LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083529.D

Aca On : 6 Dec 2015 14:23

Operator : UM/I1Z

Sample : 64614-08

Misc :

ALS Vial : 5 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-BF120415.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 3.584 164 166 181 rVB 652488 1528960 24.55% 2.649%
2 4.018 201 204 219 rBVY 3973110 5892032 94.60% 10.209%
3 5.298 312 316 318 rBVY 4100951 6228507 100.00% 10.792%
4 5.424 325 327 330 rBVY 4127818 5689249 91.34% 9.858%
5 5.733 351 354 365 rVB 938126 1175465 18.87% 2.037%
6 5.950 370 373 381 rVB 3358032 4244975 68.15% 7 .355%
7 6.556 423 426 429 rBV 2248262 3892803 62.50% 6.745%
8 6.853 447 452 460 rBV 114433 289387 4 .65% 0.501%
9 7.630 517 520 533 rVB 1142727 1597895 25.65% 2.769%
10 9.379 669 673 676 rBY 3844037 5506538 88.41% 9.541%

11 10.065 730 733 736 rBV 1426792 1774750 28.49% 3.075%
12 10.419 761 764 771 rBV 1167815 1902442 30.54% 3.296%
13 11.196 827 832 835 rBv2 39576 75240 1.21% 0.130%
14 11.265 835 838 841 rvv 130106 202898 3.26% 0.352%
15 11.631 865 870 872 rBV 47797 110828 1.78% 0.192%

16 11.711 874 877 880 rBV 2632715 3745234 60.13% 6.490%
17 12.042 899 906 911 rBV 175877 348107 5.59% 0.603%
18 12.362 930 934 937 rBV 31225 64180 1.03% 0.111%
19 12.774 967 970 972 rBV 101162 143000 2.30% 0.248%
20 12.819 972 974 977 rVV 1287573 1790871 28.75% 3.103%

21 12.865 977 978 983 rvVv 75937 98745 1.59% 0.171%
22 13.471 1028 1031 1035 rBV 50828 69553 1.12% 0.121%
23 13.871 1064 1066 1075 rVB 163506 259449 4_.17% 0.450%
24 14.785 1143 1146 1151 rBV 159125 250405 4.02% 0.434%
25 15.151 1175 1178 1185 rBV 189422 365017 5.86% 0.632%

26 15.299 1187 1191 1196 rBV2 163611 313715 5.04% 0.544%
27 15.448 1200 1204 1207 rBV 2911720 5059749 81.24% 8.767%
28 16.431 1286 1290 1294 rBV 124505 194884 3.13% 0.338%
29 16.957 1333 1336 1339 rBV3 134999 293276 4.71% 0.508%
30 17.014 1339 1341 1349 rVB 1330279 1826291 29.32% 3.165%

31 17.391 1372 1374 1377 rVB 73451 81851 1.31% 0.142%
32 17.768 1405 1407 1410 rBV 83532 90019 1.45% 0.156%
33 18.111 1435 1437 1440 rBV 52954 70461 1.13% 0.122%
34 18.180 1440 1443 1447 rVB 45360 67368 1.08% 0.117%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083529.D

Aca On : 6 Dec 2015 14:23

Operator : UM/I1Z

Sample : 64614-08

Misc :

ALS Vial : 5 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-BF120415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.294 1451 1453 1454 rBV 78591 128439 2.06% 0.223%

36 18.443 1464 1466 1468 rBV 58176 72719 1.17% 0.126%
37 18.557 1474 1476 1479 rBV 53183 66741 1.07% 0.116%
38 18.614 1479 1481 1482 rVV 67591 87704 1.41% 0.152%
39 18.648 1482 1484 1490 rVvVv 931009 1235292 19.83% 2.140%
40 18.763 1491 1494 1498 rVB 50459 84777 1.36% 0.147%

41 19.117 1522 1525 1530 rBVY 52049 104985 1.69% 0.182%
42 19.517 1558 1560 1567 rVB 49219 100564 1.61% 0.174%
43 19.986 1598 1601 1605 rVB 47758 95854 1.54% 0.166%
44 20.317 1626 1630 1634 rBV3 35007 95559 1.53% 0.166%
45 20.523 1644 1648 1659 rBV2 51072 173493 2.79% 0.301%

46 21.163 1699 1704 1710 rVB 41360 125518 2.02% 0.217%
47 21.906 1765 1769 1772 rBV 34174 95791 1.54% 0.166%

Sum of corrected areas: 57711580
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083529.D

Aca On : 6 Dec 2015 14:23

Operator : UM/I1Z

Sample : 64614-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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: BF083529.D
4000000 4.02 5|342

5.95

3000000

6.56
2000000

1000000 5.73

o 1 L O A O

)
L B e B e s B L B s B B By B L B s B s B By B B s B B B B

T
Time--> 2.00 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: BF083529.D

4000000 9.38

3000000
11.71

2000000

10.06

10.42 1282

1000000

6 J) 12.04 1 13.87 1479 15.1
13585 1168 "5 1236 786 1347 158 .

T
Time--> 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 15.00
Abundance TIC: BF083529.D
4000000

3000000{ 15.45

2000000

17.01

1000000 18.65

5.3 {47 16.43 16.56 17.39 17.77 1844528 876 19.12 1952  19.99 20.320.52 21.16 21.9

O e e e A A

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 21.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083529.D

Aca On : 6 Dec 2015 14:23

Operator : UM/I1Z

Sample : 64614-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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.

3.58 26.01 ng 1528960 1,4-Dichlorobenzene-d4 5.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 166 (3.584 min): BF083529.D (-164) (-) m/z 43.10 100.00%
43 p
59
5000
101 3.20 3.40 3.60 3.80 4.00
O S0t 3 e 8 | 5910 55, 1%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
3.20 3.40 3.60 3.80 4.00
m/z 101.10 17.30%
15 31 101
o | 25 7 37, 53 83
miz--> e A e A A AR A
Abundance
43
- 320 3.40 3.60 3.80 4.00
5000 m/z 58.10 13.75%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 3.20 3.40 3.60 3.80 4.00
m/z 41.05 8.84%
5000 41
31
| © g
0 ...,.??.,....,....,....,??..,.. 0 VR M. S e~
m/z--> 10 20 40 50 60 70 80 90 100 110 320 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083529.D

Aca On : 6 Dec 2015 14:23

Operator : UM/I1Z

Sample : 64614-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 unknown5.42 Concentration Rank 1

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

5.42 96.80 ng 5689250 1,4-Dichlorobenzene-d4 5.73
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 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 327 (5.424 min): BF083529.D (-325) (-) m/z 132.05 100.00%
132
68
5000
0 5 75 104 500 520 540 560 5.80
o..,....,...!,“!.‘.‘?,!!..?%!'.'.L..':'.,..f.‘?,..l.,.'!..,.1.1.5.,...., b | m/z 68.10 55.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RN UL
5.00 5.20 5.40 5.60 5.80
78 m/z 66.10 33.46%
31 4o 51
0'w'“'m'”\J'WH“'V'Ji“'w'“'w'“l“”w'”'w'“l“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
500 520 540 560 5.80
5000 m/z 134.10 33.16%
33 a4 g7 105
51 60 70 78 g 115
O T T T T T
m/z--> ﬁo 35 Jo §0 eb fo 85 §o 160 110 150 150 150
Abundance #2742: 2—Cyc|0hexen—l—one | LA DAL B LA BN B
68 5.00 5.20 5.40 5.60 5.80
m/z 69.10 21.39%
5000
39 96
27
55
O'W"ml'“lbh%a”w“l”“I"“?}“'P'“I'”'P"W'”'P"W'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083529.D

Aca On : 6 Dec 2015 14:23

Operator : UM/I1Z

Sample : 64614-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Hexanoic acid, 2-ethyl- Concentration Rank 5

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

6.85 3.62 ng 289387 Naphthalene-d8 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 78
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 59
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 50
4 Heptanoic acid. ethvl ester 158 C9H1802 000106-30-9 38
5 1,4-Dioxane 88 C4H802 000123-91-1 38

Abundance Scan 452 (6.853 min): BF083529.D (-447) (-) m/z 73.10 100.00%
73
5000 41 /\\J\M
101 RS RAASE SRR AR S
JN‘ | 6.60 6.80 7.00 7.20
ok T m/z 88.10 74.46%

——t
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-

73

5000 R
a1 6.60 6.80 7.00 7.20

101 m/z 41.10 44 .02%

oL Ul h‘.h J.”}%g., N,
m/z--> 50 100 150 200 250 300 350
Abundance
88

6.60 6.80 7.00 7.20
5000 m/z 57.10 37.32%

41
71
158
O LI e o e o e L A e o e o N e e
m/z--> 50 100 150 200 250 300 350
Abundance : i i i

#153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester Y . R e e
4 88 660 680 700 720

m/z 55.10 27 .97%

5000 7
0 M Ji..i{ ];09 135155173 214 242 272 294313 355
el R R R R =

m/z--> 50 100 150 200 250 300 350 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083529.D

Aca On : 6 Dec 2015 14:23

Operator : UM/I1Z

Sample : 64614-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 11
R.T. EstConc Area Relative to ISTD R.T.
11.26 2.13 ng 202898 Acenaphthene-d10 10.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 83
3 Eicosane 282 C20H42 000112-95-8 83
4 Pentadecane 212 C15H32 000629-62-9 78
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 838 (11.265 min): BF083529.D (-835) (-) m/z 57.10 100.00%

57
5000

11,00 11.20 1140 11.60
o’ m/z 43.10 79.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
71

5000 TTT TT 1T TTTT TTTT TTT
a5 11100 1120 1140 11.60
29 m/z 71.10 56.53%
0 | L Ly “ 99113127141155169183197 226
e N -
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
el ML
43 5 A e Sdna e AR
85 11.00 11.20 11.40 11.60
5000 m/z 41.10 37.85%
29 99
JLis 113127141155169183197011 240
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652; Eicosane e i,
43 57 1100 1120 1140 11.60

m/z 85.10 33.78%

71
5000
85
29
o | ‘\ Lg% 1%3127141155169 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. OO 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083529.D

Aca On : 6 Dec 2015 14:23

Operator : UM/I1Z

Sample : 64614-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.04 3.89 ng 348107 Phenanthrene-d10 12.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tridecane 184 C13H28 000629-50-5 80
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 906 (12.042 min): BF083529.D (-899) (-) m/z 57.10 100.00%

57
5000 4 85

11.80 12.00 12.20 12.40

113 141 169

0! m/z 43.10 76.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 LA B L L L L L L
4 85 11. 80 12. 00 12. 20 12. 40
m/z 71.10 61.85%
0 ‘ h\ - 113 ) 141 169 282
.upnqu.qnnpn.vuwnulnnpn..”.””..”.”.”.q””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
T T T T
11.80 12.00 12.20 12.40
5000 m/z 85.10 37.10%
41 85
ol 26 113 141 169184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane il B ST EE e i
57 11.80 12.00 12.20 12.40
m/z 41.10 33.86%
85
5000
4
113
0 ‘ Ll [ 14 169 197 225 253268 296
”.P”.P.”P.”,””,””,”.w”.q.”q.”..”..”..”...”P.” T s B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083529.D

Aca On : 6 Dec 2015 14:23

Operator : UM/I1Z

Sample : 64614-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 8
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.90 ng 259449 Phenanthrene-d10 12.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 68
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50
Abundance Scan 1066 (13.871 min): BF083529.D (-1064) (-) m/z 43.10 100.00%
4 60 73
5000
129 149
97 213 O i
115 171 192 027 256 13.60 13.80 14.00 14.20
o} m/z 73.05 94 .08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
43 60 73
29
5000 R AR AR
242 Bmwmmmmm
129 199 m/z 60.05 86.77%
01115 143
N e 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 go 73
13.60 13.80 14.00 14.20
5000 29 m/z 57.10 77.70%
129
256
. 9 115 mmmmmmm
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #65566: Tridecanoic acid B RRREE e L
60 78 13.60 13.80 14.00 14.20
m/z 55.10 71.88%
43
5000
129
29 ‘ a1 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 60 13. 80 14.00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083529.D

Aca On : 6 Dec 2015 14:23

Operator : UM/I1Z

Sample : 64614-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 8 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.30 3.44 ng 313715 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 81
3 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 38
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 1191 (15.299 min): BF083529.D (-1187) (-) m/z 56.10 100.00%
56
5000 ﬁ

01
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 a1
0 2 1l h H‘ iy ]\-\(\)1\\\\ 157 185 213 ‘ \‘ 283 312

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

15.00 15.20 15.40 15.60

m/z 57.10 49.67%

L

15.00 15. 20 15. 40 15.60

m/z 43.10 43.57%

)

56
15.00 15.20 15.40 15.60
5000 41 m/z 41.10 37.84%
73
129
o2 9112 157 185 213 23927 55 3pp
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans- B A T e
56 15.00 15.20 15.40 15.60
a1 m/z 55.10 30.19%
5000
73
o d 95 113128

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

15.00 15. 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083529.D

Aca On : 6 Dec 2015 14:23

Operator : UM/I1Z

Sample : 64614-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 n-Butyl myristate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.43 2.13 ng 194884 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butvl mvristate 284 C18H3602 000110-36-1 90
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 43
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 43
Abundance Scan 1290 (16.431 min): BF083529.D (-1286) (-) m/z 56.10 100.00%
56
5000
73
o7 129 285 " 16.20 16,40 16.60 16.80
3 185 241 267
o o B S A | m/z 57.10 55.23%
m/z--> 50 100 150 200 250 300
Abundance #108844: n-Butyl myristate
56
5000 229 ' 16.20 16,40 16.60 16.80
0
, ‘ ‘ 101 129 165 ‘ 284 m/z 43.10 48.06%
0...‘.|‘H M\ “““...‘?-5.7.‘.‘.| “.2|5§..‘.|....|
m/z--> 50 100 150 200 250 300
Abundance
56
' 16.20 16.40 16.60 16.80
5000 m/z 41.10 37.27%
29 73 129
285
o 97 157 185 o3 241 %777 41 a0
m/z--> 50 100 150 200 250 300 '
Abundance #12470: Cyclopentanecarboxylic acid, 2-amino-, cis- B B
56 16.20 16.40 16.60 16.80
m/z 55.10 30.91%
5000
30 82100 129
0..“1‘.“‘.‘“.“.|..‘.. ——r— ——r— ] L A AL,
m/z--> 50 100 150 200 250 300 16.20 16.40 16.60 16.80

8270-BF120415.M Mon Dec 07 19:14:19 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083529.D

Aca On : 6 Dec 2015 14:23

Operator : UM/I1Z

Sample : 64614-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.96 3.21 ng 293276 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
4 1-Docosene 308 C22H44 001599-67-3 87

5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87

Abundance Scan 1336 (16.957 min): BF083529.D (-1333) (-) m/z 57.10 100.00%

5000

16.60 16.80 17.00 17.20
m/z 43.10 95.56%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 7

i
-

5000 LA L L L L L L L L L
16.60 16.80 17.00 17.20
29 125 m/z 55.05 81.77%
RECIN 139154168182196210224238 266
e na S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
== S
4l 69 83 16.60 16.80 17.00 17.20
5000 97 m/z 83.05 79.10%
111
27 12

5
o 139153167182196210224 252 280

Wmmmmﬁwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester
3 57

16.60 16.80 17.00 17.20
m/z 97.10 74.76%

83
5000
12

5
139153167182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20

8270-BF120415.M Mon Dec 07 19:14:20 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120615\
Data File : BF083529.D

Aca On : 6 Dec 2015 14:23

Operator : UM/I1Z

Sample : 64614-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120415_.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.16 2.03 ng 125518 Perylene-d12 18.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 1704 (21.163 min): BF083529.D (-1699) (-) m/z 57.10 100.00%
57
s, o 20180 2100 2120 2140
o R i —— m/z 71.10 68.63%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 U AU SRS BB RE B
20 80 21. 00 21. 20 21.40
m/z 43.10 62 .56%
29 113
0 \‘ J ‘ “\ h h‘ u‘ \1\1\169 197 225 253 296
miz--> 0 §o 100 1éo 260 2%0 360 3%0 460
Abundance
57
20,80 21.00 21.20 21.40
5000 85 m/z 85.10 51.26%
29 113
o 141 169 197 225 253 281 311337 367 410435
miz--> 0 §o 160 1%0 260 250 360 3%0 460
Abundance #107652: Eicosane
57 20.80 21.00 21.20 21.40
m/z 55.10 26.77%
5000
85
29
ol 118 141 169 282
miz--> 0 §o 160 1éo 260 250 360 3%0 460 2080 2100 2120 2140 '

8270-BF120415.M Mon Dec 07 19:14:21 2015 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120615\
Data File : BF083529.D

Acq On : 6 Dec 2015 14:23

Operator : UM/1Z

Sample - G4614-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415_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... 3.58 26.0 ng 1528960 1 5.73 1175470 20.0
unknown5 .42 5.42 96.8 ng 5689250 1 5.73 1175470 20.0
Hexanoic acid, 2-... 6.85 3.6 ng 289387 2 7.63 1597900 20.0
Hexadecane 11.26 2.1 ng 202898 3 10.42 1902440 20.0
Eicosane 12.04 3.9 ng 348107 4 12.82 1790870 20.0
Pentadecanoic acid 13.87 2.9 ng 259449 4 12.82 1790870 20.0
Hexadecanoic acid... 15.30 3.4 ng 313715 5 17.01 1826290 20.0
n-Butyl myristate 16.43 2.1 ng 194884 5 17.01 1826290 20.0
1-Nonadecene 16.96 3.2 ng 293276 5 17.01 1826290 20.0
Heneicosane 21.16 2.0 ng 125518 6 18.65 1235290 20.0
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