LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 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-BF111915.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 5.230 259 275 276 rVvV 279927 1798155 1.71% 0.654%
2 5.287 278 280 283 rVV 1562820 2303110 2.18% 0.838%
3 5.687 299 315 317 rBV 325066 1857150 1.76% 0.676%
4 6.350 371 373 376 rBV2 1403796 1797478 1.70% 0.654%
5 6.476 381 384 385 rVV 2769114 4039994 3.83% 1.470%
6 6.533 385 389 391 rVB 532577 1258003 1.19% 0.458%
7 6.853 415 417 419 rBV 2632919 2837727 2.69% 1.033%
8 7.139 439 442 444 rVB 1926337 2530963 2.40% 0.921%
9 7.264 451 453 456 rVB 2268454 2311481 2.19% 0.841%
10 7.813 490 501 503 rBV 605482 2681223 2.54% 0.976%

11 7.984 503 516 518 rvvV 2694332 11606735 11.01% 4.225%
12 8.065 518 523 524 rVV 4470435 14582758 13.83% 5.308%
13 8.282 524 542 543 rVV2 14883330 105425445 100.00% 38.372%
14 8.316 543 545 547 rVV 15963636 34936481 33.14% 12.716%
15 8.362 548 549 551 rvv 10227820 7728056 7.33% 2.813%

16 8.522 559 563 564 rvv 1965288 2466642 2.34% 0.898%
17 9.070 601 611 614 rBV2 6597893 18159146 17.22% 6.610%
18 9.745 667 670 672 rBVY 1508268 1343868 1.27% 0.489%
19 10.065 687 698 700 rBV 5559898 16891489 16.02% 6.148%
20 10.533 735 739 741 rBV2 2667734 2584652 2.45% 0.941%

21 10.762 757 759 761 rvv2 900708 1202503 1.14% 0.438%
22 10.956 772 776 777 rVV2 3666997 6777975 6.43% 2.467%
23 11.219 797 799 800 rvv 1197197 1112466 1.06% 0.405%
24 11.253 800 802 808 rvB 1917128 2386539 2.26% 0.869%
25 11.825 845 852 854 rBV 7186857 15044954 14.27% 5.476%

26 12.511 907 912 916 rBV 893579 2638457 2.50% 0.960%
27 12.579 916 918 919 rBV 851858 1079032 1.02% 0.393%
28 12.808 936 938 941 rvB 3107716 2885388 2.74% 1.050%
29 12.922 946 948 950 rBV2 794936 1236551 1.17% 0.450%
30 13.848 1027 1029 1033 rBV 998151 1237802 1.17% 0.451%

Sum of corrected areas: 274742223
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEMI\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/IZ

Sample . G4486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF111915.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: BF083103.D
1.5e+07
1le+07
5000000
6.48
5.29 6.3
O e AL A O e e e oo e e e e e e e B e L A e s o s e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: BF083103.D
1.5e+07
1le+07
11.82

5000000

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF083103.D
1.5e+07
1le+07
5000000
0
——— T T I e e e e L I B e e e o o e S B B S B B B B e B I B
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
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 Butanoic acid, 3-methyl- Concentration Rank 15

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

5.23 12.67 ng 1798160 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 59
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 1.2-Hvdrazinedicarboxaldehvde 88 C2H4N202 000628-36-4 36
4 Pentanoic acid 102 C5H1002 000109-52-4 33
5 1-Pentanamine 87 C5H13N 000110-58-7 9

Abundance Scan 275 (5.230 min): BF083103.D (-259) (-) m/z 60.10 100.00%
60
5000 41
87
||| 5 T | 4.80 5.00 520 5.40 5.60
et 23l 88 L Tm/z 41.10  47.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4193: Butanoic acid, 3-methyl-
60
5000
41 4.80 5.00 5.20 5.40 5.60
27 g7 m/z 43.10 42.87%
‘q a7 53 | 69 75 g | 100
m/z--> 10 20 35 Jo 50 60 70 80 90 100 110
Abundance
60
4.80 5.00 5.20 5.40 5.60
5000 7 41 73 m/z 45.10 27 .43%
87
35 47 53 67 80 93 99
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #1918: 1,2-Hydrazinedicarboxaldehyde
2 480 5.00 5.20 5.40 5.60
m/z 87.10 21.78%
60 88
5000 18
"|¥%lk |"2'6 "'IMM"I""I"'7F""I""I'"'I""I' I R L L R
m/z--> 0 20 30 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 Pentanoic acid Concentration Rank 14

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

5.69 13.09 ng 1857150 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 90
2 Butanoic acid 88 C4H802 000107-92-6 78
3 Hexanoic acid 116 C6H1202 000142-62-1 64
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 53
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50

Abundance Scan 315 (5.687 min): BF083103.D (-299) (-) m/z 60.05 100.00%
60
5000 73
5.40 5.60 5.80 6.00
..,....,....,....|,|.||.|‘.‘?,“.3?|!-. e S0 12 Thzz o 73.05  40.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4159: Pentanoic acid
60
5000
73 5.40 5.60 5.80 6.00
- 41 m/z 41.10 19.71%
ST -~ R AN . AR . S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
60
5.40 5.60 5.80 6.00
5000 m/z 45.10 15.33%
73
27 41
15 34 47 53 88
m/z--> fo 25 35 4b 55 éo fo 85 do 100 1i0 150
Abundance #7849: Hexanoic acid
60 5.40 5.60 5.80 6.00
m/z 55.05 13.98%
5000 73
27 87
..,...1.8,...\.w,....w,h\.»..,?w. (S 80 | s
m/z--> 10 20 30 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 Hexanoic acid Concentration Rank 16

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

6.53 8.87 ng 1258000 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 78
2 Pentanoic acid 102 C5H1002 000109-52-4 72
3 Octanoic Acid 144 C8H1602 000124-07-2 64
4 Heptanoic acid 130 C7H1402 000111-14-8 64
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 45

Abundance Scan 389 (6.533 min): BF083103.D (-385) (-) m/z 60.10 100.00%
60
5000 73
41
87 620 640 6.60 680
0..,....,....,....|,‘.||.|..‘L,3.1.|."."....i.!..,...|.,....1,0.1...,...1.2,9...,....,....,.. m/z 73.10 47.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7851 Hexanoic acid
60
5000 73
27 4t 6.20 6.40 6.60 6.80
g7 m/z 41.10 28.14%
'W”'W'JL“”LJi?gMMt”“bh'P'”P'?%'”I””I””I”'W”'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
6.20 6.40 6.60 6.80
5000 2 m/z 43.10 20.84Y%
07 4
15 51 87 101
wmm‘mﬁmwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19985: Octanoic Acid
60 6.20 6.40 6.60 6.80
m/z 45.10 19.68%
73
5000 - 33
‘ 85 101
\ s 15 129 144
m/z--> 15 ﬁo §o Jo 55 60 75 8b gb 160 110 150 150 150 1%0 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 Octanoic Acid Concentration Rank 8

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

8.06 25.13 ng 14582800 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 94
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Heptanoic acid 130 C7H1402 000111-14-8 40
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 40
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 40

Abundance Scan 523 (8.065 min): BF083103.D (-518) (-) m/z 60.10 100.00%
60
73
5000 43
‘ 85 101
115 7.80 8.00 8.20 8.40
..,....,....,....|i.|.|..,.-.!|.-|...~.|,..'..,:'.||.|.,?.3.~.,|....,..'..,...1.2]9....,1.‘.‘?.,.. m/z 73.10 69.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19986: Octanoic Acid
60
73 j
5000 43 R LR I L
7.80 8.00 8.20 8.40
29 gs 101 m/z 43.10 46.86%
‘ 115
s L sl e | T tr am
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
7.80 8.00 8.20 8.40
5000 73 m/z 41.10 41.20%
7 A 87
18 99 116
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12980: Heptanoic acid
60 7.80 8.00 8.20 8.40
m/z 55.10 36.65%
5000 73
41
27 H 8
s L sy L ms i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 Propane, 1-chloro-3-ethoxy- Concentration Rank 3

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

8.28 181.66 ng 105425000 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. l-chloro-3-ethoxv- 122 C5H11CIO 036865-38-0 52
2 2-Propanol. 1-Tl-methvl-2-(2-pro... 174 C9H1803 055956-25-7 47
3 Methane. diethoxv- 104 C5H1202 000462-95-3 43
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 43
5 Ethanol, 1l-methoxy-, benzoate 180 C10H1203 051835-44-0 36

Abundance Scan 542 (8.282 min): BF083103.D (-524) (-) m/z 59.10 100.00%
50
5000 }/V\
77 105 15, -
at ‘ | 800 8.20 8.40 8.60
o‘mﬁﬁﬁuﬂﬂ, o Ml 185146159 172 191 1 Tz 105.10 32.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9459: Propane, 1-chloro-3-ethoxy-
31 509
41
5000 SRR LA LRSS AR
8.00 8.20 8.40 8.60
77 122 m/z 103.05 31.17%
....,.‘.‘..‘i“.‘.“..“l...l“l..9.‘3.|].-(‘).7..|l...|....|....|....|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
800 8.20 840 8.60
5000 41 m/z 77.10 26 .39%
103
31
15 73 85 117 129 143 159 174
miz--> 20 40 60 80 100 120 140 160 180 L
Abundance #4642: Methane, diethoxy— LA L L L LB L
3 59 8.00 8.20 8.40 8.60
m/z 122.10 26.20%
5000
103
15 \/\/w
"“Llw“'lM'”“"7?Iﬁg'I'”'I""P"'I'”'I"'W U I U L UL
m/z--> 20 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 2-Butanol, 3,3"-oxybis- Concentration Rank 5

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

8.32 60.20 ng 34936500 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 72
2 Methane. diethoxv- 104 C5H1202 000462-95-3 72
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 64
4 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 64
5 Dipropylene glycol 134 C6H1403 025265-71-8 56

Abundance Scan 545 (8.316 min): BF083103.D (-543) (-) m/z 59.10 100.00%
59
5000 103 m
45 S A V- N
8.00 8.20 8.40 8.60
86
ol A3 %0 Il M5 181 146 159 175 191 | 77 103.10  37.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31006: 2-Butanol, 3,3'-oxybis-
59
5000 3 s 103 800 820 840 8.60
m/z 57.10 32.44%
15 . 7585 116 134145
miz--> 20 40 60 8 100 120 140 160 180
Abundance
31 59
8.00 8.20 8.40 8.60
5000 m/z 45.10 27 .08%
103
15 45
75 89
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14600: 1-Propanol, 2-(2-hydroxypropoxy)-
59 8.00 8.20 8.40 8.60
m/z 41.10 24 .32%
5000
31 45 103
15 “‘ M )75 89
m/z--> 20 40 60 80 100 120 140 160 180 ' 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 Benzeneacetic acid Concentration Rank 17

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

8.52 4.25 ng 2466640 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 87
2 Benzene. (2-methoxvethvl)- 136 C9H120 003558-60-9 72
3 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 59
4 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 59
5 Benzyl 2-chloroethyl sulfone 218 C9H11CIl02S 066998-67-2 50

Abundance Scan 563 (8.522 min): BF083103.D (-559) (-) m/z 91.10 100.00%
o
5000
136
39 g 65 8.20 8.40 8.60 8.80
o...,....,....,....',....i'....,:'.|..,..7.7,....'il..??..lﬁ'.ﬂ..l}?..l.??....,..1.4.7,... m/z 136.10 25.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15708: Benzeneacetic acid
g1
5000
136 8.20 8.40 8.60 8.80
m/z 92.05 18.09%
a9 65
27 Sl | 7 102 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
91
8.20 8.40 8.60 8.80
5000 45 136 m/z 65.05 17.23%
65
77 104
53 122
wwwmmmmﬁwwﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15714: Benzoic acid, 4-methyl-
g1 8.20 8.40 8.60 8.80
m/z 39.10 8.17%
119 136
5000
18 27 .l ﬁl | ‘ 7 Ly 107 | il
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 11 Dodecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.06 251.39 ng 16891500 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 81
4 Nonanoic acid 158 C9H1802 000112-05-0 58
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43

Abundance Scan 698 (10.065 min): BF083103.D (-687) (-) m/z 73.10 100.00%
60 73
43
5000 L
85 129 157
g7 115 P S SN SUNLRN SN
143 171 9. 80 10 00 10.20 10.40
ol |-l ':“.'. ' 183 200 m/z 60.05 94.30%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #56046: Dodecanoic acid
60 73
43
L
5000 129 UL IR UL SN B
157 9. 80 10 00 10. 20 10. 40
29 101 115 m/z 43.10 67.25%
AL e | o
,;§“L,j¢tyhkwu,ﬂﬂ,m PR N N -
m/z--> 200 40 60 80 100 1 140 160 180 200
Abundance
41 60 73
9. 130 10'00 10. 20 10'40
5000 29 m/z 41.10 62.49%
7 129 143
16 101 115 157 186
m/z--> ﬁo Jo 65 85 160 150 1&0 1éo 1é0 260
Abundance #37190: n-Decanoic acid T T T
60 4,5 9. 80 10 00 10. 20 10. 40
41 m/z 55.10 58.93%
29
5000
129 J/W‘
87
115
m/z--> 200 40 60 80 100 120 140 160 180 200 9. 80 10 00 10. 20 10. 40
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.96 121.86 ng 6777980 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Butanoic acid 88 C4H802 000107-92-6 27
Abundance Scan 776 (10.956 min): BF083103.D (-772) (-) m/z 73.10 100.00%
60 7B
43
5000 129
85 o 185 SR S S
dr 15| 143457171 | 199, 228 10.60 10.80 11.00 11.20
(o} m/z 60.10 87 .49Y%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #75069: Tetradecanoic acid
43 60 73
5000 29 129 228 U U SN
10 60 10. 80 11. oo 11.20
185 m/z 43.10 76.22%
M‘

97 115
143 171
u\H N N A G = B
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
60 73
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr

43 10.60 10.80 11.00 11.20
5000 129 m/z 57.10 64.42%
29
8 15 oh 214
97 143 157 = 185
197
L L L L L L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56046: Dodecanoic acid L L B L B
60 73 10.60 10.80 11.00 11.20
4 m/z 55.10 63.69%
5000 129
157
29 101 115
‘ ‘ ‘ ‘ 143 171 200
.;?,.‘...‘i‘a‘..”“ yl M M‘.‘ .‘.“....‘..‘..18.3...l....,.... B RBERE R
m/z--> 20 40 60 100 120 140 160 180 200 220 10 60 10. 80 11.00 11.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.82 270.48 ng 15045000 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Estra-1.3.5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 25
5 6-Methyl(pentamethylene)silyloxy... 326 C20H420Si 1000278-79-4 18
Abundance Scan 852 (11.825 min): BF083103.D (-845) (-) m/z 73.10 100.00%
43 60 73
5000
129
97 rTrrprrrrrrrip rTrTr T
1s 143157171185199213227241256 11.60 11.80 12.00 12.20
e m/z 43.10 85.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256
11.60 11.80 12.00 12.20
21 m/z 60.05 85.19%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.60 11.80 12.00 12.20
5000 - 129 m/z 57.10 72 .84%
87 15 ah 214
101 143157 185
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid B e o e e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 68.31%
5000 129
29
s |,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 14-Pentadecenoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.51 47 .43 ng 2638460 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Pentadecenoic acid 240 C15H2802 017351-34-7 83
2 15-Tetracosenoic acid. methyvl es... 380 C25H4802 002733-88-2 81
3 Oleic Acid 282 C18H3402 000112-80-1 80
4 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 80
5 Cyclopropane, 1-(1,2-dimethylpro... 252 C18H36 041977-42-8 64
Abundance Scan 912 (12.511 min): BF083103.D (-907) (-) m/z 55.10 100.00%
55
83 JJLAA\JWAAWJ[\J\_;WM,W_NnaA
5000
tt 12:20 12,40 12.60 12.80
137 165 222 264 : : : :
8 My 22 193 SO 246t 282 | m/z 41.10 69.60%
m/z--> 50 100 150 200 250 300 350
Abundance #82426: 14-Pentadecenoic acid
55
83
5000 ISR SRR ARSUARRE
nmnmnmnm
111 m/z 69.10 66.76%
PP sea1e0
— "“I‘ ‘.“.“‘a”‘.‘ Al H\\m\‘\ \\161 i 204 ‘ 240 ———————
m/z--> 50 100 150 200 250 300 350
Abundance
55
12:20 12,40 12.60 12.80
5000 83 m/z 43.10 55.13%
111
36 138157 181 2q7 349 JA\NNNNJ“VA/\J\vak\r\/bM
m/z--> o '55' ' "160" "150" "260" "250" "360" "350
Abundance #107517: Oleic Acid R R ma AR
55 12.20 12.40 12.60 12.80
m/z 83.10 54 _.20%
83
5000
‘ ’ 111
.\. Lw ‘ M\L\h\m ?1“180199222246|{|2?2| S e —
m/z--> o m 250 300 350 nmnmnmnm

8270-BF111915.M Mon Nov 23 18:14:22 2015

Page: 13



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.58 17.43 ng 1079030 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64

Abundance Scan 918 (12.579 min): BF083103.D (-916) (-) m/z 73.10 100.00%

43
5000

12.20 12.40 12.60 12.80
m/z 43.10 87.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108843: Octadecanoic acid
43

Iy

5000 LI L L L L L L L LB}
12.20 12.40 12.60 12.80
m/z 57.10 76.30%
2
.”“ﬁﬂﬂn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
R
12.20 12.40 12.60 12.80
5000 129 m/z 55.10 76.10%
28 97 199 242
157
58 113 180 214
mm‘mmﬂmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65565: Tridecanoic acid e ma E e AR
73 12.20 12.40 12.60 12.80
43 m/z 60.05 75.31%
5000 129
171
Tiadls] o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083103.D

Aca On : 21 Nov 2015 4:31

Operator : UM/I1Z

Sample : 64486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.92 19.98 ng 1236550 Chrysene-d12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 72
2 Malonodinitrile. 2-(3-dimethvlam... 223 C14H13N3 065996-13-6 46
3 9.10-Anthracenedione. l-amino- 223 C14H9NO2 000082-45-1 35
4 2-Tp-Aminobenzvllbenzimidazole 223 C14H13N3 099206-51-6 35
5 (4-0xo0-2-phenyl-1,2,3,4-tetrahyd... 282 C16H14N203 1000190-14-1 25
Abundance Scan 948 (12.922 min): BF083103.D (-946) (-) m/z 223.15 100.00%
23
135
5000
45
107 240
91 165 12.60 12.80 13.00 13.20
71 194209
el g 197010020 | | 2es 279 308 1 TIEE 10 61.46%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
1.3
135
5000 U RS AR
12/60 12,80 13.00 13.20
m/z 45.10 33.78%
45 01 107
et O iy 151 173187 205 | 247 279294
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
223
42 12,60 12,80 13.00 13.20
5000 m/z 107.10 15.25%
70
115 158
o1 140 179195
mﬁmmmwmwwm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71655: 9,10-Anthracenedione, 1-amino- R R mEEE
223 12.60 12.80 13.00 13.20
m/z 224.15 15.21%
5000
139 167 195
40 63 8 112 || |
m/z--> 40 60 85 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_F\DATA\BF112015\
Data File : BF083103.D

Acq On : 21 Nov 2015 4:31

Operator : UM/1Z

Sample - G4486-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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]
Butanoic acid, 3-... 5.23 12.7 ng 1798160 1 6.70 2837730 20.0
Pentanoic acid 5.69 13.1 ng 1857150 1 6.70 2837730 20.0
Hexanoic acid 6.53 8.9 ng 1258000 1 6.70 2837730 20.0
Octanoic Acid 8.06 25.1 ng 14582800 2 7.98 11606700 20.0
Propane, 1l-chloro... 8.28 181.7 ng 105425000 2 7.98 11606700 20.0
2-Butanol, 3,3"-o0... 8.32 60.2 ng 34936500 2 7.98 11606700 20.0
Benzeneacetic acid 8.52 4.3 ng 2466640 2 7.98 11606700 20.0
Dodecanoic acid 10.06 251.4 ng 16891500 3 9.74 1343870 20.0
Tetradecanoic acid 10.96 121.9 ng 6777980 4 11.22 1112470 20.0
n-Hexadecanoic acid 11.82 270.5 ng 15045000 4 11.22 1112470 20.0
14-Pentadecenoic ... 12.51 47.4 ng 2638460 4 11.22 1112470 20.0
Octadecanoic acid 12.58 17.4 ng 1079030 5 13.85 1237800 20.0
Ethanol, 2-[2-[4-... 12.92 20.0 ng 1236550 5 13.85 1237800 20.0
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