LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120415\
Data File : BF083508.D
Aca On : 5 Dec 2015 11:59 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : 64595-01 20151124MGP211BRV71
ALS Vial : 11 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-BF120415.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 2.624 80 82 92 rvB 155704 210568 4.04% 0.440%
2 3.150 126 128 133 rVB 62351 83096 1.59% 0.174%
3 3.584 164 166 176 rBV 218060 353801 6.79% 0.740%
4 3.859 188 190 194 rBvV 210363 261270 5.01% 0.546%
5 3.996 198 202 203 rvv2 91633 200001 3.84% 0.418%
6 4.030 203 205 223 rVV 1353512 1845226 35.40% 3.858%
7 4.270 223 226 232 rVB 98350 146984 2.82% 0.307%
8 4 .659 255 260 264 rBV 109752 142865 2.74% 0.299%
9 5.310 315 317 327 rBV 636285 1337051 25.65% 2.796%
10 5.459 327 330 334 rVV 2848058 3558555 68.26% 7.440%

11 5.527 334 336 346 rVB3 58287 160141 3.07% 0.335%
12 5.767 355 357 362 rBV 766034 962827 18.47% 2.013%
13 5.927 368 371 373 rBV 580147 700698 13.44% 1.465%
14 5.985 373 376 378 rBV 2668816 3195488 61.30% 6.681%
15 6.133 387 389 395 rvB2 118707 212962 4._.09% 0.445%

16 6.499 419 421 423 rBvY 51906 71696 1.38% 0.150%
17 6.590 426 429 432 rVV 2166705 3253447 62.41% 6.802%
18 6.659 432 435 436 rVvv2 135181 243827 4.68% 0.510%
19 6.682 436 437 439 rVvVv 127840 190153 3.65% 0.398%
20 6.727 439 441 443 rVWV 110940 160834 3.09% 0.336%

21 6.785 443 446 451 rVB 112118 173561 3.33% 0.363%

22 7.025 465 467 470 rVB 47977 64359 1.23% 0.135%
23 7.128 470 476 479 rBvV 78788 165528 3.18% 0.346%
24 7.173 479 480 486 rVB5 30955 76249 1.46% 0.159%

25 7.288 487 490 493 rBvV 279396 395283 7.58% 0.826%

26 7.379 493 498 500 rvv2 102858 213346 4._.09% 0.446%
27 7.528 506 511 514 rBV 84250 184724 3.54% 0.386%
28 7.665 521 523 526 rBV 872825 1292469 24.79% 2.702%
29 7.790 532 534 536 rVB 46420 60594 1.16% 0.127%
30 7.836 536 538 541 rVB 75677 95203 1.83% 0.199%

31 7.996 548 552 556 rBV3 63553 177161 3.40% 0.370%
32 8.099 559 561 567 rVB3 33699 103985 1.99% 0.217%
33 8.419 586 589 590 rBV 57822 93480 1.79% 0.195%
34 8.453 590 592 596 rvv 94639 175449 3.37% 0.367%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120415\
Data File : BF083508.D
Aca On : 5 Dec 2015 11:59 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : 64595-01 20151124MGP211BRV71
ALS Vial : 11 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-BF120415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.533 596 599 602 rvv 146788 222608 4.27% 0.465%

36 8.625 606 607 611 rvv2 32228 61998 1.19% 0.130%
37 8.728 614 616 620 rvv 57492 91835 1.76% 0.192%
38 8.819 620 624 627 rvv4 28309 76528 1.47% 0.160%

39 8.888 628 630 632 rvv 93695 137197 2.63% 0.287%
40 8.945 632 635 638 rvv3 39250 113822 2.18% 0.238%

41 9.013 638 641 644 rvVv 405379 619015 11.87% 1.294%
42 9.059 644 645 649 rVB3 41286 63204 1.21% 0.132%
43 9.265 656 663 667 rvVB4 90543 280749 5.39% 0.587%
44 9.413 672 676 679 rVV 3404994 5212978 100.00% 10.900%
45 9.505 682 684 686 rBv2 54501 75892 1.46% 0.159%

46 9.562 686 689 691 rVB3 84737 102178 1.96% 0.214%
47 9.653 694 697 700 rvv2 272433 403220 7.73% 0.843%
48 9.722 701 703 705 rvB 115302 140789 2.70% 0.294%
49 9.996 725 727 731 rBv4 25859 72335 1.39% 0.151%
50 10.099 733 736 738 rBV2 55598 98896 1.90% 0.207%

51 10.271 745 751 755 rBv4 101111 218068 4.18% 0.456%
52 10.465 764 768 775 rBv3 903174 1990981 38.19% 4.163%
53 10.728 787 791 792 rBV2 25560 55758 1.07% 0.117%
54 10.819 797 799 804 rBVv3 106259 251979 4._.83% 0.527%
55 10.899 804 806 809 rvv 129010 148963 2.86% 0.311%

56 10.991 810 814 819 rVB 55330 135423 2.60% 0.283%
57 11.082 819 822 824 rBV3 27375 58593 1.12% 0.123%
58 11.311 836 842 844 rBV5 60375 147045 2.82% 0.307%
59 11.368 844 847 850 rvv2 305669 431325 8.27% 0.902%
60 11.425 850 852 856 rVvVB5 111624 165236 3.17% 0.345%

61 11.642 869 871 875 rvB2 102735 178826 3.43% 0.374%
62 11.745 877 880 883 rBv2 1965908 3038559 58.29% 6.353%
63 11.917 893 895 898 rvv 329642 482555 9.26% 1.009%
64 11.985 898 901 906 rvVB5 35706 120460 2.31% 0.252%
65 12.065 906 908 911 rBV3 85806 166477 3.19% 0.348%

66 12.202 914 920 923 rVvV 162819 314679 6.04% 0.658%
67 12.271 923 926 930 rvv 85499 158007 3.03% 0.330%
68 12.339 930 932 935 rvv2 61293 89344 1.71% 0.187%
69 12.397 935 937 943 rVB3 66262 164339 3.15% 0.344%
70 12.522 943 948 952 rBV3 82471 274046 5.26% 0.573%

71 12.591 952 954 958 rVB5 45705 88799 1.70% 0.186%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120415\
Data File : BF083508.D
Aca On : 5 Dec 2015 11:59 Instrument :
Operator : UM/I1Z EﬁAfs el

- _ lentosampleld :
3?22'6 : 64595-01 20151124MGP211BRV71
ALS Vial : 11 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-BF120415.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 12.659 958 960 962 rBV2 50350 94680 1.82% 0.198%

73 12.751 965 968 970 rvv2 130548 236523 4._.54% 0.495%
74 12.797 970 972 975 rVvv4 70121 185282 3.55% 0.387%
75 12.854 975 977 980 rVvV 1083540 1422961 27.30% 2.975%

76 12.900 980 981 985 rVB3 40704 56690 1.09% 0.119%
77 13.105 994 999 1003 rBV2 71193 160650 3.08% 0.336%
78 13.311 1014 1017 1020 rVB4 29113 59163 1.13% 0.124%
79 13.905 1066 1069 1074 rVV2 105386 241406 4.63% 0.505%
80 13.974 1074 1075 1081 rVB3 35655 56618 1.09% 0.118%
81 14.157 1089 1091 1095 rBV3 27439 58342 1.12% 0.122%
82 14.271 1099 1101 1106 rVB3 29017 68051 1.31% 0.142%
83 14.728 1137 1141 1145 rBV5 18967 60103 1.15% 0.126%
84 14.797 1145 1147 1154 rVB6 18257 54816 1.05% 0.115%

85 15.185 1178 1181 1185 rBV2 145239 244049 4.68% 0.510%

86 15.311 1191 1192 1201 rVBS8 21601 55923 1.07% 0.117%
87 15.494 1204 1208 1211 rBV 3329187 4966641 95.27% 10.384%
88 15.780 1230 1233 1239 rVB4 46838 119786 2.30% 0.250%

89 16.237 1270 1273 1275 rBV 34790 53502 1.03% 0.112%
90 16.363 1280 1284 1288 rVB3 40264 85946 1.65% 0.180%
91 16.488 1289 1295 1297 rBV5 23275 75972 1.46% 0.159%
92 16.980 1331 1338 1341 rBVY 33434 94413 1.81% 0.197%
93 17.048 1341 1344 1350 rVB 975189 1301301 24.96% 2.721%
94 17.426 1374 1377 1382 rVB 66694 96141 1.84% 0.201%

95 18.672 1484 1486 1493 rBV 650730 963112 18.48% 2.014%

Sum of corrected areas: 47827658
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083508.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

3.58 7.35 ng 353801 1,4-Dichlorobenzene-d4 5.77
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 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 166 (3.584 min): BF083508.D (-164) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 SRR AR R
| 831 | 3.20 3.40 3.60 3.80 4.00
ottt e e e e m/z 59.10 54.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 320 3.40 3.60 3.80 4.00
m/z 101.10 16.53%
31.0 83.0 93010‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 350 30 350 380 400
5000 m/z 58.10 13.72%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- A et
59.0 3.20 3.40 3.60 3.80 4.00
m/z 41.05 8.53%
5000
41.0
29.0 101.0
o o 1], s00 [] 730 860 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 4,7-Methano-1H-indene, 3a,4... Concentration Rank 3

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

5.93 14.56 ng 700698 1,4-Dichlorobenzene-d4 5.77
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 The first isomer tricvclopentadiene 198 C15H18 1000222-21-0 83
3 1.3.4-Metheno-1H-cvclobutalcdlpe... 132 C10H12 006707-88-6 83
4 Bicvclol2.2.11Thept-5-en-2-ol 110 C7H100 013080-90-5 83
5 Propanedinitrile 66 C3H2N2 000109-77-3 78

Abundance Scan 371 (5.927 min): BF083508.D (-368) (-) m/z 66.10 100.00%
66.1
5000
39.0
910 1151 1321 560 5.80 6.00 6.20
o S ' O st m/z 39.05 10.56%
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
5.60 5.80 6.00 6.20
m/z 65.10 9.28%
0 \ 39‘\.0 ! Il " 9170 117'013\2.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
66.0
5.60 5.80 6.00 6.20
5000 m/z 67.10 8.42%
132.0
0 390 91.0 1150 147.0 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13642: 1,3,4-Metheno-1H-cyclobuta[cd]pentalene, octahydro-
66.0 5.60 5.80 6.00 6.20
m/z 132.10 6.97%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 560 580 6.00 620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120415.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 Benzene, 1-propynyl- Concentration Rank 10

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

6.13 4.42 ng 212962 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-propvnvl- 116 C9H8 000673-32-5 91
2 Benzene. 1.2-propadienvl- 116 C9H8 002327-99-3 91
3 Indene 116 C9HS8 000095-13-6 91
4 Benzene.l-ethvnvl-2-methvl- 116 C9HS8 000766-47-2 86
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 80

Abundance Scan 389 (6.133 min): BF083508.D (-387) (-) m/z 115.05 100.00%
115.1
5000
39.0 50.1 63.1 741 89.1 5.80 6.00 6.20 6.40
MRV MMM THISST | SRS v I MU UMBMSSMTL H m/z 116.10 88.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8171: Benzene, 1-propynyl-
115.0
5000
5.80 6.00 6.20 6.40
8.0 m/z 89.10 14 .58%
miz--> 5 % % 4'0 5'0 60 7'0 % 9 100 110 130
Abundance
115.0
580 600 620 640
5000 m/z 63.10 14 .48%
39.0
63.0
o 15.0 27.0 51.0 77.0 89.0 99.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8166: Indene
116.0 5.80 6.00 6.20 6.40
m/z 117.10 8.70%
5000
o 270 390 s00 30 750 %90 I
m/z--> 10 20 30 4'0 5'0 6|O 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 2-Norbornene Concentration Rank 9

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

6.66 5.06 ng 243827 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Norbornene 94 C7H10 000498-66-8 83
2 Bicvclol2.2.1Thept-5-ene-2-carbo... 119 C8HO9N 002890-96-2 83
3 2-Methvlbicvclol2.2.11-5-heptene... 152 C9H1202 000825-03-6 74
4 Bicvclol2.2.1Thept-2-ene. 5.6-bi... 190 C9H12CI2 005992-56-3 74
5 Bicyclo[2.2.1]hept-5-ene-2-carbo... 119 C8HON 000095-11-4 74

Abundance Scan 435 (6.659 min): BF083508.D (-432) (-) m/z 66.10 100.00%
66.1
5000
39.1 6.40 6.60 6.80 7.00
51.0 79.1 91.1 .
mew%fﬂw‘rukﬁﬂ%ﬂﬂﬁm}gﬁﬂ%%mm m/Z 39-10 11-42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2546: 2-Norbornene
66.0
5000 U SRR R UL SRR
6.40 6.60 6.80 7.00
390 m/z 65.05 8.11%
27.0 71 510 Qo 94.0
o) E— |||‘| ””M”” \”” ”HI |||‘| N ——
m/z--> 15 ﬁo §0 45 55 60 70 80 gb 160 110 150 1§o 150 1%0 '
Abundance
66.0
6.40 6.60 6.80 7.00
5000 m/z 67.05 5.80%
39.0
o 27.0 51.0 79.0 91.0 104.0 119.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #24903: 2-MethyIbicyclo[2.2.1]-5-heptene-2-carboxylic acid
66.0 6.40 6.60 6.80 7.00
m/z 91.10 4 .28%
5000
39.0
oL 150200 | 510 @0%01WMNOBM)1QO
m/z--> 1'0 2'0 3'0 4'0 5'0 60 70 80 9'0 1(')0 110 12'0 13'0 14'10 1&1;0 ' 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Bicyclo[2.2.2]oct-5-en-2-o0ne Concentration Rank 15

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

6.68 3.95 ng 190153 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.27oct-5-en-2-one 122 C8H100 002220-40-8 74
2 Bicvclol2.2.27oct-2-ene 108 C8H12 000931-64-6 64
3 Bicvclol2.2.2loct-5-ene-2-carbon... 133 C9H11N 1000164-89-7 64
4 Bicvclol2.2.11hept-2-ene. 2-methyl- 108 C8H12 000694-92-8 64
5 1,4,4a,5,8,8a-Hexahydro-naphthalene 134 C10H14 1000190-92-0 64

Abundance Scan 437 (6.682 min): BF083508.D (-436) (-) m/z 80.10 100.00%
80.1
5000
39.1 51.0 6.40 6.60 6.80 7.00
Ol e i ol %A 105111711201 161 | Tz 79.10  43.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9657: Bicyclo[2.2.2]oct-5-en-2-one
80.0
5000
6.40 6.60 6.80 7.00
m/z 77.10 7.27%
122.0
e - A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
80.0
640 6.60 6.80 7.00
5000 m/z 81.10 7.13%
108.0
o 15.0 27.0 39.0 51.0 67.0 93.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14291: Bicyclo[2.2.2]oct-5-ene-2-carbonitrile A A
80.0 6.40 6.60 6.80 7.00
m/z 39.10 6.82%
5000
o 21030510 650 | o0 g0 1330
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00

8270-BF120415.M Mon Dec 07 12:12:10 2015

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 1-Penten-3-yne, 2-methyl- Concentration Rank 7

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

7.29 6.12 ng 395283 Naphthalene-d8 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-vne. 2-methvl- 80 C6H8 000926-55-6 86
2 Bicvclol2.2.11hept-2-ene. 2-methvl- 108 C8H12 000694-92-8 80
3 Bicvclol3.2.01lhept-2-ene. 2-methvl- 108 C8H12 094122-58-4 78
4 Bicvclol2.2.27oct-2-ene 108 C8H12 000931-64-6 78
5 2-Hexen-4-yne, (E)- 80 C6H8 033625-96-6 78

Abundance Scan 490 (7.288 min): BF083508.D (-487) (-) m/z 80.10 100.00%
8d.1
5000
39.1 51.0 94.1
| 0 651 Ll | 115.1 130.1 152 7.00 7.20 7.40 7.60
Ol et ittt bl it PSS Tm/z 79.10 0 60.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1077: 1-Penten-3-yne, 2-methyl-
80.0
5000
7.00 7.20 7.40 7.60
39.0 65.0 m/z 39.10 15.99%
52.0
27\'0 ‘M \H\ 1 ‘
O e e T T T e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
80.0
700 7.20 7.40 7.60
5000 m/z 77.05 14 .49%
108.0
) 390 o0 650 93.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5372: Bicyclo[3.2.0]hept-2-ene, 2-methyl- A
80.0 7.00 7.20 7.40 7.60
m/z 94.10 13.08%
5000
21.0 39'? 510 650 || 9‘3"0 108.0
L L L s o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60

8270-BF120415.M Mon Dec 07 12:12:10 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Bicyclo[2.2.1]hept-5-ene-2-... Concentration Rank 18

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

8.53 3.44 ng 222608 Naphthalene-d8 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.11hept-5-ene-2-carbo... 119 C8HON 002890-96-2 86
2 Bicvclol2.2.1Thept-2-ene. 5-ethe... 120 C9H12 003048-64-4 78
3 Bicvclol2.2.1Thept-5-ene-2-carbo... 138 C8H1002 000120-74-1 78
4 2-Methvilbicvclol2.2.11-5-heptene... 152 C9H1202 000825-03-6 78
5 Bicyclo(2.2.1)hept-5-ene-2-carbo... 119 C8HON 002888-90-6 78

Abundance Scan 599 (8.533 min): BF083508.D (-596) (-) m/z 66.10 100.00%
66.1
5000
83.1
39.1 ‘ 8.20 8.40 8.60 8.80
51.1 : : : :
Olrerrreprrre gt b et o i 1851 Thzz 83.10 31.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8873: Bicyclo[2.2.1]hept-5-ene-2-carbonitrile, exo-
66.0
5000
820 8.40 8.60 8.80
39.0 m/z 39.10 12.09%
. 270 | 510 = 79.0 910 1040 119.0
0 A A S A
Abundance
66.0
820 840 860 8.80
5000 m/z 91.05 9.33%
o 27.0 390 510 79.0 91.0 1050 1200
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16764: Bicyclo[2.2.1]hept-5-ene-2-carboxylic acid AR EEEE MR
66.0 820 8.40 8.60 8.80
m/z 65.10 8.69%
5000
27.0 %00
oL 150 "7 | 510 | 770 910 055 1100 1380
m/z--> 10 20 30 40 50 éo 70 80 90 100 110 120 130 140 820 840 860 880

8270-BF120415.M Mon Dec 07 12:12:11 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 unknown9.01 Concentration Rank 4

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

9.01 9.58 ng 619015 Naphthalene-d8 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid. .alpha.-amin... 151 C8H9NO2 002935-35-5 35
2 Carbamic acid. (1-phenvlethvl)-.... 317 C19H27NO3 119614-28-7 35
3 Benzenemethanamine. .alpha.-meth... 121 C8H11N 002627-86-3 35
4 Benzenemethanamine. .alpha.-meth... 121 C8H11N 000618-36-0 35
5 (S)-(+)-2-Phenylglycinol 137 C8H11NO 020989-17-7 35

Abundance Scan 641 (9.013 min): BF083508.D (-638) (-) m/z 106.10 100.00%
106.1

5000

131.1

14911641 8.60 8.80 9.00 9.20 9.40

0 m/z 43.10 75.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23800: Benzeneacetic acid, .alpha.-amino-, (S)-
106.0
5000 [Trrr[rrrrrrrrrrrrrT
20.0 8.60 8.80 9.00 9.20 9.40
28.0 m/z 80.10 52.78%
0 0650 |, \ 134.0
e L TSI man st s o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
106.0
_r'_'_'_l—l_'_'_'_'—r'_'_'_'—r'_'_'_'—l_'_'-
500 79.0 8.60 8.80 9.00 9.20 9.40
5000 43.0 m/z 91.10 44 _56%
28.0 137.0
120.0
152.0 187.0
o N L8 P TV NSNS RS- LE0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9348: Benzenemethanamine, .alpha.-methyl-, (S)- R B ARE
106.0 8.60 880 9.00 9.20 9.40
m/z 79.10 42 . 77%
5000
44.0 790
m/z--> 20 40 60 80 100 120 140 160 180 8. 60 8. 80 9. OO 9. 20 9.40

8270-BF120415.M Mon Dec 07 12:12:12 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 5-Phenylbicyclo[2.2_.1]hept-... Concentration Rank 14

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

9.65 4_.05 ng 403220 Acenaphthene-d10 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Phenvilbicvclol2.2.1Thept-2-ene 170 C13H14 006143-30-2 55
2 2-Methvlbicvclol2.2_.11-5-heptene... 152 C9H1202 000825-03-6 43
3 Bicvclol2.2_.1Thept-5-ene-2-carbo... 119 C8HON 000095-11-4 43
4 endo-4-Oxatricvclol5.2.1.0(2.6)1... 150 C9H1002 095340-93-5 43
5 3(2H)-Furanone, dihydro-2,2-dime... 190 C12H1402 063678-00-2 22

Abundance Scan 697 (9.653 min): BF083508.D (-694) (-) m/z 104.10 100.00%
104.1
66.0
5000
39.1 170.2 940 9.60 9.80 1000
91.1 128.1
o e i m/Z 66.05  53.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36225: 5-Phenylbicyclo[2.2.1]hept-2-ene
104.0
66.0
5000
9.40 9.60 9.80 10.00
170.0 m/z 78.05 12 _.05%
0 260 30 530 | | 800 | 12801420
miz--> % 4 e 8 10 130 140 1s0
Abundance
66.0
940 9.60 9.80 1000
5000 m/z 103.05 10.60%
39.0
ol 150 53.0 91.0 1070 1330 1520
miz--> 20 40 60 8 100 120 140 160
Abundance #8872: Bicyclo[2.2.1]hept-5-ene-2-carbonitrile
66.0 9.40 9.60 9.80 10.00
m/z 105.10 9.41%
5000
0 5:!-\\0 il Ll 91010501190
m/z--> 20 40 eb 80 160 120 140 160 ' 9.40 9.60 9.80 10.00

8270-BF120415.M Mon Dec 07 12:12:13 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Biphenylene, 1,2,3,6,7,8,8a... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.37 4.33 ng 431325 Acenaphthene-d10 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvlene. 1.2.3.6.7.8.8a.8b-o0... 188 C14H20 106988-87-8 93
2 1(2H)-Naphthalenone. 3.4-dihvdro... 188 C13H160 030316-32-6 70
3 1(2H)-Naphthalenone. 3.4-dihvdro... 188 C13H160 010468-61-8 60
4 1H-Inden-1-one. 2.3-dihvdro-3.3.... 188 C13H160 054789-23-0 55
5 1,3-Cyclohexadiene, 2,6,6-trimet... 188 C14H20 052260-01-2 55
Abundance Scan 847 (11.368 min): BF083508.D (-844) (-) m/z 131.10 100.00%
1311
173.1188.1
5000
11.00 11.20 11.40 11.60
o m/z 145.10 68 .64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48134: Biphenylene, 1,2,3,6,7,8,8a,8b-octahydro-4,5-dimethyl
131.0
91.0 173.0488 o
5000
41.0 1460 11.00 11.20 11.40 11.60
650 1150 ' m/z 188.10 67 .95%
Ouuuuluuuu‘i‘. ‘ H\\ H M‘ ...|....|....|....|
m/z--> 20 40 100 120 140 160 180
Abundance
173.0188.0
1460 11.00 11.20 11.40 11.60
. 0,
5000 170 m/z 173.10 61.92%
27.0
510 91.0
12,0 75.0
G L S S S B BRI LA L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48079: 1(2H)-Naphthalenone, 3,4-dihydro-4,5,8-trimethyl- R e N ARa R
160.0  188.0 11.00 11.20 11.40 11.60
m/z 91.10 55.87%
5000 117.0
145.0
27.0 51 0 91 0 ‘
o120 | \‘ m - 1L, 750, | mn --‘. \H\H M\ W e I L
m/z--> 20 80 100 120 160 180 11,00 11,20 1140 11.60

8270-BF120415.M Mon Dec 07 12:12:14 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Naphthalene, 1,2-dihydro-6-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 6.78 ng 482555 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dihvdro-6-methvl- 144 C11H12 002717-47-7 60
2 Benzene. 1-pentvnvl- 144 C11H12 004250-81-1 60
3 1H-Indene. l-ethenvl-2.,3-dihvdro- 144 C11H12 051783-46-1 60
4 1H-Indene. 4.7-dimethvl- 144 C11H12 006974-97-6 46
5 1,6-Naphthyridine, 4-methyl- 144 C9H8N2 007675-30-1 43
Abundance Scan 895 (11.917 min): BF083508.D ( 893) (-) m/z 144.10 100.00%
43.1 ?
5000
I 11.60 11.80 12.00 12.20
Ol m/z 43.10 98.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19610: Naphthalene, 1,2-dihydro-6-methyl-
129.0
5000 UL UL UL UL SRR
11/60 11.80 12.00 12.20
5o 390 1.0 oo 4 m/z 129.10 53.12%
0...‘.|.‘...‘|..$.5.(|)‘H ‘u\ ..‘.‘ |.1.1..OluU..|“....|....|....|...
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
129.0
1160 11.80 12,00 1220
5000 m/z 91.10 50.51%
77.0 102.0
270 510 145.0
L S L S WL L L B L LI WU B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19607: 1H-Indene, 1-ethenyl-2,3-dihydro- R e R
129.0 11.60 11.80 12.00 12.20
m/z 104.10 37.76%
5000
29080, 1% ugp || 1450
) E— .‘...‘ S S P PR e e | ) — NS AN B S S eSS VN
m/z--> 20 40 60 80 100 120 140 160 180 200 1160 11.80 12.00 1220

8270-BF120415.M Mon Dec 07 12:12:14 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\
Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/I1Z

Sample : 64595-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 2-Oxabicyclo[4.3.0]non-8-en... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.20 4.42 ng 314679 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Oxabicvclol4.3.01non-8-en-3-on... 152 C9H1202 1000153-22-2 64
2 Bicvclol2.2.1Thept-2-ene. 5-ethe... 120 C9H12 003048-64-4 59
3 Bicvclo(2.2.1)hept-5-en-2-one 108 C7H80 000694-98-4 59
4 5-Norbornene-2.3-diacetonitrile 172 C11H12N2 101832-55-7 59
5 endo-Methylenetetrahydrophthalic... 182 C9H1004 003853-88-1 59

Abundance Scan 920 (12.202 min): BF083508.D (-914) (-) m/z 66.10 100.00%
66.1
5000 131.1
102.1 196.1
39.1 w:: | | 140,11651180 1 11.80 12.00 12.20 12.40 12.60
O T o o B e e m/z 131.10 43.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24904: 2-Oxabicyclo[4.3.0]non-8-en-3-one, 4-methyl-, endo
66.0
5000 LA SN SUNA BSUILN B
11.80 12.00 12.20 12.40 12.60
m/z 102.10 14 .29%
oh 230 90 | 820 1110 13501520
m/z--> 20 40 ' 80 100 120 140 160 180 200
Abundance
66.0
11.80 12.00 12.20 12.40 12.60
5000 m/z 130.10 13.87%
39.0 91.0 120.0
O T T B T e B B B ma
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #5250: Bicyclo(2.2.1)hept-5-en-2-one e o o Rl LA
66.0 11.80 12.00 12.20 12.40 12.60
m/z 196.10 13.11%
5000
108.0
39.0
0'}%q“'JH'“'|“'”“”"|'”'|"”|"“|"'w""w" AR AR ARSI
m/z--> 20 40 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40 12.60

8270-BF120415.M Mon Dec 07 12:12:15 2015

20151124MGP211BRV71
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Bicyclo[2.2_.1]hept-2-ene, 2... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.52 3.85 ng 274046 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11hept-2-ene. 2-methvl- 108 C8H12 000694-92-8 80
2 Bicvclol3.3.0loct-2-en-8-one. 3-... 136 C9H120 1000155-39-2 72
3 Bicvclol2.2.27oct-2-ene 108 C8H12 000931-64-6 72
4 1.2.4a.4b.7.8.8a.8b-0Octahvdrobip... 160 C12H16 062357-80-6 56
5 3-Pyridinemethanamine 108 C6H8N2 003731-52-0 56
Abundance Scan 948 (12.522 min): BF083508.D (-943) (-) m/z 80.10 100.00%
8d.1
5000
43.1 151 1432 198.2 12.20 12.40 12.60 12.80
ol e | ."!'.6|:3'.":|.-".“!| L qu.n. L ||| b, ||.. " |IF‘65|.1|1|8§|1|1| b I2|1f3|2| m/z 79.10 33.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5370: Bicyclo[2.2.1]hept-2-ene, 2-methyl-
80.0
5000 USIUAAAA DU UL RN
12:20 12.40 12.60 12.80
39.0 108.0 m/z 143.15 16.28%
| ‘\ | 63.0 \ | 1l
O'|""|""|"" U UL UL L S B SR
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
80.0
12.20 12.40 12.60 12.80
5000 m/z 158.10 14 _89%
39.0 136.0
55.0 108.0
e L UL S UL WL L L L WAL W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5305: Bicyclo[2.2.2]oct-2-ene
80.0 12.20 12.40 12.60 12.80
m/z 43.10 11.71%
5000
390 5, 108.0
0.,.”.VuuWJ,ﬂ.ﬂ”...w....,.”.,....“...,...w.... : R M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.20 12.40 12.60 12.80

8270-BF120415.M Mon Dec 07 12:12:16 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 n-Hexadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.91 3.39 ng 241406 Phenanthrene-d10 12.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Undecanoic acid 186 C11H2202 000112-37-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1069 (13.905 min): BF083508.D (-1066) (-) m/z 73.10 100.00%
431 731
5000 E
129.1149.0
97.1
1 94.1213'2 256.3 13.60 13.80 14.00 14.20
Obrr e m/z 43.10 88.92%
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 U R SRR SRR
anmmmmm
1290 2560 m/z 60.10 87.19%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
73.0
43.0 13.60 13.80 14.00 14.20
m/ 41.10 72 .82Y%
5000 129.0 z 0
185.0 228.0
97.0
0 157 ; \\VW/vafLwa~/K\\vu~xnkf/“\/u
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #65566: Tridecanoic acid A BEmaE BT R
73.0 13.60 13.80 14.00 14.20
m/z 57.10 71.34%
43.0
5000
129.0
‘ 710 2140
ol 18?\,\”“””,”\ ‘ L h‘\ HM A 19,0 ‘ T B A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 60 13 80 14. oo 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120415\

Data File : BF083508.D

Aca On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Dodecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.19 3.75 ng 244049 Chrysene-di12 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 60
2 Undecanoic acid 186 C11H2202 000112-37-8 46
3 Tetradecanoic acid 228 C14H2802 000544-63-8 46
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 1181 (15.185 min): BF083508.D (-1178) (-) m/z 57.10 100.00%

5000

%

14.80 15.00 15.20 15.40 15.60

0 m/z 43.10 86.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56046: Dodecanoic acid
60.0
5000 LA L L L L L L L LB
g5.0 1290 14.80 15.00 15.20 15.40 15.60
29.0 ‘ ‘ m/z 73.10 71.20%
200.0
o Il Hw B N O o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
T T T TR
14.80 15.00 15.20 15.40 15.60
5000{ 290 m/z 55.05 70.32%
87.0 129.0
157.0 186.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid B EE B
73.0 14.80 15.00 15.20 15.40 15.60
43.0 m/z 41.10 59.38%
5000 129.0
185.0 228.0
11y |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. 00 15. 20 15. 40 15 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120415\

Data File : BF083508.D

Acq On : 5 Dec 2015 11:59

Operator : UM/1Z

ﬁ?ggle : 64595-01 20151124MGP211BRV71
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415_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... 3.58 7.3 ng 353801 1 5.77 962827 20.0
4,7-Methano-1H-in. .. 5.93 14.6 ng 700698 1 5.77 962827 20.0
Benzene, 1-propynyl- 6.13 4.4 ng 212962 1 5.77 962827 20.0
2-Norbornene 6.66 5.1 ng 243827 1 5.77 962827 20.0
Bicyclo[2.2.2]oct. .. 6.68 4.0 ng 190153 1 5.77 962827 20.0
1-Penten-3-yne, 2... 7.29 6.1 ng 395283 2 7.66 1292470 20.0
Bicyclo[2.2.1]hep... 8.53 3.4 ng 222608 2 7.66 1292470 20.0
unknown9.01 9.01 9.6 ng 619015 2 7.66 1292470 20.0
5-Phenylbicyclo[2... 9.65 4.0 ng 403220 3 10.45 1990980 20.0
Biphenylene, 1,2,... 11.37 4.3 ng 431325 3 10.45 1990980 20.0
Naphthalene, 1,2-_... 11.92 6.8 ng 482555 4 12.85 1422960 20.0
2-Oxabicyclo[4.3.... 12.20 4.4 ng 314679 4 12.85 1422960 20.0
Bicyclo[2.2.1]hep... 12.52 3.9 ng 274046 4 12.85 1422960 20.0
n-Hexadecanoic acid 13.91 3.4 ng 241406 4 12.85 1422960 20.0
Dodecanoic acid 15.19 3.8 ng 244049 5 17.05 1301300 20.0
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