LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF112115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.776 241 244 254 rBV 944810 1361226 17.27% 2.060%
2 5.233 282 284 292 rBVY 2173502 3048716 38.68% 4.613%
3 5.633 315 319 322 rBV 42373 85389 1.08% 0.129%
4 6.136 360 363 365 rBV 754632 1070235 13.58% 1.619%
5 6.262 370 374 376 rBV2 277305 615015 7 .80% 0.931%
6 6.296 376 377 379 rVV 1680109 1888015 23.95% 2.857%
7 6.330 379 380 383 rVB 404580 394014 5.00% 0.596%
8 6.410 384 387 392 rBVY 5253132 5706702 72.40% 8.635%
9 6.490 392 394 396 rBV2 129078 165023 2.09% 0.250%
10 6.582 400 402 404 rBV 146808 175062 2.22% 0.265%

11 6.639 404 407 409 rBV 1366686 1477450 18.74% 2.235%
12 6.673 409 410 412 rVB 887825 642301 8.15% 0.972%
13 6.742 413 416 417 rVB 203884 275156 3.49% 0.416%
14 6.799 417 421 423 rBV2 5375583 6669166 84.61% 10.091%
15 6.879 425 428 429 rBvY 80519 81694 1.04% 0.124%

16 6.925 429 432 436 rVB 911709 1394813 17.70% 2.110%
17 7.005 436 439 443 rBvV 659518 1042960 13.23% 1.578%
18 7.096 443 447 451 rVB2 465898 858957 10.90% 1.300%
19 7.165 451 453 455 rBvV 222616 351818 4._46% 0.532%
20 7.210 455 457 460 rVV 3932431 4626333 58.69% 7 .000%

21 7.256 460 461 463 rVB 125782 109615 1.39% 0.166%
22 7.416 473 475 477 rVB 246825 256331 3.25% 0.388%
23 7.519 480 484 485 rVB3 62129 129046 1.64% 0.195%
24 7.565 485 488 490 rBv4 74532 100344 1.27% 0.152%
25 7.645 490 495 496 rBv4 39968 104627 1.33% 0.158%

26 7.690 496 499 500 rBvV 227243 238239 3.02% 0.360%
27 7.725 500 502 504 rVvB 120000 143921 1.83% 0.218%
28 7.827 507 511 512 rBV3 64240 120430 1.53% 0.182%
29 7.862 512 514 517 rVB3 92010 126218 1.60% 0.191%
30 7.930 517 520 522 rBV 1358721 1656606 21.02% 2.507%

31 8.067 530 532 534 rBV3 55733 88200 1.12% 0.133%
32 8.136 536 538 541 rBV3 69010 109914 1.39% 0.166%
33 8.319 549 554 556 rBV6 61401 156319 1.98% 0.237%
34 8.376 556 559 561 rBv4 86498 206947 2.63% 0.313%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

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

Method
Title

35 8.456 565 566 570 rvB 149273 218234 2.77% 0.330%

36 8.548 572 574 576 rBV3 63894 105587 1.34% 0.160%
37 8.673 583 585 587 rBv2 62737 98694 1.25% 0.149%
38 8.742 589 591 594 rvB4 62030 92739 1.18% 0.140%
39 9.005 611 614 617 rVV 5450428 7882383 100.00% 11.926%
40 9.096 619 622 624 rBv2 103288 149528 1.90% 0.226%

41 9.130 624 625 627 rvv2 42078 81893 1.04% 0.124%
42 9.188 628 630 631 rvB2 98741 99390 1.26% 0.150%
43 9.485 654 656 658 rBvV3 49161 103907 1.32% 0.157%
44 9.542 659 661 663 rvv3 57206 96555 1.22% 0.146%

45 9.679 670 673 675 rBVY 1360626 1758337 22.31% 2.660%

46 9.885 688 691 692 rvB2 72788 107824 1.37% 0.163%
47 10.125 711 712 713 rVB 116790 80118 1.02% 0.121%
48 10.365 730 733 735 rBv4 80885 171739 2.18% 0.260%
49 10.411 735 737 739 rvv2 155959 208663 2.65% 0.316%
50 10.468 739 742 744 rVV 4007278 4721976 59.91% 7.145%

51 10.502 744 745 748 rVB3 88353 102658 1.30% 0.155%
52 11.016 788 790 793 rVB3 80580 116984 1.48% 0.177%
53 11.153 799 802 804 rBV 1521810 1618016 20.53% 2.448%
54 11.405 822 824 826 rVB3 81506 97049 1.23% 0.147%
55 11.702 848 850 856 rvB3 409807 515423 6.54% 0.780%

56 12.411 908 912 914 rVB5 70976 151389 1.92% 0.229%
57 12.491 916 919 921 rBV 301316 456905 5.80% 0.691%
58 12.742 938 941 943 rBV 6629410 7348105 93.22% 11.118%
59 13.645 1018 1020 1026 rVB6 58567 121640 1.54% 0.184%
60 13.771 1029 1031 1034 rBV 1683188 1650823 20.94% 2.498%

61 14.628 1104 1106 1108 rVB 119526 112355 1.43% 0.170%
62 15.131 1148 1150 1152 rBV 964918 1367607 17.35% 2.069%

63 15.165 1152 1153 1161 rVB2 665664 879363 11.16% 1.331%
64 15.977 1222 1224 1231 rVB 46289 98703 1.25% 0.149%

Sum of corrected areas: 66091389
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

Abundance TIC: BF083203.D

6000000
6.41 680

5000000

4000000 =
3000000

5.23
2000000

1000000 4.78

5.63

o e e et R I A A e e

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF083203.D

12|74
6000000 9.00

5000000
10.47
4000000

3000000

2000000 0.68 11.15 13.77

1000000

13.6 14.63

O]l sl bLLS

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: BF083203.D

6000000
5000000
4000000
3000000

2000000

5.13

100000011%.17
j 15.98

R R e e A L e B L A .

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\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.78 18.43 ng 1361230 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 244 (4.776 min): BF083203.D (-241) (-) m/z 43.05 100.00%
43
59
5000
101 440 4.60 4.80 5.00 5.20
O Sl G088 | m/z 5910  55.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LR RN LN U
440 4.60 4.80 5.00 5.20
m/z 101.10 17.30%
15 31 ‘ 101
0'”PL'P”M“”ﬁm'ﬁ{hl“”P'“ﬁ%W'“HL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 500 5.20
5000 m/z 58.10 14 .39%
29 101
ok 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 440 4.60 4.80 5.00 5.20
m/z 41.10 8.49%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 Octane, 2,4,6-trimethyl- Concentration Rank 5

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

6.14 14.49 ng 1070240 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 72
2 Tetradecane. 2.2-dimethvl- 226 C16H34 059222-86-5 64
3 Octane. 2.2.6-trimethvl- 156 C11H24 062016-28-8 64
4 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 59
5 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 59

Abundance Scan 363 (6.136 min): BF083203.D (-360) (-) m/z 57.10 100.00%
g7
5000
43 n N
99 5.80 6.00 6.20 6.40

0 e e A8 A | m/z 56.10  35.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27141: Octane, 2,4,6-trimethyl-

57
T L—Mr%?ﬁﬁrj
5000 —

5.80 6.00 6.20 6.40
1 85 m/z 43.10 28.55%

% e e
T T T T T T T T T e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
5.80 6.00 6.20 6.40
5000 m/z 41.10 22 .32%
43 71
o 29 85 99 113 127 141 155 168 211
T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27142: Octane, 2,2,6-trimethyl-
57 5.80 6.00 6.20 6.40
m/z 71.10 21.96%
5000
71
\\ C % 99111 141
0.,....,...“,..‘..,....‘,....,....,....,....,....,....,
m/z--> 20 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.41 Concentration Rank 2

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

6.41 77.25 ng 5706700 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 387 (6.410 min): BF083203.D (-384) (-) m/z 132.10 100.00%
132
68
5000
75 % ‘ 6.00 620 6.0 6.60 6.80
104 : : : : :
o..,....,....,...!,“.'.‘.‘?" St B2 L w118l "m/z 68.05  55.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 RS AR LS
6.00 6.20 6.40 6.60 6.80
33 44 97 105 m/z 66.05 34.71%
0 5100 g | s
s % % A B T 8 % 10 110 13 1 1%
Abundance
68
6.00 620 6.0 6.60 6.80
5000 m/z 134.10 33.26%
96
40
o 27 a7 81 89
wwmmmmwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole T R
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 21.75%
5000
104
oL 14 27 37 4451 58 % T g9 97 | 115 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 Octane, 2,6,6-trimethyl- Concentration Rank 17

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

6.49 2.23 ng 165023 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6.6-trimethvl- 156 C11H24 054166-32-4 72
2 Octane. 2.3.6.7-tetramethvl- 170 C12H26 052670-34-5 64
3 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 59
4 1-Butanol. 2.2-dimethvl- 102 C6H140 001185-33-7 53
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 53

Abundance Scan 394 (6.490 min): BF083203.D (-392) (-) m/z 71.10 100.00%
7
43
5000 57
85

97 127 13 6.20 6.40 6.60 6.80
e eyl e e m/Z 43.10  62.66%

0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27144: Octane, 2,6,6-trimethyl-
71
43
5000 57
6.20 6.40 6.60 6.80
85 m/z 57.10 46 .88%
2 | ‘ 99 111 27 gy
) MRS S S S NN NS S G . S —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
43 71
57 6.20 6.40 6.60 6.80
5000 m/z 41.10 29.94%
85
27 127
0 35 99 111 170
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #18477: Heptane, 3,3,5-trimethyl-
7 6.20 6.40 6.60 6.80
57 m/z 70.10 28.24%
43
5000
113
b 85 97 | 127 14
”P“wunpuq“”p”qunpuq”“.”q””.”q””.”qnupnq””
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 Decane, 2,2-dimethyl- Concentration Rank 16

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

6.58 2.37 ng 175062 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.2-dimethvl- 170 C12H26 017302-37-3 72
2 Undecane. 2.2-dimethvl- 184 C13H28 017312-64-0 64
3 Tetradecane. 2.2-dimethvl- 226 C16H34 059222-86-5 64
4 Decane. 2.2.5-trimethvl- 184 C13H28 062237-96-1 64
5 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 59

Abundance Scan 402 (6.582 min): BF083203.D (-400) (-) m/z 57.10 100.00%
g7
5000
41

6.20 6.40 6.60 6.80 7.00

185 99911 134

o et e e e e m/z 56.10 51.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36187: Decane, 2,2-dimethyl-
57
5000

6.20 6.40 6.60 6.80 7.00
41 m/z 41.10 22 .94%

29
| | 18 99112 128 155 168
T T T e e e e T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
6.20 6.40 6.60 6.80 7.00
5000 m/z 43.10 16.42%
41
71
o 29 85 99 113 126 155 169
T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73987: Tetradecane, 2,2-dimethyl-
57 6.20 6.40 6.60 6.80 7.00
m/z 71.10 8.71%
5000
43 71
o 29 1 | 7 8 99 113 127 141 155 168 211
B BRI i o o o A A A i B e o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 Heptane, 2,2,4,6,6-pentamet... Concentration Rank 10

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

6.74 3.72 ng 275156 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 83
2 Decane. 2.2-dimethvl- 170 C12H26 017302-37-3 78
3 Decane. 2.2.8-trimethvl- 184 C13H28 062238-01-1 78
4 Decane. 2.2.5-trimethvl- 184 C13H28 062237-96-1 64
5 Decane, 2,2,9-trimethyl- 184 C13H28 062238-00-0 64

Abundance Scan 416 (6.742 min): BF083203.D (-413) (-) m/z 57.10 100.00%
57
5000
al 71 6.40 6.60 6.80 7.00
85 99 113 : : : :
ol T8 S0 m3 s m/z 56.10  32.94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36201: Heptane, 2,2,4,6,6-pentamethyl-
57
5000
6.40 6.60 6.80 7.00
a m/z 41.10 17.14%
miz--> 20 40 60 80 100 120 140 160
Abundance
57
6.40 6.60 6.80 7.00
5000 m/z 43.10 13.32%
41
29
o L85 99 112 128 155 168
miz--> 20 40 60 80 100 120 140 160
Abundance #45609: Decane, 2,2,8-trimethyl-
57 6.40 6.60 6.80 7.00
m/z 71.10 8.63%
5000
41 71
b B LT s e
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00

8270-BF112115.M Tue Nov 24 13:50:19 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 Hexane, 2,2,4-trimethyl- Concentration Rank 3

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

6.92 18.88 ng 1394810 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 72
2 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 72
3 Heptane. 5-ethvl-2.2.3-trimethvl- 170 C12H26 062199-06-8 56
4 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 53
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 53

Abundance Scan 432 (6.925 min): BF083203.D (-429) (-) m/z 57.10 100.00%
57
5000
43
71
85 113 6.60 6.80 7.00 7.20
o...,....-,|-...lUn,.."|..,.'...9,9...".,1?“?..,....,.... m/z 56.10 45.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12309: Hexane, 2,2,4-trimethyl-
57
5000
6.60 6.80 7.00 7.20
41 71 m/z 43.10 33.83%
29
0= o L A “L' F?'qz'l"l}?l%2§"l T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
6.60 6.80 7.00 7.20
5000 m/z 71.10 24 _77%
41 71
oL 15 2 85 113
miz--> 20 4 60 80 100 120 140 160
Abundance #36202: Heptane, 5-ethyl-2,2,3-trimethyl-
57 6.60 6.80 7.00 7.20
m/z 41.10 24 _54%
5000 43
29 n o 112
o/ — .‘;‘. Al -“-‘. . .“‘.‘. |‘*""9?""'|"' - ”}5|5I 170 SVASUAVEVINAgS =
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20

8270-BF112115.M Tue Nov 24 13:50:20 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 9 Octane, 2,6-dimethyl- Concentration Rank 6

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

7.00 14.12 ng 1042960 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
2 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 64
3 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 64
4 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 53
5 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 53

Abundance Scan 439 (7.005 min): BF083203.D (-436) (-) m/z 57.10 100.00%
g7
5000
43 71
85 6.60 6.80 7.00 7.20 7.40
99 113
b b b 2 S 2% m/z 56.10 33.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18457: Octane, 2,6-dimethyl-
57
43
5000 &
6.60 6.80 7.00 7.20 7.40
113 m/z 43.10 25.97%
0 2\7 Ll ll [y 8 98 \‘ 127 142
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
6.60 6.80 7.00 7.20 7.40
5000 m/z 71.10 22 .48%
41 71
oL, 15 29 85 113
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #12299: Hexane, 2,2,4-trimethyl-
57 6.60 6.80 7.00 7.20 7.40
m/z 41.10 22 .30%
5000
29 4 1
0 15 \‘ \“ 1l \‘ 83 97 113
m/z--> 20 40 60 8 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40

8270-BF112115.M Tue Nov 24 13:50:21 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 10 Decane, 3,7-dimethyl- Concentration Rank 7

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

7.10 11.63 ng 858957 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 72
2 Nonane. 3-methvIl-5-propvl- 184 C13H28 031081-18-2 64
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
4 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 53
5 Octane, 3-ethyl- 142 C10H22 005881-17-4 50

Abundance Scan 447 (7.096 min): BF083203.D (-443) (-) m/z 71.10 100.00%
43 57 T
5000 85
99 141 6.80 7.00 7.20 7.40
T N e B3 e e m/z 57.10 89.92%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #36179: Decane, 3,7-dimethyl-
43 57
71
5000
29 85 6.80 7.00 7.20 7.40
m/z 43.10 81.77%
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance
57 o
43 6.80 7.00 7.20 7.40
5000 85 m/z 85.10 38.54%
29
99 112 127 141 .o 184
O T T e o e o o et
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #7450: Hexane, 3,3-dimethyl-
43 6.80 7.00 7.20 7.40
m/z 41.10 33.52%
5000 57 /1 g5
29
o2 15 H \‘H L) % 112
mz-> 0 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40

8270-BF112115.M Tue Nov 24 13:50:21 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 11 Hexane, 2,2,5-trimethyl- Concentration Rank 11

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

7.42 3.09 ng 256331 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 50
2 Heptane. 4-ethvl-2.2.6.6-tetrame... 184 C13H28 062108-31-0 47
3 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 43
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 35
5 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 33

Abundance Scan 475 (7.416 min): BF083203.D (-473) (-) m/z 57.10 100.00%
q7
5000
41 71 135
93 113 7.00 7.20 7.40 7.60 7.80
ol A B A ,1.2“.3.-|= A0 2T m/z 56.10  29.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12311: Hexane, 2,2,5-trimethyl-
57
5000
7.00 7.20 7.40 7.60 7.80
sg n m/z 41.10 24.13%
0 “ \“ i | 85 95 1]\-3 127
m/z--> 20 40 i 80 100 120 140 160 180 200
Abundance
57
7.00 7.20 7.40 7.60 7.80
5000 m/z 135.20 21.37%
41 71
0 29 85 99 113 126 169
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12310: Hexane, 2,2,4—trimethy|— [T ljl\l LI L B L B
57 7.00 7.20 7.40 7.60 7.80
m/z 71.10 19.42%
5000
41
29 71
0 “ \“ 1l | 83 95 1:!'3 128
m/z--> 20 40 i 80 100 120 140 160 180 200 700 7.20 7.40 7.60 7.80

8270-BF112115.M Tue Nov 24 13:50:22 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 12 Octane, 2-bromo- Concentration Rank 12

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

7.69 2.88 ng 238239 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-bromo- 192 C8H17Br 000557-35-7 64
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 64
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 59
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 59
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 50

Abundance Scan 499 (7.690 min): BF083203.D (-496) (-) m/z 57.10 100.00%
57
71
5000
43
8 o | 127 740 7.60 7.80 8.00
97 : : : :
0 bt e e R e || M/Z 7110 69.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50795: Octane, 2-bromo-
57 71
5000 a3
113 7.'40 7.%0 7.|80 8.IOO
m/z 43.10 28.18%
ol 18 \\ I h |, 83 o7 135 149
m/z--> 5 ' eb 85 160 150 150 160 1éo 260
Abundance
57
43 71 740 7.60 7.80 8.00
5000 29 m/z 41.10 21.75%
113
o, 15 85 og 127 142
m/z--> ﬁo 45 eb 85 160 120 140 1é0 1éo 260
Abundance #64586: Dodecane, 2,6,ll—trimethyl— LA L L L L L L
57 7.40 7.60 7.80 8.00
43 1 m/z 113.10 18.70%
5000
85
o N L L 99 113 127 149 155 169 182 197
m/z--> 2'0 4'0 6|O 8|O 1(')0 150 14'10 1('30 180 2(')0 7.40 7.60 7.80 8.00

8270-BF112115.M Tue Nov 24 13:50:23 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 13 Cyclohexane, 1,2-diethyl-3-_.._. Concentration Rank 14

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

8.38 2.50 ng 206947 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-diethvl-3-methvl- 154 C11H22 061141-80-8 53
2 Cvclohexane. 2.4-diethvl-1-methvl- 154 C11H22 061142-70-9 50
3 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 50
4 4-Nonene. 2.3.3-trimethvl-. (2)- 168 C12H24 063830-68-2 47
5 2H-Pyran, tetrahydro-4-methyl-2-_.._. 154 C10H180 016409-43-1 43

Abundance Scan 559 (8.376 min): BF083203.D (-556) (-) m/z 69.10 100.00%
5000
800 820 840 8.60 8.80
0 m/z 55.10 54 _.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25881: Cyclohexane, 1,2-diethyl-3-methyl-
69
5000 55 83 125 T T T T T T T T [T T T T
a1 8.00 wosmamosm
. m/z 83.10  49.67%
S N O 0 S N S
m/z--> 20 40 80 100 120 140 160 180
Abundance
69
800 820 840 8.60 8.80
5000 55 a3 125 m/z 125.15 46 .43%
41
29
o 95 109 139 154
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17394: Cyclohexane, 1,1,3,5-tetramethyl-, cis- R e RN
69 125 8.00 820 8.40 8.60 8.80
m/z 41.10 44 .18%
83
5000 41 55
29
0= }?I"”"t”"' Hl'h"'Tl "?1 }9?' |'M '}?q L AL S AR SRR SRR
m/z--> 20 40 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80

8270-BF112115.M

Tue Nov 24 13:50:24 2015

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 14 1-Adamantanol Concentration Rank 13

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

8.46 2.63 ng 218234 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 86
2 Cyclohexene. 1-methvyl-3-(l-methy... 138 C10H18 013828-31-4 56
3 2-Cvclopentene-1-butanal. .aamma... 194 C13H220 060714-25-2 56
4 2-Cvclopentene-1-carboxvlic acid... 168 C10H1602 005809-03-0 50
5 Bicyclo[2.2.1]heptane, 2-(1-bute... 150 C11H18 055170-90-6 38

Abundance Scan 566 (8.456 min): BF083203.D (-565) (-) m/z 95.10 100.00%
95
5000 ‘/\/\L/
" 77 152 820 840 860 8.80
53 67 109 133 . . . .
Ol i 7 128133143 | 162 180 m/z 152.20 13.88%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #23934: 1-Adamantanol
95
5000 IR LN IS R R
152 8.20 8.40 8.60 8.80
m/z 94.10 11.88%
L2 T e T
s 20 4 e e 1% 1o o 1o w0
Abundance
95
820 840 860 8.80
5000 m/z 96.10 9.63%
27 41 55 67 79 o 0 M
ol
mz-> 20 40 60 8 100 120 140 160 180
Abundance #52024: 2-Cyclopentene-1-butanal, .gamma.,.gamma.,2,3-tetr... e e A EEmasmme
5 8.20 8.40 8.60 8.80
m/z 41.10 8.22%
5000
Lo at 55 6T Bl | 107 121 137 161 176 194
m/z--> 25 45 éo 85 160 150 150 1éo 1éo ' 850 840 860 8%0

8270-BF112115.M Tue Nov 24 13:50:25 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknownl10.41 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.41 2.37 ng 208663 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 47
2 1H-Indene. 2.3-dihydro-1.2-dimet... 146 C11H14 017057-82-8 43
3 Benzene. (l1l.2-dicvclopropvl-2-ph... 262 C20H22 110330-90-0 38
4 2-Butene. 3-chloro-1-phenvl-. (2)- 166 C10H11CI 016608-68-7 38
5 2-Propenoic acid, 3-phenyl-, eth... 176 C11H1202 000103-36-6 38

Abundance Scan 737 (10.411 min): BF083203.D (-735) (-) m/z 131.10 100.00%

131

5000

B3

10.00 10.20 10.40 10.60 10.80
m/z 176.10 52.80%

39 51 63 77

193 207 221

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39733: 3-Pentenoic acid, 4-phenyl-
131
5000 91 176 L B LI L L
10 00 10. 20 10. 40 10 60 10. 80
115 m/z 115.10 42 .90%
39 Sl g3 77 | 103 L 18
o} SR T S U IR | O A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
131
R e e R R
10.00 10.20 10.40 10.60 10.80
5000 m/z 91.10 35.00%
o1 146
115
27 39 51 63 77 103
o SRERE WP ISR P RPN Y a1 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95842: Benzene, (1,2-dicyclopropyl-2-phenylethyl)- R R R B S
131 10.00 10.20 10.40 10.60 10.80
m/z 158.10 33.46%
5000 91
39 51 g5 77 185
0 o 9 65 1 103 | 143 165 178 234
R B B o B o o e R R e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10. 40 10 60 10. 80

8270-BF112115.M Tue Nov 24 13:50:26 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 16 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.70 6.37 ng 515423 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Silane, trichlorodocosyl- 442 C22HA45CI3Si 007325-84-0 20
Abundance Scan 850 (11.702 min): BF083203.D (-848) (-) m/z 43.10 100.00%
B 6 B
5000
97 129 UL SN BRI SRR
115 213
143 157 171 185 199 11.40 11.60 11.80 12.00
o — L m/z 73.05 98.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000{ 29 LR B D DU A
11.40 11. 60 11. 80 12. oo
129 m/z 60.10 85.97%
85 256
ob ALl “‘ M\ 8 115 | 143157171185 199 °1° 227730
m/z--> ﬁo Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11,60 11.80 12.00
5000 g 129 m/z 57.10 79.70%
87 242
143 199
101 115 157171185 013
R RS R RS SRS LA RN BARE RERN '“"'“zgiw'“'w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid R ARmEEEEE B
43 6078 11.40 11.60 11.80 12.00
m/z 41.10 73.77%
5000 -
129 - 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083203.D

Aca On : 23 Nov 2015 14:37

Operator : UM/I1Z

Sample : G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 17 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.49 5.54 ng 456905 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 919 (12.491 min): BF083203.D (-916) (-) m/z 73.10 100.00%
B 7 [
5000 129
284 12.20 12.40 12.60 12.80
157 22
ol .'.l.a,o? ?l,....,....,... m/z 43.10 97.71%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43
5000 129 LA L L L L L L L
nmnmnmnm
‘ o7 185 oay 284 m/z 60.10 85.30%
0 |15| \‘I "“I i) ‘k‘““.“l .‘:lls‘.?.‘ .“. ‘|2.]‘-3.‘. .“ |‘2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
12.20 12.40 12.60 12.80
5000 129 m/z 57.10 83.80%
97 199 242
157
180
L L L L WL WL B
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e e ERRES BE s
ile] 12.20 12.40 12.60 12.80
m/z 55.10 70.66%
73
5000 284
129
185
oL “Hm‘\”‘ T LR s | s am
m/z--> m 100 150 200 250 300 350 nmnmnmnm

8270-BF112115.M Tue Nov 24 13:50:28 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112315\
Data File : BF083203.D

Acq On : 23 Nov 2015 14:37

Operator : UM/1Z

Sample - G4437-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.78 18.4 ng 1361230 1 6.64 1477450 20.0
Octane, 2,4,6-tri... 6.14 14.5 ng 1070240 1 6.64 1477450 20.0
unknown6 .41 6.41 77.3 ng 5706700 1 6.64 1477450 20.0
Octane, 2,6,6-tri... 6.49 2.2 ng 165023 1 6.64 1477450 20.0
Decane, 2,2-dimet... 6.58 2.4 ng 175062 1 6.64 1477450 20.0
Heptane, 2,2,4,6,... 6.74 3.7 ng 275156 1 6.64 1477450 20.0
Hexane, 2,2,4-tri... 6.92 18.9 ng 1394810 1 6.64 1477450 20.0
Octane, 2,6-dimet... 7.00 14.1 ng 1042960 1 6.64 1477450 20.0
Decane, 3,7-dimet... 7.10 11.6 ng 858957 1 6.64 1477450 20.0
Hexane, 2,2,5-tri... 7.42 3.1 ng 256331 2 7.93 1656610 20.0
Octane, 2-bromo- 7.69 2.9 ng 238239 2 7.93 1656610 20.0
Cyclohexane, 1,2-._.. 8.38 2.5 ng 206947 2 7.93 1656610 20.0
1-Adamantanol 8.46 2.6 ng 218234 2 7.93 1656610 20.0
unknown10.41 10.41 2.4 ng 208663 3 9.68 1758340 20.0
n-Hexadecanoic acid 11.70 6.4 ng 515423 4 11.15 1618020 20.0
Octadecanoic acid 12.49 5.5 ng 456905 5 13.77 1650820 20.0
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