LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 64927-02

Misc :

ALS Vial : 22 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-BF122415.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 4.967 249 252 259 rBB 113166 141345 7.88% 1.311%
2 5.413 289 291 301 rVB 359028 356995 19.90% 3.312%
3 6.453 380 382 390 rBB 167739 230625 12.86% 2.139%
4 6.567 390 392 394 rBV 854370 738970 41.20% 6.855%
5 6.613 394 396 397 rvVv 34055 35869 2.00% 0.333%
6 6.636 397 398 404 rVB 44371 45592 2.54% 0.423%
7 6.727 405 406 410 rBV 36664 47213 2.63% 0.438%
8 6.796 410 412 414 rBV 360060 295035 16.45% 2.737%
9 6.876 416 419 421 rBV 33055 42066 2.35% 0.390%
10 6.956 423 426 428 rVB 1130235 1122824 62.60% 10.416%
11 7.367 459 462 464 rBV 794680 888923 49.56% 8.246%
12 7.996 515 517 522 rBV 17929 24608 1.37% 0.228%
13 8.088 522 525 526 rBV 290608 379190 21.14% 3.518%
14 8.362 548 549 551 rVB 37713 31332 1.75% 0.291%
15 8.408 551 553 555 rVB 24927 27082 1.51% 0.251%
16 8.590 565 569 572 rBV3 14466 18283 1.02% 0.170%
17 9.162 616 619 620 rBY 1898476 1793721 100.00% 16.639%
18 9.185 620 621 624 rvVv 78818 69030 3.85% 0.640%
19 9.288 628 630 631 rVB 28643 24848 1.39% 0.231%
20 9.516 647 650 652 rBV 199057 314094 17.51% 2.914%
21 9.551 652 653 655 rVB 34560 40641 2.27% 0.377%
22 9.768 670 672 675 rvVv 29390 29328 1.64% 0.272%
23 9.836 675 678 680 rVB 499469 451570 25.18% 4.189%
24 10.111 699 702 706 rVB5 6592 19845 1.11% 0.184%
25 10.271 710 716 718 rBV2 21742 31593 1.76% 0.293%
26 10.488 732 735 739 rVB2 31479 48833 2.72% 0.453%
27 10.625 744 747 749 rVvV 689148 687828 38.35% 6.381%
28 10.682 751 752 756 rBV 74089 69926 3.90% 0.649%
29 10.739 756 757 760 rBV2 24116 37183 2.07% 0.345%
30 11.185 794 796 800 rBV3 19530 29107 1.62% 0.270%
31 11.322 805 808 810 rBV 343014 413647 23.06% 3.837%
32 11.505 820 824 827 rBV3 14402 26853 1.50% 0.249%
33 11.688 838 840 844 rVB 20619 22573 1.26% 0.209%
34 11.859 853 855 856 rBV 68908 73263 4.08% 0.680%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 64927-02

Misc :

ALS Vial : 22 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:\HPCHEMI\BNA F\METHODS\8270-BF122415_.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.534 912 914 917 rBV2 9477 20692 1.15% 0.192%
36 12.637 921 923 926 rBV 25616 34191 1.91% 0.317%
37 12.785 935 936 942 rvVB2 35749 39590 2.21% 0.367%
38 12.899 944 946 949 rBV 1462030 1374728 76.64% 12.753%
39 13.437 990 993 995 rBv4 9461 19081 1.06% 0.177%
40 13.802 1022 1025 1030 rVB3 34155 67273 3.75% 0.624%

41 13.951 1036 1038 1041 rBV 303239 332453 18.53% 3.084%
42 14.785 1109 1111 1113 rBV 25716 25676 1.43% 0.238%
43 15.380 1161 1163 1167 rBV 169418 256395 14.29% 2.378%

Sum of corrected areas: 10779914
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF084096.D
1500000
6.96
1000000
6.57 —
500000
5.41 6.80
[=
v | ey
.. .A, L .An PN .'.Q, s ——
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084096.D
9|16
1500000 12.90
1000000
10.62
500000 9.84
5.0 11.32
9.52
08-0A\ 853615 59 f@‘izs} A-SS 977  10.11027104900%  11.1d| 11.51168%80 12.35236'45-\7} 13.44
R B e B T e R B e i e e e e e e
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084096.D
1500000
1000000
500000
13.95
15.38
3.80 14.79
O o e o S B [ e
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\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
497 958ng 141345  1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

016504-58-8 47
001116-98-9 17

4 Acetone 58 C3H60 000067-64-1 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 252 (4.967 min): BF084096.D (-249) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.1
I | 83.0 460 4.80 5.00 520 5.40
o e e e e m/z 59.10 70.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LI L L L LB L BN
59.0 4.60 4.80 5.00 5.20 5.40
0
150 1010 m/z 101.10 31.81%
310 | 83.0
0 ‘ 1y | mn , : , ‘
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R e B o
460 4.80 5.00 520 5.40
m/z 58.10 16.36%
5000 101.0
28.0 59.0
15.0 73,0 840
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R A
59.0 460 4.80 5.00 520 5.40
m/z 41.10 10.35%
5000 41.0
o T O =Y 1260 1420
R B B e EAAAaRamazsamay b R R e B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.57 Concentration Rank 2

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

6.57 50.09 ng 738970 1,4-Dichlorobenzene-d4 6.80
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 392 (6.567 min): BF084096.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AR R R
40.1 541 11 6.20 6.40 6.60 6.80 7.00
0 : B E e m/z 68.10 40.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R I R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.56%
oL Ly | ‘
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 26.80%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.83%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN 0 A U
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 11

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

6.61 2.43 ng 35869 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxv-1-methv... 148 C7H1603 020324-32-7 83
2 Dipropvlene alvcol monomethvl ether 148 C7H1603 034590-94-8 64
3 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 50
4 2-Propanol. 1.1"-I(1-methvl-1.2-... 192 C9H2004 001638-16-0 45
5 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 38

Abundance Scan 396 (6.613 min): BF084096.D (-394) (-) m/z 59.10 100.00%
5d.1

|| 6.20 640 660 680 700
T e — m/z 45.10 48.02%

5000 45.1 103.1
73.1 ‘

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 |||||||||||||||||||||
45.0 73.0 103.0 6.20 6.40 6.60 6.80 7.00
31.0 m/z 103.10 47 .98%
0 15.0 “ ‘u A ‘ 85.0 | 117.0130.0  149.0
R R A L L B g B B A ARaannansas e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59.0
T B B
6.20 6.40 6.60 6.80 7.00
5000 45.0 m/z 73.10 35.40%
' 73.0 103.0
31.0
15.0 89.0 117.0 130.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31006: 2-Butanol, 3,3"-oxybis-
59.0 6.20 6.40 6.60 6.80 7.00
m/z 41.10 21.48%
5000 31.0
45.0 103.0
ol 150 ‘ | 750 87.0 116.0 134.0146.0
R B L R L e RARAa ERass EEniae o atns s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Dipropylene glycol monometh... Concentration Rank 9

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

6.64 3.09 ng 45592 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dipropvlene alvcol monomethvl ether 148 C7H1603 034590-94-8 83
2 2-Propanol. 1-(2-methoxv-1-methyvy... 148 C7H1603 020324-32-7 83
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 59
4 2-Propanol. 1.1"-I(1-methvl-1.2-... 192 C9H2004 001638-16-0 53
5 Dipropylene glycol 134 C6H1403 025265-71-8 53

Abundance Scan 398 (6.636 min): BF084096.D (-397) (-) m/z 59.10 100.00%
5d.1

5000 451
73.0 103-1

| 640 660 680 700
"|""|""|""I|!"'|"'I'||""|"""|""|""|'!"|""|""|""|""|"" m/z 45.10 50.28%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22089: Dipropylene glycol monomethyl ether
59.0
5000 ||||||||||||||||||||||
45.0 73.0 103.0 6.40 6.60 6.80 7.00
31.0 ’ m/z 103.10 35.02%
ol 150 ‘\ ‘H A ‘ 89.0 ‘ 117.0 130.0
R R RA RN n s o o e e e R AAATSSARNRARRERRAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59.0
e e P
6.40 6.60 6.80 7.00
m/z 73.05 30.64%
5000 450 103.0
73.0
31.0
15.0 85.0 117.0 130.0  149.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14600: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 6.40 6.60 6.80 7.00
m/z 41.05 27 .69%
5000
31.0 45.0 103.0
P T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 2-Propanol, 1-(2-methoxypro... Concentration Rank 8

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

6.73 3.20 ng 47213 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxvpropoxv)- 148 C7H1603 013429-07-7 83
2 Butanal. 3-methvl-. oxime 101 C5H11NO 000626-90-4 59
3 Butane. 2-methoxv- 88 C5H120 006795-87-5 43
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 40
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 40

Abundance Scan 406 (6.727 min): BF084096.D (-405) (-) m/z 59.10 100.00%
549.1
5000
arolm g, o Gbo 6bo 7hy
Obrrprrrrrrrrrprrrr et e ettt || Mz 45,10 15 34%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #22085: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000 SRS AR RARRA RS
6.40 6.60 6.80 7.00
410 450 50 m/z 43.10 13.19%
o 150 T |77 g0 10401950 1300
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59.0
43.0 6.40 6.60 6.80 7.00
5000 ' m/z 73.10 11.29%
27.0 86.0
o 15.0 73.0 101.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2075: Butane, 2-methoxy-
54.0 6.40 6.60 6.80 7.00
m/z 41.10 11.27%
5000
29.0
15.0 41.0 73.0
0'“%q“v“'v”hh““ukw““i““wt“wﬁqﬁ“w'HWH'WH“l”“v
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 1-Hexanol, 2-ethyl- Concentration Rank 10

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

6.88 2.85 ng 42066 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 64
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 45
4 Sulfone. 2-hvdroxvhexvl t-butvl 222 C10H2203S 1000161-82-5 23
5 Butane, 1-chloro-2-methyl- 106 C5H11CI 000616-13-7 12

Abundance Scan 419 (6.876 min): BF084096.D (-416) (-) m/z 57.05 100.00%
57.0
5000
70.1 831
“ | 98.1 6.60 6.80 7.00 7.20
0..,....,....,....,....,...:,...-.,'....,:!..,...!,....,....,.. m/z 41.10 42.13%
m/z--> 10 20 40 60 70 80 90 100 110 120
Abundance #13219. 1-Hexanol, 2-ethyl-
57.0
5000 41.0
700 830 6.60 6.80 7.00 7.20
20.0 : : m/z 55.10 33.87%
98.0
o..,.1?.0.,....,....,....,...,....,...., l e
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance
57.0
6.60 6.80 7.00 7.20
m/ 70.10 25.92%
5000 430 z o
29.0 69.0 830
o 18.0 98.0 1120
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #13213: 2-Propyl-1-pentanol A
57.0 6.60 6.80 7.00 7.20
m/z 43.10 24 _66%
5000 41.0
29.0 70.0
83.0
m/z--> 10 20 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20

8270-BF122415.M Mon Dec 28 17:36:07 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown9.52 Concentration Rank 3

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

9.52 13.91 ng 314094 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thioxan-3-one. oxime 131 C5H9ONOS 058230-51-6 38
2 1H-Indole. 5-methvl- 131 C9HOSN 000614-96-0 9
3 2-Oxazolidinethione. 4.4-dimethvl- 131 C5H9NOS 054013-55-7 9
4 1H-Indole-3-ethanamine. .alpha.-... 174 C11H14N2 000299-26-3 9
5 Butane-1,3-diol, l-methylene-3-m... 260 C12H2802Si2 117201-96-4 9

Abundance Scan 650 (9.516 min): BF084096.D (-647) (-) m/z 130.90 100.00%
13p.9
5000
570 187.0
411 . 73.0 91.0 112.9 153.0 169.0 9.20 9.40 9.60 9.80
0! R | N i m/z 129.90 37 .89%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13389: Thioxan-3-one, oxime
41.0 131.0
5000 5.0
113.0 9.20 9.40 9.60 9.80
60.0 ‘ m/z 187.00  28.74%
OI H \HHHM HHHH H ggwiol H ..‘l‘.|....|....|....
miz--> 20 100 140 160 180
Abundance
131.0
920 9.40 9.60 9.80
5000 m/z 57.05 19.51%
51.0 .0 4030
L L L L U UL WL B WA
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13392: 2-Oxazolidinethione, 4,4-dimethyl-
131.0 9.20 9.40 9.60 9.80
m/z 41.10 15.45%
56.0
5000
42.0
100.0 116.0
0% 28} ‘H‘ M TZM?|86'0" l" L UL s USSR SRR S S
m/z--> 20 40 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Benzenesulfonamide, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.49 2.16 ng 48833 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HINO2S 000088-19-7 94
2 1.3.5-Norcaratriene 90 C7H6 004646-69-9 43
3 Benzvl cvanoformate 161 C9H7NO2 005532-86-5 32
4 Benzeneacetonitrile. .alpha.-ethvl- 145 C10H11N 000769-68-6 23
5 Benzene, l-methyl-4-nitro- 137 C7H7NO2 000099-99-0 18
Abundance Scan 735 (10.488 min): BF084096.D (-732) (-) m/z 90.00 100.00%
9d.0
106.1
5000 65.1
A
137.0 I RS e s e e
391 | 1540 1711 10,20 10.40 10.60 10.80
o STVRRS ISEREEENS i AN BN m/z 106.10 68.14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37048: Benzenesulfonamide, 2-methyl-
90.0
106.0
5000 UL IR BN RN U
65.0 171.0 10.20 10.40 10.60 10.80
39.0 137.0 m/z 91.10 65.21%
‘ 520 ‘ Y 154.0
0...|....N..‘%lul“l‘...‘”lull.|.‘l.].-2|1..0...‘luuu‘.luuﬁul
m/z--> 20 40 60 80 100 120 140 160
Abundance
90.0
10.20 10.40 10.60 10.80
5000 m/z 65.10 44 _71%
63.0
39.0
e i B L S L L L U B L S
m/z--> 20 40 60 80 100 120 140 160
Abundance #30262: Benzyl cyanoformate NSRRI | G4 £ G
9d.0 10.20 10.40 10.60 10.80

m/z 89.10 36.69%

5000
161.0

51.
107.0
270 | " eaio || | M0 1330

. < MM

T
m/z--> 20 40 60 80 100 120 140 160 10.20 10.40 10.60 10.80

8270-BF122415.M Mon Dec 28 17:36:08 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Benzenesulfonamide, 4-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.68 3.38ng 69926  Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzenesulfonamide. 4-methvl- 171 C7HONO2S 000070-55-3 97

270 C12H18N203S
381 C12H19N305S3
363 C18H21NOSS
315 C13H17NO6S

000064-77-7 87

1000255-60-3 86
1000130-34-4 83
1000126-44-8 64

2 Tolbutamide

3 Thiosulfuric acid. S-12-I3-(4-me. ..
4 N-p-toluenesulfonvl-l-threonine....
5 O-p-toluenesulfonyll-N-acetylser. ..

Abundance Scan 752 (10.682 min): BF084096.D (-751) (-) m/z 91.05 100.00%
91.0
5000
155.0
39L-1 L jm 0 \ 10.40 10.60 10.80 11.00
ool B L m/z 65.10 31.56%
miz--> 50 100 150 200 250 300 350
Abundance #37051: Benzenesulfonamide, 4-methyl-
91.0
5000 LA L L L L LB LN LB
171.0 10.40 10.60 10.80 11.00
m/z 155.00 29.33%
39.0
Lo \h 139.0
L T T o o
miz--> 50 100 150 200 250 300 350
Abundance
91.0
IIIIIIIIIAIIIIIIIIIIIII
10.40 10.60 10.80 11.00
5000 m/z 171.00 28.93%
410 155.0
197.0
T T e T e S
miz--> 50 100 150 200 250 300 350
Abundance #151581: Thiosulfuric acid, S-[2-[3-(4-methylbenzenesulfon... R I s
91.0 10.40 10.60 10.80 11.00
m/z 107.10 24 .32%
5000 171.0
48.0
0 " \»‘ 139.0, | 225.0254.0 285.0 381.0
- T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T
miz--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00

8270-BF122415.M Mon Dec 28 17:36:09 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.54 ng 73263 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 81
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 855 (11.859 min): BF084096.D (-853) (-) m/z 73.10 100.00%
73.1
43.1
129.1
5000
" 11'60 11.80 12.00 12.20
0 m/z 60.10 83.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0 R e e EEEa
171.0 nmnmnmnm
970 ‘ 214.0 m/z 55.10 69.90%
0 | H\ u‘h‘u“ ‘Hh \u .‘.‘ 144:9'9”“ .‘... —  EREREEmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 730
" 11'60 11.80 12.00 12.20
5000 129.0 m/z 43.10 68.20%
970 199.0 242.0
157.0
o 1800
m/z--> 25 Jo éo éo 160 150 150 160 180 200 220 250 2é0
Abundance #75070: Tetradecanoic acid A EREmaamEE
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 41.10 62.17%
5000 129.0
185.0
97.0 228.0
0:|I-|8.|q||||||||||| HH‘ MH M‘ |‘|‘|||‘||1|5|7(|)|‘|| ||||‘|||| |l|| AR S N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20

8270-BF122415.M Mon Dec 28 17:36:10 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.79 2.38 ng 39590 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 52
2 Benzene. 1l-nitro-3-(phenvimethvl)- 213 C13H11NO2 005840-41-5 43
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 43
4 Acridine., 9-chloro- 213 C13H8CIN 001207-69-8 38
5 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 38
Abundance Scan 936 (12.785 min): BF084096.D (-935) (-) m/z 213.10 100.00%
218.1
5000 121.0
65.0 g1 151.0 LRI FURUSA SURILS BRI B
39.1 : 171.1 244.1 12.40 12.60 12.80 13.00 13.20
(o} m/z 121.00 46.92%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 A
1240 12.60 12.80 13.00 13.20
910 119.0 m/z 124.10 25.94%
300 650 7 | 1410 1650 195.0 | |
mz-> 20 45 60 80 100 120 140 160 180 200 220 240
Abundance
213.0
165.0 12.40 12.60 12.80 13.00 13.20
5000 m/z 119.00 24 .41%
91.0
65.0 1150 139.0 1950
S N U A R B S S L A SRS SRR R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75015: 2H,8H-Benzo[1,2-b:3,4-b]dipyran-2-one, 8,8-dimethyl-

213.0 12.40 12.60 12.80 13.00 13.20
m/z 65.00 18.45%

5000

185.0
63.0 86.0 128.0

R e A.....w..”,J”. ”.M“..w... L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00 13.20

8270-BF122415.M Mon Dec 28 17:36:10 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Trichloroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.80 4.05 ng 67273 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
3 1-Nonadecene 266 C19H38 018435-45-5 81
4 11-Tricosene 322 C23H46 052078-56-5 81
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 74
Abundance Scan 1025 (13.802 min): BF084096.D (-1022) (-) m/z 55.10 100.00%

551 83.1

:

5000

13.40 13.60 13.80 14.00 14.20
m/z 57.10 92.97%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #148859: Trichloroacetic acid, pentadecyl ester
.0

-

5000 L L
13.40 13.60 13.80 14.00 14.20
m/z 83.10 90.37%
0 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
69.0 R S R R
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.05 84 .69%
125.0

153.0 196.0 224.0

;

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene A RREEE RS E ST
43. 13.40 13.60 13.80 14.00 14.20

m/z 69.10 80.07%

5000
125.0

s

154.0 182.0 210.0 238.0 266.0
R B B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084096.D

Aca On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : 6G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 2,6,10-Dodecatrien-1-ol, 3,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.00 ng 25676 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 80
2 Saualene 410 C30H50 007683-64-9 78
3 Farnesol i1somer a 222 C15H260 1000108-92-4 72
4 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 72
5 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 72
Abundance Scan 1111 (14.785 min): BF084096.D (-1109) (-) m/z 69.10 100.00%
69.1
| e 181 0y 1440 14160 14180 15,00 15,20
ot b Ly e+ m/z 81.10 48.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #70980: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0
5000 LR DAL S SRR B
mmmmmmmmmm
200 m/z 41.10 26.14%
0.“ H \‘\ “\ hu\‘\ H Mlﬁlg?llj:gfllogzlzlollllll ——— T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 93.00 16.07%
0 107.01370 1510 2310 2730 341.0 410.0
m/z--> 55 160 1éo 260 250 300 3%0 460
Abundance #70961: Farnesol isomer a
69.0 14.40 14.60 14.80 15.00 15.20
m/z 149.10 15.99%
5000
09.0
oL by 1600 2000
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122415\
Data File : BF084096.D

Acq On : 24 Dec 2015 23:20

Operator : UM/SJ

Sample : G4927-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4_97 9.6 ng 141345 1 6.80 295035 20.0
unknown6 .57 6.57 50.1 ng 738970 1 6.80 295035 20.0
2-Propanol, 1-(2-... 6.61 2.4 ng 35869 1 6.80 295035 20.0
Dipropylene glyco... 6.64 3.1 ng 45592 1 6.80 295035 20.0
2-Propanol, 1-(2-... 6.73 3.2 ng 47213 1 6.80 295035 20.0
1-Hexanol, 2-ethyl- 6.88 2.9 ng 42066 1 6.80 295035 20.0
unknown9 .52 9.52 13.9 ng 314094 3 9.84 451570 20.0
Benzenesulfonamid... 10.49 2.2 ng 48833 3 9.84 451570 20.0
Benzenesulfonamid... 10.68 3.4 ng 69926 4 11.32 413647 20.0
Tridecanoic acid 11.86 3.5 ng 73263 4 11.32 413647 20.0
Phenol, 4,4"-(1-m... 12.79 2.4 ng 39590 5 13.95 332453 20.0
Trichloroacetic a... 13.80 4.0 ng 67273 5 13.95 332453 20.0
2,6,10-Dodecatrie... 14.79 2.0 ng 25676 6 15.38 256395 20.0
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