LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF112115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.776 241 244 247 rBV 922982 1391723 4 .66% 0.493%
2 5.244 283 285 292 rBVY 2244850 3018442 10.10% 1.070%
3 5.382 296 297 301 rVB2 452946 501037 1.68% 0.178%
4 5.450 301 303 305 rBV 337456 374422 1.25% 0.133%
5 5.496 305 307 308 rBV 328346 357308 1.20% 0.127%
6 5.519 308 309 315 rVB2 364612 508108 1.70% 0.180%
7 5.656 315 321 328 rBV2 414972 712680 2.38% 0.253%
8 5.953 345 347 352 rVB2 257278 390870 1.31% 0.139%
9 6.044 352 355 357 rBV 223738 325086 1.09% 0.115%
10 6.136 361 363 367 rBV 637525 800548 2.68% 0.284%

11 6.204 367 369 371 rBv2 290368 319706 1.07% 0.113%
12 6.284 371 376 378 rBV 3172253 4671874 15.63% 1.656%
13 6.342 378 381 383 rvB 1519615 2167919 7.25% 0.769%
14 6.422 386 388 391 rBV 4406205 5136473 17.19% 1.821%
15 6.513 395 396 399 rBvV 377158 589182 1.97% 0.209%

16 6.570 399 401 402 rBV 377332 340466 1.14% 0.121%
17 6.604 402 404 405 rBvV 731219 950803 3.18% 0.337%
18 6.639 405 407 408 rBV2 1498416 1670749 5.59% 0.592%
19 6.799 419 421 424 rBV 4741432 5147242 17.22% 1.825%
20 6.856 424 426 432 rVB3 942075 1604653 5.37% 0.569%

21 6.993 435 438 441 rVB3 737737 1397765 4.68% 0.496%
22 7.073 441 445 446 rBV 1226931 1959981 6.56% 0.695%
23 7.107 446 448 450 rBV3 197817 303585 1.02% 0.108%
24 7.176 450 454 455 rBV 3085542 3928158 13.14% 1.393%
25 7.222 455 458 459 rVB 2878255 3430251 11.48% 1.216%

26 7.245 459 460 461 rBvV 409163 449077 1.50% 0.159%
27 7.336 461 468 473 rVB4 2678770 13045449 43.65% 4.625%
28 7.427 473 476 477 rBV2 1576888 2214194 7.41% 0.785%
29 7.485 477 481 484 rVB3 1369563 4099777 13.72% 1.454%
30 7.565 486 488 490 rVB 2566720 3156229 10.56% 1.119%

31 7.622 490 493 494 rBV 2216228 3936837 13.17% 1.396%
32 7.656 494 496 501 rVB5 2632751 6268869 20.97% 2.223%
33 7.736 501 503 505 rBV 1197361 1679219 5.62% 0.595%
34 7.770 505 506 508 rBV 1953194 2087664 6.98% 0.740%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

Method
Title

35 7.816 508 510 512 rVB3 2372715 2943886 9.85% 1.044%

36 7.873 512 515 517 rBv4 797430 2037942 6.82% 0.723%
37 7.942 517 521 524 rBV4 3045700 5598347 18.73% 1.985%
38 8.010 524 527 530 rBv4 844722 2152323 7.20% 0.763%
39 8.125 532 537 538 rBv2 2651351 6835635 22.87% 2.424%
40 8.228 543 546 550 rVB3 2422938 4289002 14.35% 1.521%

41 8.330 550 555 557 rBV5 3520581 12114665 40.53% 4_.295%
42 8.376 557 559 560 rvB 1902839 2177216 7.28% 0.772%
43 8.433 560 564 565 rBv4 1399439 3136072 10.49% 1.112%
44 8.490 567 569 572 rVB3 3926602 8817765 29.50% 3.126%
45 8.548 572 574 575 rVB 1131273 1175815 3.93% 0.417%

46 8.650 575 583 587 rBV5 6597452 29888143 100.00% 10.597%
47 8.730 588 590 591 rvB2 1208240 1477615 4.94% 0.524%
48 8.765 591 593 594 rBV2 1594324 2240711 7.50% 0.794%
49 8.890 598 604 606 rBV5 3771821 13609286 45.53% 4._.825%
50 8.948 606 609 611 rBV 2622471 6064093 20.29% 2.150%

51 9.016 613 615 620 rvB2 3242153 7701907 25.77% 2.731%
52 9.370 644 646 648 rBV3 1404656 2713158 9.08% 0.962%
53 9.439 650 652 657 rvB3 3052065 8937352 29.90% 3.169%
54 9.519 657 659 661 rBv2 2316856 3896731 13.04% 1.382%
55 9.851 684 688 693 rBV5 2121451 7031957 23.53% 2.493%

56 10.319 726 729 731 rVB2 2154504 4199068 14.05% 1.489%
57 10.593 751 753 756 rBV3 1452612 3213483 10.75% 1.139%
58 10.868 775 777 781 rVB 1682710 3251408 10.88% 1.153%
59 11.096 794 797 798 rBV2 1007942 2001846 6.70% 0.710%
60 11.176 802 804 807 rBVv3 1171810 2075550 6.94% 0.736%

61 11.554 836 837 842 rvB3 981135 1405623 4._70% 0.498%
62 11.759 853 855 857 rvB2 1052177 1317484 4.41% 0.467%
63 11.885 864 866 868 rvB 576043 560925 1.88% 0.199%
64 12.045 874 880 883 rBV 6109427 18519201 61.96% 6.566%
65 12.114 885 886 888 rvB2 547904 459508 1.54% 0.163%

66 12.171 888 891 893 rBvV 882498 1270176 4._.25% 0.450%
67 12.308 900 903 906 rvB 2388120 2882891 9.65% 1.022%
68 12.525 920 922 925 rVV 1598351 1711974 5.73% 0.607%
69 12.605 925 929 931 rVB 9649033 13398956 44.83% 4.751%
70 12.754 939 942 944 rBV 4132173 4813781 16.11% 1.707%

71 12.799 944 946 949 rVB 5073333 5164627 17.28% 1.831%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 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-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 13.782 1030 1032 1035 rVB 1177752 1103718 3.69% 0.391%
73 15.142 1148 1151 1154 rBV 795565 918378 3.07% 0.326%

Sum of corrected areas: 282044564
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

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

Abundance TIC: BF083212.D
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le+07
8000000
6000000
4000000

2000000
15.14

.

e e e e e e

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00

8270-BF112115.M Tue Nov 24 13:53:32 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 Tetrahydrofuran, 2-propyl- Concentration Rank 6

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

6.28 55.93 ng 4671870 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrahvdrofuran. 2-propvl- 114 C7H140 003208-22-8 59
2 2-Furanmethanamine. tetrahvdro- 101 C5H11NO 004795-29-3 50
3 3-Methoxvhex-1-ene 114 C7H140 108811-41-2 50
4 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 38
5 2-Hepten-3-ol, 4,5-dimethyl- 142 C9H180 055956-37-1 38

Abundance Scan 376 (6.284 min): BF083212.D (-371) (-) m/z 71.10 100.00%
!
5000
43
a7 51 5|8 - 79 95 J . 6.00 6.20 6.40 6.60
Ol S Sh e S5l 7O | 10710 128 Tnzz 43.10 0 30.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7376: Tetrahydrofuran, 2-propyl-
7
5000 BN NN RN R
43 6.00 6.20 6.40 6.60
m/z 58.10 15.86%
o 37M\ 9% e[ 8 97 113
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
71
30 43 6.00 6.20 6.40 6.60
5000 m/z 41.10 12 .52%
58 84
101
S A A A AR AR RS AR LR SRS RS RS SR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7274: 3-Methoxyhex-1-ene
7 6.00 6.20 6.40 6.60
m/z 95.10 12.08%
5000
41
O'I""I""“'hh'l'?f'l"“'ll"'ﬁ%“'I""I""I%%%'I""I"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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

Concentration Rank 5

Peak Number 2 unknown6.42

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

6.42 61.49 ng 5136470 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYLYACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 388 (6.422 min): BF083212.D (-386) (-) m/z 132.05 100.00%
132
68
5000
0 5 |l P J o 60 5k 60 oky 4k
0 L o e m/z 68.10 54 _.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole
132
5000 IR NAREE SRS RN A
6.00 6.20 6.40 6.60 6.80
104 m/z 134.10 33.29%
14 27 39 51 6\6 T g9 115 |
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
132
6.00 620 640 6.60 6.80
5000 m/z 66.10 33.27%
33 44 . 105
56 ! 80
e S S I SR L L S L WY SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 20.50%
5000
s 92
0 27 3\9 ?-} A 7\\7 | (\\)5117 ‘
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 1éo 2(')0 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 unknown7.07 Concentration Rank 17

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

7.07 23.46 ng 1959980 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Piperidinone. 1l-methvl- 113 C6H11NO 001445-73-4 35
2 Creatinine 113 C4H7N30 000060-27-5 32
3 .beta.-Guanidinopropionic acid 131 C4H9N302 000353-09-3 32
4 2H-Pvran-2-ol. tetrahvdro-3.5-di... 130 C7H1402 092340-69-7 32
5 2-Pentenoic acid, 4-oxo-, methyl... 128 C6H803 019522-27-1 27

Abundance Scan 445 (7.073 min): BF083212.D (-441) (-) m/z 43.10 100.00%
59
5000
6.80 7.00 7.20 7.40
o 128139 154 m/z 59.10  88.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6769: 4-Piperidinone, 1-methyl-
43
113
5000 0 BN L SRR R
6.80 7.00 7.20 7.40
m/z 113.10 68.33%
27 55 ‘
0'“'|J”'T'”w|'”'?%”??“'“l“"l”"l”"l”"l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42 113
6.80 7.00 7.20 7.40
5000 m/z 42.10 64 .80%
84
15 30 56 69 98
e L L S U S S B SR S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13345: .beta.-Guanidinopropionic acid A B B AR ma
43 113 6.80 7.00 7.20 7.40
m/z 69.10 62 .35%
5000
18 30
70
‘ I ‘ 1| \Sf \‘\\ I 9\5 |
e R L S S S S RIS SR B R HERBE L UL SRR L
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 3-Buten-2-ol, 2,3-dimethyl- Concentration Rank 7

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

7.34 46.60 ng 13045400 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-o0l. 2.3-dimethvl- 100 C6H120 010473-13-9 50
2 7-T2-Tertahvdropvranvloxvl-1-hep... 196 C12H2002 037011-86-2 38
3 2H-Pvran. tetrahvdro-2-I(tetrahv... 186 C10H1803 000710-14-5 35
4 1-Pentanol. 5-T(tetrahvdro-2H-pv... 188 C10H2003 076102-74-4 35
5 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 30

Abundance Scan 468 (7.336 min): BF083212.D (-461) (-) m/z 59.10 100.00%
99
43 85
5000 69
101 00 750 70 7 e0
124 140 7.00 7.20 7.40 7.60
o AL e m/z 43.10 76.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3847: 3-Buten-2-ol, 2,3-dimethyl-
59 85
43
5000 A SRR L LR
7.00 7.20 7.40 7.60
31 m/z 85.10 75.01%
H ‘ ‘ ‘73 100
0'"I'M"w””wi“"“lw“"i”"l"'W""I'”'I""P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
85
7.00 7.20 7.40 7.60
5000 41 m/z 41.10 59.46%
56 67
101
o 111 125137 151 167 181 196
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #46484: 2H-Pyran, tetrahydro-2-[(tetrahydro-2-furanyl)meth... B L
85 7.00 7.20 7.40 7.60
m/z 55.10 47 .46%
43
5000 n
29 ‘
101
o5 Ll T s s e asries 1ss D
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 unknown7.66 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.66 22.40 ng 6268870 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 2-methvl-. dod... 254 C16H3002 000142-90-5 16
2 2-Propenoic acid. pentadecvl ester 282 C18H3402 043080-23-5 14
3 7-Nonenoic acid. methvl ester 170 C10H1802 020731-22-0 12
4 3-Methvl-2-(2-methvlene-cvclohex... 182 C12H220 1000187-18-4 10
5 2-Propenoic acid, tridecyl ester 254 C16H3002 003076-04-8 10
Abundance Scan 496 (7.656 min): BF083212.D (-494) (-) m/z 55.10 100.00%

5000

7.40 7.60 7.80 8.00

0 m/z 41.10 77.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90931: 2-Propenoic acid, 2-methyl-, dodecy! ester
41
69
5000 55 87 LI L L L L L L L LB

7.40 7.60 7.80 8.00
H ‘ m/z 87.10 57.87%
\

98 1125 140 168
-

IIII‘IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
R B R RaE R
7.40 7.60 7.80 8.00
5000 43 -3 m/z 43.10 48.92%
84 o
111 127
o 139 153 166 182 210
T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35839: 7-Nonenoic acid, methy! ester e e B
55 7.40 7.60 7.80 8.00
74 m/z 69.10 41.17%
5000 41
7 96
15
L
PSS 1 ARV R WM. A% S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 unknown8.12 Concentration Rank 16

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

8.12 24 .42 ng 6835640 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenenitrile. 2-amino-3-methvl- 96 C5H8N2 1000196-28-0 38
2 Furan. 2-hexvl- 152 C10H160 003777-70-6 37
3 Furan. 2-ethvl- 96 C6H80 003208-16-0 35
4 4-Methvlcvclohexanol acetate 156 C9H1602 022597-23-5 32
5 2,4-Decadienal 152 C10H160 002363-88-4 22

Abundance Scan 537 (8.125 min): BF083212.D (-532) (-) m/z 81.10 100.00%
g1
a2 97
5000
69
9 TTTTTTT T T T T T T T
141 152 7.80 8.00 8.20 8.40
o 18127 162 m/z 55.10  60.07%

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

Abundance #2723: 2-Butenenitrile, 2-amino-3-methy!-
81
96
5000 LA L L L L L L LN |
7.80 8.00 8.20 8.40
g 41 54 68 m/z 97.10 55.95%
0 \‘u ‘\HH ‘\‘ I i l ‘\
T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
81
e e e  ma
7.80 8.00 8.20 8.40
5000 95 152 m/z 41.10 52.42%
68 123
43 108
29
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #2739: Furan, 2-ethyl- R EEEER RS S
81 7.80 8.00 8.20 8.40
m/z 96.10 46 .64%
5000 96
53
5 21 3 67
0..,....,...‘.,...a‘,‘....,‘....,..‘.‘.,....,l...,..‘.‘.,....,....,....,....,....,....,....,.. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170 7.80 8.00 8.20 8.40

8270-BF112115.M Tue Nov 24 13:53:37 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 unknown8.33 Concentration Rank 8

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

8.33 43.28 ng 12114700 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 35
2 4-Methvl-1.3-heptadiene (c.t) 110 C8H14 017603-57-5 35
3 Cvclohexanol. 1l-ethvnvl- 124 C8H120 000078-27-3 30
4 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 30
5 2,6-Dimethylbicyclo[3.2.1]octane 138 C10H18 1000215-28-2 25

Abundance Scan 555 (8.330 min): BF083212.D (-550) (-) m/z 69.10 100.00%
5000
'800 8.20 840 8.60
0 m/z 55.10 88.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5850: 2,4-Hexadiene, 2,5-dimethyl-
95
67
5000 41 110 USRS R SRR
55 8.00 820 8.40 8.60
27 79 m/z 95.10 76.39%
0..1.5|....|....|.. .Hi‘. ‘.‘lluu‘..|....|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95
o7 USRS
8.00 820 8.40 8.60
5000 m/z 41.10 74 .56%
41 55 110
27 79
15
L S L S WL UL B UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10169: Cyclohexanol, 1-ethynyl- R R mEEE
81 8.00 820 8.40 8.60
68 95 m/z 96.10 54.13%
5000
41 55 109
27 ‘ ‘ ‘ 123
0|||||“l‘||‘l“||‘|“l||H‘|“||mi“||‘||‘||||||‘||||||||||||||||| e
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF112115.M Tue Nov 24 13:53:38 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

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

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

Peak Number 9 1-Adamantanol Concentration Rank 10

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

8.49 31.50 ng 8817770 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 50
2 5.7-Octadien-4-one. 2.6-dimethyl... 152 C10H160 003588-18-9 49
3 Cvclohexanol. 2-methvl-5-(1-meth... 156 C10H200 000499-69-4 47
4 Cvclohexanol. 2-methyl-5-(1-meth... 156 C10H200 060320-28-7 40
5 Cyclohexanol, 2-methyl-5-(1-meth... 156 C10H200 003127-80-8 40

Abundance Scan 569 (8.490 min): BF083212.D (-567) (-) m/z 95.10 100.00%
9%
69
5000 111
55
N o 152 3% 5w 8k 5w
o Dl 1ML | aeu170179 s eg 10 57.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23932: 1-Adamantanol
95
5000 U LR S U
8.20 8.40 8.60 8.80
152 m/z 111.10 46.91%
15 27 4 55 67 79 | 109439 137
miz--> 20 40 60 8 100 120 140 160 180
Abundance
95
820 840 860 880
5000 m/z 55.10 34 .55%
41 o
o 57 109 137 192
miz-> 20 40 60 80 100 120 140 160 180
Abundance #27070: Cyclohexanol, 2-methyl-5-(1-methylethyl)-, (1.alph... e e ERRES BE s
95 8.20 8.40 8.60 8.80
m/z 41.10 21.40%
5000 57 113
41
69 81 138
‘ ‘ 123
0||||||||‘|‘|‘||“l‘||h”| ‘i”l::“l”lu|M‘||‘||||‘||||1?6|||||||| R R IEEEE e s
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF112115.M Tue Nov 24 13:53:39 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 10 unknown8.65 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.65 106.78 ng 29888100 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-5-methvilcvclopentene 110 C8H14 097797-57-4 30
2 6-Methvl-bicvclol4.2.0loctan-7-one 138 C9H140 1000193-87-2 27
3 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 25
4 3-0Octvne. 7-methvl- 124 C9H16 037050-06-9 25
5 1,3-Pentadiene, 2,4-dimethyl- 96 C7H12 001000-86-8 22
Abundance Scan 583 (8.650 min): BF083212.D (-575) (-) m/z 55.10 100.00%

97 109

5000

137
121 155 8.40 8.60 8.80 9.00
170 182 194

01 m/z 81.10 97.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5842: 1-Ethyl-5-methylcyclopentene
81
95
5000 67 LA B L L L L L L
39 110 8.40 8.60 8.80 9.00
u 27 ‘ 53 ‘ m/z 97.10 75.77%
0 Iy ‘\ ‘\“ \‘\H Dl ‘\‘ | L1k il
T T T T e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81
R B EEE SRR SRR R
96 8.40 8.60 8.80 9.00
5000 67 m/z 41.10 73.75%
41 55
27 111127 139
Ot T T T e T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2858: Cyclopentene, 4,4-dimethyl- e RARREEE RS
81 8.40 8.60 8.80 9.00
m/z 109.10 70.52%
5000
39
27 ‘ 53 %
ol L2 ‘m “ HH N .
B e o o o o B B I B o o o R e RREEEEE SRR R
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF112115.M Tue Nov 24 13:53:40 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 11 unknown8.89 Concentration Rank 9

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

8.89 38.71 ng 13609300 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 2.3-dimethvl- 128 C8H160 001502-24-5 38
2 Bicvclol3.1.01lhexane. 1.5-dimethyl- 110 C8H14 1000142-17-5 38
3 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 38
4 Cvclohexane. 1-ethvl-1.3-dimethv... 140 C10H20 062238-29-3 38
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 38

Abundance Scan 604 (8.890 min): BF083212.D (-598) (-) m/z 95.10 100.00%
6 95
95 110
5000 41
83 125 e —
145 8.60 8.80 9.00 9.20
o AP0 174 207 | a7z 69.10 91.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12200: Cyclohexanol, 2,3-dimethyl-
95
4 57 81 110
5000 R U L LS R
29 69 8.60 8.80 900 9.20
m/z 55.10 62.26%
0! 15 A I | 128
m/z--> 200 40 60 80 160 150 150 1éo 1§0 260
Abundance
95
&7 860 880 9.00 9.20
5000 m/z 110.10 58.28%
55
41 82 110
G L S S SIS B UL L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5832: Cyclohexene, 1,2-dimethyl- T
o7 95 8.60 8.80 9.00 9.20
81 m/z 111.10 55.43%
110
5000 41
27 55
0 T T S AR e m e et
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF112115.M Tue Nov 24 13:53:40 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 12 unknown9.44 Concentration Rank 15

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

9.44 25.42 ng 8937350 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Borneol 154 C10H180 010385-78-1 47
2 5-Octen-2-vn-4-ol 124 C8H120 1000196-87-1 47
3 Cvclopentanecarboxvlic acid. 2-m... 154 C9H1402 074764-25-3 43
4 2-Trichloromethvl-1-bicvclol2.2.... 212 C8H11CI3 090086-53-6 43
5 Bicyclo[2.2.1]heptane-2-carboxal... 124 C8H120 003574-55-8 43

Abundance Scan 652 (9.439 min): BF083212.D (-650) (-) m/z 95.10 100.00%
9%
o W
415569 163 .
109122 139 9.20 9.40 9.60 9.80
0 179 194207 266 m/z 41.10 23.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25392: Borneol
95
5000 LR L BN LN UL
9.20 9.40 9.60 9.80
‘ 110 m/z 163.10 23.88%
139
0“?‘123‘154
miz-> 20 80 100 120 140 160 180 200 220 240 260
Abundance
95
9.20 9.40 9.60 9.80
5000 67 m/z 55.10 22 .13%
41
27 g2 | 109
o 54 123
miz-> 20 45 éo éo 160 150 150 160 180 200 220 250 2éo
Abundance #26502: Cyclopentanecarboxylic acid, 2-methyl-3-methylene-... e IR mm s
95 9.20 9.40 9.60 9.80
m/z 69.10 16.42%
5000
8 79
A B R 154
m/z--> 25 45 éo éo 160 120 150 160 180 200 220 250 2éo 9. 50 9. 40 9. 60 9. éo

8270-BF112115.M Tue Nov 24 13:53:41 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 13 unknown9.85 Concentration Rank 19

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

9.85 20.00 ng 7031960 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propofol 178 C12H180 002078-54-8 49
2 Phenol. 3.5-bis(l-methvlethvl)- 178 C12H180 026886-05-5 43
3 N1.N1-Diethvl-3-methvl-para-phen... 178 C11H18N2 002051-79-8 38
4 Phenol. 2.4-bis(l-methvlethvl)- 178 C12H180 002934-05-6 38
5 1H-Benzimidazole, 5-nitro- 163 C7H5N302 000094-52-0 35

Abundance Scan 688 (9.851 min): BF083212.D (-684) (-) m/z 163.10 100.00%
163
o1 178
5000 115 133
9.60 9.80 10.00 10.20
o 192 205 219 m/z 178.15 62.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41203: Propofol
163
5000
178 9.60 9.80 10.00 10.20
m/z 91.10 54 .38%
miz--> "'z'o""4'0""e'o""s'o"'ic'xi"iéc')'"1216"iéd"isd"édd"'zéé'
Abundance
163
" 9.60 9.80 10.00 10.20
5000 121 135 178 m/z 133.10 37.19%
o 107
43 7
o 54 65 147
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41187: N1,N1-Diethyl-3-methyl-para-phenylenediamine e ARARREEE R
163 9.60 9.80 10.00 10.20
m/z 115.10 36.70%
178
5000
134
15 29 4253 66 77 93 %120 | 148 |
m/z--> 20 40 60 86 160 120 140 160 180 200 220 9.60 9.80 10.00 10.20

8270-BF112115.M Tue Nov 24 13:53:42 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 14 unknownl10.59 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.59 30.97 ng 3213480 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(5-Isopropvl-2-methviphenvlet... 178 C12H180 004389-64-4 38
2 4(1H)-Pteridinone. 2-amino- 163 C6H5N50 002236-60-4 30
3 Ethanone. 1-T4-(1-hvdroxv-1-meth... 178 C11H1402 054549-72-3 22
4 2-Propenal. 3-(2.6.6-trimethvl-1... 178 C12H180 004951-40-0 22
5 .delta.2-1,3,4-0xadiazolin-5-one... 163 C7H5N302 002845-82-1 22

Abundance Scan 753 (10.593 min): BF083212.D (-751) (-) m/z 163.10 100.00%
143
5000 67 \d//\V\/NW\/J\”\A,ﬁf\UA\,
109 145
a 81 o4 131 | | | | |
177 206 NI BN S N B
190 10.20 10.40 10.60 10.80 11.00
0 219 236 m/z 67.10 41.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41248: 2-(5-1sopropyl-2-methylphenyl)ethanol
147 163 178
5000 105 U DR R B
9 117 435 1020 1040 1060 10.80 11.00
i . 1 m/z 145.10 37.81%
0.}.5“2‘.7.."‘..‘5.‘%'?? ly ""|""| HH“H \”” ‘l...luuuu R ARRE REREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
163
10.20 10.40 10.60 10.80 11.00
5000 m/z 109.10 35.57%
122
L Y J\I\/\/\AN
O B I L e R ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41123: Ethanone, 1-[4-(1-hydroxy-1-methylethyl)phenyl]- L A
163 10.20 10.40 10.60 10.80 11.00
m/z 149.10 34.78%
h 1 j\n/\m
121
0 27 59 77 %1 105 W 1331?? | 178
m/z--> 20 40 éo 85 100 150 140 160 1éo 200 220 240 1020 1040 10,60 10.80 11.00

8270-BF112115.M Tue Nov 24 13:53:43 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 15 unknownl10.87 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.87 31.33 ng 3251410 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(1.1-dimethvlethvI)-4... 162 C12H18 007364-19-4 38
2 Benzolblthiophene. 2-propvl- 176 C11H12S 016587-32-9 38
3 1-Naphthalenamine. 5.6.7.8-tetra... 147 C10H13N 002217-41-6 38
4 Benzene. 1-(1.1-dimethvlethvI)-3... 162 C12H18 000098-19-1 38
5 Ethanone, 1,1"-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 35
Abundance Scan 777 (10.868 min): BF083212.D (-775) (-) m/z 147.10 100.00%
147
163
5000

10.60 10.80 11.00 11.20

0! m/z 163.10 61.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30707: Benzene, 1-(1,1-dimethylethyl)-4-ethyl-
147
5000 TTT LI L L L L L
119 10.60 10.80 11.00 11.20
a ‘ 162 m/z 91.10 32.86%
77 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
147
R AR RS B
10.60 10.80 11.00 11.20
5000 m/z 176.10 28.98%
176

01327 45 0 89 559 161

mmmmmwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21356: 1-Naphthalenamine, 5,6,7,8-tetrahydro- R B ARARES RS S
10.60 10.80 11.00 11.20
m/z 117.10 24 _86%

5000

10. 60 10 80 11. OO 11.20

8270-BF112115.M Tue Nov 24 13:53:44 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 16 unknownl11.10 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.10 19.29 ng 2001850 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-chloro-2-fluoro-1-met... 160 C7H6CIFO 000452-09-5 47
2 Dec-5-ene-3.7-divne. 2.9-dimethvl- 160 C12H16 1000211-23-3 46
3 2.4-Dimethvl-1.4-dihvdrocvnnolin... 288 C10H13IN2 1000280-23-2 43
4 1H-Benzimidazole. 2-(l-methvleth... 160 C10H12N2 005851-43-4 43
5 [1,2]Dithiolo[1,5-b][1,2]dithiol... 160 C5H4S3 000252-09-5 38
Abundance Scan 797 (11.096 min): BF083212.D (-794) (-) m/z 145.10 100.00%
145
160
115
5000
a1 129
41 rryrrrryrrrryrTrTTT T T T
65 204 0 - 1080 11.00 11.20 11.40
o} m/z 160.10 75.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29709: Benzene, 4—chIoro—2é5quoro—l—methoxy—
160
145
5000 UL SRR BRI BN B
117 1080 1100 11.20 11.40
m/z 115.10 55.16%
15 31 50 67 8195 |43 | J
m/z--> ﬁo Jo eb 85 160 150 150 160 1éo 200 220 250 2éo
Abundance
160
91 115 AU SN SRR B
39 130 10.80 11.00 11.20 11.40
5000 77 145 m/z 159.10 52.33%
53
o 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #110560: 2,4-Dimethyl-1,4-dihydrocynnolinium iodide R EEEmaEE S S
145 10.80 11.00 11.20 11.40
m/z 117.10 49 .57%
159
5000
115 130
28 42 g3 77 91

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 80 11. OO 11. 20 11. 40

8270-BF112115.M Tue Nov 24 13:53:44 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 17 Hexanedioic acid, bis(2-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.05 178.45 ng 18519200 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 64
2 Cvclohexanecarboxvlic acid. butv... 184 C11H2002 006553-81-7 43
3 Hexanedioic acid. dibutvl ester 258 C14H2604 000105-99-7 40
4 Hexanedioic acid. bis(l-methvlet... 230 C12H2204 006938-94-9 40
5 Butanedioic acid, 2,3-dimethyl-,... 258 C14H2604 056051-57-1 38
Abundance Scan 880 (12.045 min): BF083212.D (-874) (-) m/z 129.10 100.00%
129
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9 g7 ' 147
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o....,....,|...‘.,..-..,.|...,|..|..,. b 89 L 281280276 305 | t98ETIG 48, 92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #93162: Hexanedioic acid, bis(2-methylpropyl) ester
129
57 185
5000 41
111 11.80 12.00 12.20 12.40
m/z 57.10 34.32%
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Abundance #93145: Hexanedioic acid, dibutyl ester T
129 11. 80 12. OO 12. 20 12. 40
185 m/z 111.00 24 . 71%
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 Butyl citrate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.31 27.78 ng 2882890 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 72
2 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 53
3 Hexanedioic acid. dibutvl ester 258 C14H2604 000105-99-7 42
4 Hexanedioic acid. bis(l-methvlpr... 258 C14H2604 038447-22-2 42
5 Adipic acid, di(oct-4-yl ester) 370 C22H4204 1000160-80-1 38
Abundance Scan 903 (12.308 min): BF083212.D (-900) (-) m/z 43.10 100.00%
129
185
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111 157 217 1200 12.20 12.40 12.60
1 . . . .
3 - l}.'. i L bbb b1l 2e2 28 577712900 98.57%
m/z--> 50 100 150 200 250 300 350
Abundance #144807: Butyl citrate
185
129
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41 259 m/z 185.10 66.92%
g7 111 1 157
ol L8 T T | vmm | w36
m/z--> 50 100 150 200 250 300 350
Abundance
129
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5000 185 m/z 57.10 34 .23%
29 a7 111
o 96 203 243
m/z--> 50 100 150 200 250 300 350
Abundance #93145: Hexanedioic acid, dibutyl ester
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083212.D

Aca On : 23 Nov 2015 19:11

Operator : UM/I1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 19 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.53 31.02 ng 1711970 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Ethanone. 1-(4.5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 30
5 Hexadecane 226 C16H34 000544-76-3 25

Abundance Scan 922 (12.525 min): BF083212.D (-920) (-) m/z 43.10 100.00%
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Abundance #108841: Octadecanoic acid
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Abundance #83686: Pentadecanoic acid
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m/z 55.10 67.80%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112315\
Data File : BF083212.D

Acq On : 23 Nov 2015 19:11

Operator : UM/1Z

Sample : G4437-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Tetrahydrofuran, ... 6.28 55.9 ng 4671870 1 6.64 1670750 20.0
unknown6 .42 6.42 61.5 ng 5136470 1 6.64 1670750 20.0
unknown? .07 7.07 23.5 ng 1959980 1 6.64 1670750 20.0
3-Buten-2-ol, 2,3._.. 7.34 46.6 ng 13045400 2 7.93 5598350 20.0
unknown? .66 7.66 22.4 ng 6268870 2 7.93 5598350 20.0
unknown8.12 8.12 24 .4 ng 6835640 2 7.93 5598350 20.0
unknown8.33 8.33 43.3 ng 12114700 2 7.93 5598350 20.0
1-Adamantanol 8.49 31.5 ng 8817770 2 7.93 5598350 20.0
unknown8 .65 8.65 106.8 ng 29888100 2 7.93 5598350 20.0
unknown8 .89 8.89 38.7 ng 13609300 3 9.69 7031960 20.0
unknown9 .44 9.44 25.4 ng 8937350 3 9.69 7031960 20.0
unknown9 .85 9.85 20.0 ng 7031960 3 9.69 7031960 20.0
unknown10.59 10.59 31.0 ng 3213480 4 11.18 2075550 20.0
unknown10 .87 10.87 31.3 ng 3251410 4 11.18 2075550 20.0
unknownl11.10 11.10 19.3 ng 2001850 4 11.18 2075550 20.0
Hexanedioic acid,... 12.05 178.4 ng 18519200 4 11.18 2075550 20.0
Butyl citrate 12.31 27.8 ng 2882890 4 11.18 2075550 20.0

5

Octadecanoic acid 12.53 31.0 ng 1711970 13.78 1103720 20.0
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