LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075535.D

Aca On : 15 Nov 2014 12:04

Operator : TP / JJ

Sample : F4706-09

Misc :

ALS Vial : 36 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-BF111214.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 1.612 43 46 49 rBY 4134468 4801632 100.00% 27.261%
2 1.761 56 59 64 rvB 147846 241458 5.03% 1.371%
3 1.955 73 76 84 rBv2 166051 323643 6.74% 1.837%
4 5.339 370 372 377 rVB 359069 388620 8.09% 2.206%
5 5.841 413 416 418 rBV 907298 1124017 23.41% 6.382%
6 7.087 523 525 528 rBY 1080465 1100821 22.93% 6.250%
7 7.259 537 540 542 rBVY 1184863 1141483 23.77% 6.481%
8 7.544 563 565 568 rBV 253084 310202 6.46% 1.761%
9 7.739 580 582 584 rVB 854342 794968 16.56% 4_.513%
10 8.242 623 626 628 rBV 635560 671101 13.98% 3.810%

11 9.133 701 704 706 rBV 405728 433502 9.03% 2.461%
12 10.470 819 821 824 rBV 1038030 1047558 21.82% 5.947%
13 10.973 863 865 867 rvB 170501 141586 2.95% 0.804%
14 11.305 892 894 897 rVB 444775 466281 9.71% 2.647%
15 12.208 971 973 975 rBV 134697 119837 2.50% 0.680%

16 12.288 977 980 983 rBV 769432 738988 15.39% 4._.196%
17 13.156 1053 1056 1059 rBV 529335 503410 10.48% 2.858%
18 13.854 1115 1117 1120 rBV 72862 84974 1.77% 0.482%
19 14.962 1211 1214 1217 rBV 57530 70081 1.46% 0.398%
20 15.145 1228 1230 1233 rVB 863684 1075705 22.40% 6.107%

21 16.345 1330 1335 1341 rBv4 44443 185342 3.86% 1.052%
22 16.448 1341 1344 1346 rVV 525791 577392 12.02% 3.278%
23 16.871 1376 1381 1390 rVB10 26527 154722 3.22% 0.878%
24 18.151 1490 1493 1496 rBV 494242 678297 14.13% 3.851%

25 18.506 1518 1524 1525 rBV6 19783 57122 1.19% 0.324%

26 19.031 1566 1570 1579 rVB7 58402 253763 5.28% 1.441%

27 19.203 1581 1585 1586 rBV3 18034 49291 1.03% 0.280%

28 19.649 1617 1624 1626 rBV7 17606 77710 1.62% 0.441%
Sum of corrected areas: 17613506
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF0O75535.D

Aca On : 15 Nov 2014 12:04

Operator : TP / JJ

Sample : F4706-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF111214.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: BF075535.D
4000000 1161

3000000

2000000

7.09:26
1000000 5.84 274

5.34 754

I L

Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF075535.D
4000000

3000000

2000000

10.47
1000000 12.29

8.24

10.97 12. k 13.85
A

L T e N L

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 14.00 14.50
Abundance TIC: BF075535.D
4000000

3000000

2000000

1000000 15.15

18.51 19.65

19.08.20
o

Time--> 15.00 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:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075535.D

Aca On : 15 Nov 2014 12:04

Operator : TP / JJ

Sample : F4706-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownl.61 Concentration Rank 1

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

1.61 309.58 ng 4801630 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 23
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 46 (1.612 min): BF075535.D (-43) (-) m/z 73.10 100.00%
7B
43
5000
89
37| 55 1.20 1.40 1.60 1.80 2.00
) P i N m/z 43.00 70.76%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
5000 RSV SRR AR R
15 29 120 140 160 180 2.00
89 m/z 89.10 28.46%
oL 2 23 ‘ M 37‘ 49 57 ‘ ‘ 104
m/z--> 0 fo 20 30 40 50 60 70 8 90 100 110
Abundance
43
7 120 1.40 160 180 2.00
5000 89 m/z 41.10 14.94%
27
18 37 53 59 101
G L RS UL RS AN R R IS IS RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #719: N-Ethylformamide i s & S S
30 73 1.20 1.40 1.60 1.80 2.00
m/z 45.10 10.71%
5000
58
44
0 "'I""I'ﬁéll"ﬂj ..%ﬁlll.?*...,....,.:..,.”.,....,....,. SR S R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075535.D

Aca On : 15 Nov 2014 12:04

Operator : TP / JJ

Sample : F4706-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.96 20.87 ng 323643 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 53
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 28
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 1-Pentanamine 87 C5H13N 000110-58-7 9

Abundance Scan 76 (1.955 min): BF075535.D (-73) (-) m/z 73.10 100.00%
7B
5000 43
i 8 I L R L I
8l | | ‘ | 1.60 1.80 2.00 2.20
3 SN 1L P PR N ' M m/z 43.10 48.70%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 [ R U UL R B
43 1.60 1.80 2.00 2.20
55 87 m/z 55.10 31.81%
0 ?? 35 \‘\ 67 || 80
L I UL I UL SURILILS IULLS LI IULIILS IR LRI B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
1.60 1.80 2.00 2.20
5000 59 m/z 87.10 25.79%
87
43
29 53 67 102
e S S UL S SR I SUL IS I S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7316: 2-Methyl-5-hexen-3-ol R N mam b
73 1.60 1.80 2.00 2.20
55 m/z 49.00 15.45%
43
5000
15 M\ “ 81
O'W"'W"'W"'W'"W"”I"”I'”'I'”'I'”'I'”'I' RS S LR R I
m/z--> 10 20 70 80 90 100 110 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075535.D

Aca On : 15 Nov 2014 12:04

Operator : TP / JJ

Sample : F4706-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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-hydroxy-4-me... Concentration Rank 4

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

5.34 25.06 ng 388620 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-0Oxohexanenitrile 111 C6HONO 010412-98-3 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 372 (5.339 min): BF075535.D (-370) (-) m/z 43.00 100.00%
43
5000 59
101 AN U L R B
0 A .~y 207 W2 5000 49.10%
AL S SR SULLIL SURLIL DAL DAL IR AL L B - - ¢
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L IR IR I UL I
59 500 520 540 560
m/z 101.10 14.03%
15 4 101
mi 1y ' 83 L ‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
500 520 540 560
5000 m/z 58.00 13.82%
101
15 31 %8 69 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #5953: 5-Oxohexanenitrile e
43 5.00 5.20 5.40 5.60
m/z 41.10 8.42%
5000
mz-> 20 40 60 80 100 120 140 160 180 200 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075535.D

Aca On : 15 Nov 2014 12:04

Operator : TP / JJ

Sample : F4706-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknown7.26 Concentration Rank 2

R.T. EstConc Relative to ISTD

1141480 1,4-Dichlorobenzene-d4

MW  MolForm

1 3-Chloro-6-fluoro-pvrazine
2 (BE)-3-Chloro-2-methyvl-2-pentenal

132 C4H2CIFN2
132 C6HOCIO

1000146-10-7 38
031357-76-3 35

3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
Abundance Scan 540 (7.259 min): BF075535.D (-537) (-) m/z 132.00 100.00%
32
5000
68
40 % 700 720 7.40 7.60
54 : : : :
o {8 s e 2o | m/z 68.10  35.22%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 TT T T[T T [ rrrrrrrrprro
7.00 7.20 7.40 7.60
2 51 m/z 134.00 32.07%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
700 720 7.40 7.60
5000 67 m/z 66.00 22.31%
41 97
53
79 117
107
O S B e o R L e
m/z--> 40 80 100 120 140 160 180 200
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- L B L R
132 7.00 7.20 7.40 7.60
m/z 69.10 13.49%
5000
104
39 51 ‘ 77 90 117
o Y Y S Y N i ——— SRRMERY N S G .
m/z--> 40 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

8270-BF111214 .M Mon Nov

17 17:34:03 2014

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075535.D

Aca On : 15 Nov 2014 12:04

Operator : TP / JJ

Sample : F4706-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Dodecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.85 3.38 ng 84974 Phenanthrene-d10 13.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dodecanoic acid
2 Undecanoic acid
3 n-Decanoic acid

200 C12H2402
186 C11H2202
172 C10H2002

000143-07-7 72
000112-37-8 59
000334-48-5 50

000112-05-0 47
029926-41-8 38

4 Nonanoic acid 158 C9H1802
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS

Abundance Scan 1117 (13.854 min): BF075535.D (-1115) (-) m/z 43.00 100.00%
57 73
5000
129
85 g7 oA
115 157 171 185 213 13.60 13.80 14.00 14.20
o} m/z 57.10 83.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56047: Dodecanoic acid
60 783
43
2000 13.60 13.80 14.00 14.20
29 85 129 . . . :
115 157 200 m/z 60.00 83.02%
‘ ‘ ‘ 101 143 ‘ 171
0 ..}?.M. .UJ..W“.WHM,JHa.JM..‘J.,..u.‘“...., ..k.%Q%. T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
A
43 LI e
13.60 13.80 14.00 14.20
5000 29 m/z 73.00 80.22%
85 129 143
97 115 157 160
O A o e s mat e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37191: n-Decanoic acid R Emas bR B
60 73 13.60 13.80 14.00 14.20
m/z 41.00 69.87%
41
5000 - 129
11 172
101 143
0~ “ et T M..“,‘..‘H,..‘..,‘..1.5.5,..1.,....,...., A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20

8270-BF111214 .M Mon Nov 17 17:34:04 2014
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075535.D

Aca On : 15 Nov 2014 12:04

Operator : TP / JJ

Sample : F4706-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Hexadecanoic acid, butyl ester Concentration Rank 12

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

14 .96 2.43 ng 70081 Chrysene-di12 16.45

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90

2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 80

3 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 37

4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 35

5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 35
Abundance Scan 1214 (14.962 min): BF075535.D (-1211) (-) m/z 56.05 100.00%

56
5000 4

239 257

185 207 14.60 14.80 15.00 15.20

O m/z 57.10 53.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 LA L L L L L L L LB B
14.60 14.80 15.00 15.20
29 m/z 43.05 40.24%
h H 157 185 213 o83 312
O.HPLWM..”.W”M”ﬂm”..”.””.”..”.””M”:.”.””“”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
T T
14.60 14.80 15.00 15.20
5000 m/z 41.10 36.62%
29 73
129
o 711377 157 185 213 239%7 55 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21176: 1,3-Hexanediol, 2-ethyl- R R RREEEEa
56 14.60 14.80 15.00 15.20
m/z 73.00 35.55%
5000 73
29 103
)} S MAIL Y LWl N § SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075535.D

Aca On : 15 Nov 2014 12:04

Operator : TP / JJ

Sample : F4706-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Trifluoroacetic acid,n-trid... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.35 6.42 ng 185342 Chrysene-di12 16.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid.n-tridecvl ... 296 C15H27F302 053800-02-5 80
2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 74
3 1-Octadecene 252 C18H36 000112-88-9 64
4 17-Pentatriacontene 491 C35H70 006971-40-0 52
5 1-Hexadecanol 242 C16H340 036653-82-4 52
Abundance Scan 1335 (16.345 min): BF075535.D (-1330) (-) m/z 57.00 100.00%
43
5000
16.00 16.20 16.40 16.60
O m/z 55.05 84 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #115136: Trifluoroacetic acid,n-tridecyl ester
43
55
69
5000 UL SRR B R B
83 16. 00 16. 20 16. 40 16.60
1 m/z 83.10 81.17%
Ol""‘i“ \\ \‘MH‘ :“,..‘l.,l.zélﬁg..l.??....1,8.2.......,....,....,
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
43 57 so 83
97 16)00 16)20 16!40 16!60 '
5000 m/z 43.10 79.70%
111
29
125
0 139 153 168 196 241
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89783: 1-Octadecene R EEEma T L
43 57 16.00 16.20 16.40 16.60
69 8397 m/z 69.00 67 .00%
5000
29 111
125
ol | Ao J‘ JL ] 139154168182196210224 252
m/z--> ﬁo 45 éo 85 160 150 140 160 180 200 250 250 ' 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075535.D

Aca On : 15 Nov 2014 12:04

Operator : TP / JJ

Sample : F4706-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownl16.87 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.87 5.36 ng 154722 Chrysene-di12 16.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2.5-dimethvl- 96 C6H80 000625-86-5 38
2 2-Cvclohexen-1-one. 3.4.4-trimet... 138 C9H140 017299-41-1 14
3 3-Cvclohexen-1-one. 3.5.5-trimet... 138 C9H140 000471-01-2 10
4 2R-Acetoxvmethvl-1.3.5-trimethvl... 282 C17H3003 1000144-12-6 10
5 Chloromethyl 6-chlorododecanoate 282 C13H24CI1202 080419-02-9 10
Abundance Scan 1381 (16.871 min): BF075535.D (-1376) (-) m/z 69.05 100.00%
8
5000 138 153 177
' 16.60 16.80 17.00 17.20
0 m/z 55.05 93.75%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #2746: Furan, 2,5-dimethyl-
96
43
5000 LN B B L BULLE
81 mmmmﬂmnm
m/z 83.05 89.41%
15 2\7 L 4 6\7 |
e S S S UL B B B LA L W
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
96
110 ' 16.60 16.80 17.00 17.20
5000 a1 67 138 m/z 57.00 84 .69%
55 81
123
e S S S UL L S B LA LN W
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #16958: 3-Cyclohexen-1-one, 3,5,5-trimethyl- B A RRREE R
g1 96 16.60 16.80 17.00 17.20
123 m/z 95.00 83.93%
138
5000
67
27
0...| ; ‘ ‘l.1.1.0.|....|....|....|....|.... R B
m/z--> m m 100 120 140 160 180 200 mmmmﬂmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075535.D

Aca On : 15 Nov 2014 12:04

Operator : TP / JJ

Sample : F4706-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknown19.03 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.03 7.48 ng 253763 Perylene-di12 18.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid. 3.5-dime... 252 C14H2002S 1000278-92-2 38
2 Cvclooctvl bromide 190 C8H15Br 001556-09-8 27
3 Cvclohexane. (1.2-dimethvlproovl)- 154 C11H22 051284-29-8 27
4 Cvclopentanecarboxvlic acid. 3-t... 296 C19H3602 1000280-58-5 27
5 Cyclohexane, l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 27
Abundance Scan 1570 (19.031 min): BF075535.D (-1566) (-) m/z 57.10 100.00%

5000

18.80 19.00 19.20 19.40

0 m/z 69.10 79.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89429: 2-Thiopheneacetic acid, 3,5-dimethylcyclohexyl ester
69
97
5000 LA L B L LB L L B B
41 18.80 19.00 19.20 19.40
m/z 97.10 66.03%
252
0 .U”L.”ﬂ,‘M;n.ﬂ“.n.1%7%1%...”. N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
69
B e e
18.80 19.00 19.20 19.40
5000 41 111 m/z 55.00 61.42%
95
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #25882: Cyclohexane, (1,2-dimethylpropyl)- R AR RRRES T
69 18.80 19.00 19.20 19.40
111 m/z 111.10 52.89%
5000 43
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.80 19. 00 19 20 19. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075535.D

Aca On : 15 Nov 2014 12:04

Operator : TP / JJ

Sample : F4706-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknownl19.65 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.65 2.29 ng 77710 Perylene-di12 18.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-1sopropvl-4-methvlhex-2-enal 154 C10H180 072668-37-2 27
2 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 16
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 16
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 16
5 2-Thiophenecarboxylic acid, 4-te... 324 C19H3202S 1000280-66-3 16
Abundance Scan 1624 (19.649 min): BF075535.D (-1617) (-) m/z 69.00 100.00%
6O
111
5000 59
283 e
J l |iz09 | 19.40 19.60 19.80 20.00
0 At m/z 57.10 93.44Y%
miz--> 0 100 200 300 400 500 600 700 800
Abundance #25521: 2-Isopropyl-4-methylhex-2-enal
43
139
5000 LRI B UL SRR U

m/z 43.10 75.78%

I I I I
5 19.40 19.60 19.80 20.00
M‘

‘H‘ ‘ |
ama T
m/z--> 0 100 200 300 400 500 600 700 800

Abundance
83
R B RRRRE A
19.40 19.60 19.80 20.00
5000 m/z 111.10 72.75%
4L 1| 125
224
o 168 7268 327 436482 554 822
e L B L B e B .
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R R RmEa R S
57 19.40 19.60 19.80 20.00
m/z 71.10 58.37%
5000
11
169 238
OHIJ“J.%‘.J. ‘.1283 T R o e B o

T
m/z--> 0 100 200 300 400 500 600 700 800

T T T T
19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075535.D

Acq On : 15 Nov 2014 12:04

Operator : TP / JJ

Sample : F4706-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_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]
unknownl.61 1.61 309.6 ng 4801630 1 7.54 310202 20.0
Butane, 2-methoxy... 1.96 20.9 ng 323643 1 7.54 310202 20.0
2-Pentanone, 4-hy... 5.34 25.1 ng 388620 1 7.54 310202 20.0
unknown7 .26 7.26 73.6 ng 1141480 1 7.54 310202 20.0
Dodecanoic acid 13.85 3.4 ng 84974 4 13.16 503410 20.0
Hexadecanoic acid... 14.96 2.4 ng 70081 5 16.45 577392 20.0
Trifluoroacetic a... 16.35 6.4 ng 185342 5 16.45 577392 20.0
unknownl16 .87 16.87 5.4 ng 154722 5 16.45 577392 20.0
unknown19.03 19.03 7.5 ng 253763 6 18.15 678297 20.0
unknown19 .65 19.65 2.3 ng 77710 6 18.15 678297 20.0
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