LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086258.D

Aca On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 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-BF041516.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 2.167 5 7 24 rVB 283103 535768 8.18% 0.902%
2 5.093 261 263 270 rVB 266529 400732 6.12% 0.675%
3 5.493 295 298 300 rBVY 5577423 6274476 95.81% 10.563%
4 6.522 384 388 390 rBVY 5443178 6549201 100.00% 11.025%
5 6.659 397 400 402 rBVY 5862568 5914194 90.30% 9.956%
6 6.887 418 420 423 rVB 1554561 1677897 25.62% 2.825%
7 7.047 431 434 437 rBVY 4712984 4389844 67.03% 7 .390%
8 7.459 467 470 472 rBV 3903659 4518888 69.00% 7.607%
9 7.493 472 473 475 rVvV 79614 87963 1.34% 0.148%
10 7.539 475 477 479 rVB 100096 105182 1.61% 0.177%

11 8.179 530 533 535 rBV 2658386 2361792 36.06% 3.976%
12 9.253 624 627 630 rBVY 5072844 5348773 81.67% 9.004%
13 9.653 659 662 664 rBvY 700302 937249 14.31% 1.578%
14 9.870 679 681 683 rBv 224011 176522 2.70% 0.297%
15 9.928 684 686 689 rvB 2292383 2564176 39.15% 4.317%

16 10.099 699 701 703 rBVvV2 44086 72602 1.11% 0.122%
17 10.373 721 725 726 rBV 223802 314685 4._80% 0.530%
18 10.591 741 744 747 rBV 110560 189478 2.89% 0.319%
19 10.716 752 755 758 rBV 3340861 3423215 52.27% 5.763%
20 10.842 764 766 771 rVB 355044 392648 6.00% 0.661%

21 11.288 803 805 806 rBvV 214649 167567 2.56% 0.282%
22 11.413 814 816 818 rBvV 2739708 2403172 36.69% 4.046%
23 11.939 861 862 865 rBvV 142351 235252 3.59% 0.396%
24 12.625 919 922 923 rBV 79710 111443 1.70% 0.188%
25 12.831 937 940 943 rBvV2 221661 405190 6.19% 0.682%

26 13.002 952 0955 957 rBV 4371644 4640633 70.86% 7.812%

27 13.242 972 976 977 rBV3 42429 70057 1.07% 0.118%
28 13.528 999 1001 1004 rBV2 124429 177534 2.71% 0.299%
29 13.574 1004 1005 1010 rVB 41041 71882 1.10% 0.121%

30 13.905 1031 1034 1042 rBV 375743 578553 8.83% 0.974%

31 14.042 1044 1046 1052 rVB 1660100 1666591 25.45% 2.806%

32 14.225 1059 1062 1064 rBV 69933 74775 1.14% 0.126%
33 14.534 1087 1089 1094 rBV 106438 181020 2.76% 0.305%
34 14.900 1119 1121 1125 rBV 62833 82595 1.26% 0.139%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086258.D

Aca On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 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-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.968 1125 1127 1130 rBV 122961 143834 2.20% 0.242%

36 15.060 1133 1135 1141 rVB 29092 67151 1.03% 0.113%
37 15.185 1141 1146 1154 rBV2 128624 315398 4.82% 0.531%
38 15.482 1169 1172 1175 rBV 1033232 1355117 20.69% 2.281%
39 15.963 1210 1214 1216 rBV 77465 150040 2.29% 0.253%
40 16.008 1216 1218 1222 rVB2 52424 105223 1.61% 0.177%

41 17.483 1343 1347 1353 rBV7 35674 89212 1.36% 0.150%
42 19.483 1518 1522 1527 rVB7 26101 74456 1.14% 0.125%
Sum of corrected areas: 59401980
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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:\HPCHEM1I\BNA F\DATA\BF041516\

BF086258.D

16 Apr 2016 11:39

UM/SsJ

H2471-02

39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000
2.17

TIC: BF086258.D

5.49 66

6.59

7.05

6.89

5.09

7.46

17484

0

Time-->

T
2.50

3.00

3.50

4.00

4.50

5.50

T
5.00

7.50

Abundance

5000000

4000000

3000000

2000000

1000000

8.

TIC: BF086258.D

9.25

13.00

10.72

18 11.41

9.93

9.65

9 10.84

12631283

10.10 1037105 11.2

13.24 1387

Time-->

12.00 12.50 13.00

9.50

10.00

10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF086258.D

14.04

15.48

14.23 1453  144@®735.19 15661 17.48

19.4€

18.50

14.50 15.00 15.50 16.00

16.50 17.00 17.50 18.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086258.D

Aca On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

2.17 6.39 ng 535768 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.l1-dimethoxv- 104 C5H1202 004744-10-9 78
2 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 36
3 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Br02 005267-73-2 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9

Abundance Scan 7 (2.167 min): BF086258.D (-5) (-) m/z 75.10 100.00%
79.1
5000 A
45.1
bt
2.20 2.30 2.40 2.50 2.60
ol ,....',|'.|..“?9,1..-:-- s M/z 73.10  74.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
so00] 290 450
2.20 2.30 2.40 2.50 2.60
m/z 45.10 34 .53%
0 \Mw \d‘ 590 || 88.0 103.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
75.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 41.10 27.63%
31.0 41.0 89.0
e R ?}'9, Tt "1??'9'1}%'9 R DAL DAL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42856: 1,3-Dioxolane, 2-(1-bromoethyl)-  ARABENEESEN RS EEa sy
73.0 2.20 2.30 2.40 2.50 2.60
m/z 47.05 17 .47%
5000 45.0 J\\\
27.0
0 L, ) 580 | 890 107.0121.0135.0 179.0
m/z--> 20 40 60 80 100 120 140 160 180 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086258.D

Aca On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 6

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

5.09 4.78 ng 400732 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 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 263 (5.093 min): BF086258.D (-261) (-) m/z 43.10 100.00%
43.1
59.1
5000
1o 480 5.00 520 540
83.1 : : : :
Ol e ..:|,....,-....',|....,....,....,....,....,297.-9. m/z 59.10 52.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR sk sk sk
0
150 1010 m/z 101.10 18.97%
0 wl ol . 83.0 ! ‘
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.10 18.09%
126.0142.0
e Y L I S L S BN BN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime e
43.0 480 5.00 5.20 5.40
m/z 41.10 7.68%
5000
101.0
o180 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086258.D

Aca On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 unknown6.66 Concentration Rank 1

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

6.66 70.50 ng 5914190 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 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 400 (6.659 min): BF086258.D (-397) (-) m/z 132.10 100.00%
13p.1
5000 68.1
01y || BT Tok0 650 680 700
0 e R | MM m/z 68.10 43.36%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 U SR R UL SR
6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.32%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
" 6.40 660 6.80 7.00
5000 m/z 66.10 28.90%
0 5.0 00 g5
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T R )
57.0 132.0 6.40 6.60 6.80 7.00
4.0 m/z 69.10 17.95%
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R R AR ma e
m/z--> 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\BF041516\
Data File : BF086258.D

Aca On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.45 ng 314685 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 725 (10.373 min): BF086258.D (-721) (-) m/z 57.15 100.00%

51.1

5000

10.00 10.20 10.40 10.60

113.2 141.2 169.2

207.0

0 m/z 71.15 70.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73966: Hexadecane
57.0
5000 85.0
10.00 10.20 10.40 10.60
20.0 1130 m/z 43.10 65.95%
226.0
e et L0 1690 1070 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R e e e A AREREE R
85.0 10.00 10.20 10.40 10.60
5000 m/z 85.15 50.15%
29.0 113.0

141.0 169.0 197.0 240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0 10.00 10.20 10.40 10.60
m/z 41.10 26.75%
85.0
5000
290 113.0
o ‘ . (70 169.0 107.0 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 00 10. 20 10 40 10 60

8270-BF041516.M Mon Apr 18 18:51:15 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086258.D

Aca On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.84 3.27 ng 392648 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Hexadecane 226 C16H34 000544-76-3 83
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 81
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 766 (10.842 min): BF086258.D (-764) (-) m/z 57.10 100.00%

57.1

5000

10.60 10.80 11.00 11.20

113.2 1412 169.2 197.3

240.4

0! m/z 71.15 65.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 LA L B L L L L L L
10 60 1080 11. OO 11. 20
m/z 43.10 62.57%
290 113.0 0
. Lo 1410 1690 1970 2250 2530 2960
,,,,,,,,, R RRAELEE S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
L B
10.60 10.80 11.00 11.20
5000 m/z 85.20 44 .64%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane R BR ARE SRS
57.0 10.60 10.80 11.00 11.20
m/z 41.10 26.80%
5000
85.0
29.0
0 | “ L ‘ 1130 1410 1690 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086258.D

Aca On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.83 4.86 ng 405190 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 93
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 40
3 Nipecotic acid 129 C6H11NO2 000498-95-3 38
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 25
5 Cyclohexanamine 99 C6H13N 000108-91-8 25

Abundance Scan 940 (12.831 min): BF086258.D (-937) (-) m/z 56.05 100.00%
56.0
5000
129.1
3.1 1852 01
" u 157.1 185. 3124 12.60 12.80 13.00 13.20
Orrrprrr L ey - m/z 57.10 56.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56.0
5000 R S BULRLRE SRR B
2570 12.60 12.80 13. 00 13. 20
29.0 83.0 129.0 : m/z 43.10 39.80%
o 0 smonmozso || g, sz
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
"' 1260 12.80 13.00 13.20
5000 m/z 41.10 36.43%
239.0
29.0
0 850 129.0 157.0 185.0 213.0 282.0 312.0
R R R A RN A R KRN LA LS RN LA RAALN LARSN EAARN AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12423: Nipecotic acid T T
12. 60 12. 80 13. 00 13. 20
m/z 73.10 34.94Y%
- ,AJLL,A
0! R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086258.D

Aca On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Octadecanoic acid, butyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.53 2.13 ng 177534 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 86
2 n-Butvl mvristate 284 C18H3602 000110-36-1 86
3 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 38
4 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 38
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37

Abundance Scan 1001 (13.528 min): BF086258.D (-999) (-) m/z 56.05 100.00%
56.0
5000
129.1
3.1 G| as711852 o3 283 13.20 13.40 13.60 13.80
o A e m/z 57.10 59.39%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000
260 13.20 13.40 13.60 13.80
- m/z 43.10 40.96%
‘ ‘ gs.0 1290 185.0 uto 2850 g
oLtk LT s | 157.0183021302410 | ] 11,0 3400
m/z--> 50 100 150 200 250 300
Abundance
56.0
13.20 13.40 13.60 13.80
0
5000 20,0 m/z 41.10 36.42%
129.0
185.0 284.0
0 g0 157.0 255.0
m/z--> 50 100 150 200 250 300 '
Abundance #6539: 1-Hexene, 2,5—dimethy|— LA L L L B B |
56.0 13.20 13.40 13.60 13.80
m/z 55.10 31.56%
5000
23.0 112.0
I L NN B RO SOV 'S CU =
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086258.D

Aca On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

1391  6.94ng 578553  Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. hepta...
2 Ethanol. 2-(tetradecvloxv)-

3 Heptafluorobutvric acid. n-octad...
4 Heptafluorobutanoic acid. heptad...
5 17-Pentatriacontene

402 C20H35F502
258 C16H3402
466 C22H37F702
452 C21H35F702
491 C35H70

1000283-04-2 91
002136-70-1 91
000400-57-7 87
1000282-97-3 83
006971-40-0 83

Abundance Scan 1034 (13.905 min): BF086258.D (-1031) (-) m/z 57.10 100.00%
57.1
83.2
5000
139.2 168.3 13.60 13.80 14.00 14.20
0 1962 m/z 43.10 74 .28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
83.0
5000 LA L L L LB L L L
13.60 13.80 14.00 14.20
20.0 m/z 83.15 67.26%
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0 13.60 13.80 14.00 14.20
5000 m/z 55.10 64 .53%
29.0 111.0
o 139.0 168.0 196.0 2270 258.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester N SR E e e e
43.0 13.60 13.80 14.00 14.20
m/z 71.20 62.81%
69.0
5000
0 ol 125.0 169.0 1950 224.0 252.0
RRRREREEERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

8270-BF041516.M Mon Apr 18 18:51:17 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086258.D

Aca On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Nonadecane, l1-chloro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .53 2.17 ng 181020 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 95
2 Heptadecane 240 C17H36 000629-78-7 86
3 Tritetracontane 605 C43H88 007098-21-7 83
4 Eicosane 282 C20H42 000112-95-8 64
5 Octadecane 254 C18H38 000593-45-3 62
Abundance Scan 1089 (14.534 min): BF086258.D (-1087) (-) m/z 57.10 100.00%
57.1
5000
sz 7.4 1430 1440 1060 1450
207.1 302.2 : : : :
Ob A b 20T 02 e M7z 71.15  67.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #118727: Nonadecane, 1-chloro-
57.0
5000 URA AR B BN SRR
mmmmmmmm
m/z 43.10 59.25%
o J\ ‘ - 1610 217.0 3020
m/z--> 50 160 150 260 2%0 300 3éo 460 4%0 560 séo 660
Abundance
57.0
14:20 14.40 14.60 14.80
5000 m/z 85.15 47 .97%
o 113.0 169 0 2400
m/z--> §0 160 150 260 2%0 300 3éo 400 4%0 560 séo 660
Abundance #172667: Tritetracontane e A e S S
57.0 14.20 14.40 14.60 14.80
m/z 55.10 39.37%
5000
o 1? 169.0 2250 2810 337.0 393.0 463.0 519.0 575.0
m/z--> §0 160 150 200 2%0 300 3éo 400 4%0 560 séo 660 1450 1440 1460 14%0

8270-BF041516.M Mon Apr 18 18:51:18 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086258.D

Aca On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Oxirane, heptadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .97 2.12 ng 143834 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 72
4 17-Octadecenal 266 C18H340 056554-86-0 72
5 1,19-Eicosadiene 278 C20H38 014811-95-1 68

Abundance Scan 1127 (14.968 min): BF086258.D (-1125) (-) m/z 57.10 100.00%

5000
111.2 L S UL BN UL B
1372 1657 2071 2491 ogps 14.60 14.80 15.00 15.20
0! . m/z 43.10 91.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107629: Oxirane, heptadecy!-
43.0

5000 LA L L L L L LB L L B
14.60 14.80 15.00 15.20
m/z 82.10 86.88%
o I ol 166.0 194.0 236.0 264.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82.0
T T T
57.0 14.60 14.80 15.00 15.20
5000 m/z 55.10 63.35%
110.0
29.0 138.0

166.0 211.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99447: Octadecanal R R AR
43.0 14.60 14.80 15.00 15.20

m/z 83.10 62 .83%

5000

137.0 41660 194.0 222.0 250.0

Ol R e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086258.D

Aca On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Cyclopentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.19 4.65 ng 315398 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 1-Docosene 308 C22H44 001599-67-3 90
Abundance _ Scan 1146 (15.185 min): BF086258.D (-1141) (-) m/z 57.20 100.00%
57.2 -
5000
LRI BUREUE SUNIUILE B B
39.2 2912 . 14.80 15.00 15.20 15.40 15.60
Y- 177.0 2l 351 m/z 83.15 86.00%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #63051: Cyclopentadecane
55.0
5000 UL SUAR UL IR B
14,80 15.00 15.20 15.40 15.60
m/z 97.15 78 .45%
LLLLL o0 200
0 ”h'”'”'Wli“l'”“ll”'l'”'l'”'l"”l"”l"”l
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
67.0 14:80 15.00 15.20 15.40 15.60
5000 m/z 43.10 77.89%
. 169.0 2380 oo
m'z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #168065: 17-Pentatriacontene e BAR S B e S
57.0 14.80 15.00 15.20 15.40 15.60
97.0 m/z 55.10 73.60%
- J\/\J\\/\/‘J\N
39.0
0154‘ |, h , 181.0223.0 267.0306.0 348.0 390.0 434.0 490.0
m'z--> 0 5'0 1c')o 150 200 250 300 350 400 450 ' 14,80 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
Data File : BF086258.D

Acq On : 16 Apr 2016 11:39

Operator : UM/SJ

Sample : H2471-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516_.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]
Propane, 1,1-dime... 2.17 6.4 ng 535768 1 6.89 1677900 20.0
2-Pentanone, 4-hy... 5.09 4.8 ng 400732 1 6.89 1677900 20.0
unknown6 .66 6.66 70.5 ng 5914190 1 6.89 1677900 20.0
Hexadecane 10.37 2.5 ng 314685 3 9.93 2564180 20.0
Heneicosane 10.84 3.3 ng 392648 4 11.41 2403170 20.0
Hexadecanoic acid... 12.83 4.9 ng 405190 5 14.04 1666590 20.0
Octadecanoic acid... 13.53 2.1 ng 177534 5 14.04 1666590 20.0
Pentafluoropropio... 13.91 6.9 ng 578553 5 14.04 1666590 20.0
Nonadecane, 1-chl... 14.53 2.2 ng 181020 5 14.04 1666590 20.0
Oxirane, heptadecyl- 14.97 2.1 ng 143834 6 15.48 1355120 20.0
Cyclopentadecane 15.19 4.7 ng 315398 6 15.48 1355120 20.0
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