LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\

Data File : BF081731.D

Aca On : 22 Sep 2015 3:14 Instrument :
Operator : UM/1Z BNA_F

Sample  : G3747-02 Gt
Misc i TRENCH-1-2
ALS Vial : 19 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-BF090115.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 1.178 5 8 10 rBvV 680955 848894 7.61% 0.685%
2 1.441 30 31 37 rBv 58280 152049 1.36% 0.123%
3 1.533 37 39 75 rvB 643251 2246230 20.14% 1.813%
4 4.196 269 272 278 rVV3 65344 185063 1.66% 0.149%
5 4.298 278 281 286 rVvv2 46184 121017 1.08% 0.098%
6 4.424 287 292 303 rVB 184229 539200 4.83% 0.435%
7 4.961 335 339 341 rBV 69082 145541 1.30% 0.117%
8 5.019 341 344 349 rVvv2 90012 203489 1.82% 0.164%
9 5.167 353 357 363 rVB 131261 300088 2.69% 0.242%
10 5.316 367 370 378 rVvVv 383982 864099 7.75% 0.697%

11 5.453 378 382 387 rvv4 44066 167528 1.50% 0.135%
12 5.556 387 391 395 rVvB 112919 226940 2.03% 0.183%
13 5.636 395 398 403 rBvV 78479 167527 1.50% 0.135%
14 5.990 425 429 432 rBV2 91152 193550 1.74% 0.156%
15 6.253 449 452 456 rVB4 75013 187910 1.68% 0.152%

16 6.379 460 463 468 rVB2 79658 171991 1.54% 0.139%
17 6.504 468 474 478 rBvY 239782 601472 5.39% 0.485%
18 6.596 478 482 486 rVB 348338 726653 6.51% 0.586%
19 6.699 487 491 494 rBvV 230211 504086 4._.52% 0.407%
20 6.744 494 495 499 rVB2 65170 114605 1.03% 0.092%

21 6.847 501 504 507 rvB2 54989 118225 1.06% 0.095%
22 7.019 511 519 522 rBvV2 236068 809331 7.26% 0.653%
23 7.076 522 524 526 rBV 97507 156837 1.41% 0.127%
24 7.133 526 529 530 rBV 99922 207067 1.86% 0.167%
25 7.179 530 533 537 rvv2 353494 928144 8.32% 0.749%

26 7.247 537 539 547 rVB 409441 1083740 9.72% 0.875%
27 7.373 547 550 556 rBv3 486868 1484210 13.31% 1.198%
28 7.602 566 570 576 rBv2 595849 2286210 20.49% 1.845%
29 7.693 576 578 585 rvB2 487965 1163702 10.43% 0.939%
30 7.807 585 588 592 rBvV 607468 1482851 13.29% 1.197%

31 7.945 598 600 603 rvB2 93772 150976 1.35% 0.122%
32 8.093 607 613 616 rBv4 205209 724667 6.50% 0.585%
33 8.185 618 621 623 rBv2 91683 191728 1.72% 0.155%
34 8.287 627 630 633 rBv 146473 342227 3.07% 0.276%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\

Data File : BF081731.D

Aca On : 22 Sep 2015 3:14 Instrument :
Operator : UM/1Z BNA_F

Sample  : G3747-02 Gt
Misc i TRENCH-1-2
ALS Vial : 19 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-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.367 633 637 642 rBv2 782194 2511865 22.52% 2.027%

36 8.562 650 654 655 rBv 406480 868420 7.78% 0.701%
37 8.596 655 657 660 rvv2 390840 949801 8.51% 0.767%
38 8.665 660 663 668 rvB3 342772 1096496 9.83% 0.885%
39 8.813 673 676 678 rBv2 192846 318873 2.86% 0.257%
40 8.870 678 681 687 rBve 169413 635634 5.70% 0.513%

41 9.008 687 693 695 rBv4 754816 3209428 28.77% 2.590%
42 9.053 695 697 701 rVB 429326 881528 7.90% 0.711%
43 9.145 701 705 709 rvB 679102 1755707 15.74% 1.417%
44 9.248 710 714 717 rVB 478978 1214881 10.89%% 0.980%
45 9.328 717 721 723 rBvV2 412113 1099324 9.85% 0.887%

46 9.488 731 735 738 rBV3 748839 2127993 19.08% 1.717%
47 10.013 776 781 783 rBv4 870878 2798295 25.09% 2.258%
48 10.082 784 787 793 rVB3 879078 3577415 32.07% 2.887%
49 10.265 800 803 806 rBv3 399210 934349 8.38% 0.754%
50 11.236 878 888 893 rBv4 1241737 8656106 77.60% 6.986%

51 11.648 913 924 928 rBV 1445655 9605381 86.11% 7.752%
52 16.208 1321 1323 1327 rVB4 947570 2340072 20.98% 1.889%
53 16.403 1336 1340 1341 rBV2 879435 2174665 19.49% 1.755%
54 16.825 1373 1377 1389 rVB6 1320986 7168983 64.27% 5.786%
55 17.305 1410 1419 1422 rBV2 2247841 10479055 93.94% 8.457%

56 17.637 1446 1448 1457 rVB5 836274 2566839 23.01% 2.072%
57 17.980 1471 1478 1483 rVB 2672048 11155133 100.00% 9.003%
58 18.597 1529 1532 1535 rVB4 788212 1789491 16.04% 1.444%
59 19.054 1563 1572 1575 rBV 2322107 9797310 87.83% 7.907%
60 19.854 1638 1642 1646 rVB2 1265844 3493097 31.31% 2.819%

61 20.369 1684 1687 1694 rVB2 705786 1853896 16.62% 1.496%
62 20.609 1706 1708 1710 rBV 272126 416599 3.73% 0.336%
63 20.940 1735 1737 1739 rBV2 277797 387615 3.47% 0.313%
64 21.112 1749 1752 1754 rBV 487137 935614 8.39% 0.755%
65 21.237 1759 1763 1765 rBV 828480 1693263 15.18% 1.367%

66 21.283 1765 1767 1772 rVB2 477818 1088161 9.75% 0.878%
67 21.363 1772 1774 1777 rVV 617262 1180755 10.58% 0.953%
68 21.443 1779 1781 1783 rVB2 306732 379934 3.41% 0.307%
69 21.900 1819 1821 1823 rBV2 388578 581835 5.22% 0.470%
70 21.957 1823 1826 1828 rVB 399237 658182 5.90% 0.531%

71 22.095 1836 1838 1841 rBV 597622 939477 8.42% 0.758%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 22.232 1848 1850 1853 rVB 172861 232612 2.09% 0.188%
73 23.318 1942 1945 1947 rBV 85136 141349 1.27% 0.114%
74 23.363 1947 1949 1951 rVB 158381 225439 2.02% 0.182%
75 24.792 2071 2074 2079 rVB 130382 189836 1.70% 0.153%

Sum of corrected areas: 123908555
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Metho
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092115\

BF081731.D

22 Sep 2015 3:14

umsiz

G3747-02

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

d

C:\DATABASENNISTO2.L
LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000y 44

1.

TIC: BF081731.D

1.53

4202 mlmm 5,996, 89005 s .k

0

Time-->

9.00 9.50

150 200 250 3.00 350 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850

Abundance

5000000

4000000

3000000

2000000

1000000

16.21

640

TIC: BFO81731.D
1798
17.31
L ‘ 17.64 13 60

0

Time-->

10.50 11.00 11.50 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Abundance

5000000

9.05

4000000

3000000

2000000

1000000

TIC: BF081731.D

24.79

0
Time-->

A
LA L L L L L L L L L L L L L B L N L I L B

19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Butane, 2-methoxy-2-methyl- Concentration Rank 19

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

1.18 88.55 ng 848894 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
3 Boronic acid. ethvl-. dimethvl e... 102 C4H11BO2 007318-82-3 10
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 8 (1.178 min): BF081731.D (-5) (-) m/z 73.10 100.00%
73
5000 43 55
87
37| | &7 1.20 1.30 1.40 1.50 1.60
SRS 11X S U AR P m/z 43.10 50.87%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.30 1.40 1.50 1.60
55 87 m/z 55.10 35.81%
B T,
miz--> 0 10 20 30 40 5 60 70 8 90 100
Abundance
73
1.20 1.30 1.40 1.50 1.60
5000 m/z 87.10 28.12%
43
2 15 29 36 53 59 66 83
miz--> 0 10 20 30 40 50 60 70 8 9 100
Abundance #4136: Boronic acid, ethyl-, dimethyl ester
7B 1.20 1.30 1.40 1.50 1.60
m/z 41.05 16.63%
5000 43
15
2 23_2‘9 37 || 49 57 67 | 79 87 95 102
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 20

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

7.02 84.42 ng 809331 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 59
2 Hexane. 3-ethvl-2_.5-dimethvl- 142 C10H22 052897-04-8 53
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 47
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 43

Abundance Scan 519 (7.019 min): BF081731.D (-511) (-) m/z 57.10 100.00%
57
43
5000
T g5 g 6.60 6.80 7.00 7.20 7.40
112 : : : : :
...,....,....,....',!:..,.-.|.|:,....,'|....,..l'..,'....|~,....,:..1.?9...,....,....,. m/z 43.10  70.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18484: Heptane, 3-ethyl-2-methyl-
57
43
5000
6.60 6.80 7.00 7.20 7.40
27 - % m/z 41.10 36.36%
15 H | AlL I %5 ! 113 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
4 6.60 6.80 7.00 7.0 7.40
5000 m/z 56.10 20.59%
29 71
85 9% 455 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13213: 2-Propyl-1-pentanol R EAEEEa s e
57 6.60 6.80 7.00 7.20 7.40
m/z 71.10 18.15%
5000 41
- 70
83
"W'%?W"j“h"JP"'P'kll”"M"”I*'”I"ﬂﬁ"'&%?'ﬁ"'W""P"'P
m/z--> 10 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:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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, 2,5-dimethyl- Concentration Rank 15

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

7.18 96.82 ng 928144 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.5-dimethvl- 142 C10H22 015869-89-3 80
2 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 59
3 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 53
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 53
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 50

Abundance Scan 533 (7.179 min): BF081731.D (-530) (-) m/z 57.10 100.00%
57
43
5000
71
| | 83 9F 12 125 14 6.80 7.00 7.20 7.40 7.60
reprer e e e e e e e e m/z 43.10 61.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18456: Octane, 2,5-dimethyl-
57
43
5000
71 6.80 7.00 7.20 7.40 7.60
29 m/z 41.10 31.94%
T il ‘ 85 %9 113 127 142

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

Abundance
43 57
R EEEE RS s )
6.80 7.00 7.20 7.40 7.60
5000 - m/z 71.10 27.95%
21 36 85
Wmmﬁmwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12323: Pentane, 2,2,3,3-tetramethyl-
57 6.80 7.00 7.20 7.40 7.60
m/z 70.10 23.20%
5000 43 71
29 99
15 ‘ ‘ ‘ I I “ I | 83 ‘ 113
T T T e T T e R R EREEEEE S Sy )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Nonane, 2-methyl- Concentration Rank 12

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

7.25 113.05 ng 1083740 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2-methvl- 142 C10H22 000871-83-0 78
2 Octane. 2.7-dimethvl- 142 C10H22 001072-16-8 64
3 Octane. 2-methvl- 128 C9H20 003221-61-2 59
4 Octane. 4-ethvl- 142 C10H22 015869-86-0 53
5 Decane, 1-fluoro- 160 C1O0H21F 000334-56-5 50

Abundance Scan 539 (7.247 min): BF081731.D (-537) (-) m/z 57.10 100.00%
43 57
5000
71
8 o 7.00 7.20 7.40 7.60
..,....,....',....,..|I.,....:....,..|..,....",....,....,.?.?7,....}??..,. m/z 43.10 97.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18426: Nonane, 2-methyl-
43 57
5000 U UL LU I
29 71 7.00 7.20 7.40 7.60
8 g m/z 41.10 44 .80%
50 || 64 M‘ 78 13 127
mz> 20 3 40 55 80 7o 80 % 100 110 130 130 140

Abundance
43 57

7.00 7.20 7.40 7.60
5000 m/z 71.10 26.36%

71
29 85 99
36 50 78 111 127 142
WTWWWWWWWWWW
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance :

#12260: Octane, 2-methyl- L e B N B R I o
43 7. OO 7. 20 7. 40 7. 60
m/z 42.10 25_.59%

5000 57
29 L
| 50 | ‘73\ o0 M 128

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Nonane, 3-methyl- Concentration Rank 5

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

7.37 154.83 ng 1484210 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 72
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 72
3 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 53
4 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 53
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 50

Abundance Scan 550 (7.373 min): BF081731.D (-547) (-) m/z 57.10 100.00%
57
5000 43 71
a5 112 7.00 7.20 7.40 7.60
el ol L 98 Ty 125138 m/z 43.10 48.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18432: Nonane, 3-methyl-
57
43 -
5000 I AL LU IR I
7.00 7.20 7.40 7.60
29 m/z 41.10 46.28%
s e M2
RIS SRR IULELE ILRLEL LI LI B B

| |
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
57
7 N
7.00 7.20 7.40 7.60
5000 43 m/z 71.10 42.01%
29 . 113
> 99 127 142
T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73974: Decane, 5,6-dipropyl-
57 7.00 7.20 7.40 7.60
71 m/z 56.10 33.64%
43
5000 112
29 ‘ 83
I Ll 99 | 127141155 169 183 107 226

|
m/z--> 20 40 60 80 100 120 140 160 180

|
200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknown7.69 Concentration Rank 9

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

7.69 121.39 ng 1163700 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 578 (7.693 min): BF081731.D (-576) (-) m/z 132.10 100.00%
132 A
5000 68
o5 ‘ o 7.40 7.60 7.80 8.00
48 6 104 : - : :
..,....,....,....,”!...,.l.'..,.-!.-.| ..7..,..5??,...||.,....1,?.2..,....,"..1.‘,‘9..., m/z 68.10 44.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.40 7.60 7.80 8.00
31 78 m/z 134.10 32.81%
”I””I”'W'”W'”'M”'P'JI””I”'W'”W'”'P'”P'”I“”I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.40 7.60 7.80 8.00
5000 m/z 66.10 31.84%
104
51 .o 96 77
14 27 37 44 °! 53 89 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine A B EE
132 7.40 7.60 7.80 8.00
m/z 96.10 18.77%
5000
33 44 o 97 105
s b % 3 40 B b b 85 9 100 110 130 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Benzene, 1,2,3-trimethyl- Concentration Rank 6

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

7.81 154.68 ng 1482850 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 90
4 Benzene. (l-methvlethvl)- 120 C9H12 000098-82-8 87
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87

Abundance Scan 588 (7.807 min): BF081731.D (§85) ) m/z 105.10 100.00%
105
5000 120 (f
39 51 g 7 91 7.40 7.60 7.80 8.00 8.20
Obrrprrrrprrrrrerhior e e sl b e} 227 138 77 120.10 39 84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9113: Benzene, 1,2,3-trimethyl-
105
5000 L RIS A AN
120 740 7.60 7.80 8.00 8.20
o 7 m/z 77.05 13.51%
s A L Slee S et eeuzl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 7.40 7.60 7.80 8.00 8.20
5000 m/z 91.10 11.19%
15 27 39 5lsges 7y 9 gg
me‘mmmwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9121: Benzene, 1,3,5-trimethyl- ERas Emas L
105 7.40 7.60 7.80 8.00 8.20
m/z 119.10 10.54%
120
5000 /ﬂ/\\\\\
77
'W'%?'I”??I“'?f"”?%'?ﬁ'é?'P"Mlgﬂ'?h'gﬁ'“l'l'”'h“"'P"'I'”' BRI LS DR R
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:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Nonane, 2,6-dimethyl- Concentration Rank 2

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

8.37 262.02 ng 2511870 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 94
2 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 72
3 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 72
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 72
5 Decane, 4-methyl- 156 C11H24 002847-72-5 64

Abundance Scan 637 (8.367 min): BF081731.D (-633) (-) m/z 43.10 100.00%
43 57
71
5000
RPN A R
85 95 113 8.00 820 840 860 8.80
..,....,....',!...,..".,....,....,..'..,..'..,....,."...,..1.2.7,....1,4.1...,.1.“??,... m/z 57.10 83.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27133: Nonane, 2,6-dimethyl-
43 57 .,
5000 AN RN SRR
8.00 820 840 860 8.80
m/z 71.10 71.86%
29 ‘ ‘ 85 113
G o7 127 141 156
miz> 2 % 4 50 80 70 80 00 100 110 130 150 140 150 160
Abundance
43 57
i NP SRR R
8.00 820 840 860 8.80
5000 m/z 41.10 41.26%
29
113
85 99 142
WTWWWWWWW
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27143: Octane, 2,3,6-trimethyl- R e EEaE L
57 71 8.00 820 840 860 8.80
43 m/z 70.10 25.45%
o w\/\'\\M\/\/
S S R S UV i
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 800 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Cyclohexane, (2-methylpropyl)- Concentration Rank 18

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

8.56 90.59 ng 868420 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvipropvl)- 140 C10H20 001678-98-4 72
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 72
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
4 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 59
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59

Abundance Scan 654 (8.562 min): BF081731.D (-650) (-) m/z 55.10 100.00%
55 3
5000 ’ANFVJ//\\_Q/\\ﬁ\f\xJ~\/fJ
41
T 550 a0 8k om0
a1 - : - :
..,....,....,....,.'...,-.'!..,...|.|,....,'.!..,-....,1.0.3..,...|!,.1.2]“3.,....,...., m/z 83.10 91.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17357: Cyclohexane, (2-methylpropyl)- u\//\\w
55
83
5000 41 AR ARSE EN RE
820 840 8.60 8.80
27 m/z 82.10 55.37%
| H \ 25 10
'W'”W”jm””hh”I”LP'”P”'PLW'JW”'W”“I%EP'”L”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 83
820 840 8.60 880
5000 a1 m/z 41.10 35.71%
29 67 140
15 97 111
WWWWWTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11175: Cyclohexane, propyl- R R RREEEEa
55 83 8.20 8.40 8.60 8.80
m/z 117.10 21.67%
5000 41
27 67 126
..,.”.,”.M,H.JJM..“WL.“.jNL??.“l..,”??,”%Q?”..,”..,”..,“.., R I UL U I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80

8270-BF090115.M Tue Sep 22 18:33:49 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Tridecane, 6-methyl- Concentration Rank 14

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

8.60 99.08 ng 949801 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-methvl- 198 C14H30 013287-21-3 59
2 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 53
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 53
4 Dodecane. 2.5-dimethvl- 198 C14H30 056292-65-0 53
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 50

Abundance Scan 657 (8.596 min): BF081731.D (-655) (-) m/z 57.10 100.00%
57
43
5000 71
85 e
97 119 139 8.20 8.40 8.60 8.80 9.00
SNBSS A S | S m/z 43.10 61.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55016: Tridecane, 6-methyl-
57
5000 43 R SR LR R N
71 820 840 8.60 8.80 9.00
85 m/z 71.10 45 _35%
98
‘\ ‘ L 111 126 140 154 169 183
m/z--> 20 45 éo 80 100 150 140 160 180 200
Abundance
57
820 840 8.60 8.80 9.00
5000 43 o m/z 41.10 44 _26%
29 85 g9
112 127 140 155 169 184
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64585: Dodecane, 2,6,10—trimethy|— LI BN B LA B B
57 8.20 8.40 8.60 8.80 9.00
71 m/z 56.10 36.13%
5000 43
29 85
] || 99 18127 4 165 183 197
m/z--> 20 4'0 6|0 8|0 1(')0 150 140 160 180 200 8.20 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Nonane, 3,7-dimethyl- Concentration Rank 11

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

8.66 114.38 ng 1096500 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 78
2 1-l1odo-2-methvlundecane 296 C12H251 073105-67-6 64
3 Hexadecane 226 C16H34 000544-76-3 59
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 59
5 Heptacosane 380 C27H56 000593-49-7 59

Abundance Scan 663 (8.665 min): BF081731.D (-660) (-) m/z 57.10 100.00%
g7
71
5000 4
w 07111127, " 840 860 880 9.00
W”'ﬁ”'IJLW””H”LIJ”ﬁ%”I””P'”P”'P”W'”W“'W””I' m/z 71.10 49.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27137: Nonane, 3,7-dimethyl-
57
43
5000 HEREE RN I L
85 8.40 8.60 8.80 9.00
m/z 43.10 46.67%
2 127
'|'r'|“'|“"|“'??“"|“"|“%§6“"v"'v"'v'"v"'v"'v"'v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
" 840 860 880 9.00
5000 m/z 41.10 38.57%
85
2f 9 127 154169 211 296
WTWWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane AN EEa TS e S
43 57 8.40 8.60 8.80 9.00
m/z 56.10 31.51%
5000
85
21 | | ) | 99 127 185 183107 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220 240 260 280 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Naphthalene, decahydro-, tr... Concentration Rank 1

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

9.01 334.79 ng 3209430 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 95
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 64
3 1.1"-Bicvclopentvl 138 C10H18 001636-39-1 46
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 45
5 Cyclopentanone, 2-(2-methylpropy... 138 C9H140 016856-72-7 41

Abundance Scan 693 (9.008 min): BF081731.D (-687) (-) m/z 57.10 100.00%
g7
41 67
5000 gL o1 105 138
w1 sko 8k s 5k ok
e m/z 41.10 74 .25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16319: Naphthalene, decahydro-, trans-
67 138
82
41 %
5000 RS RS AR LRSS R
55 8.60 8.80 9.00 9.20 9.40
27 109 m/z 67.10 68.14%
"|""|""|""|""|"" ”\l in:‘:“|‘|||||l|‘||||||‘=||||1|2|3||||||‘lnnlnnlnu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
67 g, 96 138
8.60 8.80 9.00 9.20 9.40
5000 4 m/z 43.10 61.85%
109
29 123
memmmrmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16261: 1,1'-Bicyclopentyl R RAREEREE S L
a1 6 8.60 8.80 9.00 9.20 9.40
m/z 55.10 46.91%
82
5000 9
27 55
109
138
ST Y T T oM B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Decane, 4-methyl- Concentration Rank 17

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

9.05 91.96 ng 881528 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 91
2 Decane. 4-methvl- 156 C11H24 002847-72-5 83
3 Nonane. 4-methvl-5-propvl- 184 C13H28 062185-55-1 78
4 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 78
5 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 78

Abundance Scan 697 (9.053 min): BF081731.D (-695) (-) m/z 43.10 100.00%
57 71
5000
RSN LRSS SR SR
85 112 8.80 9.00 9.20 9.40
2D 14 A3 152 ‘m/z 57.10 81.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27133: Nonane, 2,6-dimethyl-
43 57
5000 R UL LA AL R
880 9.00 9.20 9.40
m/z 71.10 79.75%
29 ‘ ‘ 85 113
1T L7 97 7T 127 141 156
mz> 2 40 60 8 100 130 140 1% 180
Abundance
43
5771 RSN RSN S SR
8.80 9.00 9.20 9.40
5000 m/z 41.10 32.98%
29
112
8 o 126 141 156 W\/\/\A/\/\/\ﬁ
mz-> 20 40 60 80 100 120 140 160 180
Abundance #45623: Nonane, 4-methyl-5-propyl- R A BAR T e  S
43 57 - 8.80 9.00 9.20 9.40
m/z 70.10 26.60%
5000
112
\\ ‘\ ‘\‘ M or | 127 141 184
m/z--> 20 Jo 60 85 100 120 110 160 180 880 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Decane, 2-methyl- Concentration Rank 4

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

9.14 183.15 ng 1755710 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 90
2 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 72
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 62
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 59
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 59

Abundance Scan 705 (9.145 min): BF081731.D (-701) (-) m/z 43.10 100.00%
43 57
71
5000
8|5 112 880 9.00 920 9.40
99 - - - -
et g P18 s "m/z 57.10  85.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27131: Decane, 2-methyl-
43 57
71
5000 L L LN UL IR
85 8.80 9.00 9.20 9.40
29 112 m/z 71.10 58.08%
99
N N Y S Y YD S . .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 71 A SR S A
8.80 9.00 9.20 9.40
5000 m/z 41.10 47 .40%
29 85
112
99 12714O 155168 183 197 211 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27137: Nonane, 3,7-dimethyl- B BEmma B B
57 8.80 9.00 9.20 9.40
m/z 55.10 24 _.01%
43 71
5000
29 85
J L L 97 111 1%7 141 156
m/z--> 20 40 60 80 160 120 140 160 180 200 220 880 9.00 920 9.40

8270-BF090115.M Tue Sep 22 18:33:53 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Decane, 3-methyl- Concentration Rank 8

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

9.25 126.73 ng 1214880 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-methvl- 156 C11H24 013151-34-3 74
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 53
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 53
4 2.2.7.7-Tetramethvloctane 170 C12H26 001071-31-4 50
5 Hexadecane 226 C16H34 000544-76-3 50

Abundance Scan 714 (9.248 min): BF081731.D (-710) (-) m/z 57.10 100.00%

7

?

71
5000 41 85
B R R s ma e S
126 9.00 9.20 9.40 9.60
98 109 137
el L S e %6 m/z 71.10 50.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27124: Decane, 3-methyl-
57
43
71
5000 LA L L LB L B B
29 85 9.00 9.20 9.40 9.60
m/z 56.10 45 _.47%
127
|9 112 T 140 156

m/z--> 20 40 60 80 100 120 140 160 180
Abundance

|

9.00 9.20 9.40 9.60

5000 43 - m/z 41.10 45.23%

85
29 o6
111 126 140 154 169 183

m/z--> 20 40 60 80 100 120 140 160 180

s

Abundance #27137: Nonane, 3,7-dimethyl- R AR RRRES T
57 9.00 9.20 9.40 9.60
m/z 43.10 41.53%
43 71
5000
29 85
127
J A 97 111 ) 141 156

m/z--> 20 40 60 80 100 120 140 160 180 9.00 9. 20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 10

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

9.33 114.68 ng 1099320 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 Benzene. l1-methvl-2-(1-methvleth... 134 C10H14 000527-84-4 95
3 Benzene. 1-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 1-methvl-4-(l-methvleth... 134 C10H14 000099-87-6 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95

Abundance Scan 721 (9.328 min): BF081731.D (-717) (-) m/z 119.10 100.00%
119
5000 /]\/\\
55 o1 134 VS S N
41 69 81 | 105 | ‘ 9.00 9.20 9.40 9.60

el gl Dl ol gl 158 166 7T 3410 30.83%

m/z--> 20 40 60 80 100 120 140 160
Abundance #14377: Benzene, 4-ethyl-1,2-dimethyl-
I \\/\

5000 e L
9.00 9.20 9.40 9.60

o1 134 m/z 55.10  25.25%

7 105
51 65
...1.5,.2.7..3?‘..‘..,‘.‘...“,....,‘l‘..‘aw...‘.,....,....
m/z--> 20 40 60 80 100 120 140 160
Abundance

119

9.00 9.20 9.40 9.60
5000 m/z 91.10 21.16%

134
39 91
15 27 51 65 77 103
T L B e e o R N e
m/z--> 20 40 60 80 100 120 140 160
Abundance #14402: Benzene, 1-methyl-3-(1-methylethyl)-
119

900 920 940 9.60
m/z 105.10 13.69%

5000
134
91
5 77 4w e 7 ]|
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.24 150.22 ng 1693260 Chrysene-di12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 96
2 Phenanthrene. 2.3-dimethvl- 206 Cl16H14 003674-65-5 93
3 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 91
4 Phenanthrene. 3.6-dimethyl- 206 C16H14 001576-67-6 91
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 86
Abundance Scan 1763 (21.237 min): BF081731.D (-1759) (-) m/z 206.20 100.00%
206
5000 191

21.00 21.20 21.40 21.60

226
0 b prrpreog 28 390 1 Tn/z 191.10 49.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

89 103 120 4515016°

Abundance #60352: Phenanthrene, 2,5-dimethyl-
206
5000 191 LANLINL I L B L L B LB
21. OO 21. 20 21.40 21.60
101 m/z 189.10 27 .06%
165 ‘ ‘
2 S N A ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
206
T
21.00 21.20 21.40 21.60
5000 191 m/z 205.20 23.03%
89
39 63 115129 151165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60342: 9,10-Dimethylanthracene R E s B

21.00 21.20 21.40 21.60
m/z 207.20  17.50%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21. OO 21. 20 21. 40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 di-p-Tolylacetylene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.28 96.54 ng 1088160 Chrysene-di12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di-p-Tolvlacetvlene 206 Cl16H14 002789-88-0 83
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 64
3 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 62
4 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 58
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 58
Abundance Scan 1767 (21.283 min): BFO81731&|)D (-1765) (-) m/z 206.20 100.00%
206
5000 191
226
97
76 139 165 21.00 21.20 21.40 21.60
Obrrrrrrraper S 252 280 302 | "m/z 191.10  40.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60333: di-p-Tolylacetylene
206
5000 LI SULRILE S UL B
21.00 21.20 21.40 21.60
191 m/z 211.10 35.11%
39 76 102 159139 165 | h‘
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
206
2100 21.20 2140 21.60
5000 101 m/z 226.10 25.53%

15 39 63 89 111127 150160

me—mwmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60344: Anthracene, 1,4-dimethyl- e
21.00 21.20 21.40 21.60
m/z 189.10 23.89%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21. 00 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081731.D

Aca On : 22 Sep 2015 3:14

Operator : UM/I1Z

Sample : 6G3747-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 1H-Indene, 2-methyl-3-phenyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21.36 104.75 ng 1180760 Chrysene-di12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2-methvl-3-phenvl- 206 C16H14 035099-60-6 64
2 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 55
3 1.3-Diphenvl-3-methvlcvclopropene 206 C16H14 086544-79-8 50
4 1-Methvl-3-phenvl-1H-indene 206 C16H14 022360-62-9 50
5 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 50

Abundance Scan 1774 (21.363 min): BF081731.D (-1772) (-) m/z 57.10 100.00%

7

206 W

222 21.00 21.20 21.40 21.60
238 2060274 292 m/z 206.20 57.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60368: 1H-Indene, 2-methyl-3-phenyl-

206

5000

99 113127141 165

191

4

5000
21.00 21.20 21.40 21.60

m/z 71.10 47 .97%

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

s

Abundance
206
R AR B o
21.00 21.20 21.40 21.60
5000 191 m/z 43.10 42.60%
101 165 /\W
27 51 18 115129 151
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60373: 1,3-Diphenyl-3-methylcyclopropene T
206 21.00 21.20 21.40 21.60

m/z 191.10 36.20%

5000

i

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\

Data File : BF081731.D

Acg On : 22 Sep 2015 3:14 Instrument :
Operator : UM/I1Z BNA_F

Sample - G3747-02 ClientSampleld :
Misc : TRENCH-1-2
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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]
Butane, 2-methoxy... 1.18 88.5 ng 848894 1 8.17 191728 20.0
Heptane, 3-ethyl-_.. 7.02 84.4 ng 809331 1 8.17 191728 20.0
Octane, 2,5-dimet... 7.18 96.8 ng 928144 1 8.17 191728 20.0
Nonane, 2-methyl- 7.25 113.1 ng 1083740 1 8.17 191728 20.0
Nonane, 3-methyl- 7.37 154.8 ng 1484210 1 8.17 191728 20.0
unknown? .69 7.69 121.4 ng 1163700 1 8.17 191728 20.0
Benzene, 1,2,3-tr... 7.81 154.7 ng 1482850 1 8.17 191728 20.0
Nonane, 2,6-dimet... 8.37 262.0 ng 2511870 1 8.17 191728 20.0
Cyclohexane, (2-m... 8.56 90.6 ng 868420 1 8.17 191728 20.0
Tridecane, 6-methyl- 8.60 99.1 ng 949801 1 8.17 191728 20.0
Nonane, 3,7-dimet... 8.66 114.4 ng 1096500 1 8.17 191728 20.0
Naphthalene, deca... 9.01 334.8 ng 3209430 1 8.17 191728 20.0
Decane, 4-methyl- 9.05 92.0 ng 881528 1 8.17 191728 20.0
Decane, 2-methyl- 9.14 183.2 ng 1755710 1 8.17 191728 20.0
Decane, 3-methyl- 9.25 126.7 ng 1214880 1 8.17 191728 20.0
Benzene, 4-ethyl-_._. 9.33 114.7 ng 1099320 1 8.17 191728 20.0
Phenanthrene, 2,5... 21.24 150.2 ng 1693260 5 23.36 225439 20.0
di-p-Tolylacetylene 21.28 96.5 ng 1088160 5 23.36 225439 20.0

5

1H-Indene, 2-meth... 21.36 104.8 ng 1180760 23.36 225439 20.0
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