LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082643.D

Aca On : 2 Nov 2015 21:03

Operator : UM/I1Z

Sample : 6G4238-02

Misc :

ALS Vial : 11 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-BF103015.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 5.081 258 262 268 rBVY 2141789 3073847 45.27% 5.651%
2 5.493 295 298 301 rBVY 4385923 6365039 93.75% 11.702%
3 6.522 384 388 390 rBY 6076656 6789621 100.00% 12.482%
4 6.659 397 400 402 rBVY 6745124 6670742 98.25% 12.264%
5 6.887 418 420 422 rBV 1518108 1217404 17.93% 2.238%

7.047 431 434 436 rBV 5379493 4743126 69.86% 8.720%
7.447 466 469 472 rBV 3434977 3611521 53.19% 6.640%
8.179 530 533 535 rBV 1198444 1464921 21.58% 2.693%
9.253 624 627 630 rBV 5254791 5453107 80.32% 10.025%
9.642 659 661 663 rBv 634875 869723 12.81% 1.599%

=
QO ~NO®

11 9.928 684 686 689 rBV 1242603 1432170 21.09% 2.633%
12 10.716 752 755 758 rBV 3876683 3806966 56.07% 6.999%
13 10.853 765 767 772 rBV 49200 93780 1.38% 0.172%
14 11.299 801 806 807 rBV 86757 85235 1.26% 0.157%
15 11.413 814 816 818 rBV 1633386 1359362 20.02% 2.499%

16 11.653 835 837 842 rBV 163561 190891 2.81% 0.351%
17 11.951 861 863 865 rBvV 307757 284108 4.18% 0.522%
18 12.214 884 886 888 rvB 286708 265758 3.91% 0.489%
19 12.739 930 932 937 rBV 147542 167300 2.46% 0.308%
20 13.002 953 955 958 rvB 3901558 4106155 60.48% 7.549%

21 13.917 1032 1035 1038 rBV3 96779 160507 2.36% 0.295%
22 14.054 1044 1047 1049 rBV 1319646 1172085 17.26% 2.155%

23 14.557 1089 1091 1094 rBV 46821 77525 1.14% 0.143%
24 15.505 1171 1174 1177 rBV 760512 932418 13.73% 1.714%

Sum of corrected areas: 54393311
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082643.D

Aca On : 2 Nov 2015 21:03

Operator : UM/I1Z

Sample : 6G4238-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082643.D

Aca On : 2 Nov 2015 21:03

Operator : UM/I1Z

Sample : 6G4238-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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.

5.08 50.50 ng 3073850 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 262 (5.081 min): BF082643.D (-258) (-) m/z 43.05 100.00%
43
59
5000
1 480 5.00 520 540
o...,....,....,....','::..?.1.4.',...‘??....,E.‘~.3..,....~,|....,....,....,....,...., m/z 59.10 59.95%
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
5000 L L I I L
59 480 500 520 540
m/z 101.10 18.23%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 540
5000 41 m/z 58.10 14.97%
31
69 87
o 15 51 98
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 e
59 4.80 5.00 5.20 5.40
m/z 41.10 9.65%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082643.D

Aca On : 2 Nov 2015 21:03

Operator : UM/I1Z

Sample : 6G4238-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 unknown6.66 Concentration Rank 1

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

6.66 109.59 ng 6670740 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
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 400 (6.659 min): BF082643.D (-397) (-) m/z 132.10 100.00%
132
5000 68
40 s 75 ° 1o " 640 6.60 6.80 7.00
Obrrprrrrprrer e e SRl 87 S IS L Tm/z 68.10  51.06%
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 N
5000 U SR UL UL SR
6.40 6.60 6.80 7.00
78 m/z 134.10 33.83%
31 49 Sﬁ
0"P'”I”'W'”M'h'P'”I”'H“”'P'”I”'W'“'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 33.50%

15 28 39 52 6 77 o0 104 .

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e T ma L o S
132 6.40 6.60 6.80 7.00
m/z 69.10 21.79%
5000
33 44 o g7 105
78
o Ve | | us |
O e N | SN NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082643.D

Aca On : 2 Nov 2015 21:03

Operator : UM/I1Z

Sample : 6G4238-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 1-Hexadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.65 2.81 ng 190891 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
5 Cyclotetradecane 196 C14H28 000295-17-0 91
Abundance Scan 837 (11.653 min): BF082643.D (-835) (-) m/z 55.10 100.00%
69 83
41
5000
"' 1140 1160 11.80 12.00
O el m/z 83.10 85.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83798: 1-Hexadecanol
43 &
83
0 97
5000 R B UL BUMLS B
29 nmnmnmnm
11 m/z 43.10 83.76%
0 bl \H ‘H i ‘\ P 140154168182196 224
m/z--> 25 45 éo 85 160 120 150 1éo 180 200 220 250 2éo
Abundance
43 57 83
97 IR BRI SO SURRURA S
0 11.40 11.60 11.80 12.00
5000 111 m/z 69.10 80.49%
29
125
o 139154167182196210225238251
m/z--> 25 45 éo 85 160 150 1&0 160 180 200 220 240 2é0
Abundance #89786: 9-Octadecene, (E)- e
55 g9 11.40 11.60 11.80 12.00
4 83 m/z 57.10 76.30%
97
5000
? T »A/\,\AMJ\/\
ob | l w ‘ J h ] 139154168182196 224 252
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 2éo 11'40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082643.D

Aca On : 2 Nov 2015 21:03

Operator : UM/I1Z

Sample : 6G4238-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.95 4.18 ng 284108 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Methyl-_alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 38
Abundance Scan 863 (11.951 min): BF082643.D (-861) (-) m/z 73.10 100.00%
43 60 7B
5000
129
5
¥ us | 157171 385, 23 1150 1150 1200 1250 T
227 256 : : : :
) S 199 m/z 43.10 94.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .o
5000 LN PUNSA BN SR
11.60 11.80 12.00 12.20
m/z 60.10 91.39%
. I, ‘ “ \H 8 ;151%9143157171185199213227239 2?6
m/z--> 25 J 80 160 120 150 1éo 180 200 220 240 260
Abundance
43 60 73
- 1160 11.80 12.00 12.20
5000 m/z 57.10 77.67%
242
% g% 115129143 185 199
P Y N e el o il -~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid e ARAEE e
43 00 78 11.60 11.80 12.00 12.20
m/z 55.05 76.67%
5000 - e
‘ 115 ‘ 171185 214
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 : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082643.D

Aca On : 2 Nov 2015 21:03

Operator : UM/I1Z

Sample : 6G4238-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.74 2.85 ng 167300 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 87
2 Undecanoic acid 186 C11H2202 000112-37-8 46
3 Tridecane 184 C13H28 000629-50-5 11
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 11
5 Dodecane 170 C12H26 000112-40-3 11

Abundance Scan 932 (12.739 min): BF082643.D (-930) (-) m/z 73.10 100.00%

5000

s

185 241
12.40 12.60 12.80 13.00

m/z 43.10 92 .69%

143157171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

SN
w
&)
~
%)

5000

29 12. 40 12. 60 12. 80 13. 00
m/z 57.10 80.34%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 60
RS o oo B
12.40 12.60 12.80 13.00
5000 m/z 60.10 78.56%
2T 129143
101115 157 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45541: Tridecane A A AR A
43 57 12.40 12.60 12.80 13.00
m/z 55.10 76.52%
71
5000
s L L] s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082643.D

Aca On : 2 Nov 2015 21:03

Operator : UM/I1Z

Sample : 6G4238-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Heptafluorobutanoic acid, h... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.74 ng 160507 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 93
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
3 1-Tricosene 322 C23H46 018835-32-0 91
4 Cvclotetracosane 336 C24H48 000297-03-0 91
5 1-Tetracosanol 354 C24H500 000506-51-4 91
Abundance Scan 1035 (13.917 min): BF082643.D (-1032) (-) m/z 57.10 100.00%

37 g3

5000

3

13.60 13.80 14.00 14.20

139155 175 209 229 m/z 43.10 97.55%
- 0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57

-

5000 LA L L L L L L B L L
13. 60 13. 80 14. 00 14 20
- m/z 55.10 87.80%
o 265283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
83 B LN BEmEE B E s S
13.60 13.80 14.00 14.20
5000 m/z 83.10 82.03%
111
29
0 139 168 194210 238 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129061: 1-Tricosene L L
57 g3 13.60 13.80 14.00 14.20
m/z 69.10 61.39%
5000
29
ob 169 196 224 252 204 322
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110215\
Data File : BF082643.D

Acq On : 2 Nov 2015 21:03

Operator : UM/1Z

Sample - G4238-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.08 50.5 ng 3073850 1 6.89 1217400 20.0
unknown6 .66 6.66 109.6 ng 6670740 1 6.89 1217400 20.0
1-Hexadecanol 11.65 2.8 ng 190891 4 11.41 1359360 20.0
n-Hexadecanoic acid 11.95 4.2 ng 284108 4 11.41 1359360 20.0
Pentadecanoic acid 12.74 2.9 ng 167300 5 14.05 1172090 20.0
Heptafluorobutano... 13.92 2.7 ng 160507 5 14.05 1172090 20.0
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