LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 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-BF110316.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.670 83 86 97 rvVB 43698 99280 1.88% 0.221%
2 4.739 265 267 277 rBV 311281 513973 9.71% 1.144%
3 5.196 305 307 327 rBVY 1851398 2222681 41.98% 4._.947%
4 6.270 399 401 409 rBVY 1340834 1602411 30.26% 3.567%
5 6.384 409 411 414 rBVY 3580024 3668555 69.29% 8.165%
6 6.613 429 431 437 rBV 948853 1142479 21.58% 2.543%
7 6.773 442 445 447 rBV 3309339 3127668 59.07% 6.961%
8 7.059 468 470 476 rVB4 38791 65687 1.24% 0.146%
9 7.196 479 482 484 rBV 2287971 2783168 52.57% 6.195%
10 7.345 491 495 498 rBV2 137345 297635 5.62% 0.662%
11 7.413 498 501 502 rvB2 39747 56812 1.07% 0.126%

12 7.825 535 537 542 rBvV2 61874 105798 2.00% 0.235%
13 7.905 542 544 547 rBV 1449296 1384776 26.15% 3.082%
14 8.065 554 558 561 rBv4 21807 56095 1.06% 0.125%
15 8.190 567 569 573 rvB2 74717 103667 1.96% 0.231%

16 8.305 576 579 581 rBV 39742 71839 1.36% 0.160%
17 8.705 611 614 616 rBvV 372427 452717 8.55% 1.008%
18 8.876 625 629 631 rBv2 56386 95437 1.80% 0.212%

19 8.990 636 639 641 rBV 5200794 5184774 97.92% 11.540%
20 9.390 672 674 676 rBvV 192886 192952 3.64% 0.429%

21 9.436 676 678 686 rvB 1192692 1164333 21.99% 2.591%
22 9.550 686 688 690 rBvV 32366 62964 1.19% 0.140%
23 9.585 690 691 695 rvv2 49625 108169 2.04% 0.241%
24 9.653 695 697 700 rVB 1420241 1629802 30.78% 3.627%
25 9.928 717 721 723 rBV3 32886 85113 1.61% 0.189%

26 10.111 730 737 738 rBV3 67323 158109 2.99% 0.352%
27 10.396 759 762 764 rBV3 62097 132948 2.51% 0.296%
28 10.453 764 767 769 rBV 3180414 3787754 T71.54% 8.430%
29 10.579 776 778 781 rBv2 161522 230984 4_36% 0.514%
30 10.785 793 796 801 rBV 584030 737993 13.94% 1.643%

31 10.888 803 805 808 rvB4 35830 59498 1.12% 0.132%
32 11.025 813 817 818 rBV 168159 230400 4 _.35% 0.513%
33 11.139 824 827 829 rBV 1836479 1725384 32.59% 3.840%
34 11.196 830 832 837 rVvB4 41070 79138 1.49% 0.176%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 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-BF110316.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.333 840 844 845 rBV2 36904 64013 1.21% 0.142%
36 11.448 852 854 857 rBV 116194 111807 2.11% 0.249%
37 11.608 866 868 873 rBv2 28799 76416 1.44% 0.170%
38 11.688 873 875 878 rBv2 105394 194398 3.67% 0.433%
39 11.859 888 890 891 rBvV 60923 74766 1.41% 0.166%
40 11.951 896 898 899 rBvV 123454 163807 3.09% 0.365%
41 12.134 912 914 916 rBV 47684 68179 1.29% 0.152%
42 12.248 922 924 925 rBV 66440 73512 1.39% 0.164%
43 12.385 934 936 939 rBV2 51668 109501 2.07% 0.244%
44 12.476 943 944 946 rBV 58363 90956 1.72% 0.202%

45 12.614 955 956 958 rBv2 129831 169212 3.20% 0.377%

46 12.728 963 966 969 rBV 5038246 5294701 100.00% 11.784%
47 12.968 985 987 988 rBv2 109009 113756 2.15% 0.253%
48 13.094 996 998 1003 rBV 128357 235584 4.45% 0.524%
49 13.311 1014 1017 1018 rBV2 193995 257944 4._.87% 0.574%
50 13.425 1025 1027 1030 rBV2 110211 232928 4._.40% 0.518%

51 13.642 1043 1046 1050 rVB 242982 527258 9.96% 1.174%
52 13.768 1055 1057 1060 rVB 1406226 1504306 28.41% 3.348%
53 14.259 1098 1100 1104 rVB2 192802 392343 7.41% 0.873%
54 14.419 1112 1114 1116 rBV2 147051 239020 4_.51% 0.532%
55 14.557 1123 1126 1127 rBV2 145919 238921 4_.51% 0.532%

56 14.625 1130 1132 1134 rBV2 103961 149784 2.83% 0.333%
57 14.854 1150 1152 1153 rVB 114184 118247 2.23% 0.263%

58 15.140 1175 1177 1180 rBV 653896 903930 17.07% 2.012%
59 15.551 1211 1213 1215 rVB 72456 103153 1.95% 0.230%

Sum of corrected areas: 44929435
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091227.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
474 9.00ng 513973  1,4-Dichlorobenzene-da 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hydroxv-d-methyl- 116 C6H1202 000123-42-2 50

017348-59-3 23
001116-98-9 23

2 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 267 (4.739 min): BF091227.D (-265) (-) m/z 43.10 100.00%

43
59
5000
101 PN AV S
83 : : : :
o...,....,....,....','::..?.1.~:~.|,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 60.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 20.48%
15 31 ‘ 101
0 ‘ Tl Ly 51 . 83 . ‘
T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R EE e e o R
440 4.60 4.80 5.00
5000 m/z 58.05 17.00%
41
0 50 73 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester B EEEEs pEaEaEE S S
59 440 4.60 4.80 5.00
m/z 41.10 8.55%
5000 41
68
150 . 126 147
B L s R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.38 Concentration Rank 1

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

6.38 64.22 ng 3668560 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 411 (6.384 min): BF091227.D (-409) (-) m/z 132.00 100.00%
5000 68
6 T[rrrr|yrrriprrrr|yrrrrj|r
40 ,_ 54 ‘ 75 104 6.00 6.20 6.40 6.60 6.80
o R e S ??:.n.'....,..5.‘.7,....,.':..,.1.1.5.,...., - m/z 68.05 44.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SR SRR
6.00 6.20 6.40 6.60 6.80
31 78 m/z 134.00 33.28%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.0 6.40 6.60 6.80
5000 m/z 66.05 28.62%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 17.95%
5000
33 a4 97 105
0 |50 e | | us
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Hexanoic acid, 2-ethyl- Concentration Rank 9

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

7.34 4_.30 ng 297635 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 59
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
4 Bis-(2-methoxvethvl)-amine 133 C6H15N02 000111-95-5 38
5 1,4-Dioxane 88 C4H802 000123-91-1 37

Abundance Scan 495 (7.345 min): BF091227.D (-491) (-) m/z 73.10 100.00%
7B
5000 //\L
41
101 AN SRR R AR
\h‘ ” | | 133 7.00 7.20 7.40 7.60
ol L8 m/z 88.05 81.02%
m/z--> 50 100 150 200 250 300 350
Abundance #20004: Hexanoic acid, 2-ethyl-
88
5000 NS LIS LS UL
57 700 7.20 740 7.60
29 116 m/z 57.10 30.69%
0..”.‘.“““‘.‘2.“. |‘.H..]'.4‘|1....|.... —
m/z--> 50 100 150 200 250 300 350
Abundance
88
R R I I
7.00 7.20 7.40 7.60
5000 m/z 41.10 27 .23%
41
0 i 158
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester R e B
4 88 7.00 7.20 7.40 7.60
m/z 87.10 23.01%
5000
6
0 ‘n w\”‘ | \409 135155173 214 242 272 294313 355
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Triacetin Concentration Rank 6

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

8.70 6.54 ng 452717 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacetin 218 C9H1406 000102-76-1 83
2 1.2.3-Propanetriol. diacetate 176 C7H1205 025395-31-7 59
3 1.2.3-Propanetriol. l-acetate 134 C5H1004 000106-61-6 25
4 1.2.3.4-Butanetetrol. tetraaceta... 290 C12H1808 007208-40-4 9
5 1,2,3-Propanetriol, monoacetate 134 C5H1004 026446-35-5 9

Abundance Scan 614 (8.705 min): BF091227.D (-611) (-) m/z 43.10 100.00%
48
5000
103
‘ 116 ue 8.40 8.60 8.80 9.00
73 86 : : : :
0 ,....,....,~...‘,31...~.,.'...,...'!,....,.|..1?7,.. m/z 103.00 28.88%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #68423: Triacetin
43
5000
8.40 8.60 8.80 9.00
m/z 145.00 19.92%
103 145
0 15 28 61 73 8 | 116 158
mz-> 0 20 40 6 80 100 120 140 160
Abundance
43
840 860 880 9.00
5000 m/z 116.00 9.74%
103 145
0 4 15 29 61 73 86 116 158
mz-> 0 20 40 6 80 100 120 140 160
Abundance #14517: 1,2,3-Propanetriol, 1-acetate A R .A, T
43 8.40 8.60 8.80 9.00
m/z 115.00 7.17%
5000
103
N T W . 16 134
m/z--> c') 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 8.|40 8.|60 8.|80 9.'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.58 2.68 ng 230984 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Eicosane 282 C20H42 000112-95-8 83
3 Heptacosane 380 C27H56 000593-49-7 83
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 778 (10.579 min): BF091227.D (-776) (-) m/z 57.10 100.00%
57
5000 85
123 on a0 en anten
151 10.20 10.40 10.60 10.80
ol 0 189 m/z 71.10 70.66%
m/z--> 50 100 150 200 250 300 350
Abundance #73967: Hexadecane
57
5000 85 USRS R
10. 20 10 40 10. 60 10.80
29 m/z 43.10 65.08%
o | ﬂ‘w | o M3 141 169 197 226
m/z--> 55 160 1éo 260 250 300 350
Abundance
57
10,20 10.40 10.60 10.80
5000 m/z 85.10 42 .08%
85
29
o 113 141 169 197 225 253 282
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance #151556: Heptacosane L i
57 10.20 10.40 10.60 10.80
m/z 41.10 26.77%
5000
85
o ?? | (113 141 169 197 225 253 281 323 351 380
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3éo 10. 20 10 40 10. 60 10. 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 3,6,9,12-Tetraoxahexadecan-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.78 8.55 ng 737993 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 86
2 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 86
3 Ethanol. 2-T2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 72
4 Octaethvlene alvcol 370 C16H3409 1000289-34-2 72
5 Hexagol 282 C12H2607 002615-15-8 72
Abundance Scan 796 (10.785 min): BF091227.D (-793) (-) m/z 45.10 100.00%
45
5000 57 A\_;
I 110 139345 165 181 07 1040 10,60 1050 1100
o) I m/z 57.10 49.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #88146: 3,6,9,12-Tetraoxahexadecan-1-ol
45
5000 57 U SRR
mmmmmmum
m/z 89.05 37.48%
0 ‘J i H‘ w ‘M 119 13314 163175188 207 220
m/z--> ' ' 65 100 150 150 160 180 200 250
Abundance
45
10.40 10.60 10.80 11.00
5000 m/z 41.10 16.81%
57 89
29 101
. 2 117 133145 163175
m/z--> ﬁo Jo 65 éo 160 150 150 1éo 180 260 250
Abundance #59729: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- A EEREE R
45 10.40 10.60 10.80 11.00
m/z 59.10 16.73%
5000 o7
29 75 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Dodecane, 2-methyl-6-propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.02 2.67 ng 230400 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
2 Nonacosane 408 C29H60 000630-03-5 86
3 Pentadecane 212 C15H32 000629-62-9 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 817 (11.025 min): BF091227.D (-813) (-) m/z 57.10 100.00%
57
5000 85
113 92 10.80 11.00 11.20 11.40
o...-.\,.J..ll.'l...1‘.-‘~1,.1‘?9..l............,....,.. m/z 71.10 68.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #73991: Dodecane, 2-methyl-6-propyl-
57
5000 85 L BRI UL UL B
10,80 11.00 11.20 11.40
o m/z 43.10 62.06%
o3 1D \113 182 205226
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
'~ 10.80 11.00 11.20 11.40
5000 85 m/z 85.10 44 _58%
oL 2L 14 160 107 225 253 281 209 337 365 a0s
m/z--> 50 100 150 200 250 300 350 400
Abundance #64571: Pentadecane A B R R
57 10.80 11.00 11.20 11.40
m/z 41.10 28.52%
5000 85
29
0 | \‘ || A Jll3 141 169 212
m/z--> 50 100 150 200 250 300 350 400 10,80 11.00 11.20 11.40

8270-BF110316.-M Fri Nov 18 15:38:42 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Undecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.25 ng 194398 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 53
2 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 42
3 Nonanoic acid 158 C9H1802 000112-05-0 38
4 Lactose 342 C12H22011 000063-42-3 38
5 2H-1,2-Oxazine, tetrahydro-2-met... 177 C11H15NO 015769-89-8 18
Abundance Scan 875 (11.688 min): BF091227.D (-873) (-) m/z 43.10 100.00%
/8 60 73
5000
85 g7 129
| 140 157 171 185 149 213 11.40 11.60 11.80 12.00
bl m/z 73.05 92.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60 783
5000 43 L B B SR SULRA
nmnmnmnm
29 129 143 m/z 60.10 88.89%
‘ ‘ 115 ‘ ‘ 157 186
- O “‘---.----.----.----‘ e
m/z--> 20 40 60 o 100 120 140 160 180 200
Abundance
43
60 82
108 167 11.40 11.60 11.80 12.00
5000 % 124 m/z 57.10 78.88%
28 152
71 139
S I R R U B A SRS SRR SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28742: Nonanoic acid B A RRREE R
60 11.40 11.60 11.80 12.00
73 m/z 55.10 72.55%
5000
41
29 og 115 129
87
0 ”}8| H ........,...,....,....1?%..1.5?....,....,...., —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11. 80 12. oo

8270-BF110316.-M Fri Nov 18 15:38:43 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Tetradecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.61 2.25 ng 169212 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 76
2 Hexadecane 226 C16H34 000544-76-3 64
3 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 64
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 58
Abundance Scan 956 (12.614 min): BF091227.D (-955) (-) m/z 57.10 100.00%
57
5000
3 141 12.20 12.40 12.60 12.80 13.00
o 199 18 m/z 71.10  75.26%
m/z--> 50 100 150 200 250 300 350
Abundance #55007: Tetradecane
57
5000 85 A AR A A
12.20 12.40 12.60 12.80 13.00
29 m/z 43.10 56.28%
ol—— "“|“' \l\ .“‘. |I1I:\I\-3I “I]-?l‘llbjgl I:L?I8I —— ——— ——
m/z--> 50 100 150 200 250 300 350
Abundance
57
12.20 12.40 12.60 12.80 13.00
5000 g5 m/z 85.10 54 _.22%
29
o 113 141 169 197 226
m/z--> §o 160 1%0 260 2%0 300 3%0
Abundance #141774: Hexadecane, 1-iodo- B e e
57 12.20 12.40 12.60 12.80 13.00
m/z 213.10 36.41%
85
5000
225
29 113 941
o AT e | e UL
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80 13.00

8270-BF110316.-M Fri Nov 18 15:38:44 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 11 Pentadecane, 8-heptyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.09 3.13 ng 235584 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 83
2 Hexadecane 226 C16H34 000544-76-3 81
3 Heptadecane 240 C17H36 000629-78-7 64
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 64
5 1-lodoundecane 282 C11H231 004282-44-4 59
Abundance Scan 998 (13.094 min): BF091227.D (-996) (-) m/z 57.10 100.00%
g7
85
5000
4 SR AN SR SUNILN B
| ‘ 113 12.80 13.00 13.20 13.40

141
,....,|'...|,....,-....|,..4.'.,.~!..,-...'.,??.9.1,5.‘?‘..ﬁ".?.%?.“%%?... e | m/z 71.10  70.71%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 TTT TTTT TTTT TT T TT T
12. 80 13 00 13. 20 13. 40
m/z 85.10 52.58%
113 210
0 h Iy T, 141 189184 225240255 309
,””P”.P”qnulunpnq.”q””..”.”.”..””.”..”q””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R e
12.80 13.00 13.20 13.40
5000 85 m/z 43.10 49 _00%
0 29 113 11 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82607: Heptadecane Al B R
57 12.80 13.00 13.20 13.40
m/z 97.10 25.18%
5000 4 85

Lol M8 a1 169 106011 240

IIIIIIIIIIIIIIIIiIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIII‘IIII IIIIIIIIIIIII TTT TTrTT TTrTT TTr T TTr T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 80 13 00 13. 20 13. 40

o

8270-BF110316.-M Fri Nov 18 15:38:45 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 unknownl3.31 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.31 3.43 ng 257944 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phospha-1-butvne. 3.3-dimethvl- 100 C5H9P 078129-68-7 38
2 Pentadecane. 6-methvl- 226 C16H34 010105-38-1 38
3 Tetradecane. 2.5-dimethvl- 226 C16H34 056292-69-4 35
4 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 30
5 10-Methylnonadecane 282 C20H42 056862-62-5 27
Abundance Scan 1017 (13.311 min): BF091227.D (-1014) (-) m/z 57.10 100.00%
57
85
5000
4 \ R 1500 1320 1340 1360
255 299 : : : :
0....,....,|-...-,.'.|.. o .88 271 m/z 85.10 57.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3686: 1-Phospha-1-butyne, 3,3-dimethyl-
85
5000 SRR SRR RN B
41 57 13.00 13.20 13.40 13.60
100 m/z 71.10 39.34%
-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
13.00 13.20 13.40 13.60
5000 m/z 56.10 37 .33%
41 85
0 113128 %59 196211226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73986: Tetradecane, 2,5-dimethyl- R R ma AR
57 13.00 13.20 13.40 13.60
m/z 43.10 33.08%
5000
4 85
o | | 113105 154 183 211226
m/z--> 20 40 éo 85 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Octadecane, l-iodo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.43 3.10 ng 232928 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 86
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 1027 (13.425 min): BF091227.D (-1025) (-) m/z 57.10 100.00%
57
71
5000 43
99 UL AR BURIURN SUNLN IUN

13.20 13.40 13.60 13.80

U8127141155 182108 225239253 277

O ety m/z 71.10 74 .81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #151357: Octadecane, 1-iodo-
43 57
71
5000 85 TTTT TTTT TTTT TTTT TTT
29 13 20 13. 40 13. 60 13. 80
99 m/z 85.10 50.16%
113
oL 15 \J Ll | C71271411%9160183107011 258
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 T
71 13.20 13.40 13.60 13.80
5000 85 m/z 43.10 47 .33%
29

99
113127141155169183197211 225239 254

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

Abundance #99477: Nonadecane AR Baa T e

57 13.20 13.40 13.60 13.80
3| 7 m/z 55.10 18.73%

5000 85
29 99
o ‘ | 7 113127141155160183197211 205039 268

.”“.”“.”“.”“.”“.”“.”“.”“.”..”..”..”..”“.“.. R

mz--> 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:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Ethanol, 2-(hexadecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.64 7.01 ng 527258 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 90
2 Tetradecane 198 C14H30 000629-59-4 89
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 58
4 Tetradecane. 1-chloro- 232 C14H29ClI 002425-54-9 58
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 58
Abundance Scan 1046 (13.642 min): BF091227.D (-1043) (-) m/z 57.10 100.00%
57
43 | 71
5000

13.40 13.60 13.80 14.00

5
139154168183198  223238253267281

Otrrrrrrrireer m/z 71.10 61.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57
43 71
5000 RN BURELILN DU SR SR
13.40 13.60 13.80 14.00
2 111 m/z 43.10 58.04%
25141155160 196 224 255 oo,
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 71 UL BURBUILN DU UL B
13.40 13.60 13.80 14.00
5000 85 m/z 85.10 45 _.76%
29
15 99113127141155169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester e RARREEE RS
7 13.40 13.60 13.80 14.00
m/z 83.10 43.63%

83

5000

125
139153167182 210

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14 .26 5.22 ng 392343 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 1100 (14.259 min): BF091227.D (-1098) (-) m/z 57.10 100.00%

T WV\MJ\%
5000 85

14.00 14.20 14.40 14.60
o...3.,.-| | “ Lo | ?9,7.21.8.2‘.‘1,..2?:?,.. | m/z 71.10 73.70%
m/z--> 50 150 200 250 300 350
Abundance #36157: Dodecane
43
71
5000 RN AR RN BN R

14.00 14 20 14.40 14.60
‘ m/z 43.10 53.11%
L

‘ H 98 127 170
O e r —
m/z--> 50 100 150 200 250 300 350

Abundance
57
o
14.00 14.20 14.40 14.60
5000 g5 m/z 85.10 48.56%
29
. 113 141 169 197 225 253 281 309 337 380
T T e T T T [ P T T
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- B A B
57 14.00 14.20 14.40 14.60
m/z 55.10 22 .52%
5000 85
2 113 0
0 ‘ } [ d 141 169 239 266 309
e e = o
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Heptadecane, 9-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.42 3.18 ng 239020 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Pentacosane 352 C25H52 000629-99-2 89
4 Hexadecane 226 Cl16H34 000544-76-3 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 1114 (14.419 min): BF091227.D (-1112) (-) m/z 57.10 100.00%
g7
85
5000
113 141 0 Ao 1440 14'R0 1aen
169 261 14.00 14.20 14.40 14.60 14.80
I | A, [l a7 107 226 Tp280 %2 L70771.10 78,810
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 AL IR B SR B
14.00 14.20 14.40 14.60 14.80
m/z 85.10 59.05%
ol 38 h A ”1%3J141‘169 197 % 267 204 323 352
m/z--> 50 100 150 200 250 300 350
Abundance
57
1400 14.20 14.40 14.60 14.80
5000 85 m/z 43.10 52.62%
29 113 141
0 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane A REEmEEE R
57 14.00 14.20 14.40 14.60 14.80
m/z 70.10 24 _45%
5000 85
113
oL 2Ll \ | 1 169189211 239 267 205 303 352
m/z--> 50 100 1% 200 250 300 350 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 unknownl4.56 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .56 5.29 ng 238921 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 35
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 30
3 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 27
4 Tridecane 184 C13H28 000629-50-5 25
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 25

Abundance Scan 1126 (14.557 min): BF091227D( 1123) (-) m/z 149.00 100.00%

149

5000 85

My

14.20 14.40 14.60 14.80
207 232 250 268
o’ m/z 57.10 98.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159999: Phthalic acid, bis(7-methyloctyl) ester
149

5000 n R B R o
43 14.20 14.40 14.60 14.80

m/z 185.10 92.01%

127 167
L £ e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57

1420 14.40 14.60 14.80
5000 85 m/z 71.10 84 _.86%

41

4 112127

o

113
169 197
26 141 225 252267282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73980: Pentadecane, 7-methyl- AR BT S
57 14.20 14.40 14.60 14.80
m/z 85.10 45.62%
5000
4 85
112
o 26 ‘ | | 140455 183 21122
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:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 1,2-Benzenedicarboxylic aci... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.63 3.31 ng 149784 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bi... 334 C20H3004 000146-50-9 59
2 1.2-Benzenedicarboxvlic acid. de... 418 C26H4204 000119-07-3 59
3 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 53
4 1.2-Benzenedicarboxyvlic acid. bu... 304 C18H2404 000084-64-0 50
5 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 50

Abundance Scan 1132 (14.625 min): BF091227.D (-1130) (-) m/z 149.00 100.00%
149
5000 V//\JM\/\/\AM//\\
69
N v 1440 1460 14.80 15.00
97 127 207 293 : : : :
ol Jl,il...-m' 180 07231 e e e | m/z 69.10 27.55%
m/z--> 100 150 200 250 300 350 400
Abundance #134730. 1,2-Benzenedicarboxylic acid, bis(4-methylpentyl)...
149
5000 LA I L L L L L L L
14.40 14.60 14.80 15.00
43 85 m/z 71.10 21.29%
105 251
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
M
14.40 14.60 14.80 15.00
5000 m/z 43.10 20.48%
43
0 69 104 176 279 307 420
e L B a2 A
m/z--> 50 100 150 200 250 300 350 400
Abundance #134729: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ... A BEa T e S
149 14.40 14.60 14.80 15.00
m/z 85.10 17.16%
70
41 223
— T e T T M
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111716\
Data File : BF091227.D

Aca On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .85 2.62 ng 118247 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 80
Abundance Scan 1152 (14.854 min): BF091227.D (-1150) (-) m/z 57.10 100.00%
g7
85 ‘V\\AWhW“Awa\JLM\
5000
141 169 14.60 14.80 15.00 15.20
— ,I b l\ L=y 192, 108221240 263 295 85 | hzo71.10  82.72%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 LA B SR BB B
mmmmmmmm
m/z 85.10 63.28%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ il 1?1 | 169 197 225 253 296
m/z--> éo 160 1éo 260 2%0 360 3%0
Abundance
57
' 14.60 1480 15.00 15.20
5000 85 m/z 43.10 45.26%
29
0 13 141 169 210 39 266 309
m/z--> éo 160 150 200 250 360 3%0
Abundance #82608: Heptadecane A BT B S
57 14.60 14.80 15.00 15.20
m/z 99.10 22.82%
85
5000
29
m/z--> 5'0 100 150 200 250 300 3&1,0 14|60 14. 80 15. oo 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111716\
Data File : BF091227.D

Acq On : 17 Nov 2016 22:05

Operator : UM/SJ

Sample : H5681-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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... 4.74 9.0 ng 513973 1 6.61 1142480 20.0
unknown6 .38 6.38 64.2 ng 3668560 1 6.61 1142480 20.0
Hexanoic acid, 2-... 7.34 4.3 ng 297635 2 7.90 1384780 20.0
Triacetin 8.70 6.5 ng 452717 2 7.90 1384780 20.0
Hexadecane 10.58 2.7 ng 230984 4 11.14 1725380 20.0
3,6,9,12-Tetraoxa... 10.78 8.6 ng 737993 4 11.14 1725380 20.0
Dodecane, 2-methy... 11.02 2.7 ng 230400 4 11.14 1725380 20.0
Undecanoic acid 11.69 2.3 ng 194398 4 11.14 1725380 20.0
Tetradecane 12.61 2.3 ng 169212 5 13.77 1504310 20.0
Pentadecane, 8-he... 13.09 3.1 ng 235584 5 13.77 1504310 20.0
unknown13.31 13.31 3.4 ng 257944 5 13.77 1504310 20.0
Octadecane, 1-iodo- 13.43 3.1 ng 232928 5 13.77 1504310 20.0
Ethanol, 2-(hexad... 13.64 7.0 ng 527258 5 13.77 1504310 20.0
Dodecane 14.26 5.2 ng 392343 5 13.77 1504310 20.0
Heptadecane, 9-oc... 14.42 3.2 ng 239020 5 13.77 1504310 20.0
unknownl14 .56 14.56 5.3 ng 238921 6 15.14 903930 20.0
1,2-Benzenedicarb... 14.63 3.3 ng 149784 6 15.14 903930 20.0
Heneicosane 14 .85 2.6 ng 118247 6 15.14 903930 20.0
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