LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 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-BF063016.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 4.879 282 288 291 rBV3 64795 125576 2.23% 0.172%
2 4.947 291 294 296 rBV 239165 290709 5.15% 0.397%
3 5.164 310 313 315 rBV 152528 178173 3.16% 0.243%
4 5.336 323 328 329 rBV 43933 84711 1.50% 0.116%
5 5.382 329 332 334 rVB 2256770 2326182 41.23% 3.177%
6 5.450 335 338 341 rBV3 111478 145585 2.58% 0.199%
7 5.530 344 345 348 rBV 241070 346309 6.14% 0.473%
8 5.576 348 349 351 rVB 108722 145698 2.58% 0.199%
9 5.644 351 355 357 rVB3 131798 281647 4 _.99% 0.385%
10 5.702 357 360 362 rBV 163080 190898 3.38% 0.261%

11 5.782 365 367 370 rvB2 524010 865808 15.35% 1.183%
12 5.850 370 373 375 rBV2 246271 431638 7.65% 0.590%
13 5.884 375 376 378 rVB2 98613 119133 2.11% 0.163%
14 5.930 378 380 383 rvB 544929 739436 13.11% 1.010%
15 5.987 383 385 388 rBv3 330899 849596 15.06% 1.160%

16 6.033 388 389 393 rvB2 918867 1527258 27.07% 2.086%
17 6.090 393 394 396 rBV 533535 672310 11.92% 0.918%
18 6.125 396 397 400 rvB2 245000 291933 5.17% 0.399%
19 6.227 403 406 408 rBV3 740659 1218745 21.60% 1.665%
20 6.262 408 409 410 rBvV 306947 262695 4.66% 0.359%

21 6.296 410 412 413 rBV2 317207 350076 6.21% 0.478%
22 6.319 413 414 419 rVB 1549698 2091846 37.08% 2.857%
23 6.422 419 423 425 rBV 2114516 3543187 62.80% 4._.840%
24 6.467 425 427 428 rVB 644147 829374 14.70% 1.133%
25 6.490 428 429 431 rBV 659347 801483 14.21% 1.095%

26 6.559 431 435 440 rBV3 2577079 4344938 77.01% 5.935%
27 6.650 440 443 445 rBV3 543861 692678 12.28% 0.946%
28 6.696 445 447 448 rBV2 260155 439024 7.78% 0.600%
29 6.765 448 453 454 rBv4 723798 1951166 34.58% 2.665%
30 6.787 454 455 456 rBvV 556920 586706 10.40% 0.801%

31 6.822 456 458 460 rVB2 2072940 2330893 41.31% 3.184%
32 6.867 460 462 463 rBV 1007829 1465124 25.97% 2.001%
33 6.890 463 464 466 rBvV 337075 586648 10.40% 0.801%
34 6.947 466 469 471 rBV3 2304492 3771910 66.86% 5.152%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 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-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.050 474 478 479 rBV3 1011580 2386644 42 _.30% 3.260%

36 7.073 479 480 483 rVB2 1418628 1753769 31.09% 2.395%
37 7.119 483 484 485 rBvV 739486 531827 9.43% 0.726%
38 7.153 485 487 489 rBV2 491590 813191 14.41% 1.111%
39 7.199 489 491 492 rBV 1316843 1764313 31.27% 2.410%
40 7.222 492 493 497 rVB3 789069 1368889 24.26% 1.870%

41 7.347 500 504 507 rBV5 1853119 5641794 100.00% 7.706%
42 7.450 511 513 515 rBV2 1761128 2853195 50.57% 3.897%
43 7.530 515 520 521 rBv4 948778 2315975 41.05% 3.163%
44 7.576 522 524 525 rVVv2 744719 1345389 23.85% 1.838%
45 7.610 525 527 530 rVvB3 1383192 2247986 39.85% 3.070%

46 7.736 536 538 540 rvB2 1342539 2193517 38.88% 2.996%
47 7.919 552 554 556 rBv3 659578 1100439 19.51% 1.503%
48 8.559 607 610 615 rBvV2 1323459 3758900 66.63% 5.134%
49 12.411 945 947 948 rBV 1023706 1461663 25.91% 1.996%
50 12.708 971 973 977 rVB2 834083 1692429 30.00% 2.312%

51 12.834 982 984 986 rvvV 1136114 1536070 27.23% 2.098%
52 12.914 989 991 995 rvB2 1360619 2362589 41.88% 3.227%

53 13.931 1078 1080 1086 rVB 671410 772063 13.68% 1.055%
54 15.314 1199 1201 1204 rVB 332837 433275 7.68% 0.592%

Sum of corrected areas: 73213010
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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\BF070316\

BF088686.D

4 Jul 2016 10:40

UM/SsJ

H3769-04

45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexane, 1,1"-(1-methyl._.

Concentration Rank 18

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

5.78 29.51 ng 865808 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1"-(1-methvlethyvl... 208 C15H28 054934-90-6 50
2 1-Hexene. 3.3-dimethvyl- 112 C8H16 003404-77-1 35
3 Cvclopentane. bromo- 148 C5H9Br 000137-43-9 35
4 Pvrimidine. 4-amino-2-methoxv- 125 C5H7N30 003289-47-2 35
5 1,4-Hexadiene, 3,3,5-trimethyl- 124 C9H16 074753-00-7 35

Abundance Scan 367 (5.782 min): BF088686.D (-365) (-) m/z 69.10 100.00%
6
o 125
5000 a > 81
109 540 5.60 5.80 6.00 6.20
0! L B m/z 125.10 67 .00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67962: Cyclohexane, 1,1'-(1-methylethylidene)bis-
69
41 125
55
5000 83
540 5.60 5.80 6.00 6.20
m/z 95.10 56.89%
N O S 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
41 55 540 5.60 5.80 6.00 6.20
5000 m/z 55.10 52.59Y%
83
o s 27 97 112
m/z--> 25 Jo éo 85 160 150 150 1éo 1é0 260
Abundance #22933: Cyclopentane, bromo-
69 5.40 5.60 5.80 6.00 6.20
m/z 41.10 49 .04%
41
5000
27 ‘ 53
ob 25 i 2l et 93106 120133 w8
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Undecane, 2,5-dimethyl- Concentration Rank 19

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

5.99 28.96 ng 849596 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 53
2 17-Pentatriacontene 491 C35H70 006971-40-0 47
3 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 47
4 Dodecane. 2.5-dimethvl- 198 C14H30 056292-65-0 47
5 Heptane 100 C7H16 000142-82-5 43

Abundance Scan 385 (5.987 min): BF088686.D (-383) (-) m/z 57.10 100.00%
g7
5000
o1 125
“ | 5.60 5.80 6.00 6.20 6.40
ol o m/z 43.10 79.77%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #48872: Undecane, 2,5-dimethyl-
57
5000
5.60 5.80 6.00 6.20 6.40
m/z 71.10 56.00%
29 g5 112
Ol"‘L“J'i'“W'M'}?}%qg'l NI SN U DAL SN B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
5.60 5.80 6.00 6.20 6.40
5000 83 m/z 55.10 49 _.51%
111
o 139167196 224 267292 321 462 490
mz> 0 50 100 150 200 250 300 350 400 450 '
Abundance #73873: Oxalic acid, isobutyl penty!| ester
57 5.60 5.80 6.00 6.20 6.40
m/z 41.10 48.86%
5000
29
0 87 115 161
mz> 0 50 100 150 200 250 300 350 400 450 ' 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.03 Concentration Rank 8

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

6.03 52.06 ng 1527260 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 47
2 Sulfurous acid. di(2-ethvlhexvl)... 306 C16H3403S 1000309-19-1 38
3 1l-Hexene. 5.5-dimethvl- 112 C8H16 007116-86-1 38
4 Hexanal. 3.5.5-trimethvl- 142 C9H180 005435-64-3 38
5 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 38

Abundance Scan 389 (6.033 min): BF088686.D (-388) (-) m/z 57.10 100.00%
g7
43 s
5000 83
| | 9|7 s 156 560 5.80 6.00 6.20 6.40
Obrrrprrrr et el e bbb i 2 | m/z 71.10  64.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl-
57
43 n
5000 29
5.60 5.80 6.00 6.20 6.40
m/z 43.10 55.95%
113
0 15 ‘\ M‘ \‘ | \‘\ §5 98 ‘ 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
n 5.60 5.80 6.00 6.20 6.40
5000 m/z 41.10 51.40%
43
113
29
o 83 99 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6716: 1-Hexene, 5,5-dimethyl-
57 5.60 5.80 6.00 6.20 6.40
m/z 55.10 49 _.29%
5000 41
29 o7
‘ 49 9 8 |
0“'w“w'”w“'M““lﬁ”l““m'“w“'VHW'“W“'W““l““v'“v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.23 Concentration Rank 14

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

6.23 41_.55 ng 1218750 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. butvl octvl ester 230 C13H2603 1000314-63-5 38
2 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 38
3 Decane 142 C10H22 000124-18-5 35
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 35
5 Octane, 4-ethyl- 142 C10H22 015869-86-0 30

Abundance Scan 406 (6.227 min): BF088686.D (-403) (-) m/z 57.10 100.00%
43 Y7
5000
5.80 6.00 6.20 6.40 6.60
(o} m/z 43.10 82.89%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #85981: Carbonic acid, butyl octyl ester
57
5000
41 71 5.80 6.00 6.20 6.40 6.60
33 119 m/z 69.10 58.46%
0"'I""I"' ""I""7I""""I"']:Slg"" IIIII""I'2'3'1'I
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57
43 5.80 6.00 6.20 6.40 6.60
5000 m/z 41.10 57 .90%
29 71
85
0 97 114126 171
m/z--> ﬁo 45 éo éo 160 120 150 1&0 180 260 250 !
Abundance #19158: Decane
43 57 5.80 6.00 6.20 6.40 6.60
m/z 55.10 44 .29%
5000
71
29 85
o1 | | e e
m/z--> ﬁo 45 éo éo 160 120 150 1&0 180 260 250 ! 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 4-Octene, 2,6-dimethyl-, [S... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

6.32 71.31ng 2001850  1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4-Octene. 2.6-dimethvl-. IS-(E)1- 140 C10H20 062960-76-3 59
2 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 53
3 1-Hexene. 3-methvl- 98 C7H14 003404-61-3 50
4 Cvclohexane. 2.4-diethvl-1-methvl- 154 C11H22 061142-70-9 47
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 46

Abundance Scan 414 (6.319 min): BF088686.D (-413) (-) m/z 69.10 100.00%
69
55
5000 41 125
83
111
97 140 6.00 6.20 6.40 6.60
O.W.”q”.q”.q”.ql.,”hp.nﬁ.”P”.P”w!”q”!q”.q”.q m/z 70.10 60.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18040: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55
69
5000
41 6.00 6.20 6.40 6.60
83 m/z 55.10 58.74%
29 “ ‘ g7 111 140
0 [ | alll L | L 125 ‘
o o L L e R RJBARERRREEY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
R e R
6.00 6.20 6.40 6.60
5000 55 m/z 125.10 44 .34%
43 83 140
29
. o7 1 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3320: 1-Hexene, 3-methyl-
55 69 6.00 6.20 6.40 6.60
41 m/z 41.10 42 .11%
5000
27
83 98
0 15 H “ “ Ml I |
T T T T P T T e R Eamasmmsas
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 6 unknown6.56 Concentration Rank 1

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

6.56 148.11 ng 4344940 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 435 (6.559 min): BF088686.D (-431) (-) m/z 132.00 100.00%
5000 68
a e || J e 550 6 650 680
ol dpcd W ARNS Jlaaras2 0 Thsz 68.10  44.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR A
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.96%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.20 6.40 6.60 6.80
5000 m/z 66.10 29.12%
33 aa o 105
o 60 80 115
LN S SN I UURLELEL UL UL UURL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl SRS RN B S
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 22 .82%
5000 og M°
o -‘-“‘. 89 .‘Fﬂpf‘-“. 18189 ViV A AR
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 10

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

6.87 49.94 ng 1465120 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 59
2 Undecane. 5-methvl- 170 C12H26 001632-70-8 53
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 53
4 Sulfurous acid. butvl pentvl ester 208 C9H2003S 1000309-17-1 50
5 Heptacosane 380 C27H56 000593-49-7 50

Abundance Scan 462 (6.867 min): BF088686.D (-460) (-) m/z 57.10 100.00%
43 71

5000

6.60 6.80 7.00 7.20

0 m/z 43.10 89.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57 71
43
5000 85 LI L L L L L L L L
6.60 6.80 7.00 7.20
m/z 71.10 83.66%
29 97 113 127
obed el M b ) I 141 155 169 183
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57
6.60 6.80 7.00 7.20
5000 71 m/z 41.10 48 .89%
112
0 97 126 140 155 170
L A B e A B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl- R B Al REEEE L
57 6.60 6.80 7.00 7.20
71 m/z 95.10 36.83%
43
5000
ool Al 99 18 127 141 185 160 183 107
Tttt R AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Benzene, 1,2-diethyl- Concentration Rank 3

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

7.05 81.36 ng 2386640 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 87
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 74

Abundance Scan 478 (7.050 min): BF088686.D (-474) (-) m/z 105.05 100.00%
105 119
5000 134
91
a3 Y o 8
] | T 150 6.80 7.00 7.20 7.40
o} S 1 RS PR PO P R R RS m/z 119.10 96.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134
o1 6.80 7.00 7.20 7.40
77 m/z 134.10 43.92%
27 39 51 65
0'W}?P”H””L”WM”NMW”MP”W“”JLWJLL”W”MP”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105 119
6.80 7.00 7.20 7.40
5000 134 m/z 91.10 29.66%
91
27 39 51 g5 '/
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14841: Benzene, 1,4-diethyl- L e
6.80 7.00 7.20 7.40
m/z 57.10 25.11%
5000
o} e B e o e e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40

8270-BF063016.-M Tue Jul 05 19:23:11 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 5-Undecene Concentration Rank 7

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

7.07 59.78 ng 1753770 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Undecene 154 C11H22 004941-53-1 70
2 4-1sopropvl-1.3-cvclohexanedione 154 C9H1402 062831-62-3 68
3 3-Undecene. (2)- 154 C11H22 000821-97-6 52
4 3-Undecene. (E)- 154 C11H22 001002-68-2 52
5 Cyclopropane, 1-butyl-1-methyl-2... 154 C11H22 041977-34-8 49

Abundance Scan 480 (7.073 min): BF088686.D (-479) (-) m/z 69.10 100.00%
55 69
41 84
5000
97
154 R e S B
I | | | 12 12|5 139 6.80 7.00 7.00 7.40
Olrrprrrr ettt el e il bbb e e || MZz 55.10 84 20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27019: 5-Undecene
55
69
5000 41 HERBE R UL SRR
83 154 6.80 7.00 7.20 7.40
97 1 m/z 41.10 62.08%
\‘ ‘ ‘\ ‘ \\‘\ “ I 1%5 I
S R B A A R R KA KA LA LSS LSS SARAS RARAN RARAN AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69
- 83 12 680 7.00 7.20 7.40
5000 m/z 56.10 61.49%
97
154
126 139
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27031: 3-Undecene, (Z)- LI L L L L L LA
41 6.80 7.00 7.20 7.40
55 m/z 57.10 59.25%
69
5000 29
83 o7 154
| | \H ‘ M | ‘\H\ ‘\ 112 126
S R B A LA R R KA KA A SN LRSS SARAS RARAN RARAN AR HERBE R UL SRR L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown7.15 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.15 27.72 ng 813191 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxalic acid. i1sobutyl nonvl ester 272 C15H2804 1000309-37-4 46
2 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 43
3 7-Oxabicvclol2.2.11heptane. 1-me... 154 C10H180 000470-67-7 38
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 38

5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 35
Abundance Scan 487 (7.153 min): BF088686.D (-485) (-) m/z 57.10 100.00%
57
5000

6.80 7.00 7.20 7.40
m/z 43.10 50.46%

ol
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #120800: Oxalic acid, isobutyl nonyl ester
57
43
5000 LI L L L L LB LN L B
71 6.80 7.00 7.20 7.40
85 m/z 69.10 48 .77%
.quupuqu”.uq”upuq”upnq””.”.””.”wuupuquupuq
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
57
R e A B
43 71 6.80 7.00 7.20 7.40
5000 m/z 41.10 44 .51%
29 85
127
0 97 111 141 156
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #26955: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methylet... R e A B
43 6.80 7.00 7.20 7.40
71 11 m/z 111.10 42 .43%
5000 55
27 125
8‘1 93 139 154
O.WHJPHWHHNHHHMPH.ﬁH.Mq””p”qnupuquupuquupuq R e A B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.80 7.00 7.20 7.40

8270-BF063016.-M Tue Jul 05 19:23:13 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 12 Naphthalene, decahydro- Concentration Rank 6

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

7.20 60.14 ng 1764310 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro- 138 C10H18 000091-17-8 94
2 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 91
3 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 81
4 5H-Inden-5-one. octahvdro-. trans- 138 C9H140 004668-81-9 80
5 Spiro[4.5]decane 138 C10H18 000176-63-6 68

Abundance Scan 491 (7.199 min): BF088686.D (-489) (-) m/z 67.10 100.00%
6l7
138
8l g
5000 a1
57 109 M
| | | 123 15 6.80 7.00 7.20 7.40 7.60
o} ”,J!JHH.lJMHP.”LHWA.WH.m”.“”w. m/z 138.15 78.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16892: Naphthalene, decahydro-
67 96 138
81
5000 41
55 109 6.80 7.00 7.20 7.40 7.60
27 ‘ m/z 68.10 70.06%
0'W””I”WP”L“'WA“PA'PJ”A”ﬁWLP”w“'&%?P”‘P”W”“P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
a1 67 81
96 138 6.80 7.00 7.0 7.40 7.60
5000 27 55 m/z 81.10 69.28%
109
o 15 123
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16924: Naphthalene, decahydro-, trans- e ERaEaREE s A
67 138 6.80 7.00 7.20 7.40 7.60
" 82  gg m/z 82.10 64 .39%
5000
55
27 ‘ 109
O'W””I”MP”dh'Wi“Pﬂi'J”A”ﬁwMP”M”'&%?P”JP”W””P I I UL IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40 7.60

8270-BF063016.-M Tue Jul 05 19:23:14 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown7.22 Concentration Rank 11

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

7.22 46.66 ng 1368890 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. tetrahvdro-4-methvl-2-... 154 C10H180 016409-43-1 42
2 1R.2c.3t.4t-Tetramethvl-cvclohexane 140 C10H20 1000144-07-3 42
3 2-1sopropenvl-5-methvlhex-4-enal 152 C10H160 075697-98-2 38
4 2.6-Octadienal. 3.7-dimethvl-. (E)- 152 C10H160 000141-27-5 38
5 4-Nonene, 2,3,3-trimethyl-, (2)- 168 C12H24 063830-68-2 37

Abundance Scan 493 (7.222 min): BF088686.D (-492) (-) m/z 69.10 100.00%
6o
55
5000 81
41 125 ——
| ‘89 | 111 | 166 6.80 7.00 7.0 7.40 7.60
Obrprrrrprrrprrrpdd e ..--:....,..'.!,....,....,.'...,....,.... Hroem | m/z 55.10 60.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #26939: 2H-Pyran, tetrahydro-4-methyl-2-(2-methyl-1-propenyl)
41 69 139
55
5000 29 83 R SR U UL S
6.80 7.00 7.20 7.40 7.60
m/z 81.10 45 .66%
‘ Il ‘ ‘ 93 109 121 154
0'VHJH“L“WMHV“HVMN“4N”PHAL“ﬂ“W““L“W““P“W“'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
69
56 R SRR U U S
6.80 7.00 7.20 7.40 7.60
5000 83 m/z 83.10 44 .72%

111 4194 140

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25173: 2-Isopropenyl-5-methylhex-4-enal R ma e e  RRE R
41 69 6.80 7.00 7.20 7.40 7.60
m/z 84.10 28.56%
5000
84
109
27 55
N O Tl
S OO O s A~ S S —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 680 7.00 7.20 7.40 7.60

8270-BF063016.-M Tue Jul 05 19:23:15 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown7.45 Concentration Rank 9

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

7.45 51.86 ng 2853200 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazine. 3.5-dimethvl-2-(1-prop... 148 C9H12N2 055138-74-4 25
2 Ethanone. 1-(2.5-dimethviphenvl)- 148 C10H120 002142-73-6 25
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 20
4 Cvclohexanone. 3.5-dimethvl- 126 C8H140 002320-30-1 18
5 BH-Cyclopentapyrazine, 6,7-dihyd... 148 C9H12N2 038917-61-2 15

Abundance Scan 513 (7.450 min): BF088686.D (-511) (-) m/z 105.10 100.00%
105

5000
7.20 7.40 7.60 7.80
0 m/z 69.10 73.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #23222: Pyrazine, 3,5-dimethyl-2-(1-propenyl)-, (2)-
133
148
5000 LA B L L L L L L
39 7.20 7.40 7.60 7.80
68 m/z 55.10 61.40%
‘M 52 T 92 106 118 |
O e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
105 133
R N EEEE S s E R
7.20 7.40 7.60 7.80
5000 148 m/z 41.10 52.75%
7
51
15 27 30 63 91 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #1514: 2-Pentene, 3-methyl-, (2)- L o e R S IR
41 69 7.20 7.40 7.60 7.80
m/z 133.10 52.61%
5000 55
84
27
0..,....,..:‘.‘,...a‘ﬁ.‘...i‘a‘l..,...‘.ﬁ....,..‘..,....,....,....,....,....,....,....,....,....
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

8270-BF063016.-M Tue Jul 05 19:23:16 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown7.53 Concentration Rank 13

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

7.53 42_.09 ng 2315980 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 47
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 47
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 47
4 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 43
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 43

Abundance Scan 520 (7.530 min): BF088686.D (-515) (-) m/z 57.10 100.00%
57
5000 43
95
R R
| | ‘ || | 1c|)9 123 135 152 1 7.20 7.40 7.60 7.80
Obrrrprrrrprrr e by ...!,'....,.'... e e e e m/z 43.10 45.81Y%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #120800: Oxalic acid, isobutyl nonyl ester
57
43
5000 A IR UL
71 7.20 7.40 7.60 7.80
85 m/z 41.10 34 .05%
m/z--> 20 30 45 50 éo 70 80 90 100 110 120 130 140 150 160 1%0
Abundance
57
43 720 740 7.60 7.80
5000 n m/z 71.10 30.25%
85
29
o 9 112 126 141 155 170
B LR KA LA AN RERRE RRARE AR KRR L LAY LR LA AR KA RALAS LARRS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #48848: Dodecane, 3-methyl- R R mEEE L
57 7.20 7.40 7.60 7.80
m/z 95.10 27 .51%
43
5000 -
85
o ‘\ “ I % g 127 195 160
m/z--> 20 30 45 50 éo fo 80 90 100 110 120 130 140 150 160 170 720 7.0 7.60 7.80

8270-BF063016.-M Tue Jul 05 19:23:17 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 trans-Decalin, 2-methyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
761 40.86ng 2247990  Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 64
2 Bicvclol4.1.0Theptan-2-one. 3.5.... 152 C10H160 029750-24-1 50

3 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160
4 Cvclohexene. 1-butvl- 138 C10H18
5 2,6-Dimethylbicyclo[3.2.1]octane 138 C10H18

015932-80-6 47
003282-53-9 41
1000215-28-2 38

Abundance Scan 527 (7.610 min): BF088686.D (-525) (-)
g1
" 67 95 152
5000 55

137

WAL e ]
0 " |. || alin Il.. | | 1l | 167
A L L e L !

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

0!

Abundance #25429: trans-Decalin, 2-methyl-
81
67
41 55 95 152
5000
137
29 109
- |
0.,”..“...Ht...kh SRRSO S | N S U N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
» 110
41 55 152
69
5000 8l

Wwﬂmmwwmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

123 137

Abundance #25290: Cyclohexanone, 5-methyl-2-(1-methylethylidene)- B B e
81 7.20 7.40 7.60 7.80 8.00
m/z 41.10 51.39%
67 152
5000 109
41
137
29 ‘ 53 95
0 ‘\ | \H \‘ LI ‘\ l 124 |
Rasaieaas Laan e

m/z 81.10 100.00%

7.20 7.40 7.60 7.80 8.00

m/z 67.10 67 .80%

7.20 7.40 760 7.80 8.00

m/z 152.20 65.00%

7.20 7.40 7.60 7.80 8.00

m/z 95.10 60.66%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

7.20 7.40 760 7.80 8.00

8270-BF063016.-M Tue Jul 05 19:23:18 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown7.74 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.74 39.87 ng 2193520 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphor 152 C10H160 000076-22-2 41
2 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 38
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 25
4 Benzene. 1-methvl-3-(l-methvl-2-_... 146 C11H14 052161-57-6 25
5 1-Adamantanol 152 C10H160 000768-95-6 25
Abundance Scan 538 (7.736 min): BF088686.D (-536) (- m/z 152.20 100.00%

5000 163

7.40 7.60 7.80 8.00

0 e m/z 81.10 91.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #25061: Camphor
95
81
5000 108 L e
a1 69 152 7.40 7.60 7.80 8.00
‘ 55 ‘ m/z 131.10 85.96%
29 ‘
o bl e AL L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
81 95
67
a 7.40 7.60 7.80 8.00
5000 55 m/z 95.10 83.94%
110 152
29
123 137
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #21662: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- L BT B
131 7.40 7.60 7.80 8.00
m/z 67.10 71.68%
5000
146
a 118
27 39 51 65 77 ‘ 104 i
A RN N A WY M [ D
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Heptane, 3-ethyl-5-methyl- Concentration Rank 5

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

8.56 68.32 ng 3758900 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 72
2 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 64
3 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 59
4 Decane. 4-methvl- 156 C11H24 002847-72-5 59
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 59

Abundance Scan 610 (8.559 min): BF088686.D (-607) (-) m/z 57.10 100.00%
g7 71
43
5000
113 T T T e T
85 163 8.20 8.40 8.60 8.80
99 133 145
ol e 99 R 6 198 noT 7110 89, 75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19218: Heptane, 3-ethyl-5-methyl-
43 57
71
5000 SRR L L
29 8.20 8.40 860 8.80
113 m/z 43.10 57 .99%
0 "'I'L"“"'Jll"h'lﬁé' ??"H'I""%4?"'I'"'I""I'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 f SRS UL L
8.20 8.40 8.60 8.80
5000 m/z 41.10 27 .69%
29 113
Ot e O 21140 156
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19187: Octane, 3,3-dimethyl- R e EEaE L
71 8.20 8.40 8.60 8.80
m/z 56.10 18.25%
5000 43 57
113
85
Us 15|""|"" UARBRRR "91 & '|%%7"| S N S I SRR UL L
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknownl12.71 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.71 43.84 ng 1692430 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-EthvIl-10-methvlanthracene 220 C17H16 019713-49-6 38
2 2-(3.3-Dimethvlbut-1-vnvDthieno... 220 C12H12S2 1000250-48-5 30
3 Ethanone. 1-(9-anthracenvl)- 220 C16H120 000784-04-3 30
4 1-(4-Methvlphenv)-4-phenvlbuta-... 220 C17H16 037985-11-8 25
5 1-Propene-2-thiol, 1,1-diphenyl- 226 C15H14S 074630-83-4 25
Abundance Scan 973 (12.708 min): BF088686.D (-971) (-) m/z 226.10 100.00%
26
205

5000

12.40 12.60 12.80 13.00

274
o 302319 m/z 205.10  74.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77697: 9-Ethyl-10-methylanthracene

5000

12.I40 12!60 12.I80 13.IOO
m/z 220.15  59.75%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

205
12.40 12.60 12.80 13.00
5000 m/z 211.10 47.41%
45 69 102
171
27 121 145 189 221

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77666: Ethanone, 1-(9-anthracenyl)- e e R
5 12.40 12.60 12.80 13.00

m/z 189.10 38.33%

5000

’ T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00

8270-BF063016.-M Tue Jul 05 19:23:21 2016 Page: 21



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088686.D

Aca On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 1-(4-Methylphenyl)-4-phenyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.83 39.79 ng 1536070 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(4-Methvlphenvl)-4-phenvlbuta-... 220 C17H16 037985-11-8 80
2 Phenanthrene. 2.3.5-trimethvl- 220 C17H16 003674-73-5 74
3 Phenmethvlcvnide. .alpha...alpha... 220 C11H12N203 1000128-94-6 53
4 1-(Hvdroxv-phenvl-methvl1)-2-meth... 408 C27H3603 108546-86-7 53
5 Benzo[b]dihydropyran, 6-hydroxy-... 220 C14H2002 050442-70-1 53
Abundance Scan 984 (12.834 min): BF088686.D (-982) (-) m/z 220.20 100.00%
5000
240 12.60 12.80 13.00 13.20
ol 51 76 261279295 326 m/z 205.10 49 . 07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77704: 1-(4-Methylphenyl)-4-phenylbuta-1,3-diene
20
5000 L UL LN LN B
12.60 12.80 13.00 13.20
m/z 189.10 22 .51%
o 39
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
220
1260 12.80 13.00 13.20
5000 m/z 221.20 19.50%
101 189
ol .39 76 122139 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76952: Phenmethylcynide, .alpha.,.alpha.-dimethyl-2-metho... R B A B
220 12.60 12.80 13.00 13.20
m/z 202.10 17.78%
5000
0 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
Data File : BF088686.D

Acq On : 4 Jul 2016 10:40

Operator : UM/SJ

Sample : H3769-04

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1,17 ... 5.78 29.5 ng 865808 1 6.79 586706 20.0
Undecane, 2,5-dim... 5.99 29.0 ng 849596 1 6.79 586706 20.0
unknown6 .03 6.03 52.1 ng 1527260 1 6.79 586706 20.0
unknown6 .23 6.23 41.5 ng 1218750 1 6.79 586706 20.0
4-Octene, 2,6-dim... 6.32 71.3 ng 2091850 1 6.79 586706 20.0
unknown6 .56 6.56 148.1 ng 4344940 1 6.79 586706 20.0
Dodecane, 2,6,10-... 6.87 49.9 ng 1465120 1 6.79 586706 20.0
Benzene, 1,2-diet... 7.05 81.4 ng 2386640 1 6.79 586706 20.0
5-Undecene 7.07 59.8 ng 1753770 1 6.79 586706 20.0
unknown7 .15 7.15 27.7 ng 813191 1 6.79 586706 20.0
Naphthalene, deca... 7.20 60.1 ng 1764310 1 6.79 586706 20.0
unknown7 .22 7.22 46.7 ng 1368890 1 6.79 586706 20.0
unknown? .45 7.45 51.9 ng 2853200 2 8.09 1100440 20.0
unknown7 .53 7.53 42.1 ng 2315980 2 8.09 1100440 20.0
trans-Decalin, 2-_.. 7.61 40.9 ng 2247990 2 8.09 1100440 20.0
unknown? .74 7.74 39.9 ng 2193520 2 8.09 1100440 20.0
Heptane, 3-ethyl-_.. 8.56 68.3 ng 3758900 2 8.09 1100440 20.0
unknownl12.71 12.71 43.8 ng 1692430 5 13.93 772063 20.0
1-(4-Methylphenyl... 12.83 39.8 ng 1536070 5 13.93 772063 20.0
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