LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p

Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF100516.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 height area % max. total

1 5.777 298 301 312 rVV 1599142 6537049 3.52% 0.665%

2 5.960 313 317 330 rvv2 417193 2886945 1.55% 0.294%

3 6.771 379 388 399 rBVY 514909 4964001 2.67% 0.505%

4 7.080 409 415 456 rBV 9411813 185898293 100.00% 18.919%

5 7.994 477 495 497 rBV 5590915 31879346 17.15% 3.244%

6 8.212 507 514 515 rBV3 2311041 8424129 4_53% 0.857%

7 8.246 515 517 518 rVvV 2280935 3065559 1.65% 0.312%

8 8.280 518 520 531 rVB3 2621387 7605963 4_09% 0.774%

9 8.897 567 574 576 rBVY 5378886 6748458 3.63% 0.687%
10 9.275 603 607 608 rBvV 2021598 3400518 1.83% 0.346%
11 9.377 611 616 617 rBVY 6156058 8277144  4.45% 0.842%
12 9.446 620 622 626 rvB2 8506353 13525908 7.28% 1.377%
13 9.503 626 627 630 rBvY 2245115 3017198 1.62% 0.307%
14 9.606 632 636 637 rBV 2724616 4808018 2.59% 0.489%
15 9.629 637 638 641 rVvB 5705198 6291507 3.38% 0.640%
16 9.858 654 658 662 rBV 10912426 31494977 16.94% 3.205%
17 9.972 665 668 670 rBvV3 3579811 7331954 3.94% 0.746%
18 10.029 672 673 676 rvB2 5720336 8425478 4_53% 0.857%
19 10.086 676 678 679 rvB 3519707 3486202 1.88% 0.355%
20 10.132 679 682 683 rBY 4110944 5175981 2.78% 0.527%
21 10.166 683 685 687 rVB 7645540 7934399 4.27% 0.807%
22 10.258 691 693 695 rBV 1436913 2090824 1.12% 0.213%
23 10.372 695 703 705 rBV3 11302451 41826890 22.50% 4.257%
24 10.486 708 713 717 rBV2 3515840 7099788 3.82% 0.723%
25 10.543 717 718 720 rVB 1800645 2098765 1.13% 0.214%
26 10.635 720 726 727 rBV 2874260 4307764 2.32% 0.438%
27 10.669 727 729 732 rVB 5960221 6973282 3.75% 0.710%
28 10.875 742 747 750 rVB2 10897781 33672839 18.11% 3.427%
29 10.978 750 756 758 rBV3 2764734 9742526 5.24% 0.992%
30 11.081 760 765 770 rBV2 10215513 46260200 24.88% 4.708%
31 11.263 777 781 783 rVB 5214998 10167599 5.47% 1.035%
32 11.332 783 787 790 rBV 10373388 29583340 15.91% 3.011%
33 11.663 811 816 821 rBV5 1170995 3453008 1.86% 0.351%
34 11.755 821 824 826 rBV 2282969 2833829 1.52% 0.288%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p

Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.823 826 830 834 rBV 2609897 3625552 1.95% 0.369%

36 11.995 840 845 848 rvB 9282854 12031076 6.47% 1.224%

37 12.098 848 854 859 rBV3 4923941 17081614 9.19% 1.738%

38 12.258 864 868 869 rBvV 2359037 3608982 1.94% 0.367%

39 12.326 869 874 876 rBV 8694378 19743903 10.62% 2.009%

40 12.395 876 880 884 rvve 1573833 4360297 2.35% 0.444%

41 12.532 889 892 896 rBv2 5528335 17472710 9.40% 1.778%

42 12.601 896 898 900 rBV3 1762212 4068596 2.19% 0.414%

43 12.726 907 909 910 rBV 3376922 6048275 3.25% 0.616%

44 12.761 910 912 915 rVV3 4724305 12383223 6.66% 1.260%

45 12.852 918 920 924 rVV3 4654924 11318896 6.09% 1.152%

46 12.944 926 928 932 rVV4 4040452 8792457 4.73% 0.895%

47 13.001 932 933 934 rVvVv 3151128 2908933 1.56% 0.296%

48 13.035 934 936 940 rVB 6003086 14265650 7.67% 1.452%

49 13.115 940 943 945 rBV2 6446839 11774840 6.33% 1.198%

50 13.149 945 946 948 rBV2 3534166 5688879 3.06% 0.579%

51 13.275 955 957 961 rBv4 7492612 12966218 6.97% 1.320%

52 13.378 964 966 969 rvB 7603861 9929192 5.34% 1.011%

53 13.458 969 973 977 rVB2 10145288 20303005 10.92% 2.066%
54 13.549 977 981 983 rBV2 4730769 7178716 3.86% 0.731%

55 13.618 983 987 990 rBVv2 8883553 21216765 11.41% 2.159%

56 13.686 990 993 994 rBV 8883731 16733459 9.00% 1.703%

57 13.721 994 996 1000 rVB2 9473493 14385873 7.74% 1.464%

58 13.778 1000 1001 1002 rBV 2263483 2585591 1.39% 0.263%

59 13.824 1002 1005 1007 rVB 10831760 14464263 7.78% 1.472%
60 13.904 1009 1012 1014 rVB 2090774 2828073 1.52% 0.288%

61 14.041 1021 1024 1029 rBV 10500209 28076587 15.10% 2.857%
62 14.167 1032 1035 1036 rBV 10497384 13805692 7.43% 1.405%
63 14.201 1036 1038 1040 rVB 1989776 1995956 1.07% 0.203%

64 14.269 1042 1044 1046 rVB 1395619 1982075 1.07% 0.202%

65 14.349 1049 1051 1054 rVB2 4834255 5298338 2.85% 0.539%

66 14.464 1058 1061 1069 rBV3 1755094 6691691 3.60% 0.681%

67 14.589 1070 1072 1074 rBV2 2211369 3866119 2.08% 0.393%

68 14.669 1076 1079 1084 rVB 9574486 26934226 14.49% 2.741%

69 15.298 1132 1134 1136 rBV 1916317 2994704 1.61% 0.305%

70 15.367 1136 1140 1151 rVB 10206522 47189691 25.38% 4._.803%
71 17.344 1306 1313 1319 rBV5 499273 2722768 1.46% 0.277%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 18.030 1369 1373 1391 rVB4 287791 1980485 1.07% 0.202%

Sum of corrected areas: 982593051
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF100716\

BF090448.D

7 Oct 2016 16:20

UM/SsJ

H5129-02

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexanoic acid, 2-ethyl- Concentration Rank 18

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

7.99 83.83 ng 31879300 Naphthalene-d8 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 64
3 1,4-Dioxane 88 C4H802 000123-91-1 43
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 38
5 L(-)-Fucose, tetramethyl ether 220 C10H2005 1000332-75-0 33

Abundance Scan 495 (7.994 min): BF090448.D (-477) (-) m/z 73.10 100.00%
B g9
5000
41 57
101
| ” - 11|6 120 145 7.60 7.80 8.00 8.20 8.40
O”W””P”W'”muﬁ%dﬁ“”mhﬁ”'P”W'”WJ”P”W””P”W””P” m/z 88.10 79.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20862: Hexanoic acid, 2-ethyl-
73 88
5000 SRR RN AR
41 57 7.60 7.80 8.00 8.20 8.40
29 101 116 m/z 57.10 30.57%
Ao L L es ‘ e 129 148
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
73 88
7.60 7.80 8.00 8.20 8.40
5000 m/z 41.10 27 .91%
" 101
29 55
158
wwmmmwwwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2012: 1,4-Dioxane
28 7.60 7.80 8.00 8.20 8.40
m/z 87.10 22 .65%
88
5000 58
43
"'v%?w"ﬂl'“'l““'v'“l'“qg“??"“\'“'l“"v"w"“l'“'l“"v"w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Decene Concentration Rank 19

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

9.86 74.76 ng 31495000 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene 140 C10H20 000872-05-9 96
2 Cyclodecane 140 C10H20 000293-96-9 95
3 1-Dodecanol 186 C12H260 000112-53-8 91
4 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
5 Cyclododecane 168 C12H24 000294-62-2 91

Abundance Scan 658 (9.858 min): BF090448.D (-654) (-) m/z 55.10 100.00%
9
41 83
5000 97
111 N VW LA
125 140 9.60 9.80 10.00 10.20
- || b 208185 m/z 69.10 92.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17936: 1-Decene
41 55
70
5000
” 83 97 9.60 9.80 10.00 10.20
‘ 111 m/z 70.10 77.33%
s W g s MO
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 55
70 9.60 9.80 10.00 10.20
5000 83 m/z 41.10 76.04%
29 97
111 140
15 125
miz--> 20 40 60 80 100 120 140 160 180
Abundance #50304: 1-Dodecanol O e B L B
3 55 69 9.60 9.80 10.00 10.20
83 m/z 43.15 75.81%
5000 97
29
| N
ST SN U O O 2 €W o
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, dodec... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.37 99.29 ng 41826900 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, dodecyl ester 330 C14H25CI1302 074339-50-7 90
2 Pentafluoropropionic acid, undec... 318 C14H23F502 959014-11-0 87
3 Carbonic acid, tridecyl 2,2,2-tr... 374 C16H29CI1303 1000314-55-9 87
4 n-Tridecan-1-ol 200 C13H280 000112-70-9 87
5 Cyclododecane 168 C12H24 000294-62-2 87
Abundance Scan 703 (10.372 min): BF090448.D (-695) (-) m/z 55.10 100.00%

5000

10.00 10.20 10.40 10.60
m/z 69.10 86.49%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #168761: Trichloroacetic acid, dodecyl ester

5000
10.00 10.20 10.40 10.60

m/z 43.15 84 .00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
e R R A amEai
83 10.00 10.20 10.40 10.60
5000 m/z 41.10 80.45%
119
29 98
154
139 177 199 243 300

mwmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #199028: Carbonic acid, tridecyl 2,2,2-trichloroethy! ester R e e LB
10.00 10.20 10.40 10.60

m/z 83.10 74 .15%

5000

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.08 267.94 ng 46260200 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 86
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 50
3 Hexatriacontyl trifluoroacetate 619 C38H73F302 1000351-88-6 47
4 17-Pentatriacontene 491 C35H70 006971-40-0 47
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 47
Abundance Scan 765 (11.081 min): BF090448.D (-760) (-) m/z 57.15 100.00%
57
5000
97 140 10.80 11.00 11.20 11.40
196
0....i, J.'.J'.i,.h.».!,....,....2,5?...,.... e || M7z 83.10 18 25%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #119531: 1-Octanol, 5,7, 7-trimethyl-2-(1,3,3-trimethylbutyl)-
57
5000
10.80 11.00 11.20 11.40
m/z 41.10 16.98%
97
A s
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
10.80 11.00 11.20 11.40
5000 m/z 69.10 15.87%
27 1 %127 197 531061
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241520: Hexatriaconty! trifluoroacetate e h LR e
57 10.80 11.00 11.20 11.40
m/z 71.10 12 .39%
97
5000
39
27 PLL 181 222 264 306 348379 418448 504 549 600
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.80 11.00 11.20 11.40

8270-BF100516.M Mon Oct 10 04:41:43 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 1-Tetradecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.33 171.35 ng 29583300 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecanol 214 C14H300 000112-72-1 94
2 Cyclododecane 168 C12H24 000294-62-2 94
3 n-Pentadecanol 228 C15H320 000629-76-5 94
4 3-Chloropropionic acid, tridecyl... 290 C16H31CI102 1000281-77-4 91
5 1-Hexadecanol 242 C16H340 036653-82-4 91

Abundance Scan 787 (11.332 min): BF090448.D (-783) (-) m/z 55.10 100.00%

9

5000

125
140 154165 182 210 227 11.00 11.20 11.40 11.60

(o} m/z 83.10 94 . 77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72866: 1-Tetradecanol
5 6 9
43 !
5000
111 11.00 11.20 11.40 11.60
29 125 m/z 69.10 93.49%
168
15 ‘ || 140154 18419 213
B A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55
a9 g L o LS ,
11.00 11.20 11.40 11.60
5000 97 m/z 43.15 78.20%
29 111
125 140 168
15 153
A o e R EmA S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84599: n-Pentadecanol T
5 69 97 11.00 11.20 11.40 11.60
m/z 97.10 71.49%
43
5000 111
29 125
15 W‘MWMmm 210
e e RN B A REEEE e e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.10 98.94 ng 17081600 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Ether, dodecyl isopropyl 228 C15H320 029379-42-8 38
Abundance Scan 854 (12.098 min): BF090448.D (-848) (-) m/z 73.10 100.00%
43 57 8
5000 129
o 213
115 LR BN SURBLUN LI B
143157171185, oo 227511258 g 11.80 12.00 12.20 12.40
m/z 60.10 80.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000{ 29 256
11.80 12.00 12.20 12.40
213 m/z 43.10 79.79%
NSRRI AR N

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

Abundance
43 B
L B e
57 11.80 12.00 12.20 12.40
5000 m/z 57.10 78.53%
29
129
87 115 171 214
101 143157 | 185
Tﬁfrrmwﬁmq—wwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39472: n-Decanoic acid T
60 11.80 12.00 12.20 12.40
a1 m/z 55.10 63.37%
5000 129
2
) et e
| 1 1
P.”,”...”...”,”.W.H.P.” A Ram e S R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 [Isopropyl palmitate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.33 114.36 ng 19743900 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 87
2 1-Propyl 14-methyl-pentadecanoate 298 C19H3802 1000336-62-4 50
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
4 Isopropyl myristate 270 C17H3402 000110-27-0 38
5 Estra-1,3,5(10)-trien-17_beta.-ol 256 C18H240 002529-64-8 18
Abundance Scan 874 (12.326 min): BF090448.D (-869) (-) m/z 43.15 100.00%
43
60
102 2956
5000
12.00 12.20 12.40 12.60
Obprrrrflies 298 32 "'m/z 60.10 76.13%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143139: Isopropy! palmitate
43 102
60
5000
83 129 12.00 12.20 12.40 12.60
m/z 102.10 65.61%
157 185 213 239 257

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57 102 256

12.00 12.20 12.40 12.60
5000 73 m/z 256.20 58.97%

129

157 185 213 239

298
mmmmﬂwwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid R AEBRaREEE ey m e
43 3 12.00 12.20 12.40 12.60

m/z 57.10 52.41%

5000
2
Ll ‘

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60

8270-BF100516.M Mon Oct 10 04:41:45 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexanoic acid, 2-ethyl-, oc... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.53 101.20 ng 17472700 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl-, octyl e... 256 C16H3202 093777-45-8 72
2 Hexanoic acid, 2-ethyl-, dodecyl... 312 C20H4002 056078-38-7 52
3 Hexanoic acid, 2-ethyl-, hexyl e... 228 C14H2802 020748-87-2 49
4 Hexanoic acid, 2-ethyl-, tetrade... 340 C22H4402 072201-45-7 46
5 Hexanoic acid, 2-ethyl-, heptyl ... 242 C15H3002 112445-68-8 46
Abundance Scan 892 (12.532 min): BF090448.D (-889) (-) m/z 145.10 100.00%
145
57
5000
88
W I ; 1117 168100 213509 249267284 312 12.20 12.40 12.60 12.80
Ol b AR m/z 57.10 55.95%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107602: Hexanoic acid, 2-ethyl-, octyl ester
57 145
4
5000 88 AR RN RARRARARRE
12:20 12.40 12.60 12.80
112 m/z 88.10  30.45%
.”.H”.‘ “M MLIM” n%?” iy ”....Eq?n.%%?..g§Q....”. S—
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 145
12.20 12.40 12.60 12.80
5000 m/z 43.15 25.77%
41 88
127 168
oy 185 213 256 289 312
Tmmmmwwmmwm
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84497: Hexanoic acid, 2-ethyl-, hexyl ester A ERmmaE R
57 12.20 12.40 12.60 12.80
145 m/z 41.10 22 _.50%
4
5000 88
127
O A O VU S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12:20 12.40 12.60 12.80

8270-BF100516.M Mon Oct 10 04:41:46 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl2.94 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.94 88.10 ng 8792460 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Dioxolane-4-methanol, 2-pent... 356 C21H4004 030889-29-3 47
2 1,3-Dioxolane-4-methanol, 2-pent... 356 C21H4004 030889-32-8 47
3 Silane, trimethyl(pentyloxy)- 160 C8H200Si 014629-45-9 40
4 Hexanoic acid, 2-ethyl-, hexadec... 368 C24H4802 059130-69-7 38
5 Methyl 4-methoxy-4,8,12-trimethy... 300 C18H3603 1000140-87-8 37
Abundance Scan 928 (12.944 min): BF090448.D (-926) (-) m/z 145.10 100.00%
145
5000
57 88
| | 05 1" | 16212 207227245 270 298 327 1260 12.50 13.00 1320
ol 7 | 1 16277 207257246 270 298 327 m/z 88.10 24.42%
m/z--> 50 100 150 200 250 300 350
Abundance #188146: 1,3-Dioxolane-4-methanol, 2-pentadecyl-, acetate,...
145
5000 43
12.60 12.80 13.00 13.20
m/z 57.15 22 .13%
25 | |69 o7 117 171188 223 265283 355
m/z--> 50 100 150 200 250 300 350
Abundance
145
12,60 12.80 13.00 13.20 |
5000{ 43 m/z 127.10 12.74%
69 g7 117 171189 223240 265283 355
m/z--> 50 100 150 200 250 300 350
Abundance #31342: Silane, trimethyl(pentyloxy)- LB DAL BLELELEL BRI L
75 145 12.60 12.80 13.00 13.20
m/z 89.10 11.72%
5000
103
45
m/z--> 50 100 150 200 250 300 350 12.60 12.80 13.00 13.20

8270-BF100516.M Mon Oct 10 04:41:47 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Decanol, 2-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.04 142.95 ng 14265700 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 87
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 86
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 83
4 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 76
5 2-Octyldodecyl butyrate 368 C24H4802 1000368-55-2 72
Abundance Scan 936 (13.035 min): BF090448.D (-934) (-) m/z 57.15 100.00%
g7
5000
4
154 12.80 13.00 13.20 13.40
O prrrehr 182 210 252 280297 318 n/z 71.15 76 . 66%
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119525: 1-Decanoal, 2-octyl-
57
5000 HRIDA SR SN BRI B
12.80 13.00 13.20 13.40
m/z 85.15 55.66%
> 139155 182197 224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57

12.80 13.00 13.20 13.40
5000 41 83 m/z 43.15 43 .25Y%

111

26 139 167183 210205 252 280297
Wmﬁﬁwwmmwmm
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95993: 1-Decanol, 2-hexyl- A R RS S
12.80 13.00 13.20 13.40

m/z 55.10 41.28%

5000 4

224

139155 181196
e e o VM
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40

8270-BF100516.M Mon Oct 10 04:41:48 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexanoic acid, 2-ethyl-, de... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.28 120.93 ng 12066200  Chrysene-d12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexanoic acid, 2-ethyl-, decyl e... 284 C18H3602 093777-46-9 93
2 Hexanoic acid, 2-ethyl-, heptyl ... 242 C15H3002 112445-68-8 64
3 Hexanoic acid, 2-ethyl-, hexadec... 368 C24H4802 059130-69-7 60
4 Hexanoic acid, 2-ethyl-, dodecyl... 312 C20H4002 056078-38-7 52
5 3-Methylthio-4-methyl-1,2,4-tria... 145 C4H7N30S 053065-38-6 50

Abundance Scan 957 (13.275 min): BF090448.D (-955) (-) m/z 145.10 100.00%
145
57
5000
88
3 I 61217 168 19615 239257276 207 318 340 13.00 13.20 13.40 13.60
ok A e A e e —— m/z 57.10 60.82%
m/z--> 50 100 150 200 250 300 350
Abundance #131307: Hexanoic acid, 2-ethyl-, decyl ester
57
145
5000 LIS L L L L L L L
29 88 13.00 13.20 13.40 13.60
‘ 127 m/z 88.10 28.07%
Gl by T es 2o a6 pea
m/z--> 50 100 150 200 250 300 350
Abundance
57
145 13.00 13.20 13.40 13.60
5000 m/z 43.15 26.84%
29 88
127
186 214 242
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #195807: Hexanoic acid, 2-ethyl-, hexadecy! ester B B B
145 13.00 13.20 13.40 13.60
57 m/z 55.10 21.83%
5000
88
29 127 224
ERRRNIT A N I N A
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60

8270-BF100516.M Mon Oct 10 04:41:48 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 unknownl3.38 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.38 99.49 ng 9929190 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid, 2-ethylhexyl ester 256 C16H3202 063321-70-0 35
2 1-(2-1sopropylaminoacrylyl)-3-me. .. 211 C10H17N302 054931-82-7 27
3 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 27
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 27
5 Oxalic acid, 2-ethylhexyl pentad... 412 C25H4804 1000309-39-8 14
Abundance Scan 966 (13.378 min): BF090448.D (-964) (-) m/z 57.10 100.00%
g7

5000

13.00 13.20 13.40 13.60
m/z 70.10 72.27%

0 257 275 297 318

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107598: Octanoic acid, 2-ethylhexyl ester
57

M 127

5000 112 AT
13. OO 13. 20 13. 40 13.60
83
“ ‘ 145
‘ \‘\ I

‘ m/z 71.10 63.73%
| NI \ | ‘

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

Abundance
112 211
70 96 IIIIIIIIIIIIIIIIIIIIIIII
13.00 13.20 13.40 13.60
5000 42 m/z 112.10 55.12%
127
168
TWTWTWWWTWHTWTWTWTWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83034: Decane, 5,6-dipropyl- T R
57 13. OO 13. 20 13. 40 13 60

m/z 211.20 50.94%

5000 110
4
LA
o | I} 127 160184 226
N —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60

8270-BF100516.M Mon Oct 10 04:41:49 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Benzoic acid, tridecyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.46 203.44 ng 20303000 Chrysene-d12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1000340-22-6 91
2 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 91
3 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 90
4 Benzoic acid, octadecyl ester 374 C25H4202 1000340-23-1 87
5 Benzoic acid, eicosyl ester 402 C27H4602 1000340-23-3 86
Abundance Scan 973 (13.458 min): BF090448.D (-969) (-) m/z 123.10 100.00%
5000
77
|97 13.20 13.40 13.60 13.80
182 : : : :
ol LA ALl | 184 192 213 as0273 304 2770510 67.88%
m/z--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
123
5000
13.20 13.40 13.60 13.80
a3 m/z 77.10 29.04%
97
“: ‘IHIM‘HI u‘lw “:“‘ “l"‘ |‘| |1|54|. |1|§2| B —— |3|04|.| —
m/z--> 50 100 150 200 250 300 350
Abundance
123
13.20 13.40 13.60 13.80
5000 m/z 55.10 16.12%
55 77 97
29 154 178 210 238 360
m/z--> 50 100 150 200 250 300 350
Abundance #206814: Benzoic acid, nonadecy! ester R B R R
123 13.20 13.40 13.60 13.80
m/z 69.10 15.21%
5000
43 83
L b L 144 | 153 178 210 238 266 388
m/z--> 50 100 150 200 250 300 350 ' 13.20 13.40 13.60 13.80

8270-BF100516.M Mon Oct 10 04:41:50 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Hexadecanol, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.55 71.93 ng 7178720 Chrysene-d12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 62
2 Bromoacetic acid, 3-tetradecyl e... 334 C16H31Br02 1000282-00-7 58
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 46
4 2-Hexyldecyl propionate 298 C19H3802 1072781-99-7 43
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 41
Abundance Scan 981 (13.549 min): BF090448.D (-977) (-) m/z 105.10 100.00%
5

5000

13.20 13.40 13.60 13.80
m/z 57.10 62.98%

o 140 168 196313 533550 277293312 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107668: 1-Hexadecanol, 2-methyl-
57

5000

13!20 13.I40 13.I60 13.I80
m/z 56.10 52.82%

139 168185 210 238255

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

43

13.20 13.40 13.60 13.80
5000 69 m/z 43.10 50.06%
27 97 123

179196
140 213 255

mmmmwﬁmmmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #227401: Heptadecy! heptafluorobutyrate R R RAEE e E e
57 13.20 13.40 13.60 13.80
83 m/z 123.10 44.38%
5000 4
ety
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80

8270-BF100516.M Mon Oct 10 04:41:51 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 unknownl3.62 Concentration Rank 4

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

13.62 212.60 ng 21216800 Chrysene-d12 14.20

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl-, hexadec... 368 C24H4802 059130-69-7 49
2 Pentyl 2-ethylhexanoate 214 C13H2602 029660-71-7 47
3 Hexanoic acid, 2-ethyl-, dodecyl... 312 C20H4002 056078-38-7 46
4 Hexanoic acid, 2-ethyl-, decyl e... 284 C18H3602 093777-46-9 38
5 Hexanoic acid, 2-ethyl-, tetrade... 340 C22H4402 072201-45-7 38

Abundance Scan 987 (13.618 min): BF090448.D (-983) (-) m/z 145.10 100.00%
145
57
5000
97
AL 127 179177 15 25725 281300 35 354 13.20 13.40 13.60 13.80 14.00
o fody A 179 | 215287490 281300 325 34 | Thsz 57 10 52.20%
m'z--> 50 100 150 200 250 300 350
Abundance #195807: Hexanoic acid, 2-ethyl-, hexadecy! ester
145
57
5000 LA B L L L L B B}
1320 13.40 13.60 13.80 14.00
127 m/z 55.10 37 .69%
224
Ll | M L\m e 196 P 20 w12 g0 38
mz--> 50 150 200 250 300 350
Abundance
57 145
el
13.20 13.40 13.60 13.80 14.00
5000 88 m/z 97.10 26.43%
127
109 186 214
R T
mz--> 50 100 150 200 250 300 350
Abundance #154964: Hexanoic acid, 2-ethyl-, dodecy! ester e
7 145 13.20 13.40 13.60 13.80 14.00
m/z 43.15 25.95%
5000
29 ” ' 17 | 168
B 0 ) ¥ S I A A
mz--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80 14.00

8270-BF100516.M Mon Oct 10 04:41:52 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexanedioic acid, bis(2-eth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.69 167.67 ng 16733500 Chrysene-d12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
2 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 83
3 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1000324-48-0 59
4 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 59
5 Adipic acid, 2-ethylhexyl isohex... 342 C20H3804 1000324-48-3 50
Abundance Scan 993 (13.686 min): BF090448.D (-990) (-) m/z 129.10 100.00%
1%9
5000
57
111
83 147
241 13.40 13.60 13.80 14.00
oL l Lh || ol s 212 F259 284 813 341 81 U7 0T 34954
m/z--> 50 100 150 200 250 300 350
Abundance #196973: Hexanedioic acid, bis(2-ethylhexyl) ester
129
5000 57 SRR SUNA SUNILE U
13.40 13.60 13.80 14.00
H g3 11 M7 - m/z 70.15  28.97%
?””«”Wwﬁﬂ@w%w
m/z--> 50 100 150 200 250 300 350
Abundance
129
13.40 1360 13.80 14.00
5000 m/z 71.15 28.17%
241
57 111
29 83 ¥ 199 259 99
m/z--> 50 100 150 200 250 300 350
Abundance #156389: Adipic acid, 2-ethylhexyl isobuty! ester B B SR I S T
129 13.40 13.60 13.80 14.00
m/z 112.10 21.64%
5000
57
‘ b 185
2‘|9|“|'| Jl‘ lhl |i‘ l“l l :II-‘4‘.|7‘I T l’lzlq3l T IZ?]" T T |29|9| LENLENLEN L —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Decan-2-yl isobutyl carbonate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.72 144.15 ng 14385900 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decan-2-yl isobutyl carbonate 258 C15H3003 1000372-79-5 50
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 43
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 43
4 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 37
5 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 37
Abundance Scan 996 (13.721 min): BF090448.D (-994) (-) m/z 57.10 100.00%
57
85
5000
03
295 13.40 13.60 13.80 14.00
I4I} 183 209-4°243 263280 307325 n/z 85.10 60 64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #109131: Decan-2-yl isobutyl carbonate
57
5000 A DA ARRE
13.40 13,60 13.80 14.00
4 85 140 m/z 97.10 43_15%
111 ‘ 157
--1-5|--‘--‘|‘-‘-- H h‘ ;‘h”‘ll\”” N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
13.40 13.60 13.80 14.00
5000 a1 83 m/z 103.10 35.23%
111

139 167183 210 236252 280297

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119525: 1-Decanol, 2-octyl-

13.40 13.60 13.80 14.00
m/z 69.10 30.48%

5000

139

155 182 208224 252
R I e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1l-nitro-2-(octyloxy)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.04 281.34 ng 28076600 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-nitro-2-(octyloxy)- 251 C14H21NO3 037682-29-4 62
2 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 43
3 Heptane, 3-ethyl-4-methyl- 142 C10H22 052896-91-0 38
4 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 38
5 Cyclobutanone, 2-(2,6-dimethylhe... 196 C13H240 065147-64-0 38

Abundance Scan 1024 (14.041 min): BF090448.D (-1021) (-) m/z 57.10 100.00%
112
5000 83 239
257 I
157 185 213 13.80 14.00 14.20 14.40
ol L N I 282 811 339 368 | sz 71.15  83.23%
m/z--> 50 100 150 200 250 300 350
Abundance #103053: Benzene, 1-nitro-2-(octyloxy)-
43
5000 71 LU BRI SN SULIUE I
13.80 14.00 14.20 14.40
‘ 112 139 m/z 70.10 82.26%
mne w‘\ L | 10 207 251
m/z--> 50 100 150 200 250 300 350
Abundance
57
'~ 13.80 14.00 14.20 1440
5000 m/z 112.15 65 .58%
29 112
83 157
m/z--> " 's0 100 150 200 250 300 350
Abundance #19219: Heptane, 3-ethyl-4-methyl-
43 70 13.80 14.00 14.20 14.40
m/z 43.15 53.32%
5000
’ 113
15 “ | . 1l v 142
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\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Carbonic acid, isobutyl 2-e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.67 269.89 ng 26934200 Chrysene-di2 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 50
2 Butane, 1,1"-oxybis[3-methyl- 158 C10H220 000544-01-4 27
3 Dichloroacetic acid, 2-octyl ester 240 C10H18Cl1202 096980-53-9 27
4 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 22
5 Oxalic acid, 2-ethylhexyl pentad... 412 C25H4804 1000309-39-8 22
Abundance Scan 1079 (14.669 min): BF090448.D (-1076) (-) m/z 57.10 100.00%

&l 112
5000
83 267

185 241

143 | 14. 40 14. 60 14. 80 15. OO
o2 203 1218, ) ) k299 339 367 396 | yz770.15  89.05%

m/z--> 50 100 150 200 250 300 350 400
Abundance #85987: Carbonic acid, isobutyl 2-ethylhexy! ester
57

5000
14. 40 14.60 14.80 15.00
83 112 m/z 71.15 89.05%

m/z--> 150 200 250 300 350 400
Abundance
43 70

14.40 14. 60 14. 80 15.00

5000 m/z 112.15 81.11%
101
15 129
m/z--> 50 100 150 200 250 300 350 400
Abundance #93449: Dichloroacetic acid, 2-octyl ester
57 14.40 14.60 14.80 15.00
m/z 43.15 58.67%
5000 83
29 112 155
N
m/z--> 50 100 150 200 250 300 350 400 14.40 14. 60 14. 80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090448.D

Acq On : 7 Oct 2016 16:20

Operator : UM/SJ

Sample : H5129-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.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]
Hexanoic acid, 2-... 7.99 83.8 ng 31879300 8.34 7605960 20.0
1-Decene 9.86 74.8 ng 31495000 10.04 8425480 20.0
Trichloroacetic a... 10.37 99.3 ng 41826900 10.04 8425480 20.0
1-Octanol, 5,7,7-... 11.08 267.9 ng 46260200 11.54 3453010 20.0

1-Tetradecanol 11.33 171.3 ng 29583300
n-Hexadecanoic acid 12.10 98.9 ng 17081600
Isopropyl palmitate 12.33 114.4 ng 19743900

11.54 3453010 20.0
11.54 3453010 20.0
11.54 3453010 20.0

2

3

3

4

4

4

4
Hexanoic acid, 2-... 12.53 101.2 ng 17472700 4 11.54 3453010 20.0
unknownl2 .94 12.94 88.1 ng 8792460 5 14.20 1995960 20.0
1-Decanol, 2-octyl- 13.04 142 .9 ng 14265700 5 14.20 1995960 20.0
Hexanoic acid, 2-... 13.28 129.9 ng 12966200 5 14.20 1995960 20.0
unknownl13.38 13.38 99.5 ng 9929190 5 14.20 1995960 20.0
Benzoic acid, tri... 13.46 203.4 ng 20303000 5 14.20 1995960 20.0
l1-Hexadecanol, 2-... 13.55 71.9 ng 7178720 5 14.20 1995960 20.0
unknownl3.62 13.62 212.6 ng 21216800 5 14.20 1995960 20.0
Hexanedioic acid,... 13.69 167.7 ng 16733500 5 14.20 1995960 20.0
Decan-2-yl isobut... 13.72 144 .2 ng 14385900 5 14.20 1995960 20.0
Benzene, l1l-nitro-... 14.04 281.3 ng 28076600 5 14.20 1995960 20.0
Carbonic acid, i1s... 14.67 269.9 ng 26934200 5 14.20 1995960 20.0
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