00 33.79%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 660 6.80 7.00
5000 m/z 66.05 31.84%

15 28 39 52 6 77 o0 104 o

wmmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R I
132 6.40 6.60 6.80 7.00

m/z 69.05 20.61%

5000

33 44 g7 105

‘ 51 60 70 7? 86 ‘ s

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 4 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11

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

7.92 3.47 ng 457037 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 025419-33-4 70
2 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 55
3 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 55
4 1H-Indene. 2.3-dihvdro-1.1.4-tri... 160 C12H16 016204-72-1 50
5 1H-Indene, 2,3-dihydro-1,1,6-tri... 160 C12H16 014276-95-0 50

Abundance Scan 510 (7.916 min): BF084268.D (-506) (-) m/z 145.10 100.00%

5000
160 7.60 7.80 8.00 8.20
m/z 113.10 83.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29463: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-
145
5000
7.60 7.80 8.00 8.20
160 m/z 131.10 25.93%
27 3 51 g5 77 91 10570 1P
1 1 1 Ll | dl iin
T T T T T T R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
145
7.60 7.80 8.00 8.20
5000 m/z 81.10 22 .73%
160

15 27 39 51 64 77 91 105 117128

WWWWWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #29423: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl- R B B
145 7.60 7.80 8.00 8.20
m/z 117.10 18.42%
5000
160
15 27 39 51 63 77 91 1051 12‘”8
| . L I | 1 | . !
T R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown8.66 Concentration Rank 18

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

8.66 2.98 ng 392369 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 43
2 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 43
3 Bicvclol3.1.0lhexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 43
4 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 38
5 4-Ethyl-2-hexynal 124 C8H120 071932-97-3 38

Abundance Scan 575 (8.659 min): BF084268.D (-573) (-) m/z 95.10 100.00%
9%
55
5000
840 860 880 9.00
m/z 55.10 67.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5855: Cyclopentene, 1,2,3-trimethyl-
95
5000 67 U SR R U S
8.40 8.60 8.80 9.00
;7 39 55 110 m/z 67.10 49 _.88%
9
I}?PQHIMINNIJQIju”“uIIIIIPIIIIIIHIIIIII”IIIIIH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
i 840 860 880 9.00
5000 - 67 m/z 41.10 48.20%
27 110
81
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #5884: Bicyclo[3.1.0]hexane, 1,5-dimethyl- B Al M
95 8.40 8.60 8.80 9.00
m/z 109.10 46.49%
67
5000
55
41 ‘ 82 110
"'|'“'H"w'w¢'JN'””|""w"'|"“|""|“"l"" U SR U U S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1-Adamantanol Concentration Rank 13

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

8.72 3.33 ng 437849 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 68
2 5.7-Octadien-4-one. 2.6-dimethyl... 152 C10H160 003588-18-9 59
3 2-Butanone. 4-(5-methvl-2-furanvl)- 152 C9H1202 013679-56-6 53
4 4-(1.2-Dimethvl-cvclopent-2-envl... 166 C11H180 075698-06-5 50
5 2-Furancarboxylic acid, 2-propen... 152 C8H803 004208-49-5 47

Abundance Scan 580 (8.716 min): BF084268.D (-578) (-) m/z 95.10 100.00%
9%
5000
41 133152 A SRR LR R
69 111 8.40 8.60 8.80 9.00
,....}|...J.,.l.l..",l=.-. ,.."l.'.,...|.,..!.-,?.‘.79 e | m/z 41.10  16.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #23934: 1-Adamantanol
95
5000 U SRR S S
152 8.40 8.60 8.80 9.00
m/z 133.10 15.68%
41 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
95
8.40 8.60 8.80 9.00
5000 m/z 152.10 14.28%
67
4l 152
vwmwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #24858: 2-Butanone, 4-(5-methyl-2-furanyl)- R A e I S R
43 95 8.40 8.60 8.80 9.00
m/z 81.10 13.63%
5000
152
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Benzene, pentamethyl- Concentration Rank 12

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

8.74 3.35 ng 440236 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 91
2 Benzene. 2.4-dimethvl-1-(1l-methy... 148 C11H16 004706-89-2 87
3 1.5.6.7-Tetramethvlbicvclol3.2.0... 148 C11H16 134329-46-7 87
4 Benzene. 1.3-dimethvl-5-(l-methv... 148 C11H16 004706-90-5 87
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 86

Abundance Scan 582 (8.739 min): BF084268.D (-581) (-) m/z 133.10 100.00%
133
5000 148
91 105 117 8.40 8.60 8.80 9.00
39 51 g5 77 . . . .
ool b 100 A7 e 948 10 39.15%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #21795: Benzene, pentamethyl-
133
148
5000 SRR SRS RN RN B
8.40 8.60 8.80 9.00
m/z 91.05 13.38%
15 27 4151 65 77 9} 105 117 | |
mz> 0 J 40 e & 100 10 140 180 180
Abundance
133
840 860 880 9.00
5000 m/z 117.05 11.64%
148
, 15 27 39 51 g5 77 91 105117
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #21873: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene e
133 8.40 8.60 8.80 9.00
m/z 115.05 11.44%
5000
105 148
U P |
Y S S ' ' W0 130 140 1% 180 840 860 880 9.00

8270-BF123115.M Tue Jan 05 18:33:59 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 8 unknown8.96 Concentration Rank 7

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

8.96 5.12 ng 672851 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.0Theptan-3-one. 4.7.... 152 C10H160 004176-01-6 49
2 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 015932-80-6 46
3 Cvclopropane. (2-methvlenebutvl)- 110 C8H14 074685-56-6 46
4 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 45
5 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 43

Abundance Scan 601 (8.956 min): BF084268.D (-597) (-) m/z 133.10 100.00%
67 8 133
5000 162
162
8.60 8.80 9.00 9.20
173
.'.|.'}4.3.-- 282 Th/z 81.10  90.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24251: Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [1R-...
81 152
67
41
5000 55 9 109 8.60 8.80 9.00 920
21 137 m/z 67.10 86.23%
123
I]'ISII‘H “‘ \H |”l‘||“i‘l|‘|“||||‘|||‘l||‘|‘|||‘: T
m/z--> 20 60 80 100 120 140 160 180
Abundance
81 152
67 ERSARE SRR REREE L
109 8.60 880 9.00 920
5000 41 157 m/z 108.10 71.12%
53 95
27 123
miz-> 20 40 60 80 100 120 140 160 180
Abundance #5877: Cyclopropane, (2-methylenebutyl)- LI L L L L I
41 67 8 8.60 8.80 9.00 9.20
m/z 82.10 70.95%
5000
27
‘ 95
"'I”"I"'""I"”I'yp'l”"l"'W""l'" AR SRR S SR
m/z--> 20 40 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF123115.M Tue Jan 05 18:34:00 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown9.02 Concentration Rank 15

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

9.02 3.20 ng 420350 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclohexvl- 160 C12H16 000827-52-1 38
2 2-Naphthalenol. decahvdro- 154 C10H180 000825-51-4 22
3 2.alpha.. 4a.beta.. 8a.alpha.-De... 154 C10H180 005779-35-1 22
4 5.6.7.8.9.10-Hexahvdrobenzocvclo... 160 C12H16 001076-69-3 22
5 Hex-1-enylbenzene 160 C12H16 000828-15-9 16

Abundance Scan 607 (9.025 min): BF084268.D (-604) (-) m/z 104.10 100.00%
7 94 104
117 136
160
5000 &
39
> 8.60 8.80 9.00 9.20 9.40
169 : : : : :
20 179 m/z 67.10 94.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29383: Benzene, cyclohexyl-
104 117
160
5000 o1 R IR R A
8.60 8.80 9.00 9.20 9.40
a m/z 94.10 86.76%
67 78 131
”1|5| .2‘.7‘..“‘. IS\:ILI I .”.‘..Hl‘. Al I“' 'UI - |1f15...|‘....| —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
94
136 IR SRS S
55 67 8.60 8.80 9.00 9.20 9.40
5000 a1 9 121 m/z 136.05  77.37%
107
29
15 153
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25712: 2.alpha., 4a.beta., 8a.alpha.-Decahydro-2-naphthaleno R B e R AR,
136 8.60 8.80 9.00 9.20 9.40
95 m/z 117.10 73.70%
67 79
5000 41 107 121
55
-‘.“l--”‘-‘. H\ ‘ Bl --15-_’2:.----.-- LA b A
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40

8270-BF123115.M Tue Jan 05 18:34:01 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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, 1,6-dimethyl- Concentration Rank 10

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

9.72 3.76 ng 548900 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 668 (9.722 min): BF084268.D (-665) (-) m/z 156.05 100.00%
141 1%6
5000
9.40 9.60 9.80 10.00
of m/z 141.10 85.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27195: Naphthalene, 1,6-dimethyl-
141 156
5000
9.40 9.60 9.80 10.00
115 1,8 m/z 155.10 33.45%
14 273 % P e | |
miz--> h h % o 1k o e i
Abundance
141 156
9.40 9.60 9.80 10.00
5000 m/z 115.10 18.46%
115
77 128
15 27 39 51 ©3 89 102
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27181: Naphthalene, 2,3-dimethyl- R R mEEE
156 9.40 9.60 9.80 10.00
141 m/z 153.10 15.65%
5000
115
15 27 39 51 63 76 gg 1gp | 128 | |
m/z--> 20 Jo 60 80 100 120 140 160 180 ' 9.40 9.60 9.80 10.00

8270-BF123115.M Tue Jan 05 18:34:01 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Naphthalene, 1,4-dimethyl- Concentration Rank 8

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

9.79 4.66 ng 679552 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
2 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 96
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 95
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 95
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95

Abundance Scan 674 (9.790 min): BF084268.D (-672) (-) m/z 141.10 100.00%
141
156
5000
115
128 173
51 63 77 gg 188 9.40 9.60 9.80 10.00 10.20
% 108 207 m/z 156.05  79.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27192: Naphthalene, 1,4-dimethyl-
141 156
5000
9.40 9.60 9.80 10.00 10.20
s m/z 115.10 26.31%
30 51 63 17 g9 100 " 1ﬁ8 L
m/z--> 20 Jo 60 80 100 120 140 160 180 200
Abundance
156
9.40 9.60 9.80 10.00 10.20
5000 141 m/z 155.10 21.77%
15 27 39 51 63 70 g9 155 110128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27164: Naphthalene, 2,3-dimethyl-
141 156 9.40 9.60 9.80 10.00 10.20
m/z 128.10 13.96%
5000
o 7 115 0
s ea R e | Loy i
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00 10.20

8270-BF123115.M Tue Jan 05 18:34:02 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 6
R.T. EstConc Area Relative to ISTD R.T.
10.25 6.18 ng 901289 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 96
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 92
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 90
4 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 90
5 2,5-Cyclohexadien-1-one, 4,4-dim... 198 C14H140 055162-56-6 58

Abundance Scan 714 (10.248 min): BF084268.D (-712) (-) m/z 155.10 100.00%

1%5 170

5000

10.00 10.20 10.40 10.60
m/z 170.05  91.53%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36212: Naphthalene, 2,3,6-trimethyl-
170
155
5000

10.00 10.20 10.40 10.60
m/z 132.10 64.98%

15 27 39 51 63 76 g9 10p 115128 141 | |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
170
R LB S S
10.00 10.20 10.40 10.60
5000 155 m/z 159.10 45 _30%

39 51 70 84 103115128 141

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36211: Naphthalene, 1,6, 7-trimethyl- T e
170 10.00 10.20 10.40 10.60
155 m/z 128.00 38.13%
5000

27 39 51 63 76 g9 102 115128141 ||| ||

I I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60

8270-BF123115.M Tue Jan 05 18:34:03 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1(2H)-Naphthalenone, 5-ethy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.29 6.69 ng 976050 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 5-ethvl-3.4... 174 C12H140 051015-31-7 92
2 1(2H)-Naphthalenone. 3.4-dihvdro... 174 C12H140 013621-25-5 70
3 1(2H)-Naphthalenone. 8-ethvl-3.4... 174 C12H140 051015-33-9 62
4 1(2H)-Naphthalenone. 3.4-dihvdro... 174 C12H140 032281-65-5 60
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 56
Abundance Scan 718 (10.293 mm) BF084268.D (-716) (-) m/z 146.10 100.00%
117 146 174
159
5000
85107 018 10.00 10.20 10.40 10.60
eo1or 2 m/z 174.10 91.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38674: 1(2H)-Naphthalenone, 5-ethyl-3,4-dihydro-
146 174
117
5000
159 10.00 10.20 10.40 10.60
27 39 51 g3 77 91103 | ‘ m/z 117.10  90.22%
S .“l‘. .“i“. .“l“.“,“”.‘.“l“‘, .‘.“‘a \‘ .‘ .‘N . I“" ek .“. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
146 174
118 RN SRR SR U
10.00 10.20 10.40 10.60
5000 m/z 159.10 62.58%
39 91 132 159
15 27 51 63 77 103
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38675: 1(2H)-Naphthalenone, 8-ethyl-3,4-dihydro- AR R AR BEa R
146 10.00 10.20 10.40 10.60
m/z 132.10 61.08%
5000 1ra
117
17 19 Sﬁ 63 77 91103 ‘ 128 ‘ 159
l 1l ‘H M \ il [ A l
m/z--> 20 40 éo 80 160 120 150 160 180 200 220 10,00 1020 10.40 10.60

8270-BF123115.M Tue Jan 05 18:34:04 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl10.36 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.36 3.24 ng 472125 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 46
2 Tridecane 184 C13H28 000629-50-5 46
3 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 46
4 Undecane 156 Cl11H24 001120-21-4 43
5 Eicosane 282 C20H42 000112-95-8 43
Abundance Scan 724 (10.362 min): BF084268.D (-722) (-) m/z 57.10 100.00%
57
43
5000 71
00 117, 146 161173 1000 10120 1040 10060
R m/z 43.10 75.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
43 57
71
5000 U LR B SR B
85 10 00 10 20 10. 40 10.60
29 m/z 71.10 43.44%
\‘ L s 141 155 169 183 226
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250
Abundance
43 o7
71 10.'00 10.'20 10.'40 10.|60 '
5000 m/z 41.10 33.60%
85
29
15 99 113 127 141 155 184
m/z--> ﬁo Jo éo 85 160 120 140 160 180 260 250
Abundance #129580: Tetradecane, 1-iodo- R R RREEEEa
3 57 10.00 10.20 10.40 10.60
m/z 85.10 33.37%
5000 &
29 g5
15 ‘ I “\ il ‘ 9\9 113 127 141 155 169 197
m/z--> ﬁo ' éo 85 160 150 140 160 180 200 250 1000 1020 1040 1060 '

8270-BF123115.M Tue Jan 05 18:34:04 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Ethanone, 1-[4-(1-methyleth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.43 3.12 ng 455661 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-T4-(1-methvlethenvl)... 160 C11H120 005359-04-6 86
2 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 000475-03-6 83
3 Ethanone. 1-T4-(1-methvl-2-prope... 174 C12H140 109586-49-4 55
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 025419-33-4 45
5 2,5,8-Trimethyl-1,2,3,4-tetrahyd... 174 C13H18 068269-15-8 43
Abundance Scan 730 (10.430 min): BF084268.D (-728) (-) m/z 159.05 100.00%
145 1%9
174
5000 115
91 128 s S VA AN
39 51 63 77 103 | 188 10.20 10.40 10.60 10.80
, . ||| il ! s 22020 77 145,10 99.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29353: Ethanone, 1-[4-(1-methylethenyl)phenyl]-
145
5000 LR SUSUL BULBLLN BRI U
115 160 10.20 10.40 10,60 10.80
m/z 174.10 59.00%
15 27 \\ L 857 \ 102 M 128 |
m/z--> 20 40 eb éo 160 120 140 160 180 200
Abundance
159
10.20 10.40 10.60 10.80
5000 m/z 115.00 42 .25%
174
27 39 51 63 77 91 103115 129 144
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #38676: Ethanone, 1-[4-(1-methyl-2-propenyl)phenyl]- i s B
159 10.20 10.40 10.60 10.80
43 m/z 155.10 24 .86%
5000 115 174
o1 131
77
2\7 L, \6\3\ \‘\ ‘ 1(\)3 ‘\ [ 1a4 ‘ |
| | | I il ILLy i
lllllllllll Trrrrrr[yrrrr[rrrr[frrrr[rrrr[rrrr[rrrr —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 20 40 60 8 100 120 140 160 180 200 10.20 10.40 10.60 10.80

8270-BF123115.M Tue Jan 05 18:34:05 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Benzenesulfonamide, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.59 2.98 ng 434376 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HINO2S 000088-19-7 90
2 1.3.5-Norcaratriene 90 C7H6 004646-69-9 59
3 Gluconic acid 196 C6H1207 000526-95-4 58
4 Benzvl cvanoformate 161 C9H7NO2 005532-86-5 38
5 1H-1,2,3-Triazol-1-amine, 4,5-di... 200 C11H12N4 113261-25-9 38

Abundance Scan 744 (10.591 min): BF084268.D (-740) (-) m/z 90.05 100.00%

5000

137 169

10.20 10.40 10.60 10.80 11.00
o 187194 210 224 m/z 91.10  73.60%

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #37048: Benzenesulfonamide, 2-methyl-
90
106 M

5000 L e
65 171 10.20 10.40 10,60 10.80 11.00

m/z 106.00 68 .90%

137
77 154 ‘
I O e e A
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
90

10 20 10.40 10. 60 10 80 11.00

5000 m/z 65.00 36.68%
63
39
51 74
s .
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance #53739: Gluconic acid A RRaEEEEE ST
73 90 10.20 10.40 10.60 10.80 11.00
0
43 61 m/z 89.00 31.13%
5000 103
133
119 161
W gl M9 | as0® 79 a6 Vn St
miz--> 40 60 80 100 120 140 160 180 200 220 1020 1040 1060 10.80 11.00

8270-BF123115.M Tue Jan 05 18:34:06 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 17 Benzenesulfonamide, 4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.78 3.07ng 306681  Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Benzenesulfonamide. 4-methyl- 171 C7THONO2S 000070-55-3 96

000064-77-7 72
000080-40-0 64
1000130-34-4 59
017176-77-1 47

270 C12H18N203S
200 C9H1203S
363 C18H21NOSS
262 C14H1503P

2 Tolbutamide

3 Benzenesulfonic acid. 4-methvl-....
4 N-p-toluenesulfonvl-l-threonine....
5 Dibenzyl phosphite

Abundance Scan 761 (10.785 min): BF084268.D (-759) (-) m/z 91.10 100.00%
q1
5000
65 155 171
39 107 R o .
51 77 188 10.40 10.60 10.80 11.00
129 14 200 221
O m/z 171.10 33.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37051: Benzenesulfonamide, 4-methyl-
91
5000 171 | BNLEL L LB LB LN LI
65 155 10.40 10.60 10.80 11.00
39 107 ‘ m/z 155.00 32.51%
51 | 77 ‘
S0 Wi Y NSNS -2 NN W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
91
T T T
10.40 10.60 10.80 11.00
5000 m/z 65.00 31.34%
41 65 155 171
30 107
7
15 53 139 197
T I e B o o L B o e RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56541: Benzenesulfonic acid, 4-methyl-, ethyl ester A EEREE R
91 10.40 10.60 10.80 11.00
m/z 107.10 20.44%
5000 65 155
P 200
T ‘ 51 77 107 172
el e L A1 239 L | 285 | S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 40 10. 60 10. 80 11.00

8270-BF123115.M Tue Jan 05 18:34:07 2016

Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl10.84 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.84 4.18 ng 417603 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 43
2 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 25
3 Tetradecane 198 C14H30 000629-59-4 25
4 1H-Benzocvclohepten-7-ol. 2.3.4.... 222 C15H260 006892-80-4 18
5 Tetradecane, 1-chloro- 232 C14H29cClI 002425-54-9 15

Abundance Scan 766 (10.842 min): BF084268.D (-764) (-) m/z 57.10 100.00%

151
5000

-

10.60 10.80 11.00 11.20
m/z 43.10 65.53%

169 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23618: 2(3H)-Benzothiazolone
151
96
123
5000 LA B L L L L L L
10 60 10 80 11. OO 11. 20
- m/z  71.10  59.45%
28 45
S M I .0 . S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
151
R N EEEE S s E R
10.60 10.80 11.00 11.20
5000 m/z 151.00 57.48%
96

50 69 g, | 108 123

%

miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55009: Tetradecane L L T
57 10.60 10.80 11.00 11.20
43 m/z 96.00 50.58%
71
5000 a5
29
99
d L ‘ || 7 113127 141 155 169 198
miz--> 20 40 eb 80 160 150 140 160 180 260 220 1060 10,80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 19 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

12.79 2.97ng 219260  Chrysene-di2 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Pvrrolof1.2-al-1.3.5-triazine-7-... 223 COHON304 054449-89-7 90

070205-18-4 38
039563-50-3 35

2 2-Methvl-2-(4"-hvdroxvphenvDpen... 192 C12H1602
3 1.4-Benzenediamine. N-(l-methvlh... 220 C14H24N2

4 2-Fluoro-4-cvanotoluene 135 C8H6FN 170572-49-3 35
5 Benzenamine, 2,4,6-trimethyl- 135 C9H13N 000088-05-1 30
Abundance Scan 936 (12.785 min): BF084268.D (-934) (-) m/z 223.10 100.00%
135
5000 45
e e
91 107 12.40 12.60 12.80 13.00 13.20
67 161 189 : : - - :
0 ...,....,....|,....,..'..,.'..'.-l,...-'!,....,'....,....?9.5.. 243261 WM "m/z 135.10  76.79%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71811: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223
135
178
5000 151 1240 12.60 12.80 13.00 13.20
m/z 45.10 37.26%
| | 195 I
R A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
135
e
43 12.40 12.60 12.80 13.00 13.20
5000 m/z 57.10 16.53%
107 192
4 177
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69415: 1,4-Benzenediamine, N-(1-methylheptyl)- T
135 12.40 12.60 12.80 13.00 13.20
m/z 224.10 13.87%
5000
41 220
107
65 80 205
KNl S . 2l A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084268.D

Aca On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.89 9.23 ng 681619 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 95
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 58
3 2.2-Bis-(4-hvxroxvphenvl)-butane 242 C16H1802 000077-40-7 56
4 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 53
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 50
Abundance Scan 945 (12.888 min): BF084268.D (-943) (-) m/z 213.10 100.00%
213
5000
119
91 228
39 65 135 11165 1a1 197 12.60 12.80 13.00 13.20
0 ,....','..-.-.,-.'..:l,..'..ﬂ‘??.x.;...'.,.1.“?1.,....1?.1...,.. b 251267283 g 00 32, 62%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 R UL AN RN S
12.60 12.80 13.00 13.20
o1 119 228 m/z 91.10 17.32%
516 | 135 162165
miz-> 20 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance
213
12.60 12.80 13.00 13.20
5000 m/z 214.10 16.18%
185
228
6377 101 128 199
Twwmwwwwmﬁm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83742: 2,2-Bis-(4-hyxroxyphenyl)-butane T R T R
213 12.60 12.80 13.00 13.20
m/z 228.10 14 .85%
5000
119 242
39 65 9lig5 | 133 152 169183197 | 227 |
miz-> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
Data File : BF084268.D

Acq On : 5 Jan 2016 6:26

Operator : UM/SJ

Sample : G4990-12

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 5.08 7.7 ng 712619 1 6.89 1840730 20.0
unknown6 .66 6.66 71.8 ng 6604320 1 6.89 1840730 20.0
Naphthalene, 1,2,... 7.92 3.5 ng 457037 2 8.18 2630480 20.0
unknown8.66 8.66 3.0 ng 392369 2 8.18 2630480 20.0
1-Adamantanol 8.72 3.3 ng 437849 2 8.18 2630480 20.0
Benzene, pentamet. .. 8.74 3.4 ng 440236 2 8.18 2630480 20.0
unknown8 .96 8.96 5.1 ng 672851 2 8.18 2630480 20.0
unknown9.02 9.02 3.2 ng 420350 2 8.18 2630480 20.0
Naphthalene, 1,6-... 9.72 3.8 ng 548900 3 9.93 2916440 20.0
Naphthalene, 1,4-_.. 9.79 4.7 ng 679552 3 9.93 2916440 20.0
Naphthalene, 2,3,... 10.25 6.2 ng 901289 3 9.93 2916440 20.0
1(2H)-Naphthaleno... 10.29 6.7 ng 976050 3 9.93 2916440 20.0
unknown10.36 10.36 3.2 ng 472125 3 9.93 2916440 20.0
Ethanone, 1-[4-(1... 10.43 3.1 ng 455661 3 9.93 2916440 20.0
Benzenesulfonamid... 10.59 3.0 ng 434376 3 9.93 2916440 20.0
Benzenesulfonamid... 10.78 3.1 ng 306681 4 11.41 1996360 20.0
unknown10.84 10.84 4.2 ng 417603 4 11.41 1996360 20.0
Pyrrolo[1,2-a]-1,... 12.79 3.0 ng 219260 5 14.05 1476370 20.0
Phenol, 4,4"-(1-m... 12.89 9.2 ng 681619 5 14.05 1476370 20.0

8270-BF123115.M Tue Jan 05 18:34:09 2016 Page: 24



