LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\
Data File : BF082408.D
Aca On : 21 Oct 2015 17:06 Instrument :
Operator : UM/1Z E?Afs el

- _ lentosampleld :
3?22'6 : G4099-06 20151019MGP210BRV88
ALS Vial : 10 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-BF101015.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 4.400 196 198 202 rBvV 89083 132741 3.56% 0.462%
2 4.926 242 244 248 rBV 353732 453329 12.15% 1.577%
3 5.200 265 268 271 rBV 234107 282130 7.56% 0.981%
4 5.326 275 279 280 rVvVv 25581 48537 1.30% 0.169%
5 5.360 280 282 294 rVV 1109604 1165432 31.24% 4 .054%
6 5.577 298 301 307 rVB 56436 71252 1.91% 0.248%
7 5.920 328 331 333 rBV 63524 92062 2.47% 0.320%
8 6.412 372 374 376 rBV 500217 695584 18.65% 2.420%
9 6.537 382 385 387 rBY 2330634 2200808 59.00% 7 .656%
10 6.583 387 389 393 rVB2 45428 85394 2.29% 0.297%

11 6.766 403 405 408 rBvV 642675 606729 16.27% 2.111%
12 6.880 413 415 417 rBV 169827 217907 5.84% 0.758%
13 6.926 417 419 421 rBV 2289192 2240806 60.07% 7.795%
14 7.029 426 428 432 rVV 229127 219059 5.87% 0.762%
15 7.337 451 455 458 rBV 1235452 1857931 49.81% 6.463%

16 7.417 461 462 465 rVvVv 63935 69515 1.86% 0.242%
17 7.474 465 467 469 rVB2 28252 38898 1.04% 0.135%
18 7.806 492 496 498 rBV3 181992 371770 9.97% 1.293%
19 7.852 498 500 502 rvv 51549 91715 2.46% 0.319%

20 7.909 502 505 509 rvB 78165 122860 3.29% 0.427%

21 8.057 516 518 523 rvB2 986619 1501099 40.24% 5.222%
22 8.126 523 524 527 rVB 127598 185589 4.98% 0.646%

23 8.206 527 531 533 rBvV 27265 37393 1.00% 0.130%
24 8.537 558 560 564 rBvV 86751 98469 2.64% 0.343%
25 8.606 564 566 568 rvVB 56374 66681 1.79% 0.232%
26 8.777 578 581 584 rVB5 29848 50883 1.36% 0.177%
27 8.869 584 589 591 rBvV2 124669 176695 4.74% 0.615%
28 8.903 591 592 594 rVB 105386 79978 2.14% 0.278%
29 9.040 602 604 608 rVvB3 56082 97660 2.62% 0.340%

30 9.143 610 613 615 rvv 3624751 3730258 100.00% 12.977%

31 9.235 617 621 625 rvv4 148255 254120 6.81% 0.884%
32 9.303 625 627 629 rvVv 63299 70570 1.89% 0.245%
33 9.406 633 636 640 rBvV3 19612 42260 1.13% 0.147%
34 9.680 657 660 662 rBv2 84373 103428 2.77% 0.360%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\
Data File : BF082408.D
Aca On : 21 Oct 2015 17:06 Instrument :
Operator : UM/1Z E?Afs el

- _ lentosampleld :
3?22'6 : G4099-06 20151019MGP210BRV88
ALS Vial : 10 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-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.818 669 672 674 rBVY 1057701 1098110 29.44% 3.820%

36 9.966 683 685 688 rBvV 57247 67383 1.81% 0.234%
37 10.023 688 690 692 rBvV 102931 127263 3.41% 0.443%
38 10.058 692 693 695 rvB 159096 119740 3.21% 0.417%

39 10.115 695 698 701 rVvB 40510 67694 1.81% 0.235%
40 10.183 701 704 706 rBvV2 41720 79210 2.12% 0.276%
41 10.252 706 710 712 rBV3 40802 67258 1.80% 0.234%
42 10.355 716 719 720 rBV 194984 243203 6.52% 0.846%
43 10.458 725 728 729 rVB 35467 44126 1.18% 0.154%
44 10.503 729 732 733 rBV 59280 97704 2.62% 0.340%
45 10.526 733 734 738 rVB2 43768 65763 1.76% 0.229%

46 10.606 738 741 744 rBV 1756861 2016382 54.05% 7.015%
47 10.709 748 750 751 rBV 40939 55745 1.49% 0.194%
48 10.846 758 762 764 rVB4 53997 108015 2.90% 0.376%
49 10.892 764 766 768 rvv2 102978 125846 3.37% 0.438%
50 10.938 768 770 772 rVB2 33832 54324 1.46% 0.189%

51 10.983 772 774 780 rVB7 36585 94328 2.53% 0.328%
52 11.086 780 783 787 rBvV2 50900 102245 2.74% 0.356%
53 11.235 793 796 798 rVvB2 104760 116014 3.11% 0.404%
54 11.303 799 802 804 rBV 1113751 1064259 28.53% 3.702%
55 11.829 846 848 850 rBV 100185 155970 4.18% 0.543%

56 11.978 859 861 865 rvB4 19940 42286 1.13% 0.147%
57 12.629 916 918 923 rVB3 65646 99250 2.66% 0.345%
58 12.904 939 942 945 rBV 3081903 3320182 89.01% 11.550%
59 13.384 982 984 988 rVB3 21075 44377 1.19% 0.154%

60 14.012 1037 1039 1042 rBV 808623 961520 25.78% 3.345%

61 15.567 1173 1175 1185 rBV 452040 747694 20.04% 2.601%

Sum of corrected areas: 28745433
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

ﬁ?ggle : G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF082408.D
3500000

3000000
2500000 654 693
2000000

1500000
7.34

5.36
1000000 8,06

500000 498 6.4] 0
w0 | shesss see | pss YT fevar TitEn o

S G S W B £ S At B W :
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50

Abundance TIC: BF082408.D
3500000 9114

12.90
3000000

2500000

2000000

10.61

1500000

1000000

500000

0‘ - -~ A A Ly - - -
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082408.D

3500000

3000000
2500000
2000000
1500000
1000000

500000 15.57

R R C O O i i G, B

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

ﬁ?ggle : G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1 Thiophene, tetrahydro- Concentration Rank 10

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

4.40 4.38 ng 132741 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro- 88 C4H8S 000110-01-0 95
2 Thietane. 2-methvl- 88 C4H8S 017837-41-1 74
3 Phospholane 88 C4H9P 003466-00-0 64
4 Ethvilvinvl sulfide 88 C4H8S 000627-50-9 40
5 Ethanol, 2-mercapto- 78 C2H60S 000060-24-2 23

Abundance Scan 198 (4.400 min): BF082408.D (-196) (-) m/z 60.00 100.00%
60.0
88.1
5000
45.0
4.00 4.20 4.40 4.60 4.80
73.0
...,....,....,....,....|,':.H|.,~.'!|.'!|'.'...,.-...,..-.|.-i...., m/z 88.10 62.35%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2049: Thiophene, tetrahydro-
60.0
5000 880
45.0 400 420 440 4.60 4.80
27.0 m/z 45.00 28.72%
10 150 \‘M 350‘ ‘\ H \H “ 1l 73\0 L 1
miz--> 0 10 20 30 40 5 60 70 8 9
Abundance
60.0 88.0
46.0 400 420 440 460 4.80
5000 m/z 46.10 25.66%
27.0
73.0
15.0 38.0
AL I SUELI SURBLEL ICLLEL SURLELL SRR SO IURL SURILIS SUR
m/z--> 0O 10 20 30 40 50 60 70
Abundance #2055: Phospholane e e
60.0 4.00 4.20 4.40 4.60 4.80
m/z 59.00 22 .63%
88.0
5000
45.0
i
"W"”I'”'I”"P"WllNI“”j‘”"ﬁM'W"”\'”'I AR AR S
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

3?22 le G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 14.94 ng 453329 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 244 (4.926 min): BF082408.D (-242) (-) m/z 43.10 100.00%
31
59.1
5000
o ko 40 sho 520 |
..,....,....,....','.-..?,1-.0.4!,....,....f‘?:l..,...u|....,. m/z 59.10 64.09%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL UL UL U
59.0 460 480 500 520
m/z 101.10 20.71%
S R I -1 b e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.10 16.45%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.96%
5000 41.0
31.0
69.0 87.0
15.0 ‘\‘ L] sof] ‘ 98.0 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

3?22 le G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Benzene, (1-methylethyl)- Concentration Rank 11

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

5.92 3.03 ng 92062 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 72
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 72
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 72
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 72

Abundance Scan 331 (5.920 min): BF082408.D (-328) (- m/z 105.10 100.00%
105.1
5000
120.1
39.1 51|.1 63.0 77“1 g]_llo Il 5.60 5.80 6.00 6.20
L T B T e m/z 120.10 27 .32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9118: Benzene, (1-methylethyl)-
105.0
5000 "|""|""|""|'AAT|
120.0 5.60 5.80 6.00 6.20
770 ' m/z 77.10 13.09%
150 270 300 50 g0 1 910 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
5.60 5.80 6.00 6.20
5000 120.0 m/z 79.10 12.11%
270 0 510 630 O 910
R IR U IR UL UL I I I IURIE S B SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9127: Benzene, 1-ethyl-2-methyl-
105.0 5.60 5.80 6.00 6.20
m/z 103.00 10.96%
5000
120.0
150 270 390 5.0 650 (70 gﬁo |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 560 580 6.00 620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

Sample : G4099-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknown6.54 Concentration Rank 2

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

6.54 72.55 ng 2200810 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 385 (6.537 min): BF082408.D (-382) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 PUSARNIASARESARSE SRR
40.1 54.1 | J 6.20 6.40 6.60 6.80
S T ,~:-.|.'.8,1-.1. YO 2 m/z 68.10 38.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR SRR SR SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.71%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 6.40 6.60 680
5000 67.0 m/z 66.10 25.50%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.53%
74.0
5000 98.0 116.0
T I‘I\I \I\I ""“l : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

3?22 le G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 7 Benzene, 1,2,4-trimethyl- Concentration Rank 13

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

6.58 2.81 ng 85394 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 90
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 86
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 86
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 86
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 80

Abundance Scan 389 (6.583 min): BF082408.D (-387) (- m/z 105.10 100.00%
105.1
5000 1201
39.0 5L0 5o (0 9LO | 6.20 6.40 6.60 6.80 7.00
e prrreprre e et L m/z 120.10  39.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9111: Benzene, 1,2,4-trimethyl-
105.0
5000 120.0
6.20 6.40 6.60 6.80 7.00
m/z 106.10 13.81%
280 390 510 70 910
"ﬁfg|“'w'“JN'“N“'w???w'hh“'w'“'wwtl“VL““'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105.0
620 640 6.60 6.80 7.00
5000 m/z 77.05 11.78%
120.0
150 270 390 510 650 77.0 91.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9113: Benzene, 1,2,3-trimethyl-
105.0 6.20 6.40 6.60 6.80 7.00
m/z 79.10 11.75%
39.0 510 770 91.0
"I}ﬁql'?n?"'“”'"N“"I?ﬁql"ﬂm""l”"lm'”l"wjﬁ"'l
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

3?22 le G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 8 4,7-Methano-1H-indene, 3a,4... Concentration Rank 6

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

6.88 7.18 ng 217907 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7-Methano-1H-indene. 3a.4.7.7a... 132 C10H12 000077-73-6 91
2 1.3.4-Metheno-1H-cvclobutalcdlpe... 132 C10H12 006707-88-6 86
3 The first isomer tricvclopentadiene 198 C15H18 1000222-21-0 83
4 5-Norbornene-2.3-diacetonitrile 172 C11H12N2 101832-55-7 83
5 Bicyclo[2.2.1]hept-5-en-2-o0l 110 C7H100 013080-90-5 83

Abundance Scan 415 (6.880 min): BF082408.D (-413) (-) m/z 66.10 100.00%
66.1
5000
39.1 132.1 6.60 6.80 7.00 7.20
91.1 117.1
S S | RS e - m/z 39.10  9.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13635: 4,7-Methano-1H-indene, 3a,4,7,7a-tetrahydro-
66.0
5000
6.60 6.80 7.00 7.20
m/z 67.10 9.69%
1 39‘\.0 | H N 91\.0 117.013‘2.0
m/z--> ﬁo Jo éo 85 160 150 150 1éo 1éo 260
Abundance
66.0
6.60 6.80 7.00 7.20
5000 m/z 65.10 9.36%
050 390 91.0  115.0 1320
m/z--> ﬁo Jo éo 85 160 150 150 1éo 1éo 260
Abundance #55035: The first isomer tricyclopentadiene
66.0 6.60 6.80 7.00 7.20
m/z 132.05 6.63%
5000
132.0
‘ 3%9 . 9%0 uso 147.0 198.0
UL UL PN S UARLALELA BARLELEL SRS AL SN BN S SR L
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

3?22 le G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 10 Indene Concentration Rank 5

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

7.03 7.22 ng 219059 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 94
3 Benzene. l-ethvnvl-4-methvl- 116 CO9H8 000766-97-2 91
4 Benzene. 1.2-propadienvl- 116 CO9H8 002327-99-3 91
5 Benzene,l-ethynyl-2-methyl- 116 C9HS8 000766-47-2 90

Abundance Scan 428 (7.029 min): BF082408.D (-426) (-) m/z 115.10 100.00%
1151
5000 ﬂ
63.1 89.1 6.60 6.80 7.00 7.20 7.40
39.1 511
e bl Pl 205 1841 0 Tn/77116.10 0 92.27%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8166: Indene
116.0
5000

6.60 6.80 7.00 7.20 7.40
m/z 89.10 12.03%

63.0 89.0
270 390 500 77 740 7 |
L B o o B e B o o SRR R )
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
115.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 63.10 11.52%
270 390 510 630 740 890 oo,
LN o o e o B e e e R RREEEEEEEEEE ey )
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8175: Benzene, 1-ethynyl-4-methyl-
115.0 6.60 6.80 7.00 7.20 7.40
m/z 117.10 8.30%
5000
510 630 720 890 |
T T T T e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

3?22 le G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 2-Methylindene Concentration Rank 7

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

7.81 4.95 ng 371770 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindene 130 C10H10 002177-47-1 90
2 Benzene. 1-butvnvl- 130 C10H10 000622-76-4 64
3 1H-Indene. 1l-methvl- 130 C10H10 000767-59-9 59
4 Bicvclol2.2_.1Thept-5-ene-2-carbo... 119 C8HIN 000095-11-4 52
5 Bicyclo[2.2.1]hept-5-ene-2-carbo... 119 C8HON 002890-96-2 52

Abundance Scan 496 (7.806 min): BF082408.D (-492) (-) m/z 66.10 100.00%
6.1
130.1
5000 151
39.1 510 Tl o911, 7.40 7.60 7.80 8.00 8.20
Ll el m/z 130.10  54.33%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12660: 2-Methylindene

130.0
115.0

5000
740 7.60 7.80 8.00 8.20

m/z 115.10 50.81%

51.0
20 30 7" 0 70 g0 w20 ||
|

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

115.0 130.0

7.40 7.60 7.80 8.00 8.20
5000 m/z 129.10 45 _12%

o 510 63.0 770 89.0 102.0

150 27.0 39
wwmmmmwﬁwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12668: 1H-Indene, 1-methyl-
115.0 130.0 7.40 7.60 7.80 8.00 8.20
’ m/z 128.10 22.94%
5000
51.0
270 30 7 610 77.0 9.0 1020 ll
’ . Il il A | | .
T e e R e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

3?22 le G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Naphthalene, 1-methyl- Concentration Rank 15

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

8.87 2.35 ng 176695 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 95
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 95
3 1l.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 74
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 72

Abundance Scan 589 (8.869 min): BF082408.D (-584) (-) m/z 142.10 100.00%
14p.
5000 1151
R UL AR R
39.0 510 630 750 89.0 131.0 8.60 8.80 9.00 9.20
0 20 R 200 1030 L B0 hsz 141.10 0 91.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18499: Naphthalene, 1-methyl-
142.0
5000 AR N AN SN AR
115.0 8.60 8.80 9.00 9.20

m/z 115.10 36.79%

270 390 510 630 740 890 1000 | 1260 ||

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

Abundance
142.0
8.60 8.80 9.00 9.20
5000 m/z 147.10 14 .95%
115.0
27.0 39.0 510 630 740 89.0 10559 126.0
ﬁmmmmmwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18504: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 8.60 8.80 9.00 9.20
m/z 143.10 11.76%
5000 115.0
63.0
270 B0 S0 I 740 0 1020 | 1260 |
R A B R damasmsans naa
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20

8270-BF101015.M Thu Oct 22 18:06:36 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

ﬁ?ggle : G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 13 unknown9.23 Concentration Rank 8

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

9.23 4.63 ng 254120 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.2.11oct-2-ene. 3-methyv... 134 C10H14 049826-53-1 27
2 1.3.8-p-Menthatriene 134 C10H14 021195-59-5 25
3 Cvcloheptene. 5-bromo- 174 C7H11Br 054484-64-9 18
4 3-Amino-3-(2.5-dimethvl-phenvl)-... 193 C11H15N02 1000297-26-7 15
5 1,5,5-Trimethyl-6-(3-methyl-buta... 190 C14H22 056763-66-7 14

Abundance Scan 621 (9 235 mm) BF082408.D (-617) (-) m/z 79.10 100.00%
5000
880 9.00 9.0 9.40 9.60
m/z 95.10 97.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14428: Bicyclo[3.2.1]oct-2-ene, 3-methyl-4-methylene-
91.0
5000 IRESE SRS RS AR R
39.0 106.0 134.0 880 960 920 9'40 9|60
65.0 m/z 106.10 93.85%
0o, || ¥ |
""l"l""i' H\ " "‘I""I‘H'"'H'"”'I""I""I""I
m/z--> 20 40 100 120 140 160 180
Abundance
119.0
91.0
134.0 8.80 9.00 9.20 9.40 9.60
5000 m/z 94.10 93.63%
41.0
65.0
26.0
miz--> 20 40 60 8 100 120 140 160 180
Abundance #38873: Cycloheptene, 5-bromo-
55.0  79.0 8.80 9.00 9.20 9.40 9.60
g m/z 134.10 85.37%
5.0
5000
39.0
m/z--> 60 80 100 120 140 160 180 880 9.00 9. 20 9.40 9.60

8270-BF101015.M Thu Oct 22 18:06:37 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

ﬁ?ggle : G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 14 Tetracyclo[4.2.1.0(3,7).0(2... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.02 2.32 ng 127263 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol4.2.1.0¢3.7).0(2.91In... 174 C13H18 1000164-31-2 60
2 (1.4-Dimethvipent-2-envl)benzene 174 C13H18 1000184-97-9 50
3 Benzene. 1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 47
4 1.2.3.4-Tetrahvdroll.2.41triazin... 174 C9H10N4 055754-07-9 38
5 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 35
Abundance Scan 690 (10.023 min): BF082408.D (-688) (-) m/z 117.10 100.00%
117.1131.1

5000

9.80 10.00 10.20 10.40
m/z 131.05  88.53%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38747: Tetracyclo[4.2.1.0(3,7).0(2,9)]non-4-ene, 4-butyl-
117.0
131.0
5000
91.0 174.0 9.80 10.00 10.20 10.40
m/z 174.10 60.69%
S RN | P ™ N N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0
105.0 9.80 10.00 10.20 10.40
5000 m/z 118.10 60.02%
174.0
27.0 41.0 63.0 77.0 159.0
L e o o o B L A i e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8694: Benzene, 1-ethenyl-4-methyl-
117.0 9.80 10.00 10.20 10.40
m/z 91.10 46.63%
5000 91.0
39.0 63.0
.1.5.-0,.w...“r..\h.w,wU..w,..u.,‘\...lw,....,....,....,.... i
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40

8270-BF101015.M Thu Oct 22 18:06:37 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

Sample : G4099-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 15 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.06 2.18 ng 119740 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro-3.3.... 188 C13H160 056298-98-7 83
2 1(2H)-Naphthalenone. 3.4-dihvdro... 188 C13H160 030316-31-5 60
3 1H-Inden-1-one. 2.3-dihvdro-3.3.... 188 C13H160 054789-22-9 60
4 1.3-Cvclohexadiene. 2.6.6-trimet... 188 C14H20 052260-01-2 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 188 C14H20 081603-43-2 50

Abundance Scan 693 (10.058 min): BF082408.D (-692) (-) m/z 173.10 100.00%
178.1
5000 131.1 188.1
91.1
391 650 Ho>1 146.1 9.80 10.00 10.20 10.40
m/z 188.10 48 .65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48071: 1H-Inden-1-one, 2,3-dihydro-3,3,4,5-tetramethyl-
173.0
5000
188.0 9.80 10.00 10.20 10.40
198.0 ' m/z 131.10 41.02%
39.0 145.0
||1|5‘|0||‘| II‘I\II\I |6|2‘|‘0| 7?”?::: I].IOISIOI‘I r l“: : | |‘| : |‘||| T |‘|||
m/z--> 20 40 80 100 120 140 160 180
Abundance
173.0
188.0 9.80 10.00 10.20 10.40
5000 m/z 145.10 29.85%
1170 1450
27.0 51.0 91.0
12.0 76.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48069: 1H-Inden-1-one, 2,3-dihydro-3,3,5,6-tetramethyl-
178.0 9.80 10.00 10.20 10.40
m/z 91.10 22 .45%
5000
188.0
39.0 115.0130.0
e 820 T 0 1 TR L e
m/z--> 20 40 80 100 120 140 160 180 9.80 10.00 10.20 10.40

8270-BF101015.M Thu Oct 22 18:06:38 2015

20151019MGP210BRV88

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

ﬁ?ggle : G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 16 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.35 4.43 ng 243203 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 3.4-dihvdro... 188 C13H160 010468-61-8 83
2 Biphenvlene. 1.2.3.6.7.8.8a.8b-o0... 188 C14H20 106988-87-8 72
3 1.3-Cvclohexadiene. 2.6.6-trimet... 188 C14H20 052260-01-2 64
4 Benzene. 1-(l1-methvl-2-propenvl)... 188 C14H20 057438-46-7 60
5 Bicyclo[4.2.0]oct-1-ene, exo-7-(... 188 C14H20 1000142-22-1 60

Abundance Scan 719 (10.355 min): BF082408.D (-716) (-) m/z 131.10 100.00%

1311 188.1

5000

10.00 10.20 10.40 10.60
m/z 188.10 82.17%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48079: 1(2H)-Naphthalenone, 3,4-dihydro-4,5,8-trimethyl-
160.0 188.0
5000
117.0 10.00 10.20 10.40 10.60
270 510 91.0 ‘ m/z 173.10 73.88%
141.
I " T 0 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
91.0 173.0
10.00 10.20 10.40 10.60
5000 m/z 145.10 70.14%
o 115.0
. 147.0
6.0 189.0
e L B A B L B SR M2 o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48139: 1,3-Cyclohexadiene, 2,6,6-trimethyl-1-(3-methyl-1,... AP T e T
131.0 173.0 10.00 10.20 10.40 10.60
m/z 132.05 49_.09%
5000
91.0
270 430 80 | TR0y gsgo | 0
I B B B B B B o
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60

8270-BF101015.M Thu Oct 22 18:06:39 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

Sample : G4099-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.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 unknownl10.85 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.85 2.03 ng 108015 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol5.4.0.0(2.8)1undec-9-en... 204 C15H24 005989-08-2 38
2 1.4-Cyclohexadiene. 3-ethenvl-1.... 134 C10H14 062338-57-2 25
3 Di-epi-.alpha.-cedrene 204 C15H24 1000156-13-3 25
4 Benzenebutanoic acid. 2.5-dimethvl- 192 C12H1602 001453-06-1 20
5 Naphthalene, hexahydro-1,6-dimet... 204 C15H24 029837-12-5 15
Abundance Scan 762 (10.846 min): BF082408.D (-758) (-) m/z 119.10 100.00%
1191 149.1
91.1 :
5000
"'10.60 10.80 11.00 11.20
m/z 149.10 80.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58740: Tricyclo[5.4.0.0(2,8)Jundec-9-ene, 2,6,6,9-tetrame...
119.0
5000 )
410 93.0 10.60 10.80 11.00 11.20
204.0 0
‘ 69.0 ‘ 1440 161.0 189.0 m/z 91.10 73.94Y%
T |U| . ‘i“' I\I‘ l‘l IHI‘\I IHl‘ul . M: |‘|H‘|‘|“l“: + ‘.M T I‘l — I‘wl T I‘I ™ |‘| —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0 119.0
10.I60 10.80 11.'00 11.'20
m/z 105.10 61.36Y%
5000 134.0 z 0
40 oo
26.0
m/z--> 25 Jo eb 50 160 150 150 1é0 1é0 260
Abundance #58686: Di-epi-.alpha.-cedrene T
119.0 10.60 10.80 11.00 11.20
m/z 202.20 61.08%
5000 93.0
410 69.0
. 161.0
204.0
136.0 189.0
.Fﬁg.,..”,....“...,.”.,..?w....“...,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20

8270-BF101015.M Thu Oct 22 18:06:39 2015

20151019MGP210BRV88

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

3?22 le G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 18 Bicyclo[2.2.1]hept-5-ene-2-_... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.89 2.36 ng 125846 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Thept-5-ene-2-carbo... 119 C8HON 000095-11-4 62
2 Bicvclol2.2.1Thept-2-ene. 5-ethe... 120 C9H12 003048-64-4 58
3 4.7-Methanoisobenzofuran-1.3-dio... 164 C9H803 000826-62-0 53
4 Cvclobutall.2:3.41dicvclopentene... 132 C10H12 105226-58-2 53
5 Cyclobuta[1,2:3,4]dicyclopentene... 132 C10H12 000612-09-9 53

Abundance Scan 766 (10 892 min): BF082408.D (-764) (-) m/z 66.05 100.00%

66.0
131.1
5000

102.1
39.1 ? 10 60 10.80 11.00 11.20
Ll

O bl A e m/z 131.10 62.49%

A .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8871: Bicyclo[2.2.1]hept-5-ene-2-carbonitrile
66.0

5000 LA L L LB L LN
10. 60 10 80 11. 00 11. 20
39.0 m/z 196.10 22 .64%
15.0 i Al fin ‘\ 91 0 119.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
66.0
R N Eama
10.60 10.80 11.00 11.20
5000 m/z 130.10 20.20%
39.0 910 1200
T B e o B o B B L LA I s o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32465: 4,7-Methanoisobenzofuran-1,3-dione, 3a,4,7,7a-tetr...
66.0 10.60 10.80 11.00 11.20
m/z 102.10 19.58%
5000
91.0
39.0
240 ) . | 12001350 1640
et et
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20

8270-BF101015.M Thu Oct 22 18:06:40 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

ﬁ?ggle : G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 19 unknownll.23 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.23 2.18 ng 116014 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Pvridinecarboxaldehvde 107 C6H5NO 000872-85-5 46
2 Pvridine. 2.4-dimethvl- 107 C7HON 000108-47-4 43
3 Benzenepropanoic acid. .alpha..4... 196 C10H1204 051095-47-7 38
4 1.2-Ethanediol. 1-phenvl- 138 C8H1002 000093-56-1 38
5 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 38
Abundance Scan 796 (11.235 min): BF082408.D (-793) (-) m/z 107.10 100.00%
o ¢
o : : 11,00 1120 11.40 11.60
: m/z 132.10 48.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5022: 4-Pyridinecarboxaldehyde
107.0
5000 78.0 ---- AR DR R B
51.0 11.00 11.20 11.40 11.60
m/z 106.10 28.77%
29.0 \ ‘
iz 25 o 8o 80 100 130 10 1% 10 200 2% 2%
Abundance
107.0
11.00 11.20 11.40 11.60
5000 m/z 91.10 24 .52%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53125: Benzenepropanoic acid, .alpha.,4-dihydroxy-, methy... e N BEmEsmm e e
107.0 11.00 11.20 11.40 11.60
m/z 138.10 17.53%
5000
39.0 77‘0 | 170 178.0
O 00 0 " P M P AP et i N 11,00 11.20 11,40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082408.D

Aca On : 21 Oct 2015 17:06

Operator : UM/I1Z

ﬁ?ggle : G4099-06 £0151019MGP210BRVSS
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 20 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.93 ng 155970 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 848 (11.829 min): BF082408.D (-846) (-) m/z 73.00 100.00%
431 | 73.0
5000
129.1
97.0
157.1 1852 2132 256.2 11.60 11.80 12.00 12.20
m/z 43.10 92.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LS BN UL UL B
nmnmnmnm
1290 256.0 m/z 60.00 90.50%
I LI 15201710 10402130 i
m/z--> 25 Jo ' 80 100 150 140 160 180 200 220 250 2éo
Abundance
73.0
43.0 LU BN LN B
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 80.39%
185.0
97.0 228.0
250 | W WMy ol (RO L eeeo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid L e ST S
430 | 730 11.60 11.80 12.00 12.20
: m/z 41.10 71.17%
5000
129.0
970 ‘ 171.0 214.0
..W.M.ULNNL$‘\m.ﬁp.u,”.w%?%o.”...” N A T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. 00 12 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102115\
Data File : BF082408.D
Acq On : 21 Oct 2015 17:06 Instrument :
Operator : UM/I1Z gﬁA{s el

- _ lentosampleld :
3?22'6 : 64099-06 20151019MGP210BRV88
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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]
Thiophene, tetrah... 4.40 4.4 ng 132741 1 6.77 606729 20.0
2-Pentanone, 4-hy... 4.93 14.9 ng 453329 1 6.77 606729 20.0
Benzene, (1-methy... 5.92 3.0 ng 92062 1 6.77 606729 20.0
unknown6 .54 6.54 72.5 ng 2200810 1 6.77 606729 20.0
Benzene, 1,2,4-tr... 6.58 2.8 ng 85394 1 6.77 606729 20.0
4,7-Methano-1H-in. .. 6.88 7.2 ng 217907 1 6.77 606729 20.0
Indene 7.03 7.2 ng 219059 1 6.77 606729 20.0
2-Methylindene 7.81 5.0 ng 371770 2 8.06 1501100 20.0
Naphthalene, 1-me... 8.87 2.4 ng 176695 2 8.06 1501100 20.0
unknown9.23 9.23 4.6 ng 254120 3 9.82 1098110 20.0
Tetracyclo[4.2.1.... 10.02 2.3 ng 127263 3 9.82 1098110 20.0
1H-Inden-1-one, 2... 10.06 2.2 ng 119740 3 9.82 1098110 20.0
1(2H)-Naphthaleno... 10.35 4.4 ng 243203 3 9.82 1098110 20.0
unknown10.85 10.85 2.0 ng 108015 4 11.30 1064260 20.0
Bicyclo[2.2.1]hep... 10.89 2.4 ng 125846 4 11.30 1064260 20.0
unknownl1l.23 11.23 2.2 ng 116014 4 11.30 1064260 20.0
n-Hexadecanoic acid 11.83 2.9 ng 155970 4 11.30 1064260 20.0
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