LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082727.D

Aca On : 5 Nov 2015 14:09

Operator : UM/I1Z

Sample : 6G4241-14

Misc :

ALS Vial : 25 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 5.059 256 260 268 rVB 2006169 3080135 43.48% 4_.752%
2 5.470 293 296 299 rBY 4388744 6018358 84.95% 9.285%
3 6.499 382 386 388 rVB 5138442 5801005 81.88% 8.949%
4 6.636 395 398 400 rBVY 6154158 6670949 94.16% 10.291%
5 6.864 415 418 420 rBV 1313872 1219472 17.21% 1.881%
6 7.024 429 432 434 rVB 4701091 4955467 69.95% 7 .645%
7 7.425 464 467 469 rBV 3497494 3786826 53.45% 5.842%
8 8.145 528 530 533 rBVY 1535449 1507925 21.28% 2.326%
9 9.105 612 614 617 rBV 111143 101326 1.43% 0.156%
10 9.230 622 625 627 rBY 6953417 7084459 100.00% 10.929%
11 9.322 630 633 634 rBV 70873 85263 1.20% 0.132%

12 9.619 656 659 661 rBY 1270050 1144733 16.16% 1.766%
13 9.848 677 679 681 rVB 159201 131682 1.86% 0.203%
14 9.905 681 684 686 rBY 1951755 1929441 27.23% 2.977%
15 10.351 721 723 724 rVB 174441 169303 2.39% 0.261%

16 10.568 739 742 745 rBV 128205 165313 2.33% 0.255%
17 10.693 749 753 755 rVvV 4329851 4936617 69.68% 7.616%
18 10.819 762 764 768 rVB 315882 427435 6.03% 0.659%
19 11.265 801 803 805 rBvV 290162 255770 3.61% 0.395%
20 11.299 805 806 808 rvB 128959 104102 1.47% 0.161%

21 11.379 811 813 816 rVvV 1697125 1817214 25.65% 2.803%
22 11.436 816 818 821 rvB2 35588 73091 1.03% 0.113%
23 11.688 838 840 842 rBV 175781 208995 2.95% 0.322%
24 11.859 852 855 859 rBV6 30542 106076 1.50% 0.164%
25 11.916 859 860 862 rBvV 191867 274077 3.87% 0.423%

26 12.099 874 876 878 rVB 217099 172552 2.44% 0.266%
27 12.488 908 910 912 rVB 179121 143656 2.03% 0.222%
28 12.705 927 929 931 rBV 80653 91517 1.29% 0.141%
29 12.808 936 938 939 rVvB 114121 125607 1.77% 0.194%
30 12.865 941 943 947 rVB 107305 157679 2.23% 0.243%

31 12.979 950 953 955 rvB 6363190 7046002 99.46% 10.870%
32 13.219 972 974 975 rVB 110028 121591 1.72% 0.188%
33 13.459 989 995 998 rBV 197503 334404 4.72% 0.516%
34 13.505 998 999 1001 rvv 77869 97779 1.38% 0.151%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082727.D

Aca On : 5 Nov 2015 14:09

Operator : UM/I1Z

Sample : 6G4241-14

Misc :

ALS Vial : 25 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.562 1001 1004 1005 rVB 103903 106965 1.51% 0.165%

36 13.882 1029 1032 1038 rBV2 346628 560453 7.91% 0.865%
37 14.031 1042 1045 1047 rVV 1313790 1879867 26.54% 2.900%
38 14.214 1059 1061 1063 rBV 118549 122256 1.73% 0.189%
39 14.534 1087 1089 1094 rVB 124479 152696 2.16% 0.236%
40 14.842 1115 1116 1119 rVB 67439 100401 1.42% 0.155%

41 14.922 1120 1123 1125 rBVY 73731 80374 1.13% 0.124%
42 15.174 1143 1145 1148 rVB 60102 81699 1.15% 0.126%
43 15.482 1169 1172 1175 rBV 937382 1389726 19.62% 2.144%

Sum of corrected areas: 64820258
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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\BF110615\

BF082727.D

5 Nov 2015 14:09

umsiz

G4241-14

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082727.D

6.64

6.50

7.02
5.47

7.42

5.06
8.14

0
Time-->

3.50

4.00 4.50

5.00 5.50

6.00 6.50

7.50

8.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082727.D
12.98

10.69

9.90 11.38

9.62

12.49 o1p1m8

945 103505 4411.6011,022.10

9.1019.32

Or=r=r
Time-->

13.50 14.00 14.50

12.50 13.00

11.50 12.00

9.50 10.00

10.50 11.00

9.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000
15.17

TIC: BF082727.D

15.48

Time-->

20.00

19.00 19.50

18.00 18.50

17.00 17.50

15.50 16.00 16.50

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082727.D

Aca On : 5 Nov 2015 14:09

Operator : UM/I1Z

Sample : 6G4241-14

Misc :

ALS Vial : 25 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.

5.06 50.52 ng 3080140 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 260 (5.059 min): BF082727.D (-256) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 e
| 711 831 | 4.80 5.00 5.20 5.40
o} NSNS | RSSO NUE £°2 S — m/z 59.10 62.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR UL IS UL R
59.0 480 500 5.20 5.40
m/z 101.10 20.44%
ﬁ%o . | 83.0 101.0
S R A LA KRR RAN RN KRR RARLA REAAS SRR LAASN SARAN LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 15.19%
20.0 101.0
ol 120 73.0 85.0
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 R o )
54.0 480 500 5.20 5.40
m/z 41.05 9.87%
5000 41.0
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40

8270-BF103015.M Fri Nov 06 11:11:12 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082727.D

Aca On : 5 Nov 2015 14:09

Operator : UM/I1Z

Sample : 6G4241-14

Misc :

ALS Vial : 25 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 unknown6.64 Concentration Rank 1

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

6.64 109.41 ng 6670950 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 398 (6.636 min): BF082727.D (-395) (-) m/z 132.10 100.00%
13R.1
5000 68.1
40.1 541 sed J 640 6.60 6.80 7.00
ol ' .':8,2-.1..!,'.'.1.1“?-,1..~.,....,....,.... m/z 68.10 48.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 R L I L R
6.40 6.60 6.80 7.00
310 510 m/z 134.10 34 .83%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Sk ok oko b0
5000 980 1160 m/z 66.10 31.26%
0 158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 2
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE — e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 19.97%
5000
65.0 92.0
Unn "%%9 “W'Ihm"'ul"h '%qqq T "I"' N UL S R R I L R
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082727.D

Aca On : 5 Nov 2015 14:09

Operator : UM/I1Z

Sample : 6G4241-14

Misc :

ALS Vial : 25 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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.82 4.70 ng 427435 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Nonane. 5-butvl- 184 C13H28 017312-63-9 92
3 Eicosane 282 C20H42 000112-95-8 91
4 Hexadecane 226 Cl16H34 000544-76-3 90
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 764 (10.819 min): BF082727.D (-762) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00 11.20
m/z 43.10 70.85%

o 113.1 141.1 165.1185.2207.1 230.2
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #82607: Heptadecane
57.0
5000 80 LA I B L LB L L B}
S. 10,40 10.60 10.80 11.00 11.20
29.0 m/z 71.10 56.75%
I R e AR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
430 710
B ms mEt S
10.40 10.60 10.80 11.00 11.20
5000 126.0 m/z 85.10 37.34%
0 91.0 155.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane N AREEEEATES
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.10 30.96%
5000
85.0
29.0
0 | ‘ | 1130 1410 169.0 282.0
e e e e e e e e S B R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082727.D

Aca On : 5 Nov 2015 14:09

Operator : UM/I1Z

Sample : 6G4241-14

Misc :

ALS Vial : 25 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 Heptadecane, 8-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.26 2.81 ng 255770 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 83
2 Heptadecane 240 C17H36 000629-78-7 83
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 76
5 Decane, 3-methyl- 156 C11H24 013151-34-3 74
Abundance Scan 803 (11.265 min): BF082727.D (-801) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 192 1 11.00 11.20 11.40 11.60
0...,....-,'...| el L1601 T 2152 m/z 43.10 74.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91041: Heptadecane, 8-methyl-
57.0
85.0
5000 LI B UL BN S
11,00 11.20 11.40 11.60
154.0 m/z 71.10 66.08%
o) e ||| ”‘I\II |Hl : I\lwl : Ih‘ll I\I\I ||| T Ihl - |]|-83||0| : 2|]|-]|-P| ||2|3|?|0| T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
85.0 11,00 1120 11140 11.60
5000 m/z 85.10 42.98%
29.0
. 130 1410 1600 1970 240.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73991: Dodecane, 2-methyl-6-propyl- L B B oo SR
57.0 11.00 11.20 11.40 11.60
m/z 41.10 34.57%
5000 85.0
140.0
o 38,0 L 1130 T 182.0 505 0 226.0
m/z--> 20 Jo eb 86 160 150 140 160 180 200 220 240 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082727.D

Aca On : 5 Nov 2015 14:09

Operator : UM/I1Z

Sample : 6G4241-14

Misc :

ALS Vial : 25 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 6 2,3-Dimethyldodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.30 ng 208995 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Dimethvldodecane 198 C14H30 006117-98-2 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptacosane 380 C27H56 000593-49-7 86
4 Hexadecane 226 Cl16H34 000544-76-3 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 840 (11.688 min): BF082727.D (-838) (-) m/z 57.10 100.00%
57.1
5000
99.1 11,40 11,60 11.80 12.00
ol b bl o 28022722 2272 “n/z 43.10 76.63%
m/z--> 50 100 150 200 250 300 350
Abundance #55011: 2,3-Dimethyldodecane
43.0
5000 L SRR BUULILE BN SU
85.0 1140 11.60 11.80 12.00
154.0 m/z 71.10 59.77%
ol Ll f i 140 \\,,1533,0|,,,, e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
11,40 11,60 11.80 12.00
5000 m/z 85.10 37.32%
99.0
27.0 141.0 1830 225.0 267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane R A AL A o e
57.0 11.40 11.60 11.80 12.00
m/z 41.10 34 .38%
5000
27,0 990 1410
oL 200 L T, 1410 1830 2250 267.0 3230 3800 e —
m/z--> 50 100 150 200 250 300 350 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082727.D

Aca On : 5 Nov 2015 14:09

Operator : UM/I1Z

Sample : 6G4241-14

Misc :

ALS Vial : 25 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.02 ng 274077 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Nonanoic acid 158 C9H1802 000112-05-0 50
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 860 (11.916 min): BF082727.D (-859) (-) m/z 43.10 100.00%
431 730
5000
971 1291 LIRS SRR SN B
Ly 157.1 185.1 213.2 256.3 11.60 11.80 12.00 12.20
Ol m/z 73.05 93.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
5000
11.60 11.80 12.00 12.20
129.0 m/z 41.10 79.25%
256.0
m/z--> ﬁolllﬁb """ éo 100 120 140 160 180 200 220 240 260
Abundance
43.0 730
1160 11.80 12.00 1220
5000 129.0 m/z 60.00 78.30%
970 199.0 242.0
157.0
o 1800
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid
73.0 11.60 11.80 12.00 12.20
43.0 m/z 57.10 76.86%
5000 1290
185.0 228.0
e |
ob L \\ 0 YOI ... 2 AU N A o) o
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082727.D

Aca On : 5 Nov 2015 14:09

Operator : UM/I1Z

Sample : 6G4241-14

Misc :

ALS Vial : 25 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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.46 3.56 ng 334404 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 7-Nonenamide 155 C9H17NO 090949-53-4 64
3 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 53
4 Nonanamide 157 C9H19NO 001120-07-6 53
5 Octanamide 143 C8H17NO 000629-01-6 50
Abundance Scan 995 (13.459 min): BF082727.D (-989) (-) m/z 59.10 100.00%
5d.1
5000
126.1 13120 1340 13.60 13.80
154.1
o 5 184.2207.2 231.1 281.2 77 75 .10 68 560
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 N SULLN UL RN R
13.20 13.40 13.60 13.80
m/z 55.10 40.00%
0 200 ‘ | 830 114013601570 1840 2200 2530 281.0
m/z--> 20 40 65 80 100 120 140 160 180 200 220 240 2éo 280
Abundance
59.0
' 13.20 13.40 13.60 13.80
5000 m/z 41.10 28.22%
29.0 98.0 1260 1550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7608: Pentanamide, 4-methyl- A EEEamE B
54.0 13.20 13.40 13.60 13.80
m/z 43.10 24 _67%
5000
29.0 100.0
0"'I'l"'I“"'"I""'I""'I""I"" IR S S S D A D HREN RN R RN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082727.D

Aca On : 5 Nov 2015 14:09

Operator : UM/I1Z

Sample : 6G4241-14

Misc :

ALS Vial : 25 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 9 Heptafluorobutanoic acid, h... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 5.96 ng 560453 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1032 (13.882 min): BF082727.D (-1029) (-) m/z 57.10 100.00%

517.1

83.1

5000

5

13.60 13.80 14.00 14.20
m/z 43.10 88.22%

139.1 168.3 194.2 237.2 280.2

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

83.0

.

13!60 13.I8O 14.I00 14!20
m/z 55.10 82.14%

5000

139.0 169.0

210.0 238.0 283.0

04
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

57.0
SRS S
830 13.60 13.80 14.00 14.20
5000 m/z 83.10 81.06%
111.0

. 29.0 139.0 1630  210.0 238.0 283.0

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I

Abundance #146886: Dichloroacetic acid, heptadecy! ester T T T
13.60 13.80 14.00 14.20

m/z 97.10 70 .88%

5000 111.0

29.0

:

139.0

168.0 210.0 238.0 2660 295.0
e o e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
Data File : BF082727.D

Acq On : 5 Nov 2015 14:09

Operator : UM/1Z

Sample : G4241-14

Misc :

ALS Vial : 25 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... 5.06 50.5 ng 3080140 1 6.86 1219470 20.0
unknown6 .64 6.64 109.4 ng 6670950 1 6.86 1219470 20.0
Heptadecane 10.82 4.7 ng 427435 4 11.38 1817210 20.0
Heptadecane, 8-me... 11.26 2.8 ng 255770 4 11.38 1817210 20.0
2,3-Dimethyldodecane 11.69 2.3 ng 208995 4 11.38 1817210 20.0
n-Hexadecanoic acid 11.92 3.0 ng 274077 4 11.38 1817210 20.0
9-Octadecenamide, ... 13.46 3.6 ng 334404 5 14.03 1879870 20.0
Heptafluorobutano... 13.88 6.0 ng 560453 5 14.03 1879870 20.0
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