LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?2?:'6 - 1363003 B1409-TPO1N-1224

ALS Vial : 3 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-BF060716.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 1.690 7 9 17 rBvV 921832 1442800 15.08% 0.636%
2 2.204 43 54 58 rvB 209064 570257 5.96% 0.251%
3 3.038 120 127 132 rBv2 161213 460175 4.81% 0.203%
4 3.221 139 143 148 rBvY 100697 250351 2.62% 0.110%
5 3.438 153 162 165 rBvV 382574 1022407 10.69% 0.450%
6 3.507 165 168 173 rVB 173334 345991 3.62% 0.152%
7 3.633 173 179 183 rBv2 120479 334624 3.50% 0.147%
8 3.907 198 203 208 rvB2 458312 981358 10.26% 0.432%
9 4.033 209 214 219 rBV2 276315 509333 5.32% 0.224%
10 4.433 247 249 251 rBV 315572 482545 5.04% 0.213%

11 4._.536 255 258 260 rvB 1133571 1546092 16.16% 0.681%
12 4.604 260 264 266 rVB 856847 1074815 11.24% 0.473%
13 4._.650 266 268 273 rvVB3 306826 527387 5.51% 0.232%
14 4.753 273 277 282 rVB4 201394 348494 3.64% 0.154%
15 4.844 282 285 287 rBV2 847456 1540975 16.11% 0.679%

16 4.890 287 289 292 rVB4 187629 391324 4_.09% 0.172%
17 4.947 292 294 295 rBV 445568 576035 6.02% 0.254%
18 4.981 295 297 299 rVB 525281 588384 6.15% 0.259%
19 5.027 299 301 302 rBV 434582 460372 4._.81% 0.203%
20 5.061 302 304 308 rvB 855024 949347 9.92% 0.418%

21 5.119 308 309 310 rBV 1093877 1079694 11.29% 0.476%
22 5.244 317 320 322 rBV 801587 1211353 12.66% 0.534%
23 5.290 322 324 326 rVB 1247865 1317625 13.78% 0.580%
24 5.336 326 328 332 rVB3 1067069 1575466 16.47% 0.694%
25 5.416 332 335 338 rBV 347532 520847 5.45% 0.229%

26 5.519 338 344 346 rBV2 1272184 2873026 30.04% 1.266%
27 5.564 346 348 349 rBV2 496739 838179 8.76% 0.369%
28 5.656 354 356 360 rvv2 1496745 2958947 30.93% 1.303%
29 5.736 360 363 364 rvv2 1032999 1846974 19.31% 0.814%
30 5.793 364 368 370 rvv4 2758165 6409294 67.01% 2.823%

31 5.850 370 373 376 rVvV2 1757674 4253106 44.46% 1.874%
32 5.987 380 385 387 rvv4 1796749 4124373 43.12% 1.817%
33 6.056 387 391 397 rVvVv5 2795799 9274212 96.96% 4._.085%
34 6.147 397 399 401 rvVV 1857546 3066710 32.06% 1.351%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?2?:'6 - 1363003 B1409-TPO1N-1224

ALS Vial : 3 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.216 401 405 406 rVvv2 2134958 4902801 51.26% 2.160%

36 6.239 406 407 409 rVV 1365327 2093896 21.89% 0.922%
37 6.319 409 414 417 rVv4 2278815 8588672 89.79% 3.783%
38 6.399 419 421 423 rVV3 1900987 3429693 35.86% 1.511%
39 6.513 423 431 432 rVV6 1606577 6875941 71.88% 3.029%
40 6.593 435 438 440 rVV 2895912 7159316 74.85% 3.154%

41 6.639 440 442 445 rvv2 1780733 4690096 49.03% 2.066%
42 6.719 445 449 453 rVV6 2872439 9565235 100.00% 4.214%
43 6.822 453 458 459 rVvv4 1695980 5502084 57.52% 2.424%
44 6.856 459 461 462 rVVv2 1750608 2874047 30.05% 1.266%
45 6.890 462 464 465 rvVv2 2058452 3427992 35.84% 1.510%

46 6.913 465 466 468 rVV 1800574 3051313 31.90% 1.344%
47 6.947 468 469 473 rVVv4 2148933 5002131 52.29% 2.203%
48 7.039 475 477 478 rVwW 954600 1874817 19.60% 0.826%
49 7.107 479 483 484 rVvVv 3020507 6256463 65.41% 2.756%
50 7.130 484 485 487 rVVv2 2134900 3443813 36.00% 1.517%

51 7.176 487 489 490 rVV 1389902 2527072 26.42% 1.113%
52 7.210 490 492 494 rVV3 1994001 3566499 37.29% 1.571%
53 7.256 494 496 497 rVV2 1112174 2055317 21.49% 0.905%
54 7.279 497 498 500 rVV 1592826 2455471 25.67% 1.082%
55 7.336 500 503 504 rvv3 1820146 3651158 38.17% 1.608%

56 7.359 504 505 508 rvv2 2228075 3116333 32.58% 1.373%
57 7.416 508 510 512 rvv2 805988 1977732 20.68% 0.871%
58 7.473 512 515 516 rvv3 1849781 3768062 39.39%% 1.660%
59 7.507 516 518 520 rvv3 1451855 3326475 34.78% 1.465%
60 7.587 522 525 526 rvv2 2114997 4110623 42.97% 1.811%

61 7.610 526 527 529 rvv2 1237767 1858798 19.43% 0.819%
62 7.667 529 532 534 rvv3 1127619 2771399 28.97% 1.221%
63 7.713 534 536 540 rvVv 964527 2429726 25.40% 1.070%
64 7.839 540 547 548 rvv4 2162876 6157901 64.38% 2.713%
65 7.862 548 549 553 rvv4 1781689 4388091 45.88% 1.933%

66 7.919 553 554 560 rvv3 1714325 3792566 39.65% 1.671%
67 8.022 560 563 564 rvv2 870083 1833612 19.17% 0.808%
68 8.136 567 573 575 rvv6 1066108 4412588 46.13% 1.944%
69 8.193 577 578 580 rvv2 832406 1521193 15.90% 0.670%
70 8.227 580 581 583 rvv2 1536390 1802129 18.84% 0.794%

71 8.273 583 585 589 rvv3 1385259 3770048 39.41% 1.661%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?2?:'6 - 1363003 B1409-TPO1N-1224

ALS Vial : 3 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 8.342 589 591 593 rvv2 768553 1758676 18.39% 0.775%
73 8.445 597 600 601 rvv3 1093322 2077905 21.72% 0.915%
74 8.479 601 603 606 rvv4 812442 2261304 23.64% 0.996%
75 8.547 606 609 612 rvv2 1198174 2986098 31.22% 1.315%

76 8.605 612 614 615 rvv2 387249 699565 7.31% 0.308%
77 8.650 615 618 619 rvv 1141278 1776197 18.57% 0.782%
78 8.673 619 620 622 rvv2 354513 602023 6.29% 0.265%
79 8.742 622 626 631 rvv8 658216 2227807 23.29% 0.981%
80 8.867 634 637 638 rvv 936677 1206568 12.61% 0.532%

81 8.913 638 641 643 rvV 1519041 1756535 18.36% 0.774%
82 9.005 645 649 651 rvv2 388837 760769 7.95% 0.335%
83 9.050 651 653 656 rvv3 209570 406382 4._.25% 0.179%
84 9.108 656 658 661 rVvB 218399 302936 3.17% 0.133%
85 9.176 661 664 666 rBvV 411229 639107 6.68% 0.282%

86 9.245 668 670 671 rBvV 567751 639638 6.69% 0.282%
87 9.268 671 672 674 rvv2 395318 512659 5.36% 0.226%
88 9.313 674 676 679 rVB 709254 814913 8.52% 0.359%
89 9.519 693 694 696 rBvV 171846 240424 2.51% 0.106%
90 9.576 696 699 701 rBVv3 430896 560466 5.86% 0.247%

91 9.839 719 722 725 rVB3 191749 397226 4._.15% 0.175%
92 9.976 732 734 737 rBv4 120426 245051 2.56% 0.108%
93 10.239 754 757 759 rBV 282016 269793 2.82% 0.119%
94 10.365 765 768 770 rBv2 650218 699747 7.32% 0.308%
95 10.502 777 780 783 rBv2 339077 498999 5.22% 0.220%

96 10.776 800 804 806 rBvV 140960 343821 3.59% 0.151%
97 10.971 817 821 823 rBv2 258263 480018 5.02% 0.211%
98 11.051 827 828 829 rBV 280827 260018 2.72% 0.115%
99 12.114 919 921 924 rBV2 222974 424710 4._.44% 0.187%
100 12.651 966 968 972 rBvV2 848360 1377448 14.40% 0.607%

Sum of corrected areas: 227010778
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF062716\

BF088466 .D

27 Jun 2016 22:21

UM/SJ

H3630-03 B1409-TPOIN-1224
3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF088466.D

0
Time-->

T T
4.50 5.00 5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

7.8
B0
57 ,
71\ 5.0 14

TIC: BF088466.D

4

Time-->

10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF088466.D

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00

17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Octane, 2,6-dimethyl- Concentration Rank 12

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

5.79 18.64 ng 6409290 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
3 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 72
4 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 64
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 64

Abundance Scan 368 (5.793 min): BF088466.D (-364) (-) m/z 57.10 100.00%
57 -
5000 43
| |‘ I 85 o 113 125 140 540 5.60 5.80 6.00 6.20
e MY HBS MBS . M m/z 71.10 78.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
540 5.60 5.80 6.00 6.20
m/z 43.10 48.32%
29 ‘ 85 113
0"'P%?'I”'dl”"u'”'l'J'“'"w*"ﬁ"h'P'??l'”'IM”'l'}%Z"”ﬁ%?"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 7 540 560 580 6.00 6.20
5000 29 m/z 41.10 44 . 79%
113
ol 15 85 o3 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19218: Heptane, 3—ethy|—5—methy|— LI L L L L L L BB
43 57 540 5.60 5.80 6.00 6.20
[ m/z 56.10 34.79%
5000
29
113
0"'I'”'I"jW"'JIl”'I'jllP"'1l"W'ﬁé'l”'??'”'llt"l”"I"”%%?"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 20

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

5.85 12.37 ng 4253110 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 59
2 Heptane. 4-propvl- 142 C10H22 003178-29-8 50
3 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 49
4 Ether. tert-butvl isopropvlidene... 154 C10H180 024524-56-9 47
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 43

Abundance Scan 373 (5.850 min): BF088466.D (-370) (-) m/z 57.10 100.00%
sl
5000 43 98
RS AR AR AR SR R
” |7|1 85 1128 560 5.80 6.00 6.20
Ottt e e e e | M/Z 43.10 38.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19221: Heptane, 3-ethyl-2-methyl-
57
5000 43
5.60 5.80 6.00 6.20
98 m/z 98.10 35.77%
29 1 g
0 L Ll [l I ! ! 113 142
LA IR NI L A I IR SN IR LIS SRS ARAS SRS RARAN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
5.60 5.80 6.00 6.20
5000 m/z 41.10 31.59%
41 98
29 70
ol 15 83 112 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19183: Octane, 2,3-dimethyl- e A RRRaEEEE A
57 5.60 5.80 6.00 6.20
m/z 56.10 16.90%
5000 43
” 71 98
ol 15 il ) 1L \w 8 113 127 142
LA IR NI L A IR IR SN IR LIS SRS RS SRS RSN SRR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1-Hexene, 3,5,5-trimethyl- Concentration Rank 7

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

6.06 26.98 ng 9274210 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 3.5.5-trimethvl- 126 C9H18 004316-65-8 52
2 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 43
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 38
4 Undecane. 4.5-dimethvl- 184 C13H28 017312-79-7 38
5 Nonane, 4-methyl- 142 C10H22 017301-94-9 30

Abundance Scan 391 (6.056 min): BF088466.D (-387) (-) m/z 57.10 100.00%
g7
5000
83 98 111 125 HRRE AR R IR I
| | | | 140 5.80 6.00 6.20 6.40
O rerrrr el el et el LY Tmzz 43.100 63.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11572: 1-Hexene, 3,5,5-trimethyl-
57
5000 43 70 R UL UL UL
- 5.80 6.00 6.20 6.40
m/z 70.10 59.63%
S A R RS A KRR ARAA NEAR AL AN LALAN SAR LRI RARME N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 580 6.00 6.20 6.40
5000 1 m/z 69.10 53.35%
29 85 99
ol 15 3 97 12
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7626: Heptane, 4-methyl- R R B
43 5.80 6.00 6.20 6.40
70 m/z 41.10 51.81%
5000
27 55
0 15 H ‘\ ! \H ! %5 98 1]\-4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 620 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.32 Concentration Rank 9

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

6.32 24.98 ng 8588670 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 27
3 Cvclopentane. 1-methvl-3-(2-meth... 140 C10H20 029053-04-1 15
4 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 11
5 Cyclohexanemethanol 114 C7H140 000100-49-2 10

Abundance Scan 414 (6.319 min): BF088466.D (-409) (-) m/z 132.00 100.00%
83
97
5000 41 69
oo (1 '6.00 620 640 6.60
0 m/z 55.10 83.37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 S SRAENARBEAREE ARR
6.00 6.20 6.40 6.60
70 m/z 83.10 70.37%
81 a4, 60 ‘ g6
0'|'“'|k"w'l"ﬁ'"l“"\"zﬁ"*'l“'*l}Pﬁl'%%§v"'l“"l'“'l"'w"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
132
97 600 6.20 640 6.60
5000 o m/z 97.10 59.57%
52
0 sl 44 60 78 g 105 116
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18070: Cyclopentane, 1-methyl-3-(2-methylpropyl)-
55 6.00 6.20 6.40 6.60
41 m/z 69.10 46.71%
5000 ¥
69 83
27
0'|""|""|""|""|""|""|""|""|'1'0'5'1%'2"|'1'2'5'|"'1"|K')"'|""|" IBESRAENSRBAREE ARR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.64 Concentration Rank 18

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

6.64 13.64 ng 4690100 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-methvl-5-propvl- 184 C13H28 017312-75-3 47
2 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 46
3 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 000491-02-1 43
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 43
5 3-Bromooctane 192 C8H17Br 000999-64-4 38

Abundance Scan 442 (6.639 min): BF088466.D (-440) (-) m/z 71.10 100.00%
43 M
5000 85 95 119
109 34 6.40 6.60 6.80 7.00
0 ..,....,....,.:..,.'.~I.-,..-.|!,':...~,.|'==.,'.:‘!.l.....'}.'..'.,..:'.,.!.'.1,?‘.2..,.1.“??,... m/z 57.10 99.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #48915: Nonane, 5-methyl-5-propyl-
57 T
43
85
5000 RSN S L R
6.40 6.60 6.80 7.00
29 127 m/z 43.10 83.09%
‘ 9 141
0'W'JW”'“”'W”MI””wh“Pw“P'JP”'Q%'PJH'”W'”W”'W”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
@ om TSk Gk 6k 70
5000 m/z 95.10 47 .97%
29 85
0 97 111 127 141 156
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28381: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.alph... T
7 6.40 6.60 6.80 7.00
m/z 85.10 44 .82%
5000 41 55
123
29 109 138
T R | 156
G AR AN R RAAAN RARAS AARS RN AANAN RS SRS LARAS SRR SRS SARSN BAR RS RS R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00

8270-BF060716.M Tue Jun 28 18:34:09 2016

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 unknown6.72 Concentration Rank 5

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

6.72 27.82 ng 9565240 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvipropvl)- 140 C10H20 001678-98-4 38
2 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 35
3 1-Propanone. 1l-cvclohexvl- 140 C9H160 001123-86-0 30
4 1-Imidazol-1-vI1-3-methvlbut-2-en... 150 C8H10N20 061985-22-6 27
5 1-Butanone, 1-cyclohexyl- 154 C10H180 001462-27-7 27

Abundance Scan 449 (6.719 min): BF088466.D (-445) (-) m/z 83.10 100.00%
8B
41 =
5000 71
150
111 L S R UL
4 o1 193 | 1227 MO 6.40 6.60 6.80 7.00
0 m/z 57.10 64 .32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18030: Cyclohexane, (2-methylpropyl)-
55 83
41
5000 RS R
o7 6.40 6.60 6.80 7.00
27 69 140 m/z 55.10 59.75%
AN N 1 T T R . AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 83
" 640 6.60 6.80 7.00
5000 m/z 41.10 55.08%
27 67
o 15 75 96 109 124
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18719: 1-Propanone, 1-cyclohexyl- R RREEma R
83 6.40 6.60 6.80 7.00
55 m/z 82.10 54 _07%
5000
29 41
111
‘ ‘ ‘ 67 140
0“w}ﬁv“h““M“W”LV“M““PMW'?ﬁ““V“W““P“W““P“W“' IR SR S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00

8270-BF060716.M Tue Jun 28 18:34:10 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1-Ethyl-2,2,6-trimethylcycl... Concentration Rank 13

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

6.82 16.00 ng 5502080 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 55
2 Cvclohexane. 1.1-dimethvl-2-propvl- 154 C11H22 081983-71-3 55
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 48
4 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 48
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 47

Abundance Scan 458 (6.822 min): BF088466.D (-453) (-) m/z 69.10 100.00%
69 119
105
41 S
5000 33 134
91 i e e B
LI I T PP T B ek
bttt e Ll a2 e Tm/z 119.05  82.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane
69
m >
5000 84
6.40 6.60 6.80 7.00 7.20
130 154 m/z 105.10 75.28%
111
0'V'MP'J”'“VHﬁw'hm'“mj“v'hw'“m'“ﬁ?ﬁv'JVH'V“'V“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69
a8
6.40 6.60 6.80 7.00 7.20
5000 84 m/z 57.10 65.95%
29
) 97 111 15 139 154
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14844: Benzene, 1,3-diethyl- A WA B e
105 119 6.40 6.60 6.80 7.00 7.20
m/z 55.10 64 .93%
5000 134
91
27 39 51 g /f |
0'P”M'”MM'J””IM”P'MP”'P”WJ”W”UJ””IJ“P'”P”'P” R R R U S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00 7.20

8270-BF060716.M Tue Jun 28 18:34:11 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Naphthalene, decahydro-, tr... Concentration Rank 14

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

6.95 14.55 ng 5002130 1,4-Dichlorobenzene-d4 6.55
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 95
3 5H-Inden-5-one. octahvdro-. trans- 138 C9H140 004668-81-9 72
4 Bicvclol3.1.0Thexan-2-one. 5-(1-... 138 C9H140 000513-20-2 72
5 Cyclohexene, 1-butyl- 138 C10H18 003282-53-9 68

Abundance Scan 469 (6.947 min): BF088466.D (-468) (-) m/z 67.10 100.00%
67 138
82  op
5000 41
55 105 SRS
123 6.60 6.80 7.00 7.20
0 e, 266 "m/z 138.10  85.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16924: Naphthalene, decahydro-, trans-
67 138
82
41 9%
5000
55 6.60 6.80 7.00 7.20
109 m/z 68.10 70.70%
0 IRARENLRLRE RS s aay |‘||| ”\l i:n‘:“:‘:ul‘ulu‘u ||||M||||::-|2|3|||||| ‘II“I RaRARRARAR LRS!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
67 81 96 138
6.60 6.80 7.00 720
5000 41 m/z 82.10 66 .93%
S5 109
27
o 15 123
L B K I L AR A KA RN R ALY LAY U RARAE LA LA LA L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #17588: 5H-Inden-5-one, octahydro-, trans- L B e e
M 81 o4 6.60 6.80 7.00 7.20
67 m/z 81.10 66 .15%
54 138
5000
109
0 ..|....|....|....|.... el ‘\” “‘.‘... il ....“..%2,9...,....‘,....,....,....,... e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.60 6.80 7.00 7.20

8270-BF060716.M Tue Jun 28 18:34:11 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 p-Cymene Concentration Rank 19

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

7.59 13.35 ng 4110620 Naphthalene-d8 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 64
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 64
3 o-Cvmene 134 C10H14 000527-84-4 64
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 64
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64

Abundance Scan 525 (7.587 min): BF088466.D (-522) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 103 | | 145 160 7.20 7.40 7.60 7.80 8.00
Obrrprrrrprrerprresprre frrrepater e e b el o - m/z 117.10  47.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14809: p-Cymene
9
5000
7.20 7.40 7.60 7.80 8.00
91 134 m/z 134.10 38.14%
27 41 51 65 77
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
119
7.20 7.40 7.60 7.80 8.00
5000 m/z 91.10 21.94%
134
91
ol 15 27 41 51 65 77 103

Wmmmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14811: 0-Cymene R B
1 7.20 7.40 7.60 7.80 8.00

m/z 115.05 21.02%

5000

27 41 51 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7.60 7.80 8.00

8270-BF060716.M Tue Jun 28 18:34:12 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown8.14 Concentration Rank 16

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

8.14 14.33 ng 4412590 Naphthalene-d8 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclohexvl-1-chloropropane 160 COH17ClI 001124-62-5 46
2 Cvclohexane. hexvl- 168 C12H24 004292-75-5 45
3 Cvclohexane. undecvl- 238 C17H34 054105-66-7 43
4 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 43
5 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 40

Abundance Scan 573 (8.136 min): BF088466.D (-567) (-) m/z 83.10 100.00%
8B
55 145
5000
4l 69 S —
7.80 8.00 8.20 8.40
0! m/z 145.10 66.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31397: 3-Cyclohexyl-1-chloropropane
83
55
5000
7.80 8.00 8.20 8.40
41 m/z 82.10 65.30%
27 67 160
o..1?,.‘.‘..‘,‘..m,.‘.u.,w...l,‘.".‘.l.lf‘.l.?z.,....i‘.... S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 83
780 800 820 840
5000 41 m/z 55.10 62.93%
29 67
168
ol 14 97 111
m/z--> 25 Jo éo 85 160 150 150 1éo 180 200 250 250
Abundance #92571: Cyclohexane, undecyl- L BT B
83 7.80 8.00 8.20 8.40
m/z 41.10 31.27%
55
5000
41
0 P H | HH || %7 111125 139 154 238
m/z--> 2'0 4'0 Io 8|0 1(')0 150 14'10 160 180 200 22'0 24'10 7.50 8.60 8.|20 8.110 '

8270-BF060716.M Tue Jun 28 18:34:13 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Heptylcyclohexane Concentration Rank 1

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

8.74 79.50 ng 2227810 Acenaphthene-d10 9.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptvlcvclohexane 182 C13H26 005617-41-4 52
2 Cvclohexane. (4-methvipentvI)- 168 C12H24 061142-20-9 50
3 Cvclohexane. pentvl- 154 C11H22 004292-92-6 47
4 Cvclohexane. (l-methvlethvl)- 126 C9H18 000696-29-7 47
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 47

Abundance Scan 626 (8.742 min): BF088466.D (-622) (-) m/z 83.10 100.00%

5000

8.40 8.60 8.80 9.00

0 m/z 55.10 65.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47280: Heptylcyclohexane
83
55
5000 LI L L L L L L L L
a1 8.40 8.60 8.80 9.00
67 m/z 82.10 63.66%
| 97 111 182
b Wl el e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83
55 B REE e AR REAR
8.40 8.60 8.80 9.00
5000 m/z 41.10 41_.77%
41
29 67
. 97 100 125 140 153 168
R A B e L B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27052: Cyclohexane, pentyl- B mmE e A RERE
56 3 8.40 8.60 8.80 9.00
m/z 43.10 35.32%
5000 a1
29 87 o 154
ot L b T mas T DT WL e
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF060716.M Tue Jun 28 18:34:14 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088466.D

Aca On 27 Jun 2016 22:21

Operator : UM/SJ

Sample - H3630-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 12 Bacchotricuneatin c Concentration Rank 6

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

9.00 27.15 ng 760769 Acenaphthene-d10 9.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
2 Tetradecane 198 C14H30 000629-59-4 86
3 10-MethvlInonadecane 282 C20H42 056862-62-5 78
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 72
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 649 (9.005 min): BF088466.D (-645) (-) m/z 57.10 100.00%
57
5000 85
3 119 8.60 8.80 9.00 9.20 9.40
ol d b Ly niaspAIs a8 m/z 71.10  64.05%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
71
g5 112
5000 NSRS SRS R
8.60 8.80 9.00 9.20 9.40
m/z 43.10 63.27%
o H“\ Mm 1?31?1 216 245 312 342
m/z--> 55 Io 250 360
Abundance
57
8.60 8.80 9.00 920 9.40
5000 85 m/z 85.10 43 .25%
29
0 113 141 169 198
m/z--> L '55' ' "160' ' "150' ' "260' - '250' B '360" -
Abundance #129494: 10-Methylnonadecane T T T
57 8.60 8.80 9.00 9.20 9.40
m/z 41.10 30.43%
85
5000
154
29
113
0..“‘.‘. I"'J'tl .H.'.. ‘.... ....|.26.7..|....| AR AR mE maa s
m/z--> 50 100 150 200 250 300 8.60 8.80 9.00 9.20 9.40

8270-BF060716.M Tue Jun 28 18:34:15 2016

B1409-TPO1N-1224

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 15

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

9.05 14.50 ng 406382 Acenaphthene-d10 9.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 70
2 Benzene. (1.3-dimethvl-2-butenvl)- 160 C12H16 050704-01-3 70
3 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 62
4 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 62
5 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 62

Abundance Scan 653 (9.050 min): BF088466.D (-651) (-) m/z 145.10 100.00%
145
5000 57
71 129 160 LA S SR A
4|3 8|5 99 115 172 100 8.80 9.00 9.20 9.40
3 S A VU RS S b0 m/z 57.10  38.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30908: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145
5000 URRBE UL L R
8.80 9.00 9.20 9.40
128 160 m/z 160.10 26.03%
115
o 51 65 77 9L 1057 , |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
145
8.80 9.00 9.20 9.40
5000 m/z 71.10 23.98%
01 117 160
27 41 51 g7 77 105 130
e L L UL SR WL B L L S L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30890: Benzene, 1-(2-butenyl)-2,3-dimethyl- I B m e e
145 8.80 9.00 9.20 9.40
m/z 129.05 20.95%
5000 160
91 105175 130
39 77
0..1.5| .2.9..“‘..5‘?‘[.,(‘3.5..“\..‘..,“l“..‘l“‘,.‘m‘;.,“l‘...‘,‘....,...., L R e e
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BF060716.M Tue Jun 28 18:34:15 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Naphthalene, 2,7-dimethyl- Concentration Rank 11

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

9.18 22.81 ng 639107 Acenaphthene-d10 9.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 664 (9.176 min): BF088466.D (-661) (-) m/z 156.10 100.00%
1%6
141

5000

115 128
77 8.80 9.00 9.20 9.40 9.60
39 51 63 89 102
o p 70187 202 Tn/z 141.10  70.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28483: Naphthalene, 2,7-dimethyl-
156
141
5000
8.80 9.00 9.20 9.40 9.60
128 m/z 155.10 36.32%
o Ml PO Y —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141 8.80 9.00 9.20 9.40 9.60
5000 m/z 115.00 15.10%
115
15 27 39 51 63 77 gg 102 "~ 128
I o o o e o L B o e LN B e e i e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28499: Naphthalene, 1,6-dimethyl- L M e B
156 8.80 9.00 9.20 9.40 9.60
m/z 128.10 13.37%
141
5000
7 115
64 128
ST LA ol Y I W N ) S ) S A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088466.D

Aca On 27 Jun 2016 22:21

Operator : UM/SJ

Sample - H3630-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Naphthalene, 2,3-dimethyl- Concentration Rank 10

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

9.24 22.83 ng 639638 Acenaphthene-d10 9.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97

Abundance Scan 670 (9.245 min): BF088466.D (-668) (-) m/z 156.10 100.00%
5000
43 57 71 9.00 9.20 9.40 9.60
ol 802 169 182193 208 | 1757141.10  91.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28485: Naphthalene, 2,3-dimethyl-
156
141 )
5000
9.00 9.20 9.40 9.60
115 o9 m/z 155.10 29.30%
2739 31 % 7° g9 y0p | U
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141
9.00 9.20 9.40 9.60
5000 m/z 115.10 19.20%
77 115
27 39 51 63 8o 102 1%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #28477: Naphthalene, 1,6-dimethyl- T
156 9.00 9.20 9.40 9.60
m/z 128.05 14.91%
141
5000
77 115
15 27 39 51 64 " g9 10 "M% |
m/z--> 20 40 60 8 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF060716.M Tue Jun 28 18:34:17 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Cyclohexane, octyl- Concentration Rank 17

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

9.84 14.17 ng 397226 Acenaphthene-d10 9.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. octvl- 196 C14H28 001795-15-9 50
2 Hepntvlcvclohexane 182 C13H26 005617-41-4 43
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 38
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 38
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 35

Abundance Scan 722 (9.839 min): BF088466.D (-719) (-) m/z 83.10 100.00%

5000

9.60 9.80 10.00 10.20

149 167 181 204 218

0 m/z 57.10 81.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58302: Cyclohexane, octyl-
83
55
5000 LA L B L LB L L B B
a1 9.60 9.80 10.00 10.20
m/z 55.10 69.87%
0 “\ A ‘h | 97 112125139 168 196
”.,”..“.”,.”.,”..“..w..”,”........”,.”.,”
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
83
I NN I S I
55 9.60 9.80 10.00 10.20
5000 m/z 82.10 69.49%
41
67
97 111 182
R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17971: Cyclohexane, butyl- R AR RRRES T
55 83 9.60 9.80 10.00 10.20
m/z 71.10 56.80%
5000 a1
29 67 140
s L b h dorm | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9. 80 10 00 10. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.50 38.38 ng 498999 Phenanthrene-d10 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
2 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 80
3 Sulfurous acid. dodecvl 2-ethvlh._.. 362 C20H4203S 1000309-19-5 72
4 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 72
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 72
Abundance Scan 780 (10.502 min): BF088466.D (-777) (-) m/z 57.10 100.00%
7 71

5000

00 113 s A
10.20 10.40 10.60 10.80
o 127 141 154 171183 197 214 230 246

m/z 71.10 84 .82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71407: Dodecane, 2,7,10-trimethyl-

43

5000 R RN
10.20 10.40 10.60 10.80

- 85 m/z 43.10 50.01%
‘ || 99113197 141 155 169 183 107

O.PJ.W..”,”H.“..w..u,.”.“..w..” S RAmEEEE R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
71 IIIIIIIIIIIIIIIIIIIIIII
10.20 10.40 10.60 10.80
5000 43 m/z 85.10 32.53%
85
113
29 97 127
ol e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #191848: Sulfurous acid, dodecy! 2-ethylhexyl ester R RmEmEE e
57 10.20 10.40 10.60 10.80
71 m/z 41.10 22.17%
5000
43
29 113
99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 20 10. 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 18 unknownl10.78 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.78 26.45 ng 343821 Phenanthrene-d10 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane-4-methanol. 2-pent... 356 C21H4004 030889-29-3 47
2 1.3-Dioxolane-4-methanol. 2-pent... 356 C21H4004 030889-32-8 47
3 Diethvimalonic acid. di(2.4.5-tr... 448 C21H18F604 1000369-27-0 38
4 1.3-Dioxan-5-ol. 2-pentadecvl-. ... 356 C21H4004 030889-23-7 38
5 1,3-Dioxan-5-o0l, 2-pentadecyl-, ... 356 C21H4004 030889-26-0 25
Abundance Scan 804 (10.776 min): BF088466.D (-800) (-) m/z 144_.90 100.00%
145
5000
43
T ey D 194 2080 1050 1430 T
ol L SL L 109757 16219 241 246 m/z 43.10 27.12%
miz--> 50 100 150 200 250 300 350
Abundance #188146: 1,3-Dioxolane-4-methanol, 2-pentadecyl-, acetate,...
145
5000 43 ARV AR
10.40 10.60 10.80 11.00
m/z 85.10 17.71%
o 25 | |69 g7 117 171188 223 265283 355
miz--> 50 100 150 200 250 300 350
Abundance
145
10.40 10.60 10.80 11.00
5000 43 m/z 143.90 15.67%
o 69 g7 117 171189 223240 265283 355
miz--> 50 100 150 200 250 300 350
Abundance #226708: Diethylmalonic acid, di(2,4,5-trifluorobenzyl) ester R B EAE mEE S S
145 10.40 10.60 10.80 11.00
m/z 84.10 14 .15%
5000
115
L e 260 287
miz--> 50 100 150 200 250 300 350 1040 10.60 10.80 11.00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.97 36.92 ng 480018 Phenanthrene-d10 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 821 (10.971 min): BF088466.D (-817) (-) m/z 57.10 100.00%
57
85
5000
LU 1 50 0 1060 1060 1160 1120
([ N m/z 71.10 84.40%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 U LR AR SUGLEE B
10.60 10.80 11.00 11.20
m/z 85.10 52.89%
29 113 141
o 4. A‘H |~ 19+ 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance
57
10.60 10,80 11.00 11.20
5000 85 m/z 43.10 42 .65%
0 38 13 141 169 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane LA L L L L B L N N B
57 10.60 10.80 11.00 11.20
m/z 41.10 23.69%
5000 85
. 29 j 1 “113 141 169 197 225 253 295 323 367
m/z--> 50 100 1% 200 250 300 350 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088466.D

Aca On : 27 Jun 2016 22:21

Operator : UM/SJ

3?22 le H3630-03 B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 9,10-Dimethylanthracene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.11 32.67 ng 424710 Phenanthrene-d10 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 64
2 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 64
3 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 50
4 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 50
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 41
Abundance Scan 921 (12.114 min): BF088466.D (-919) (-) m/z 83.10 100.00%
a3 206 MM\J
5000 55 191
3 139 165 224 11.80 12.00 12.20 12.40
0 ,?,', :I.'.l,-.-.|..,='...1..~:~.,'.l...-"i.. b e 2L 280 302 1 "7z 206.10  80.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66247: 9,10-Dimethylanthracene
206
191
5000 NN SUUSR BURRE
11.80 12.00 12.20 12.40
m/z 82.10 67.81%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
206
AN B B
11.80 12.00 12.20 12.40
5000 m/z 191.10 44 .20%
191
o 39 76 102 122139 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66257: Phenanthrene, 2,5-dimethyl- AN B B
206 11.80 12.00 12.20 12.40
m/z 55.10 39.68%
5000 191 hﬂJ}thtp,~/”AﬁﬂNNJVJV\AAf
101 6
obi2l 51 ) 127 1501\5 I
IR e R A R E R S B e e R N B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062716\

Data File : BF088466.D

Acq On : 27 Jun 2016 22:21 Instrument :
Operator : UM/SJ BNA_F

Sample - H3630-03 ClientSampleld :
Misc - B1409-TPO1N-1224
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

11.05 260018 20.0
11.05 260018 20.0

Heptacosane 10.97 36.9 ng 480018
9,10-Dimethylanth. .. 12.11 32.7 ng 424710

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Octane, 2,6-dimet... 5.79 18.6 ng 6409290 1 6.55 6875940 20.0
Heptane, 3-ethyl-_.. 5.85 12.4 ng 4253110 1 6.55 6875940 20.0
1-Hexene, 3,5,5-t... 6.06 27.0 ng 9274210 1 6.55 6875940 20.0
unknown6 .32 6.32 25.0 ng 8588670 1 6.55 6875940 20.0
unknown6 .64 6.64 13.6 ng 4690100 1 6.55 6875940 20.0
unknown6 .72 6.72 27.8 ng 9565240 1 6.55 6875940 20.0
1-Ethyl-2,2,6-tri... 6.82 16.0 ng 5502080 1 6.55 6875940 20.0
Naphthalene, deca... 6.95 14.6 ng 5002130 1 6.55 6875940 20.0
p-Cymene 7.59 13.4 ng 4110620 2 7.84 6157900 20.0
unknown8.14 8.14 14.3 ng 4412590 2 7.84 6157900 20.0
Heptylcyclohexane 8.74 79.5 ng 2227810 3 9.58 560466 20.0
Bacchotricuneatin c 9.00 27.1 ng 760769 3 9.58 560466 20.0
1H-Indene, 2,3-di... 9.05 14.5 ng 406382 3 9.58 560466 20.0
Naphthalene, 2,7-_.. 9.18 22.8 ng 639107 3 9.58 560466 20.0
Naphthalene, 2,3-... 9.24 22.8 ng 639638 3 9.58 560466 20.0
Cyclohexane, octyl- 9.84 14.2 ng 397226 3 9.58 560466 20.0
Dodecane, 2,7,10-... 10.50 38.4 ng 498999 4 11.05 260018 20.0
unknown10.78 10.78 26.4 ng 343821 4 11.05 260018 20.0

4
4
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