LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080900.D

Aca On : 6 Aug 2015 21:03

Operator : TP/UM

Sample : 63196-01

Misc :

ALS Vial : 18 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-BF080615.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 4.293 191 193 195 rBB 16791 24447 1.33% 0.195%
2 4.956 249 251 254 rBV 366597 378959 20.61% 3.026%
3 5.390 286 289 291 rBV 360130 474067 25.78% 3.786%
4 5.802 324 325 328 rBB 20438 21875 1.19% 0.175%
5 6.430 378 380 382 rBV 369876 339856 18.48% 2.714%
6 6.567 390 392 394 rBV 954445 785622 42.73% 6.274%
7 6.807 411 413 415 rBV 421346 353764 19.24% 2.825%
8 6.967 424 427 429 rVB 935607 1015906 55.25% 8.113%
9 7.367 459 462 465 rVB 820268 858580 46.70% 6.857%
10 8.088 523 525 528 rBV 378498 419691 22.83% 3.352%

11 9.173 617 620 622 rBV 1883600 1769433 96.24% 14.131%
12 9.288 628 630 637 rvB 12913 20874 1.14% 0.167%
13 9.562 652 654 656 rvB 184327 144219 7.84% 1.152%
14 9.848 676 679 681 rBvV 450350 498867 27.13% 3.984%

15 10.259 713 715 716 rBV 17709 19349 1.05% 0.155%
16 10.282 716 717 719 rVB 26922 20146 1.10% 0.161%
17 10.625 745 747 750 rBV 739246 735651 40.01% 5.875%
18 10.751 757 758 763 rBV 33538 46696 2.54% 0.373%
19 11.196 796 797 799 rBV 38781 42570 2.32% 0.340%

20 11.322 806 808 810 rBV 657804 550076 29.92% 4._.393%

21 11.631 828 835 841 rBvV 75806 234259 12.74% 1.871%
22 11.859 853 855 857 rBvV 37652 35753 1.94% 0.286%
23 12.031 868 870 872 rBV 28006 22689 1.23% 0.181%
24 12.111 875 877 882 rVB 203631 172056 9.36% 1.374%
25 12.454 902 907 916 rBv4 79256 433012 23.55% 3.458%

26 12.739 929 932 934 rBV 20077 20181 1.10% 0.161%
27 12.797 934 937 941 rVB3 12222 27909 1.52% 0.223%
28 12.911 944 947 949 rBV 1944901 1838656 100.00% 14.684%
29 13.151 965 968 969 rBV 18263 24684 1.34% 0.197%
30 13.357 984 986 992 rVB 41344 49161 2.67% 0.393%
31 13.448 992 994 996 rvVv 18134 26010 1.41% 0.208%
32 13.482 996 997 1001 rVB 16553 20586 1.12% 0.164%

33 13.951 1035 1038 1040 rVB 643112 589423 32.06% 4.707%
34 15.357 1158 1161 1164 rBV 434616 506565 27.55% 4.046%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080900.D

Aca On : 6 Aug 2015 21:03

Operator : TP/UM

Sample : 63196-01

Misc :

ALS Vial : 18 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF080615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 12521592
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080900.D

Aca On : 6 Aug 2015 21:03

Operator : TP/UM

Sample : 63196-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080900.D
1500000
1000000 6.57 6.97
7.37
500000
496 539 6.43 681 8.09
4.29 5.80
O e L e e e e e L e e e L B o e e L e e e B LA B s I A e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080900.D
9,17 1291
1500000
1000000
10.62
11.32 13.95
500000 9.85
9.56 12.11
o 9.29 WFs |l075 112 1ﬁ§§}§m§4347¥%331223j 1319318648
T B e e e o A A B e e oo e e o e s e o e L e e e o e e e oo e T A i o o s S B o e
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: BF080900.D
1500000
1000000
500000{ 15.36
Or—— Tt —— T T ——— e I e e e o o e e e M B e e s o 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080900.D

Aca On : 6 Aug 2015 21:03

Operator : TP/UM

Sample : 63196-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 3

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

4.96 21.42 ng 378959 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 251 (4.956 min): BFO80900.D (-249) (-) m/z 43.10 100.00%
43
59
5000
101 RS S SR
0 7/ N 8 | iz 8910 57120
L UL SU LI SURLELEL IO SRR SUELI UL SURBLELS SURILELE I B - - ¢
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL L A
59 460 480 500 520
m/z 58.10 15.09%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 m/z 101.10 14_47%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e e
59 4.60 4.80 5.00 5.20
m/z 41.10 8.66%
5000
a1 101
15 31 53 69 83
0"w"'w'”'W"“mhh'w'm‘b"“w"'w“"w"'w"'w SRS SRS SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080900.D

Aca On : 6 Aug 2015 21:03

Operator : TP/UM

Sample : 63196-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 44 _42 ng 785622 1,4-Dichlorobenzene-d4 6.81
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 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 27
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 392 (6.567 min): BF080900.D (-390) (-) m/z 132.10 100.00%
5000 68
75 0 620 640 6.60 6.80 7.00
104 : : : : :
0 ..,....,....,...:,“.'.‘.‘.7 o e '|,..':~.,..??,..I.,.'!..,....,...., b | m/z 68.10  50.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LR R R
620 640 6.60 6.80 7.00
78 m/z 66.10 33.46%
31 54 51
O"P'“P'“J“JMJ'WM“'P“lP'”I““I“'W'“W'”'P'“I““ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
S NRASE AR RARSE RARSRY
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.10 32.30%
33 a4 g7 105
51 60 7078 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.65%
5000
104
ol 14 27 37 4451 5 % T 997 | 15 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080900.D

Aca On : 6 Aug 2015 21:03

Operator : TP/UM

Sample : 63196-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 Hexadecane, 1l-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.63 8.52 ng 234259 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 90
2 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 80
3 Tetratetracontane 619 C44H90 007098-22-8 72
4 Dodecane 170 C12H26 000112-40-3 52
5 Decane 142 C10H22 000124-18-5 52
Abundance Scan 835 (11.631 min): BF080900.D (-828) (-) m/z 57.10 100.00%
57
l i "' 11140 11:60 11.80 12.00
179 : : : :
o,....,...k,.'.%‘:‘,l..-..,....,....,....,....,....,....,....,....,.... m/z 43.10 74.40%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94520: Hexadecane, 1-chloro-
5000 o LR I B U B
nmnmnmnm
m/z 71.10 45 .24%
0,.2.%“‘,‘ AT a0 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
"' 11140 11.60 11.80 12.00
5000 m/z 55.05 42 .44%
91
ol 26 133 175 217252288
m/z--> 0 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #172958: Tetratetracontane L A R B
57 11.40 11.60 11.80 12.00
m/z 41.10 41.01%
5000
97
o , 141 183 225 267 309 351 393 463 505 561 603
[T IIII""IIIII N D D S N B D s UL UL DL B L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11.40 11.60 11. 80 12. 00

8270-BF080615.M Fri Aug 07 19:18:22 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080900.D

Aca On : 6 Aug 2015 21:03

Operator : TP/UM

Sample : 63196-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.11 6.26 ng 172056 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 50
3 n-Decanoic acid 172 C10H2002 000334-48-5 38
4 Undecanoic acid 186 C11H2202 000112-37-8 38
5 Amyl Nitrite 117 C5H11NO2 000110-46-3 22
Abundance Scan 877 (12.111 min): BF080900.D (-875) (-) m/z 43.10 100.00%
48
60
5000
73 102
s | 145120 e o 239 256 11180 12,00 12.20 1240
o 13 199 m/z 60.00 61.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 go 73
5000 29 U UL SN BN B
11.80 12.00 12.20 12.40
129 256 m/z 57.10 53.56%
N RVt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
11.80 12,00 12.20 12.40
5000 27 60 m/z 41.10 44 .68%
73
g7 10115129 155 173 199214
O i s e AR RS
m/z--> 25 Jo eb 85 160 150 150 160 180 200 220 250 2éo
Abundance #37193: n-Decanoic acid B A e S S
60 73 11.80 12.00 12.20 12.40
m/z 55.10 41.28%
41
2 115
143
OIIIIIJIIUI‘IIH‘\‘ h Ihl?fl\\‘ ||‘||‘||:|I-|57|]|-7|?|||||||||||||||||||| — T —T A REaEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. oo 12 20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080615\
Data File : BF080900.D

Aca On : 6 Aug 2015 21:03

Operator : TP/UM

Sample : 63196-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080615.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 5-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.45 15.74 ng 433012 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
2 11-Tricosene 322 C23H46 052078-56-5 91
3 l1l-Hexadecene 224 C16H32 000629-73-2 91
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 90
Abundance Scan 907 (12.454 min): BF080900.D (-902) (-) m/z 55.05 100.00%
g5
83
5000
11 RS SUNILE DU BN S
3 12.20 12.40 12.60 12.80
(o} m/z 43.10 94 .14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89785: 5-Octadecene, (E)-
55
83
5000 SR SN UGN RN S
12.20 12.40 12.60 12.80
29 m/z 57.10 92.23%
o “\ Il 139 168 195 224 252
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
1220 12.40 12.60 12,80
5000 83 m/z 83.10 76.78%
111
0 140 168 196 224243 266 294 322
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72488: 1-Hexadecene
41 12.20 12.40 12.60 12.80
2 m/z 41.10 67.02%
83
- «_A_A&w_~____/\\\\««,qm¢\.,~
ol 15 \ H‘ ‘ 139 168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080615\
Data File : BF080900.D

Acq On : 6 Aug 2015 21:03

Operator : TP/UM

Sample : G3196-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080615.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... 4.96 21.4 ng 378959 1 6.81 353764 20.0
unknown6 .57 6.57 44 _4 ng 785622 1 6.81 353764 20.0
Hexadecane, 1-chl... 11.63 8.5 ng 234259 4 11.32 550076 20.0
n-Hexadecanoic acid 12.11 6.3 ng 172056 4 11.32 550076 20.0
5-Octadecene, (E)- 12.45 15.7 ng 433012 4 11.32 550076 20.0
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