LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 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-BF081715_.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 3.864 170 173 177 rVB 5896 9475 1.64% 0.103%
2 4.619 237 239 244 rBV 329199 372405 64.34%  4.060%
3 5.099 279 281 290 rVvB 371468 543344 93.87% 5.923%
4 5.522 316 318 319 rBv 7075 7956 1.37% 0.087%
5 6.185 373 376 378 rBY 376978 532286 91.96% 5.802%
6 6.299 384 386 388 rBvV 425726 538002 92.95% 5.865%
7 6.527 404 406 408 rBV 545485 451821 78.06%  4.925%
8 6.687 417 420 422 rVB 338250 401681 69.40% 4.379%
9 7.099 453 456 458 rBV 347978 343620 59.37% 3.746%
10 7.819 516 519 521 rBvY 513378 555679 96.00% 6.057%
11 8.539 580 582 585 rBY 11239 16280 2.81% 0.177%
12 8.596 585 587 592 rvVB 4774 10497 1.81% 0.114%
13 8.893 611 613 616 rBY 709524 570723 98.60% 6.221%
14 9.293 646 648 651 rBV 120434 99633 17.21% 1.086%
15 9.419 658 659 662 rvB 11733 9224 1.59% 0.101%
16 9.556 669 671 673 rBv2 484521 538927 93.11% 5.875%
17 9.591 673 674 676 rVB 14284 11905 2.06% 0.130%
18 10.013 710 711 713 rVB 9935 8581 1.48% 0.094%
19 10.105 717 719 721 rVWV 12209 13075 2.26% 0.143%
20 10.345 737 740 742 rBvY 222724 275487 47 .60% 3.003%
21 10.402 742 745 747 rVB 5492 7153 1.24% 0.078%
22 10.482 750 752 756 rvVB 12709 17631 3.05% 0.192%
23 10.574 758 760 762 rBvV 7632 8387 1.45% 0.091%
24 10.928 789 791 793 rVB 16472 14522 2.51% 0.158%

25 11.031 797 800 801 rvv 587005 510594 88.21% 5.566%

26 11.054 801 802 804 rvv 140921 101006 17.45% 1.101%

27 11.099 804 806 809 rvB2 29064 49206 8.50% 0.536%
28 11.271 819 821 823 rBV3 10611 17208 2.97% 0.188%
29 11.351 825 828 830 rBvV 9416 15647 2.70% 0.171%
30 11.534 839 844 845 rBv4 14697 24311 4._.20% 0.265%
31 11.556 845 846 847 rvV 20222 17026 2.94% 0.186%
32 11.591 847 849 852 rvv2 44480 62352 10.77% 0.680%
33 11.636 852 853 858 rvB2 29922 40332 6.97% 0.440%
34 11.762 860 864 868 rvv4 12019 19114 3.30% 0.208%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 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-BF081715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.842 868 871 873 rBv4 12911 24545 4.24% 0.268%
36 12.071 889 891 893 rBvV2 8949 15088 2.61% 0.164%
37 12.105 893 894 896 rVvB 15680 14239 2.46% 0.155%
38 12.231 903 905 907 rBV 148678 136774 23.63% 1.491%
39 12.288 907 910 912 rvv2 25007 35078 6.06% 0.382%
40 12.368 915 917 919 rvv3 6958 10408 1.80% 0.113%
41 12.448 921 924 926 rBV 106585 134337 23.21% 1.464%
42 12.505 926 929 933 rVB6 10359 23416 4_05% 0.255%
43 12.574 933 935 936 rBvV2 11975 15685 2.71% 0.171%
44 12.608 936 938 941 rVB 405732 393267 67.94% 4._.287%
45 12.677 941 944 947 rBV2 10986 29351 5.07% 0.320%
46 12.779 952 0953 956 rVvB 18075 18130 3.13% 0.198%
47 12.848 957 959 960 rBV 22673 21766 3.76% 0.237%
48 12.882 960 962 964 rvv2 6986 9750 1.68% 0.106%
49 12.974 969 970 972 rBV2 12944 20271 3.50% 0.221%
50 13.328 999 1001 1002 rVB 12509 11610 2.01% 0.127%
51 13.397 1005 1007 1008 rBV 15734 19118 3.30% 0.208%
52 13.534 1017 1019 1022 rBV2 63736 86318 14.91% 0.941%
53 13.648 1026 1029 1034 rVV2 440032 578812 100.00% 6.310%
54 13.968 1055 1057 1059 rBV3 17567 27474 4._75% 0.299%

55 14.162 1072 1074 1077 rBV 56489 101134 17.47% 1.102%

56 14.574 1108 1110 1112 rBV 60105 63560 10.98% 0.693%
57 14.631 1113 1115 1119 rBV 69968 126545 21.86% 1.379%
58 14.757 1122 1126 1128 rBV3 67978 124030 21.43% 1.352%

59 14.871 1134 1136 1139 rVB 48342 67305 11.63% 0.734%
60 14.928 1139 1141 1143 rBV 52923 80386 13.89% 0.876%
61 14.985 1143 1146 1148 rBV 205746 317042 54.77% 3.456%
62 15.203 1163 1165 1168 rVB2 54957 66045 11.41% 0.720%
63 15.397 1179 1182 1184 rBV 47915 80203 13.86% 0.874%
64 16.025 1234 1237 1240 rVB3 32841 67830 11.72% 0.739%
65 16.288 1258 1260 1263 rVB3 92280 147655 25.51% 1.610%
66 16.631 1287 1290 1295 rVB6 31771 91165 15.75% 0.994%
Sum of corrected areas: 9173427
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/I1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
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Time--> 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/I1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.62 16.48 ng 372405 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 239 (4.619 min): BF081213.D (-237) (-) m/z 43.10 100.00%
a3
59
5000
. | o 18 420 440 460 4.80 500
L LM MSEPE M m/z 59.10 58.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 [rrrrfrrrr T
420 4.40 4.60 4.80 5.00
m/z 101.10 15.01%
25 31 37 | 83 gz M
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 440 460 4.80 500
5000 m/z 58.10 14.91%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- ,....,....,....,....,../\.
59 420 4.40 4.60 4.80 5.00
m/z 41.10 8.97%
5000 41
31
| T
"|'%§'|" jll""“l""léﬁlk‘""i' "'I""I"'g?l""l' [Trrr e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/I1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.30 Concentration Rank 1

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

6.30 23.81 ng 538002 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 386 (6.299 min): BF081213.D (-384) (-) m/z 132.10 100.00%
32
5000 o8
40 | % 600 620 640 6.60
54 75 104 - - - -
el R e L el W7z 68.10  36.51%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U NS R N
6.00 6.20 6.40 6.60
0,
31384451 78 m/z 134.10 32.51%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 6.60
5000 67 m/z 66.10 23.38%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #13916: Benzene, 1,3,5-trifluoro- e e B e )
132 6.00 6.20 6.40 6.60
m/z 69.10 14 .44%
5000
63 81
a7 ga50 57 | 74 | 88 101 112 ‘
wz> 3 M S e 7o 8 8 10 1o 1% To 1k 600 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/I1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecanoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.59 2.44 ng 62352 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 59
2 n-Decanoic acid 172 C10H2002 000334-48-5 47
3 Nonanoic acid 158 C9H1802 000112-05-0 43
4 _beta.-D-Ribopyranoside, methyl 164 C6H1205 017289-61-1 43
5 Undecanoic acid 186 C11H2202 000112-37-8 42

Abundance Scan 849 (11.591 min): BF081213.D (-847) (-) m/z 60.00 100.00%
43 60 73
5000 o 129
A
213 A R SN
ﬂﬂml Sf 115 | 2157 171 1g5 11.20 11.40 11.60 11.80 12.00
m/z 73.00 96.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56043: Dodecanoic acid
60 73
43
A
5000 NI B SRR DU B
29 129 11. 20 11. 40 11.60 11. 80 12. 00
157 200 m/z 43.10 91.58%
‘ “ ‘ lo1 1 143 ‘ 171
||‘l||‘|‘|‘||”l“|‘ﬁ‘: M‘ H\ | ||H‘|||||| ‘:18|3||||‘|||||
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60 73
41 TTTTpTTTT T T T T T T T T
11.20 11.40 11.60 11.80 12.00
5000 29 129 m/z 57.10 75.33%
87
115
101 143 15 172
m/z--> 25 45 65 éo 160 150 150 160 1éo 260 '
Abundance #28744: Nonanoic acid e ot s
60 73 11.20 11.40 11.60 11.80 12.00
m/z 55.10 74 .48%
41
5000
29
115
LAz T
m/z--> 20 40 60 80 100 120 140 160 180 200 nmnmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/I1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, penta... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.53 2.98 ng 86318 Chrysene-d12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 83
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 72
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 72
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 52
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 52
Abundance Scan 1019 (13.534 min): BF081213.D (-1017) (-) m/z 57.10 100.00%
43
5000
125 149 178 13.20 13.40 13.60 13.80
245
S 1 2t m/z 43.10 73.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57
83
5000 RN BN BN SR
13.20 13.40 13.60 13.80
m/z 55.10 68.28%
125
139153167182 210

%

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R i B
83 97 13.20 13.40 13.60 13.80
5000 m/z 83.10 51.07%
111
- 125
139 154168182196210 238 283

wmmmwmmmwm

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

Abundance #93396: Ethanol, 2-(tetradecyloxy)- AN B B
13.20 13.40 13.60 13.80

m/z 97.10 45_.74%

5000

111

3

29 12

5
139 154168182196 211 227

258
L e o e L mn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/I1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17-Pentatriacontene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.16 3.49 ng 101134 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 81
2 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 72
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 53
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 49
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 46
Abundance Scan 1074 (14.162 min): BF081213.D (-1072) (-) m/z 57.10 100.00%
57
o M
5000
125 242 13.80 14.00 14.20 1440
156180204 . . . .
iy B S m/z 43.10 83.78%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 RN IR S BN I
13.80 14.00 14.20 14.40
111 m/z 55.10 72.92%
‘ M M | | 139167 196 224 267292 321 462 490
m/z--> §o 160 1%0 260 2éo 300 350 460 4éo '
Abundance
43
83 13.80 14.00 14.20 1440
5000 m/z 97.10 54 _.60%
111
i P oeazes g0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83804: 1-Decanol, 2-hexyl- R R RREEEEa
57 13.80 14.00 14.20 14.40
m/z 83.10 48.61%
29 85
‘111
] J L[ 1% sz
m/z--> §o 160 1%0 260 250 360 3%0 460 4éo ' 13%0 1&00 1450 1420 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/I1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxirane, hexadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .57 4.01 ng 63560 Perylene-d12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 76
2 Octadecanal 268 C18H360 000638-66-4 68
3 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 68
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 68
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 68
Abundance Scan 1110 (14.574 min): BF081213.D (-1108) (-) m/z 57.10 100.00%

82
96

-

5000

109 e
124127151 175190206 228 249 273 14.20 14.40 14.60 14.80

m/z 43.10 88.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99459: Oxirane, hexadecyl-
4 82
96
7
50001 29 LA IR DL B I

14.20 14.40 14.60 14.80
109 m/z 82.10 72.61%

124,40
152166180194208222236250 268

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

%

Abundance
43 57 82
A BRREE RE S
96 14.20 14.40 14.60 14.80
5000{ g m/z 55.10 66.38%
110
24138 222 250 M/\j\\/\/vw
152166180194 208435 268
R o L a e Bl B ARE RANERRanE s et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107628: 18-Nonadecen-1-ol R EERE RS B
55 14.20 14.40 14.60 14.80
41 m/z 96.10 53.09%
5000 69 £
96
2 109
m i ‘M [ ‘L 1 123138152166180194208222236 264

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/I1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.76 7.82 ng 124030 Perylene-d12 14 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
2 1-Tetracosanol 354 C24H500 000506-51-4 90
3 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 90
4 1-Docosene 308 C22H44 001599-67-3 87
5 1-Hexacosanol 382 C26H540 000506-52-5 81

Abundance Scan 1126 (14.757 min): BF081213.D (-1122) (-) m/z 57.10 100.00%

g7

83

5000

14.40 14.60 14.80 15.00
m/z 43.10 95.87%

139 168 1gg 216234 258 2g>

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43

69

5000

14.40 14.60 14.80 15.00
m/z 55.10 84.35%

125

153 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
R ma e o R
14.40 14.60 14.80 15.00
5000 83 m/z 83.10 78.09%
18 111
66 140 168 196 238 266 308 336
mmm‘mmm‘m‘wmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #145525: 2- Bromopropionic acid, pentadecyl ester R EARmE RS
57 14.40 14.60 14.80 15.00
m/z 97.10 69.78%
83
5000
29
‘ I 135153 182 208
R mam s B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14. 60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/I1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Perylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.87 4.25 ng 67305 Perylene-di12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 95
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
3 Benzo[e]pyrene 252 C20H12 000192-97-2 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 81
Abundance Scan 1136 (14.871 min): BF081213.D (-1134) (-) m/z 252.20 100.00%
252
5000
125
160 204 224 287 365 14.60 14.80 15.00 15.20
183 P AR & m/z 250.10 30.02%
m/z--> 50 100 150 200 250 300 350
Abundance #89813: Perylene
252
5000
14.60 14.80 15.00 15.20
125 m/z 253.10 20.29%
17 39 74 99 N 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
14,60 14:80 15.00 15.20
5000 m/z 125.10 19.68%
126
74 99 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene LA L L L L L
252 14.60 14.80 15.00 15.20
m/z 126.10 15.03%
5000
125
50 74 99, | 146 174 200 224 |
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15,20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/I1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.20 4_.17 ng 66045 Perylene-d12 14 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 90
2 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 64
3 1,12-Dodecanediol 202 C12H2602 005675-51-4 53
4 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 49
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 47
Abundance Scan 1165 (15.203 min): BF081213.D (-1163) (-) m/z 57.10 100.00%
43 5f7

82

5000

14.80 15.00 15.20 15.40 15.60
m/z 43.10  88.44%

0

200 216 231 247

124138 155 173

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64480: Tetradecanal

82

T T T T T
14.80 15.00 15.20 15.40 15.60

110 m/z 82.05 76.01%

12413815, 168 194 .15

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41 D A SN R
82 14.80 15.00 15.20 15.40 15.60
5000 o m/z 55.10 63.05%
27

110
124138152166180194208222236 264

Tﬁmﬁm@mﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #57274: 1,12-Dodecanediol A RREEE RS E ST
14.80 15.00 15.20 15.40 15.60
m/z 96.10 47.14%

5000

110
124138 154 172

203
L e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/I1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Eicosane, 7-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.40 5.06 ng 80203 Perylene-d12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 72
2 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 64
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 64
4 Octacosane 394 C28H58 000630-02-4 64
5 Pentacosane 352 C25H52 000629-99-2 64

Abundance Scan 1182 (15.397 min): BF081213.D (-1179) (-) m/z 57.10 100.00%

57

g

5000

41

15.00 15.20 15.40 15.60 15.80
m/z 43.10 69.42%

137 163 191209 228 250266

miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #147095: Eicosane, 7-hexyl-
57
5000 LA L L L L L L LB
41 85 1500 15.20 15.40 15.60 15.80
‘ m/z 71.10 59.63%
113
B 166182 211227 252 281 308 337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance
57
R B
15.00 15.20 15.40 15.60 15.80
5000 85 m/z 85.10 41 .44%
41
183
13159 155 310
WTWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #123100: Pentadecane, 8-heptyl- A B
57 15.00 15.20 15.40 15.60 15.80
m/z 55.10 31.29%
5000 85
4
113 210
| \ [ i o) 193" 239255 309

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. OO 15. 20 15. 40 15. 60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/I1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknownl6.03 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.03 4.28 ng 67830 Perylene-di12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Dihydroxymethyl-2,3,5,6-tetr... 274 C8H6CI402 007154-26-9 22
2 Nonadecanenitrile 279 C19H37N 028623-46-3 18
3 Ethyl 3,4-dihydro-2-(1-hydroxypr... 228 C12H2004 088525-44-4 11
4 Cyclohexanone, 2-(1-methyl-2-o0xo0... 168 C10H1602 067722-25-2 10
5 Cyclopentanecarboxylic acid, phe... 190 C12H1402 054758-32-6 10

Abundance Scan 1237 (16.025 min): BF081213.D (-1234) (-) m/z 57.10 100.00%

5000

15.80 16.00 16.20 16.40
m/z 69.10 65.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103176: 1,4-Dihydroxymethyl-2,3,5,6-tetrachlorobenzene
31
221 739
193 276
5000 LA L L L L L
111 15.80 16.00 16.20 16.40
75 m/z 82.10 60.34%
50 “
.fﬁ&.hwhﬂmhﬁ“%?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
R ARE mam T e S
15.80 16.00 16.20 16.40
5000 97 m/z 43.10 58.96%
70
21 124 -
1 152 180 208 251 279
mmwmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74798: Ethyl 3,4-dihydro-2-(1-hydroxypropyl)-6-methyl-2H-... R ARE mam T e S
43 15.80 16.00 16.20 16.40
m/z 55.10 49 _.53%
5000 98 131
2
‘ 69
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/I1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,4-Methanoazulen-9-ol, dec... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.29 9.31 ng 147655 Perylene-d12 14 .99

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1,4-Methanoazulen-9-ol, decahydr... 222 C15H260 000465-24-7 83
2 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 000489-39-4 83
3 1H-Cycloprop[e]azulene, l1la,2,3,5... 204 C15H24 021747-46-6 78
4 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 58

5 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 55
Abundance Scan 1260 (16.288 min): BF081213.D (-1258) (-) m/z 204.20 100.00%

204
81
55 107 135
5000 189
269 400
159 21 241 bgy | 316

16.00 16.20 16.40 16.60
m/z 81.10 75.46%

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71055: 1,4-Methanoazulen-9-ol, decahydro-1,5,5,8a-tetrame...
41 85 204

119 189

69

5000 I
137 16.00 16.20 16.40 16.60

161 222 m/z 55.10 69 .50%

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

41 161

g0 3 121 204 16.00 16.20 16.40 16.60
5000 m/z 135.10 67.24%

189

136

mmwmwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58932: 1H-Cycloprop[e]azulene, 1a,2,3,5,6,7,7a,7b-octahyd... B ARAREE R S
107 16.00 16.20 16.40 16.60

m/z 121.10 66 .08%

5000

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081213.D

Acq On : 25 Aug 2015 22:41

Operator : UM/1Z

Sample - G3407-10 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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... 4.62 16.5 ng 372405 1 6.53 451821 20.0
unknown6 .30 6.30 23.8 ng 538002 1 6.53 451821 20.0
Dodecanoic acid 11.59 2.4 ng 62352 4 11.03 510594 20.0
Trichloroacetic a... 13.53 3.0 ng 86318 5 13.65 578812 20.0
17-Pentatriacontene 14.16 3.5 ng 101134 5 13.65 578812 20.0
Oxirane, hexadecyl- 14 .57 4.0 ng 63560 6 14.99 317042 20.0
Trichloroacetic a... 14.76 7.8 ng 124030 6 14.99 317042 20.0
Perylene 14.87 4.3 ng 67305 6 14.99 317042 20.0
Tetradecanal 15.20 4.2 ng 66045 6 14.99 317042 20.0
Eicosane, 7-hexyl- 15.40 5.1 ng 80203 6 14.99 317042 20.0
unknownl16.03 16.03 4.3 ng 67830 6 14.99 317042 20.0
1,4-Methanoazulen... 16.29 9.3 ng 147655 6 14.99 317042 20.0
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