LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 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-BF080416.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 1.758 13 15 36 rvB 148639 450641 7.18% 0.448%
2 5.256 316 321 323 rBV 428757 851156 13.55% 0.845%
3 5.884 372 376 379 rBV 880395 1425214 22.70% 1.415%
4 7.233 479 494 497 rBV3 31008 159070 2.53% 0.158%
5 7.416 508 510 520 rVB 183948 270877 4_.31% 0.269%
6 7.610 524 527 530 rBV 441661 628945 10.02% 0.625%
7 8.136 570 573 582 rBV 70542 152682 2.43% 0.152%
8 8.376 582 594 598 rBV2 66332 287329 4 _.58% 0.285%
9 8.502 602 605 608 rBV 844820 1279995 20.38% 1.271%
10 8.822 618 633 634 rBV2 167899 687169 10.94% 0.682%

11 9.050 643 653 656 rVB2 394224 2416112 38.47% 2.400%
12 9.439 676 687 690 rBvV 404577 1158600 18.45% 1.151%
13 9.542 690 696 699 rvv3 408166 1283097 20.43% 1.274%
14 10.296 758 762 768 rVB 95244 235530 3.75% 0.234%
15 10.536 779 783 786 rBV 807326 1194714 19.02% 1.187%

16 11.245 832 845 847 rBvV2 269885 1082964 17.25% 1.076%
17 11.451 860 863 865 rvB 287150 420849 6.70% 0.418%
18 11.508 865 868 870 rBV 57145 97631 1.55% 0.097%
19 11.542 870 871 876 rVB 123728 167584 2.67% 0.166%
20 12.022 910 913 914 rBV 52365 103875 1.65% 0.103%

21 12.102 918 920 925 rVB 200292 354197 5.64% 0.352%
22 12.262 931 934 935 rBV 339652 430578 6.86% 0.428%
23 12.308 935 938 942 rvv2 512672 882308 14.05% 0.876%
24 12.376 942 944 946 rVvV 86044 113505 1.81% 0.113%
25 12.468 949 952 956 rvv 56074 112856 1.80% 0.112%

26 12.948 977 994 995 rBV 876636 3650561 58.13% 3.625%
27 13.645 1051 1055 1057 rBV 223251 392249 6.25% 0.390%
28 13.737 1061 1063 1069 rVB 183475 260961 4.16% 0.259%
29 13.885 1073 1076 1081 rBV 422803 569635 9.07% 0.566%
30 14.045 1085 1090 1092 rBV 994465 1846199 29.40% 1.834%

31 14.102 1092 1095 1097 rVV 2055551 3567305 56.81% 3.543%
32 14.148 1097 1099 1103 rVB 1492412 2001896 31.88% 1.988%
33 14.399 1113 1121 1127 rBV 560269 1704388 27.14% 1.693%
34 14.491 1127 1129 1130 rVV 156600 235904 3.76% 0.234%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF080416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.571 1130 1136 1138 rVV 643548 1712187 27.27% 1.700%

36 14.662 1141 1144 1147 rVV 270792 437656 6.97% 0.435%
37 14.765 1151 1153 1156 rVB2 73543 121511 1.93% 0.121%
38 14.937 1165 1168 1171 rVB 679915 793748 12.64% 0.788%
39 15.062 1176 1179 1183 rBV 108373 197695 3.15% 0.196%
40 15.302 1197 1200 1202 rVV 151489 247647 3.94% 0.246%

41 15.542 1219 1221 1224 rBVY 71137 114015 1.82% 0.113%
42 15.725 1230 1237 1241 rVV 839025 2209886 35.19% 2.195%
43 15.828 1244 1246 1249 rVV2 91160 245503 3.91% 0.244%
44 15.931 1252 1255 1259 rVV3 99434 370191 5.90% 0.368%
45 16.045 1259 1265 1268 rVV3 451140 1068159 17.01% 1.061%

46 16.148 1269 1274 1279 rVV5 235923 1208674 19.25% 1.200%
47 16.240 1279 1282 1285 rVV 383499 935901 14.90% 0.929%
48 16.308 1285 1288 1289 rVV 364821 699101 11.13% 0.694%
49 16.377 1289 1294 1295 rVV2 444231 1330102 21.18% 1.321%
50 16.457 1299 1301 1302 rVV 409072 611384 9.74% 0.607%

51 16.525 1302 1307 1312 rVV3 1044878 4128934 65.75% 4.101%
52 16.605 1312 1314 1315 rVV 317467 549084 8.74% 0.545%
53 16.628 1315 1316 1317 rVV 329872 445401 7.09% 0.442%
54 16.663 1317 1319 1321 rVV 522146 985859 15.70% 0.979%
55 16.708 1321 1323 1325 rVV 578255 1090331 17.36% 1.083%

56 16.765 1325 1328 1330 rVV 698555 1669622 26.59% 1.658%
57 16.823 1330 1333 1336 rVV2 995846 2110524 33.61% 2.096%
58 16.891 1336 1339 1342 rVV 235905 627129 9.99% 0.623%
59 16.948 1342 1344 1345 rVV2 104040 191490 3.05% 0.190%
60 16.983 1345 1347 1349 rVV 462629 765486 12.19% 0.760%

61 17.040 1349 1352 1354 rVV 2322113 3511677 55.92% 3.488%
62 17.108 1356 1358 1361 rVV3 89372 182741 2.91% 0.181%
63 17.177 1361 1364 1366 rVvV 359288 499644 7.96% 0.496%
64 17.268 1367 1372 1374 rVV2 139275 300157 4.78% 0.298%
65 17.303 1374 1375 1377 rVB 165555 184125 2.93% 0.183%

66 17.371 1380 1381 1383 rVB 114600 110138 1.75% 0.109%
67 17.417 1383 1385 1386 rBV 138707 196816 3.13% 0.195%
68 17.451 1386 1388 1391 rVB 549407 668286 10.64% 0.664%
69 17.531 1391 1395 1396 rBV 2526419 3616225 57.59% 3.591%
70 17.554 1396 1397 1400 rVvVv 501407 736821 11.73% 0.732%

71 17.668 1403 1407 1410 rBV2 473308 1306834 20.81% 1.298%

8270-BF080416.M Wed Aug 10 09:38:10 2016 Page: 2



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 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-BF080416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 17.760 1412 1415 1418 rVV 833370 1324689 21.09% 1.316%
73 17.920 1424 1429 1431 rBY 3718684 6279736 100.00% 6.237%
74 17.988 1431 1435 1438 rVB 1611452 2802907 44.63% 2.784%
75 18.103 1443 1445 1449 rVB 274187 403843 6.43% 0.401%

76 18.183 1449 1452 1455 rBV3 74605 142962 2.28% 0.142%
77 18.331 1460 1465 1467 rBV 3114360 6204465 98.80% 6.162%
78 18.377 1467 1469 1470 rBV 178747 275842 4_.39% 0.274%
79 18.434 1470 1474 1476 rVB 1927020 2563241 40.82% 2.546%
80 18.491 1476 1479 1480 rBV 243867 319437 5.09% 0.317%

81 18.583 1485 1487 1489 rBV 102227 133130 2.12% 0.132%
82 18.834 1507 1509 1514 rBV 169240 447568 7.13% 0.444%
83 18.903 1514 1515 1519 rVB2 106632 140612 2.24% 0.140%
84 18.983 1519 1522 1525 rBV3 49196 130688 2.08% 0.130%
85 19.040 1525 1527 1530 rBV 87214 133235 2.12% 0.132%

86 19.109 1530 1533 1535 rVV 2227364 2706558 43.10% 2.688%
87 19.154 1535 1537 1541 rVV 132839 287390 4._.58% 0.285%
88 19.234 1542 1544 1546 rVV 167142 286312 4_56% 0.284%
89 19.280 1546 1548 1552 rVV 94449 141525 2.25% 0.141%
90 19.383 1555 1557 1562 rBV 53551 97165 1.55% 0.096%

91 19.829 1593 1596 1602 rBV2 1091051 1804114 28.73% 1.792%
92 19.931 1602 1605 1608 rVvVv 147125 230158 3.67% 0.229%
93 20.034 1611 1614 1622 rVB2 260692 592120 9.43% 0.588%
94 20.514 1653 1656 1658 rBV 381312 646507 10.30% 0.642%
95 20.606 1662 1664 1668 rVB 104751 211365 3.37% 0.210%

96 21.097 1702 1707 1721 rVB 158311 918578 14.63% 0.912%
97 21.349 1726 1729 1732 rBV 117480 214394 3.41% 0.213%
98 21.646 1752 1755 1761 rVB2 104479 237658 3.78% 0.236%
99 22.229 1795 1806 1816 rVB 759429 3521201 56.07% 3.497%
100 22.846 1856 1860 1876 rVB4 143328 837471 13.34% 0.832%

Sum of corrected areas: 100692131
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Data Path
Data File
Aca On
Operator
Sample
Misc

LSC Report - Integrated Chromatogram
Z:\HPCHEM1\BNA F\DATA\BF080916\
BF089696.D
9 Aug 2016 19:27

H4365-02 25X

ALS Vial 9

Quant Method
Quant Title

TIC Library :

- UM/SJ

Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

1.76

TIC: BF089696.D

5.88 8.50

5.26 7.61 9.0!

814834 88

7.42
7.23\ e

0
Time-->

I
2.00 2.50

I
3.00

\
LI

T
3.50

I
4.00 4.50

T
5.50

T T
6.00 6.50

T
7.00 7.50 8.00

8.50 9.00

5.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

10.54

9.8464
10.30

TIC:

BF089696.D

14.
12.95

13.8
138y

A
LB S D B B S S N N S B B N B B S R N B B B B N B B B B N H S S B BN N B B S H B B R

Time-->

9.50 10.00  10.50

11.00

11.50 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00  16.50

Abundance

3500000

3000000

2500000

2000000

1500000

0%

1000000{ 5

5000007\ }

17,92

17.53
17.04

18.33

TIC: BF089696.D

19.11

Time-->

17.50  18.00

18.50

19.00 1950 20.00 2050 21.00 2150 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Propanoic acid, butyl ester Concentration Rank 12

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

5.88 105.23 ng 1425210 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 90
2 Methane. isocvanato- 57 C2H3NO 000624-83-9 37
3 Propanoic acid. 2-methvipropvl e... 130 C7H1402 000540-42-1 33
4 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 33
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 25

Abundance Scan 376 (5.884 min): BF089696.D (-372) (-) m/z 57.10 100.00%
57
5000 /L
75
41 I R e EEEESmma
87 560 580 6.00 6.20
...,....,....,....',|.'...??.'.:,....,~.:..,...'.,....1,0.1...,. m/z 56.10 31.72%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13468: Propanoic acid, butyl ester
57
5000 S UL L LS IR
75 5.60 5.80 6.00 6.20
29 41 m/z 75.10 27.61%

87
...,....,....,....,....,....,....,....,....,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
57

5.60 5.80 6.00 6.20

5000 08 m/z 41.10 19.26%
15 38 44
B A B 2 e e  m e o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13528: Propanoic acid, 2-methylpropyl ester RS L EmEa s
57 5.60 5.80 6.00 6.20

m/z 55.05 7.50%

5000
29
41 87
R A L .
T L L

m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.95 169.57 ng 3650560 Acenaphthene-d10 12.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 93
2 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 49
3 Nonanoic acid 158 C9H1802 000112-05-0 49
4 Octanoic acid 144 C8H1602 000124-07-2 38
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 15
Abundance Scan 994 (12.948 min): BF089696.D (-977) (-) m/z 73.05 100.00%
60 73
41
5000 o //////\A'_
97 115 129 157 T
143 171 nmnmmmmw
183 200 m/z 60.05 84.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61122: Dodecanoic acid
73
60
5000 43 o 12:60 12,80 13.00 1320
/z 41.10 79.29%
101 115 143 171 m
200
S 1 1 B \MIIMIIM ,.m.,ﬂ..J,.ﬂ.%ﬁ%..}.
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
3 o
129 12.60 12.80 13.00 13.20
5000 m/z 55.05 77.92%
1 87 101497
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #30178: Nonanoic acid
60 12.60 12.80 13.00 13.20
73 m/z 43.10 75.80%
5000
41
29 98 115 129 AJ/L\/
87
T T Y Y G O - -
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.05 84 .37 ng 1846200 Phenanthrene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 83
2 2-Propionvloxvtetradecane 270 C17H3402 1000245-62-7 64
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 53
4 l1sobutvl tridecvl carbonate 300 C18H3603 959275-44-6 50
5 1-Dodecanol, 3,7,1l1-trimethyl- 228 C15H320 006750-34-1 50
Abundance Scan 1090 (14.045 min): BF089696.D (-1085) (-) m/z 57.10 100.00%
57
5000
B e 10 580 14100 1420 1440
o SN I ' 0 T e m/z 41.10 17.78%
m/z--> 50 100 150 200 250 300 350
Abundance #119531: 1-Octanol, 5,7, 7-trimethyl-2-(1,3,3-trimethylbutyl)-
57
5000
13.80 14.00 14.20 14.40
83 m/z 83.10 14 _.40%
B 28 s
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.80 14.00 14.20 14.40
5000 m/z 69.10 13.31%
101
81 125 154 196
m/z--> 50 100 150 200 250 300 350 '
Abundance #215485: Heptafluorobutyric acid, n-tetradecy! ester
13.80 14.00 14.20 14.40
83 m/z 55.10 12.27%
5000 111
29 169
[ ‘ | |10 | 05 om 302
LI B B N B B N B N I B N B RN B B BN B N B B BN B NN N B NN B RN N B B B R B B R —v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—
m/z--> 50 100 150 200 250 300 350 ' 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Tetradecanoic acid Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.40 77.89 ng 1704390 Phenanthrene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetradecanoic acid

228 C14H2802

000544-63-8

2 Tridecanoic acid
3 n-Decanoic acid
4 Dodecanoic acid
5 Undecanoic acid

214 C13H2602
172 C10H2002
200 C12H2402
186 C11H2202

000638-53-9 86
000334-48-5 81
000143-07-7 80
000112-37-8 45

Abundance Scan 1121 (14.399 min): BF089696.D (-1113) (-) m/z 73.10 100.00%
60 P
43
5000 129
85 185
97 115 143 171 mmmmmmmmmm
157 199 228
m/z 60.05 81.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84454: Tetradecanoic acid
43 60 73
5000 29 129 228 U A AR AL
14.00 14.20 14.40 14.60 14.80
185 0
| ‘ H N ‘ m/z 43.10 70.40%
..1.5, — .‘i‘a‘. .“l“ .‘l‘.‘ “‘ H“ il e -l ..1.9,9.2.1.1. e
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
60 73
43 R
14100 1420 14.40 1460 14.80
5000 - 129 m/z 41.10 65.43%
85 115 171
97 143157 185 2
197
R B R e L R 2 manat e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39469: n-Decanoic acid R e e
60 73 14.00 14.20 14.40 14.60 14.80
m/z 55.10 60.32%
5000 41
129
29
115
143 172
15| H | A H‘H |M %?1\\\ : 155 7 : :
lllllllllllllll llllllllllllllllllllllllllll _rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl14.57 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14 .57 78.24 ng 1712190 Phenanthrene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanedioic acid 202 C10H1804 000111-20-6 27
2 Sebacic acid. di(3-methvlbut-2-v... 342 C20H3804 1000355-57-4 22
3 Sebacic acid. di(but-2-envl) ester 310 C18H3004 1000356-05-9 22
4 Undecanedioic acid 216 C11H2004 001852-04-6 16
5 1,2-Cyclohexanediol, monoacetate 158 C8H1403 022241-34-5 14
Abundance Scan 1136 (14.571 min): BF089696.D (-1130) (-) m/z 185.10 100.00%
43 o8 185
60
5000
138 166
I | | | 8|J[ 12 14.20 14.40 14.60 14.80
-n|n--iin ||-I--'-||-'I--I' L—v—v—rrrrvr—rrv—rrrrv—rrrrv—rv—rﬂ-rrrﬂ- m/Z 43-10 89-37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62230: Decanedioic acid
55 98

5000 LA L L L L L L B LB B
14.20 14.40 14.60 14.80
3 m/z 98.10 78 .70%
14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
185
14.20 14.40 14.60 14.80
5000 m/z 55.10 59.98%
71
43 08
27 121139 166 203 228 255272
mmwwwrmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152924: Sebacic acid, di(but-2-enyl) ester s e AR R w
185 14.20 14.40 14.60 14.80
m/z 60.10 56 .26%
55
5000
97 139
N e 210 238256 310
R L A aa L A HAAaasaasa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.73 100.99 ng 2209890 Phenanthrene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1237 (15.725 min): BF089696.D (-1230) (-) m/z 73.05 100.00%
43 7B
5
5000 129
o1 213 AL NN IR SRR
VO 1 143187171185 067 "0y 256 o 15.40 15.60 15.80 16.00
> m/z 43.10 87.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 U BRI BRI B SR
83 15.40 15.60 15.80 16.00
m/z 60.05 80.84Y%
v“uv 1431571711851 213 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
15.40 15.60 15.80 16.00
5000 129 m/z 57.10 74 .45Y%
o7 185
115 1436 171 109 227241255 284
mmmwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid o B
3 78 15.40 15.60 15.80 16.00
57 m/z 41.10 73.42%
5000 129
29
199
Lji 143157171185 242
15
TTyrrTTT T T T T T T T T

T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00

8270-BF080416.M Wed Aug 10 09:38:16 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Oxalic acid, allyl octadecy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.53 299.37 ng 4128930 Chrysene-di12 18.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 62
2 l1l-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 58
3 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 58
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 46
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 43
Abundance Scan 1307 (16.525 min): BF089696.D (-1302) (-) m/z 57.10 100.00%
43 57

71

5000

16.20 16.40 16.60 16.80
m/z 43.10 97.12%

149 167 185

213 284

241255

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #203464: Oxalic acid, allyl octadecy! ester
41
57
5000 LA L L L L LB LB |
71 16.20 16.40 16.60 16.80
) 97 m/z 55.10 86.30%
111
W ! 125141 297
S kamans
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 57
A BEmma B R
16.20 16.40 16.60 16.80
5000 [ m/z 41.10 76.22%
97
29
111
12

140154168 196210224238 256

mmﬁmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #186646: Oxalic acid, allyl hexadecy! ester A BEmma B R
41 16.20 16.40 16.60 16.80
m/z 71.10 69.95%

57

5000
71

2

7
W 111 5e 260

I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.20 16.40 16.60 16.80

8270-BF080416.M Wed Aug 10 09:38:17 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Oleic Acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.71 79.05 ng 1090330 Chrysene-di12 18.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 91
2 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 91
3 14-Pentadecenoic acid 240 C15H2802 017351-34-7 90
4 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 60
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 49
Abundance Scan 1323 (16.708 min): BF089696.D (-1321) (-) m/z 55.10 100.00%

5000

111 LA L L L L LB LN B |
151166180104 221235 264 16.40 16.60 16.80 17.00

m/z 69.10 78.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129337: Oleic Acid
5

69

5000

16. 40 16 60 16. 80 17. 00
8 m/z 83.10 61.03%

264
125139153 18019420822223650

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
69
33 R I e o
16.40 16.60 16.80 17.00
5000 m/z 41.10 58.79%
98
23 264
137151165180 207222536 282
mmmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94120: 14-Pentadecenoic acid LR B
55 16.40 16.60 16.80 17.00
69 m/z 97.10 43 .39%
5000 al
8
14 138 222
27 I 1 152166180 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 40 16 60 16. 80 17. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl6.77 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.77 121.06 ng 1669620 Chrysene-di12 18.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. 1l-methvlethvl e... 242 C15H3002 010233-13-3 43
2 Octadecanoic acid 284 C18H3602 000057-11-4 25
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 22
4 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 18
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 14
Abundance Scan 1328 (16.765 min): BF089696.D (-1325) (-) m/z 43.10 100.00%
48
= 102
5000 71

85
‘I “ ”l 9 153 171185 0 222 5,9 5 284 16.40 16.60 16.80 17.00
el m/z 57.10 58.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95885: Dodecanoic acid, 1-methylethyl ester

43 60

5000

16. 40 16. 60 16. 80 17. 00
129 183 200 m/z 102.10 48.72%
143157

227242

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
R e R
16.40 16.60 16.80 17.00
5000 129 m/z 41.10 40.47%
97 284
29 115 185 241

143 171
199213227 | 556
mmmmmmwwm‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester R B B L
43 16.40 16.60 16.80 17.00
57 m/z 60.10 39.00%

71
5000 85

P 125141 168 197 231 261

29‘\ ‘\‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 40 16. 60 16. 80 17. 00

8270-BF080416.M Wed Aug 10 09:38:19 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 12 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.82 153.02 ng 2110520 Chrysene-di12 18.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 2-Butenoic acid. 2-methoxyv-3-met... 144 C7H1203 056009-32-6 25
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 15
Abundance Scan 1333 (16.823 min): BF089696.D (-1330) (-) m/z 73.10 100.00%
43 57 73
5000 129
o1 145 185 T T T T
115 241 RN B B
171 297 284 16.60 16.80 17.00 17.20
ek m/z 43.10  95.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 LN SRR DAL S
16.60 16.80 17.00 17.20
185 m/z 57.10 90.42%
H 143,171 241 284
m/z--> 20 40"66 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 " 16,60 16.80 17.00 17.20
5000 m/z 55.10 78.25%
129
29 185 228

87
115
101 143157171 199213

wﬁwwmrwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R  ERREEEES e
3 73 16.60 16.80 17.00 17.20
ST m/z 60.10 76.34%

5000 129

29
< L

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

143 99 242

1
157171185

8270-BF080416.M Wed Aug 10 09:38:20 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 14 Carbonic acid, isobutyl oct... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.67 94.75 ng 1306830 Chrysene-di12 18.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 91
2 Carbonic acid. heptadecvl isobut... 356 C22H4403 1000314-61-4 86
3 Isobutvl tridecvl carbonate 300 C18H3603 959275-44-6 86
4 Carbonic acid. isobutvl pentadec... 328 C20H4003 1000314-61-2 80
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 68
Abundance Scan 1407 (17.668 min): BF089696.D (-1403) (-) m/z 57.10 100.00%
57
5000 43 69 83 g7
111
126139 154 167 17.40 17.60 17.80 18.00
ol 162195 213 252 m/z 55.10  42.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197139: Carbonic acid, isobutyl octadecy! ester

57

5000 R R

41 69 83 97 17.40 17.60 17.80 18.00
JM H \ 3\5139153168 183196210224 253

H m/z 69.10 39.59%
T SN SRS SRASS SRASS SRASS SERBN BRRAR

\M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

57

17.40 17.60 17.80 18.00
5000 m/z 83.10 39.27%
43 69 83 97

111
29 125139 155168 18219210 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #144845: Isobuty! tridecyl carbonate e R AREREEAEE SRS S S
57 17.40 17.60 17.80 18.00
m/z 56.10 38.34%

5000
69 83
H\ H ‘mm \‘M m \‘ 925139 154 182

m/z--> 0 80 100 120 140 160 180 200 220 240 17.40 17.60 17.80 18.00

8270-BF080416.M Wed Aug 10 09:38:21 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 16 Isobutyl tridecyl carbonate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.92 455.31 ng 6279740 Chrysene-di12 18.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl tridecvl carbonate 300 C18H3603 959275-44-6 80
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 62
3 Carbonic acid. isobutvl pentadec... 328 C20H4003 1000314-61-2 59
4 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 58
5 2-Octyldodecyl propionate 354 C23H4602 1000368-55-1 58
Abundance Scan 1429 (17.920 min): BF089696.D (-1424) (-) m/z 57.10 100.00%
57
5000
41 75 0
139 147 17.60 17.80 18.00 18.20
,| ,....,|...."|...l.1,....,...'. 83 200225 252 280 307325 "m/z 85.10  29.96%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #144845: |sobuty| tridecy| carbonate
57
5000
17.60 17.80 18.00 18.20
83 m/z 43.10 26.27%
‘ w‘ | M2 154 182
m/z--> ZdIIABIIGO 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
17.60 17.80 18.00 18.20
50000 44 m/z 71.10 24 .52%
83
1197 148 196 224 269
JUNSRRA RRRRA AR RSN LR LA RN LA AR LA EARAN KRR EARAN LRSS RARRN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #167796: Carbonic acid, isobutyl pentadecy! ester
57 17.60 17.80 18.00 18.20
m/z 41.10 23.81%
5000
83
4 111
g e s 182 210
I""IIII [rirT "" "" LR B B SRS BARAS SARAR BARA [TTTTPTTITTprorTreT A AR AR A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.60 17. 80 18.00 18 20

8270-BF080416.M Wed Aug 10 09:38:22 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 17 Benzoic acid, tridecyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.99 203.23 ng 2802910 Chrysene-di12 18.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
2 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 91
3 Benzoic acid. nonadecvl ester 388 C26H4402 1000340-23-2 91
4 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 90
5 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 87
Abundance Scan 1435 (17.988 min): BF089696.D (-1431) (-) m/z 123.10 100.00%
123
5000
77
> ‘ 97 17.60 17.80 18.00 18.20 18.40
ol ~.”,J|. Ml 4l ) geot8 296 | m/z 105.05  72.46%
m/z--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
123
5000
17.60 17.80 18.00 18.20 18.40
a3 m/z 77.10 30.84%
97
“: ‘IHIM‘HI u‘lw “:“‘ “l‘u‘u‘u |1|54|. |1|§2|| — ||3|04|.| —
m/z--> 50 100 150 200 250 300 350
Abundance
123
17.60 17.80 18.00 18.20 18.40
5000 m/z 55.10 18.59%
55 77 97
29 154 178 210 238 360
m/z--> 50 100 150 200 250 300 350
Abundance #206814: Benzoic acid, nonadecy! ester T T
123 17.60 17.80 18.00 18.20 18.40
m/z 43.10 18.28%
5000
43 83
N 144 | 153 178 210 238 266 388
m/z--> 50 100 150 200 250 300 350 ' 17.60 17.80 18.00 18.20 18.40

8270-BF080416.M Wed Aug 10 09:38:23 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 18 Benzoic acid, pentadecyl ester Concentration Rank 6

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

18.43 185.85 ng 2563240 Chrysene-di12 18.38

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzoic acid. pentadecvl ester 332 C22H3602 1000340-22-8 91

2 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 91

3 Benzoic acid. nonadecvl ester 388 C26H4402 1000340-23-2 91

4 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 91

5 Benzoic acid, tridecyl ester 304 C20H3202 1000340-22-6 91
Abundance Scan 1474 (18.434 min): BF089696.D (-1470) (-) m/z 123.05 100.00%

13
5000

18.20 18.40 18.60 18.80
ol Lk -5|1.‘L.1,l.1~. A4 182 A0 ey | m/z 105.05 62.66%

m/z--> 50 100 150 200 250 300 350
Abundance #171090: Benzoic acid, pentadecy! ester
123
5000
18.20 18.40 18.60 18.80
7 m/z 77.10 25.43%
97
.ﬂ‘M‘M Mu“.k‘:.k..ﬁ54.l§% Gl SN < 7 S—
m/z--> 50 100 150 200 250 300 350
Abundance
123
18.20 18.40 18.60 18.80
5000 m/z 55.10 16.77%
55 77 97
29 154 178 224 252 374
— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #206814: Benzoic acid, nonadecy! ester R

123 18.20 18.40 18.60 18.80
m/z 43.10 16.50%

5000
43 83
| J 4Ii 104 | 153 178 210 238 266 388
T T I T L T I T

m/z--> 50 100 150 200 250 300 350 18. 20 18. 40 18 60 18 80

8270-BF080416.M Wed Aug 10 09:38:24 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 19 Eicosyl heptafluorobutyrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.11 196.24 ng 2706560 Chrysene-di12 18.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 70
2 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 70
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 60
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 60
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 60
Abundance Scan 1533 (19.109 min): BF089696.D (-1530) (-) m/z 57.10 100.00%
57
R
139 18.80 19.00 19.20 19.40
oA 167 195 238 280308 353 n/z 7510 83260
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosy! heptafluorobutyrate
57
5000 UL UL RN B
- 18.30 19.00 19.20 19.40
1 m/z 83.10 48.68%
2L u‘ M h h ‘h L 2196 220 2522% 35 476
m/z--> 50 250 360 350 400 450
Abundance
57 83
1 18.80 19.00 19.20 19.40
5000 m/z 55.10 45_41%
29 196
139 155 196222 ,gq 33
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate B AR
57 18.80 19.00 19.20 19.40
m/z 97.10 45 _35%
83
5000
111
29
iy ‘ [139 169 510238 o83 434
m/z--> 5'0 1(')0 1&1,0 200 251;0 300 350 400 450 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080916\
Data File : BF089696.D

Aca On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 20 8-Octadecenal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.23 118.94 ng 3521200 Perylene-di12 20.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Octadecenal 266 C18H340 056554-94-0 53
2 Pentacosane 352 C25H52 000629-99-2 43
3 Nonane. 2.2.4.4.6.8.8-heptamethvl- 226 C16H34 004390-04-9 43
4 Diethvl alutaconate 186 C9H1404 002049-67-4 35
5 4-Propionyloxytetradecane 270 C17H3402 1000245-62-9 27
Abundance Scan 1806 (22.229 min): BF089696.D (-1795) (-) m/z 57.10 100.00%
57
5000 M/\\M
HRA NS N SR A
113 140 22.00 22.20 22.40 22.60
169 196
o3 | “ gl PN 228200 265285 g7z 71.10  14.51%
m/z--> 50 100 150 200 250 300 350
Abundance #115856: 8-Octadecenal
57
82
5000{ 29 LI SIS B BB U
nmnmnmnm
11 m/z 83.10 13.06%
252
\H‘\ h 1?9157 177195“22\% : \‘ ——— ——— :
m/z--> 50 100 150 200 250 300 350
Abundance
57
' 22/00 22.20 22.40 22.60
5000 85 m/z 85.10 12.22%
113
29 141 169199 211 239 267 205 323 352
m/z--> 55 160 150 200 2%0 360 3éo
Abundance #83057: Nonane, 2,2,4,4,6,8,8-heptamethyl- R R e S R
57 22.00 22.20 22.40 22.60
m/z 140.15 10.20%
5000 I\
85 113
..2?.“,'.!.“.“,.“...15.51.7?.,.... e AR e
m/z--> 50 100 150 200 250 300 350 nmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080916\
Data File : BF089696.D

Acq On : 9 Aug 2016 19:27

Operator : UM/SJ

Sample = H4365-02 25X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propanoic acid, b... 5.88 105.2 ng 1425210 1 7.42 270877 20.0
Dodecanoic acid 12.95 169.6 ng 3650560 3 12.26 430578 20.0
1-Octanol, 5,7,7-... 14.05 84.4 ng 1846200 4 14.66 437656 20.0
Tetradecanoic acid 14.40 77.9 ng 1704390 4 14.66 437656 20.0
unknownl14 .57 14.57 78.2 ng 1712190 4 14.66 437656 20.0
n-Hexadecanoic acid 15.73 101.0 ng 2209890 4 14.66 437656 20.0
Oxalic acid, ally... 16.53 299.4 ng 4128930 5 18.38 275842 20.0
Oleic Acid 16.71 79.0 ng 1090330 5 18.38 275842 20.0
unknownl16.77 16.77 121.1 ng 1669620 5 18.38 275842 20.0
Octadecanoic acid 16.82 153.0 ng 2110520 5 18.38 275842 20.0
Carbonic acid, is... 17.67 94.8 ng 1306830 5 18.38 275842 20.0
Isobutyl tridecyl... 17.92 455.3 ng 6279740 5 18.38 275842 20.0
Benzoic acid, tri... 17.99 203.2 ng 2802910 5 18.38 275842 20.0
Benzoic acid, pen... 18.43 185.8 ng 2563240 5 18.38 275842 20.0
Eicosyl heptafluo... 19.11 196.2 ng 2706560 5 18.38 275842 20.0
8-Octadecenal 22.23 118.9 ng 3521200 6 20.03 592120 20.0
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