LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084637.D

Aca On : 29 Jan 2016 15:45

Operator =: SJ/1Z

Sample : H1242-01

Misc :

ALS Vial : 15 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-BF012916.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 4.190 182 184 189 rBvV 415574 522313 7.78% 0.952%
2 4.887 241 245 247 rBVY 2229072 2795929 41.66% 5.098%
3 5.322 281 283 286 rBVY 3457042 3403509 50.71% 6.206%
4 5.573 302 305 308 rBY 2110646 1886270 28.10% 3.439%
5 5.722 316 318 321 rBV 430617 408613 6.09% 0.745%
6 6.362 372 374 377 rBVY 2060791 2205685 32.86% 4.022%
7 6.487 383 385 388 rBY 3677612 4718916 70.31% 8.604%
8 6.727 403 406 408 rBV 806861 1114104 16.60% 2.031%
9 6.876 417 419 422 rVB 3644340 3961411 59.02% 7.223%
10 7.287 452 455 458 rBY 2679784 3572003 53.22% 6.513%

11 7.756 493 496 501 rBV2 69626 108825 1.62% 0.198%
12 8.008 516 518 520 rBV 1751534 1518900 22.63% 2.769%
13 8.373 547 550 555 rBvV 119178 143146 2.13% 0.261%
14 8.648 572 574 576 rBV 102411 87328 1.30% 0.159%
15 9.093 610 613 615 rBV 6282767 6711849 100.00% 12.238%

16 9.482 645 647 652 rVB 149770 159911 2.38% 0.292%
17 9.756 669 671 674 rBv2 1558399 1680258 25.03% 3.064%
18 10.019 688 694 697 rBV 2595106 5836742 86.96% 10.642%
19 10.179 706 708 712 rvB3 131312 252778 3.77% 0.461%
20 10.545 738 740 743 rBV2 3008298 4087452 60.90% 7.453%

21 10.671 749 751 755 rVB 97523 141288 2.11% 0.258%
22 11.242 798 801 803 rBV 1624159 1480012 22.05% 2.698%
23 11.791 847 849 851 rBvV 196978 203898 3.04% 0.372%
24 12.831 937 940 942 rBV 4652123 4511303 67.21% 8.225%
25 13.757 1018 1021 1029 rBV 252372 632675 9.43% 1.154%

26 13.871 1029 1031 1033 rBV 1577628 1397415 20.82% 2.548%
27 15.254 1149 1152 1155 rBV 999569 1162985 17.33% 2.120%
28 15.791 1194 1199 1214 rVB 29627 140309 2.09% 0.256%

Sum of corrected areas: 54845827
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012916\

BF084637.D

29 Jan 2016 15:45

SJ/1Z

H1242-01

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084637.D

Aca On : 29 Jan 2016 15:45

Operator : SJ/1Z

Sample : H1242-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.19 9.38 ng 522313 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 184 (4.190 min): BF084637.D (-182) (-) m/z 55.10 100.00%
58.1 3.1
5000
43.0 981
| o eo 380 4.00 420 440 4.60
O+ e e e e e e e e e m/z 83.10 97 .40%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 A NRASE SRS SRR RN R
20,0 43.0 98.0 380 4.00 420 4.40 4.60
’ m/z 43.05 41.93%
0 \‘\ \‘\\\ Il ‘ | 67.0 75.0 | L
LI FUELEL SN FURLELEL S JURLLS SURELL SIS SURLLIL SURLL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 URRABESAESENARBIAREBE NN
43.0 3.80 4.00 4.20 4.40 4.60
5000 m/z 98.10 33.65%
29.0
98.0
69.0
G S UL UL SUL LIS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e R
55.0 83.0 3.80 4.00 4.20 4.40 4.60
m/z 39.10 26 .55%
41.0
5000 270 98.0
15.0 ‘ 69.0
0...,.J.w..:J,”.;il.”ihhl.“..Ui.”.,ul..“..u,.”.
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084637.D

Aca On : 29 Jan 2016 15:45

Operator : SJ/1Z

Sample : H1242-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.89 50.19 ng 2795930 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 245 (4.887 min): BF084637.D (-241) (-) m/z 43.05 100.00%
43.0
59.1
5000
o 460 4.80 500 520
o...,....,....,....','::..,..~.'.|,...6?-,1....f‘.37:1..,....~,|....,. m/z 59.10 59.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL LS L I
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 18.97%
0'"I”t'l”'wﬁ”'“ﬂh"l”*'l”"I”"?iq'l”'*ﬂ"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 4.80 500 520
5000 m/z 58.10 15.71%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e REEaaE .}.\n
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.27%
5000
41.0
29.0 101.0
o o). 500 [] 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084637.D

Aca On : 29 Jan 2016 15:45

Operator : SJ/1Z

Sample : H1242-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Cyclohexanone Concentration Rank 5

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

5.57 33.86 ng 1886270 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone 98 C6H100 000108-94-1 91
2 Cvclopentanone. 2-methvl- 98 C6H100 001120-72-5 87
3 Cvclohexanol. 1.1"-dioxvbis- 230 C12H2204 002407-94-5 42
4 2(3H)-Furanone. 5-methvl- 98 C5H602 000591-12-8 37
5 2-Heptene, (E)- 98 C7H14 014686-13-6 37

Abundance Scan 305 (5.573 min): BF084637.D (-302) (-) m/z 55.00 100.00%
54.0
5000 8.1
39 D § S
7(ﬁ'1 5.0 540 560 580
o L m/z 42.10 68.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3095: Cyclohexanone
55.0
5000 98.0 L L UL I I
520 5.40 5.60 5.80
3ﬂ 70.0 m/z 98.10 35.88%
0'£§2“M'JH"WI"”ih"ﬂl”"l"'W""I'”'I""P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42.0
060 520 540 560 580
5000 69.0 ' m/z 41.10 32.93%
27.0
S S SO L U B L SIS SIS B W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76069: Cyclohexanol, 1,1'"-dioxybis- e
55.0 520 5.40 5.60 5.80
m/z 39.10 23.15%
28.0 98.0
5000
7?0
0'”'|""w"'|"”|""w"'|"”|""|”"|'}?§R AR AN A RS
m/z--> 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084637.D

Aca On : 29 Jan 2016 15:45

Operator : SJ/1Z

Sample : H1242-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 8

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

5.72 7.34 ng 408613 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 9
3 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 9
4 N-FormvImorpholine 115 C5H9NO2 004394-85-8 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 318 (5.722 min): BF084637.D (-316) (-) m/z 43.10 100.00%
3.1 73.1
5000
IR R L
m 5&‘7.'0 83.1 100.1 11?-1 5.40 5.60 5.80 6.00
-ttt m/z 73.10 85.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 A'I""I" SRS RN
540 5.60 5.80 6.00
m/z 41.10 10.82%
115.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
540 560 580 6.00
5000 m/z 115.10 9.28%
29.0 57.0
72.0
85.0 100.0
G s A UL RS R RS RS RS RS RS RS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7962: 1,3-Dioxolane, 2-(1-methylethyl)- R R
73.0 540 5.60 5.80 6.00
m/z 39.10 6.88%
5000
43.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 540 560 580 6.00

8270-BF012916.M Mon Feb 01 18:11:43 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084637.D

Aca On : 29 Jan 2016 15:45

Operator : SJ/1Z

Sample : H1242-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 unknown6.49 Concentration Rank 1

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

6.49 84.71 ng 4718920 1,4-Dichlorobenzene-d4 6.73
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 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 385 (6.487 min): BF084637.D (-383) (-) m/z 132.00 100.00%
132.0
5000 68.1
©1 5o || L M o0 60 650 680
Ol el bl 3L L 080 Wl "m/z 68.10  46.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IESE NSRS LR
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.00%
. | | ‘ 750 !
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 31.07%
33.0 44.0 0.0 105.0
o 60.0 "7 80.0 115.0
JUNBIUNEERS UL IR UL NI IR RS SRS BRASE SERRS SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE SMSMBSEN ) VY ¥ SN -
132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.08%
5000
92.0
65.0
oL 270 390 510 | 770 1059 117.0
m/z--> 20 30 4'0 50 6|0 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084637.D

Aca On : 29 Jan 2016 15:45

Operator : SJ/1Z

Sample : H1242-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Dodecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.02 69.47 ng 5836740 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 91
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Nonanoic acid 158 C9H1802 000112-05-0 53
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43
Abundance Scan 694 (10.019 min): BF084637.D (-688) (-) m/z 60.00 100.00%
6d.0
43.0
5000
“ 85|.1 o 1291
. 9.60 9.80 10.00 10.20 10.40
ol LA 183.2 200.2 m/z 73.00 94.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56046: Dodecanoic acid
60.0
43.0
5000 T T T T T T T T T T T T
g5.0 1290 9.60 9.80 10.00 10.20 10.40
' m/z 43.05 72.68%
210 ‘ 101.0 ‘ 200.0
oL ..,....W. .“.“‘.‘l‘ IM'"‘“I i .‘k. e "i"""l }7?"0' o 'l"
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
410 600
9.60 9.80 10.00 10.20 10.40
5000 m/z 41.05 67.11%
870 129.0
16.0 111.0 157.0 186.0
e LA R MR
m/z--> ﬁo Jo eb éo 160 150 110 1éo 1éo 260
Abundance #37190: n-Decanoic acid e EREENETa e )
60.0 9.60 9.80 10.00 10.20 10.40
41.0 m/z 55.10 63.99%
5000
129.0
ol zeo Ul J AL T 0 | asserr20
m/z--> 20 40 60 80 100 120 140 160 180 200 9. 60 9. 80 10. oo 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084637.D

Aca On : 29 Jan 2016 15:45

Operator : SJ/1Z

Sample : H1242-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Propanoic acid, 2-methyl-, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.18 3.01 ng 252778 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-., 1-(1.... 286 C16H3004 074381-40-1 50
2 Butvric acid. m-nitrophenvl ester 209 C10H11NO4 014617-97-1 50
3 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 45
4 Butane. l1l-bromo-2-methvl- 150 C5H11Br 010422-35-2 42
5 Butane, 1-bromo-2-methyl-, (S)- 150 C5H11Br 000534-00-9 42
Abundance Scan 708 (10.179 min): BF084637.D (-706) (-) m/z 71.10 100.00%
71.1
43.1
5000
111. 1491 9.80 10.00 10.20 10.40
177.0 : : : :
Ol bt 890, 1 1200 | AP0 24810 L7 43.10  56.49%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109845: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
71.0
5000
9.80 10.00 10.20 10.40
43.0 m/z 149.10 12.92%
0 . i 89 0 111 0 159 0 243.0
mz-> 20 Jo 60 éo 160 150 140 160 1éo 200 220 240
Abundance
430 710
9.80 10.00 10.20 10.40
5000 m/z 56.05 10.29%
o 92.0 139.0 209.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109836: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0 9.80 10.00 10.20 10.40
43.0 m/z 111.10 9.45%
5000
ol L, P90 o s 1730 198.0 243.0
mz-> 20 Jo 60 80 100 120 150 160 180 200 220 240 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084637.D

Aca On : 29 Jan 2016 15:45

Operator : SJ/1Z

Sample : H1242-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Tridecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.79 2.76 ng 203898 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 87
2 Undecanoic acid 186 C11H2202 000112-37-8 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 _alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 47
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 45
Abundance Scan 849 (11.791 min): BF084637.D (-847) (-) m/z 73.00 100.00%
431 | 730
5000 129.1 ‘
11.40 11.60 11.80 12.00 12.20
o} m/z 60.00 97 .14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid
73.0
43.0
5000 AL SRR RN BN B
129.0 nmnmnmnmnm
‘ 171.0 214.0 m/z 43.10 93.47%
0 18(?‘:‘”':::”:”‘ H‘ h“ HM M |‘|‘ 114I9I9”” |‘||| i RRREEEEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
41.0 11140 11,60 11.80 12.00 12.20
5000 m/z 57.05 77.58%
85.0 129.0
110.0 1570 1860
O R L o B
m/z--> ﬁo 45 éo 86 160 150 150 160 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid T T T R
73.0 11.40 11.60 11.80 12.00 12.20
43.0 m/z 55.05 73.30%
5000 129.0
185.0 228.0
e
ol \\ A g0 | ISR |\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084637.D

Aca On : 29 Jan 2016 15:45

Operator : SJ/1Z

Sample : H1242-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Bromoacetic acid, octadecyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.76 9.05 ng 632675 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 11-Tricosene 322 C23H46 052078-56-5 86
3 1-Docosene 308 C22H44 001599-67-3 81
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 80
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 74

Abundance Scan 1021 (13.757 min): BF084637.D (-1018) (-) m/z 57.05 100.00%

57.0 83.1

5000

-

13.40 13.60 13.80 14.00
m/z 55.05 96.42%

139.1 168.2

o 207.0

97.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154046: Bromoacetic acid, octadecy! ester
43.0
69.0

13.I40 13.I60 13.|8O 14.00
21.0 m/z 43.05 95.16%

153.0 1810  224.0250.0 5979

5000

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
T e
13.40 13.60 13.80 14.00
5000 83.0 m/z 83.10 87.12%

111.0
o 140.0 168.0 196.0 224.0  266.0 294.0 322.0

m@mﬁwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121981: 1-Docosene e A RAREE e
13.40 13.60 13.80 14.00

m/z 97.10 75.33%

_?

5000

’?

T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084637.D

Aca On : 29 Jan 2016 15:45

Operator : SJ/1Z

Sample : H1242-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Dichloroacetic acid, heptad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.79 2.41 ng 140309 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 64
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 64
3 17-Pentatriacontene 491 C35H70 006971-40-0 59
4 2-Heptafluorobutvroxvpentadecane 424 C19H31F702 1000245-50-0 59
5 4-Heptafluorobutyroxytridecane 396 C17H27F702 1000245-49-6 59
Abundance Scan 1199 (15.791 min): BF084637.D (-1194) (-) m/z 43.10 100.00%
431
83.1
5000
177.0 266.9 15.40 15.60 15.80 16.00 16.20
0; m/z 57.10 82 .54%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 AR B SN UL B
15.40 15.60 15.80 16.00 16.20
m/z 55.05 78.37%
o Ll L) 90000 280 0o
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
15.40 15.60 15.80 16.00 16.20
5000 83.0 m/z 83.10 74 _.35%
I LRI DAL DAL AL S UL AL SARLL SURL
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57.0 15.40 15.60 15.80 16.00 16.20
97.0 m/z 71.00 68.87%
5000
.0
0154‘ |, h , 181.0223.0 267.0306.0 348.0 390.0 434.0 490.0
m/z-> 0 5'0 1(')0 150 200 250 300 350 400 450 ' 15.40 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
Data File : BF084637.D

Acq On : 29 Jan 2016 15:45

Operator : SJ/1Z

Sample : H1242-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916_.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]
3-Penten-2-one, 4... 4.19 9.4 ng 522313 1 6.73 1114100 20.0
2-Pentanone, 4-hy... 4.89 50.2 ng 2795930 1 6.73 1114100 20.0
Cyclohexanone 5.57 33.9 ng 1886270 1 6.73 1114100 20.0
2-Pentanone, 4-me... 5.72 7.3 ng 408613 1 6.73 1114100 20.0
unknown6 .49 6.49 84.7 ng 4718920 1 6.73 1114100 20.0
Dodecanoic acid 10.02 69.5 ng 5836740 3 9.76 1680260 20.0
Propanoic acid, 2... 10.18 3.0 ng 252778 3 9.76 1680260 20.0
Tridecanoic acid 11.79 2.8 ng 203898 4 11.24 1480010 20.0
Bromoacetic acid,... 13.76 9.1 ng 632675 5 13.87 1397420 20.0
Dichloroacetic ac... 15.79 2.4 ng 140309 6 15.25 1162990 20.0
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