LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 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-BF121716.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 4.270 189 191 195 rvB 62519 89195 1.05% 0.107%
2 4.956 247 251 261 rBVY 2493019 4492846 52.73% 5.377%
3 5.379 285 288 290 rBVY 7317389 8263522 96.99% 9.890%
4 6.419 375 379 381 rBVY 5902100 8520202 100.00% 10.198%
5 6.533 386 389 392 rVB 5349338 7717355 90.58% 9.237%
6 6.762 407 409 412 rBV 1612299 1552554 18.22% 1.858%
7 6.922 421 423 426 rVB 5400712 5216238 61.22% 6.243%
8 7.333 455 459 461 rBV 4315425 4908808 57.61% 5.875%
9 7.436 464 468 474 rBV4 76799 223784 2.63% 0.268%
10 7.573 474 480 482 rvVB4 66006 133191 1.56% 0.159%

11 7.676 486 489 493 rVB3 68026 153991 1.81% 0.184%
12 7.790 498 499 504 rvVB4 45696 100962 1.18% 0.121%
13 8.053 519 522 524 rBV 2114831 2321373 27.25% 2.778%
14 8.350 544 548 549 rVB3 76659 135529 1.59% 0.162%
15 8.408 549 553 554 rBvV2 55851 108492 1.27% 0.130%

16 8.488 557 560 562 rBvV 270310 334705 3.93% 0.401%
17 8.602 568 570 573 rBV3 35656 91822 1.08% 0.110%
18 8.750 581 583 586 rvB2 64433 113865 1.34% 0.136%
19 8.865 591 593 598 rvv3 74195 121645 1.43% 0.146%
20 9.082 610 612 613 rBvV 317874 294228 3.45% 0.352%

21 9.128 613 616 619 rvvV 5616228 7210820 84.63% 8.630%
22 9.208 621 623 626 rvv3 67380 138520 1.63% 0.166%
23 9.265 626 628 632 rVB5 43092 119473 1.40% 0.143%
24 9.402 635 640 642 rBvV2 45722 101355 1.19% 0.121%
25 9.459 642 645 647 rBv2 64125 121003 1.42% 0.145%

26 9.528 648 651 653 rvB 1297045 1443095 16.94% 1.727%
27 9.802 672 675 677 rBV 2619769 2499496 29.34% 2.992%
28 10.008 687 693 695 rBv4 71166 160180 1.88% 0.192%
29 10.213 709 711 713 rBV3 86340 153317 1.80% 0.184%
30 10.248 713 714 715 rVB 124657 85515 1.00% 0.102%

31 10.465 730 733 736 rBV 119434 134413 1.58% 0.161%
32 10.591 741 744 747 rBV 4103796 5173137 60.72% 6.192%
33 10.716 753 755 759 rvVB 243901 331441 3.89% 0.397%
34 11.162 792 794 796 rBV 266125 242070 2.84% 0.290%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.288 802 805 806 rBvV 2233306 2538620 29.80% 3.038%

36 11.311 806 807 808 rvv 204065 144415 1.69% 0.173%
37 11.585 829 831 833 rvv 266537 284416 3.34% 0.340%
38 11.676 837 839 841 rBV 135746 162132 1.90% 0.194%
39 11.779 846 848 850 rvv 125607 125018 1.47% 0.150%
40 11.825 850 852 855 rvv3 308396 515008 6.04% 0.616%

41 11.871 855 856 858 rvv2 193770 263305 3.09% 0.315%
42 11.916 858 860 863 rvv 192742 233207 2.74% 0.279%
43 11.996 863 867 869 rvv3d 199290 427924 5.02% 0.512%
44 12.031 869 870 872 rvv2 104345 174608 2.05% 0.209%
45 12.065 872 873 877 rvv2 319398 476889 5.60% 0.571%

46 12.145 877 880 883 rvv3 90373 221737 2.60% 0.265%
47 12.236 885 888 890 rvv2 182218 263508 3.09% 0.315%
48 12.317 893 895 897 rvv 275485 390131 4._.58% 0.467%
49 12.408 900 903 906 rVB3 90691 189868 2.23% 0.227%
50 12.534 912 914 916 rVB 162106 202592 2.38% 0.242%

51 12.705 926 929 932 rVB2 327554 379932 4._.46% 0.455%
52 12.774 934 935 939 rvB2 96104 115934 1.36% 0.139%
53 12.877 941 944 946 rVB 6580400 6950546 81.58% 8.319%
54 13.002 953 955 958 rVvB 119587 123703 1.45% 0.148%
55 13.402 989 990 992 rBv2 208012 217856 2.56% 0.261%

56 13.768 1020 1022 1032 rBV 447680 610558 7.17% 0.731%
57 13.917 1032 1035 1037 rBV 2434693 2366194 27.77% 2.832%
58 14.100 1049 1051 1056 rVB 83769 117309 1.38% 0.140%
59 14.408 1076 1078 1084 rVB 334818 410746 4.82% 0.492%
60 14.694 1099 1103 1106 rBV 146303 279471 3.28% 0.334%

61 14.762 1107 1109 1112 rVB 319335 335483 3.94% 0.402%
62 15.014 1128 1131 1136 rBV2 89392 211058 2.48% 0.253%
63 15.323 1155 1158 1160 rBV 1302803 1787540 20.98% 2.139%
64 15.757 1194 1196 1198 rBV 71111 111080 1.30% 0.133%
65 16.488 1257 1260 1264 rBV 59009 111982 1.31% 0.134%

Sum of corrected areas: 83550912
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 57.88 ng 4492850 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 251 (4.956 min): BF091755.D (-247) (-) m/z 43.10 100.00%

43
59
5000
101

460 480 500 5.20

83
o...,....,....,..3.6.-,':...‘??.:I,...‘??....,.~...,...:,....,....,....,....,...., m/z 59.10 60.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LI L L L L L LB L L
460 4.80 5.00 5.20
m/z 101.10 22.41%
101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
R EAARE oA
57 460 4.80 5.00 5.20
5000 m/z 58.10 16.21%
29 101
15 73 83
memmmmwmw
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 T ....,....,.
59 460 480 5.00 5.20

m/z 41.05 9.29%

5000 41
68
|50 126 14

A
n||nn||n||nn||n||n|||nn||||||||||||||||||||||||||||||||||||||||| LI L L L L L I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 2 unknown6.53 Concentration Rank 1

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

6.53 99.42 ng 7717360 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 389 (6.533 min): BF091755.D (-386) (-) m/z 132.00 100.00%
5000 68
20 g 7 a7 9|6 511 J 620 6.40 6.60 6.80
AL LS N  m/z 68.10 47.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SN AREE SRR
6.20 6.40 6.60 6.80
m/z 134.00 33.49%

| oy |

I
m/z--> 20 40 60 80 100 120 140 160 180

Abundance
57 132
L
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.10 30.02%
89 | 107 158 189
e o L o T S
miz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R Eaa e
132 6.20 6.40 6.60 6.80
m/z 69.10 19.20%
117
5000
a0 91
A .
| | 1! Jl u M wl | m
. A
miz-> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 4 Octane, 2,3,6-trimethyl- Concentration Rank 13

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

8.49 2.88 ng 334705 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 78
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 64
4 Decane. 2-methvl- 156 C11H24 006975-98-0 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64

Abundance Scan 560 (8.488 min): BF091755.D (-557) (-) m/z 57.10 100.00%
71
85 820 840 860 880
97 : : : :
el !'. 125135 149 169 183 | n77 71.10  81.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27143: Octane, 2,3,6-trimethyl- A/\/WV\J
5 71
5000 AN LS AR LR R
8.20 8.40 8.60 8.80
m/z 43.10 51.58%
gl LB e Wm0 e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57
43 " 820 840 8.60 880
5000 m/z 41.10 26.59%
29 113
15 8 o7 127 142
miz--> 20 40 60 80 100 120 140 160 180
Abundance #50795: Octane, 2-bromo- B A RRREE R
57 7 8.20 8.40 8.60 8.80
m/z 56.05 18.50%
43
5000 13
29
18 || ) \m ) 88 93 123 135 149
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 5 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.72 2.61 ng 331441 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane. 2-methvl- 198 C14H30 001560-96-9 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 755 (10.716 min): BF091755.D (-753) (-) m/z 57.10 100.00%
57
5000 85
4
113 184 10.40 10.60 10.80 11.00
,,‘ b e B ot m/z 43.10  70.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55007: Tetradecane
57
5000 85 LR SRR R UGN SR
mmmmmmnm
29 m/z 71.10 67.17%
\‘ ‘\ ‘\ L 1\3 141 169 198
m/z--> 2'0 4'0 6|O 8|0 100 120 140 1('30 180 200 220 240 260 25';0 3(')0 32'0 '
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 85.10 42 .75%
85
29
113 155 183
mﬁmmwmwﬁwﬁwﬁwﬁvﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82607: Heptadecane T T
57 10.40 10.60 10.80 11.00
m/z 41.10 30.23%
5000 85
29
L bl i, 169 196 200

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 6 Eicosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.59 2.24 ng 284416 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Heptacosane 380 C27H56 000593-49-7 58
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 52
4 Octadecane 254 C18H38 000593-45-3 52
5 Tetracosane 338 C24H50 000646-31-1 52

Abundance Scan 831 (11.585 min): BF091755.D (-829) (-) m/z 57.05 100.00%
57
5000 85
J | T 11150 1140 1150 1130 15,00
113 190 . . . . :
- A Al 2t s M/Z 43.10 71.07%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 LRSNIAAL DURRURA SUNIUIL B B
85 11.20 11.40 11.60 11.80 12.00
29 m/z 71.10 60.28%
Ayl M e aes o
m/z--> 50 100 150 200 250 300 350
Abundance
57
11:20 11,40 1160 11.80 12.00
5000 m/z 85.10 39.90%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #73991: Dodecane, 2-methyl-6-propyl- L B EE e
57 11.20 11.40 11.60 11.80 12.00
m/z 41.10 33.15%
5000 85
140
3§ | | | (113 77 18250509
m/z--> 50 100 150 200 250 300 350 1120 1140 11,60 11.80 12.00

8270-BF121716.M Tue Dec 20 05:50:13 2016

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 7 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.83 4_.06 ng 515008 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Butoxyacetic acid 132 C6H1203 002516-93-0 11

Abundance Scan 852 (11.825 min): BF091755.D (-850) (-) m/z 73.00 100.00%

D

B 60 73
5000
129
97

115
143157171185, 213,11 055 11.60 11.80 12.00 12.20

i m/z 43.10 99.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ’
Abundance #92227: n-Hexadecanoic acid
43
60 73
5000 LA I L L L L L L L

11.60 11.80 12.00 12.20
m/z 60.00 84.88%

256
IL ) \“ \H %01;}5 i 143157171185199213227242 |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
29 11.60 11.80 12.00 12.20
5000 m/z 57.10 77.89%
o 129 242
199
101115 143457171185 213226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid L B A e
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 73.52%
5000 129
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 8 7,7-Dimethyl-7,8-dihydro-6H... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.87 2.07 ng 263305 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.7-Dimethvl-7.8-dihvdro-6H-5.9-_.. 254 C17H1802 161895-54-1 60
2 Phenanthrene. 1.2.3.4.5.6.7.8-0c... 186 C14H18 005325-97-3 41
3 Anthracene. 1.2.3.4.5.6.7.8-octa... 186 C14H18 001079-71-6 38
4 Benzene. 1-fluoro-3-(phenvimethvl)- 186 C13H11F 001496-00-0 15
5 5-Thiazolecarboxylic acid, 2-ami... 186 C7H10N202S 007210-76-6 15

Abundance Scan 856 (11.871 min): BF091755.D (-855) (-) m/z 186.10 100.00%

186

5000 . 10719 141

155 171

11.60 11.80 12.00 12.20
m/z 254.20  55.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90982: 7,7-Dimethyl-7,8-dihydro-6H-5,9-dioxadibenzo[a,c]c...
186 254
5000
41 169 11.60 11.80 12.00 12.20
69 139 £239 m/z 197.10 49.85%
2 55 ‘ 102115 ‘ ‘
Y O o N . O Y -2yl L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
186
158
11.60 11.80 12.00 12.20
5000 m/z 141.05 48.18%
145
. 15129
14 41 g3 77 91 171
R L R A AARRR RS S LS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46938: Anthracene, 1,2,3,4,5,6,7,8-octahydro- A B A B

11.60 11.80 12.00 12.20
m/z 239.15  46.57%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF121716.M Tue Dec 20 05:50:14 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 9 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.00 3.37 ng 427924 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetracosane 338 C24H50 000646-31-1 60
3 Octacosane 394 C28H58 000630-02-4 60
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 53
5 Heneicosane 296 C21H44 000629-94-7 53
Abundance Scan 867 (11.996 min): BF091755.D (-863) (-) m/z 57.10 100.00%
2% M
11/60 11.80 12.00 12.20 12.40
m/z 43.10 75.87%
m/z--> 50 100 150 200 250 300 350
Abundance #73963: Hexadecane
57
5000 85 DAL SV BRI B
11.60 11.80 12.00 12.20 12.40
29 m/z 71.10 71.08%
1 H “\ | m‘ 1}3 | 14\.1 ) 169 197 226
m/z--> 55 160 1éo 260 250 360 3éo '
Abundance
57
11/60 11.80 12.00 12.20 12.40
5000 P m/z 85.05 48 .42%
29
113 141 169 197 225 253 281 309 338
m/z--> 55 160 1éo 260 250 300 3éo '
Abundance #155178: Octacosane T e T
57 11.60 11.80 12.00 12.20 12.40
m/z 215.20 32.52%
5000 85
29
| h || | 43 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3éo ' 11.60 11.80 12.00 12.20 12.40

8270-BF121716.M Tue Dec 20 05:50:14 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 10 unknownl1l2.07 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.07 3.76 ng 476889 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene-l-amine. N-benzvlidene... 159 C11H13N 039575-55-8 30
4-(4-0x0-1.2.3.4.6.7.12.12b-octa... 326 C19H22N203 1000137-91-1 27
3 4-Amino-2-chloro-6.7-dimethoxvau... 239 C10H10CIN302 023680-84-4 25
4 l1soxazole. 5-methvl-4-phenvl- 159 C10HO9NO 023253-49-8 22
5 Cobalt, (.eta.5-2,4-cyclopentadi... 239 Cl4H12Co 088242-61-9 22
Abundance Scan 873 (12.065 min): BF091755.D (-872) (-) m/z 239.20 100.00%
159 239
5000
6o o1 | 185 o0 1000 o0 e
256 : : :
...,....,”....,..'..l,w.'.. .I.JIJ.L.'.“ w28 420 77 159.10  82.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #29045: 1-Propene-1-amine, N-benzylidene-2-methyl-
159
91
5000
11.80 12.00 12.20 12.40
‘ 17 m/z 241.20 28.31%
1 ‘ ‘m 474 “ ‘F\ e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
239
11.80 12.00 12.20 12.40
5000 m/z 117.05 21.46%
55
77 105 128 154 183 209 326
mmwwmmmﬂwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81443: 4-Amino-2-chloro-6, 7-dimethoxyquinazoline T e T
239 11.80 12.00 12.20 12.40
m/z 240.20 20.47%
5000
160
15 135
53 196
77
..w..nfn!.:.n'”.}??”,”!...””%TT.” PR N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.80 12.00 12.20 12.40

8270-BF121716.M Tue Dec 20 05:50:15 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

12.24 2.08ng 263508  Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4b.8-Dimethvl-2-isopropviphenant... 256 C19H28

2 s-Indacen-1(2H)-one. 3.5.6.7-tet... 256 C18H240

3 As-Indacene. 1.2.3.6.7.8-hexahvd... 256 C19H28

4 3.4-Dihvdro-3.3-dimethyl-1.9(2H.... 241 C15H15N02
5 1H-Indene, 2,3-dihydro-1,1,4,5-t... 174 C13H18

038754-94-8 70
017465-47-3 46

016204-57-2 25

1000197-14-1 94

1000212-95-2 30

Abundance Scan 888 (12.236 min): BF091755.D (-885) (-) m/z 159.05 100.00%
159
241
5000
185
3 117 143 211 256
64 77 o1 h98||1225 | 12.00 12.20 12.40 12.60
#"“' e AL m/z 241.20 63.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92361: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8,...
241
159
5000 LI L L L L L L L LI
o 256 12.00 12.20 12.40 12.60
1 o1s m/z 185.10 35.75%
43 129143 199 ‘
Sl ol PRV 2 ol -2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
241
12.00 12.20 12.40 12.60
5000 m/z 191.10 21.09%
185 256
15 29 43 g3 77 91 1151281421577 99212225
R e LA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92362: As-Indacene, 1,2,3,6,7,8-hexahydro-1,1,6,6-tetrame...
241 12.00 12.20 12.40 12.60
m/z 143.05 18.71%
5000
143 256
29 4 113 185
R e O Tseuzs ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60

8270-BF121716.M Tue Dec 20 05:50:15 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 12 10,18-Bisnorabieta-8,11,13-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.32 3.07 ng 390131 Phenanthrene-d10 11.29

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 10.18-Bisnorabieta-8.11.13-triene 242 C18H26 032624-67-2 95
2 s-Indacene-1.7-dione. 2.3.5.6-te... 242 C16H1802 055591-17-8 64
3 Dicvclopentala.dlbenzene. 4.8-di... 242 C18H26 1000156-41-6 60
4 1.4-Naphthalenedione. 2-hvdroxv-... 242 C15H1403 000084-79-7 55
5 Benzo[d]pyrazolo[3,4-bJazepin-3(... 227 C13H13N30 263550-89-6 53
Abundance Scan 895 (12.317 min): BF091755.D (-893) (-) m/z 227.15 100.00%

b7
5000 143
242
11528 12.00 12.20 12.40 12.60
41 . : . .
o s 28 | "W/z 143.05 45.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83831: 10,18-Bisnorabieta-8,11,13-triene
227
143
5000

242 12.00 12.20 12.40 12.60

128 ‘ m/z 242.20 27 .20%
|

569 91 15| | ?7171 195199214
P RN R RN PR OO 1) Lolli wly ) l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
227
12.00 12.20 12.40 12.60
5000 m/z 228.15 17.21%
242

115
16 39 63 77 o1 128141157171185199213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 A
Abundance #83838: Dicyclopenta[a,d]benzene, 4,8-diethyl-1,5-dimethyl- e
227 12.00 12.20 12.40 12.60
m/z 127.95 16.43%

5000

242
213 ‘
|

27 4155 77 91 115 129 143 171 1ﬁ5199

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

8270-BF121716.M Tue Dec 20 05:50:16 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Hexadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.71 3.21 ng 379932 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 70
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 58
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Piperidin-4-carboxylic acid 129 C6H11NO2 000498-94-2 38

Abundance Scan 929 (12.705 min): BF091755.D (-926) (-) m/z 56.10 100.00%
56
5000 AvA_j\
P 129 239257 AU AR SRR
3 o 1 157 185 213 312 12.40 12.60 12.80 13.00
0! m/z 57.10 58.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56
5000 AR AR ARRR
257 nmnmnmmm
29 129 239 m/z 43.10 40.48%
el H\. 3 | 157 185 w s 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
1240 12.60 12.80 13.00
5000 m/z 41.10 37.93%
29 73
129
9113 157 185 213 239257 591 315
R R R R s L LA A L LA LA AN LRSS LAY LA AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester A B B S
57 12.40 12.60 12.80 13.00
m/z 55.05 34.01%
- 4 AJ\J\,\'/\/L\_/\\A
239 957
18, ( H JH i m\ 1 ﬁ ? 157 185 23 ‘ H 282 312
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 3(')0 ' 12. 40 12 60 12. 80 13 00 '

8270-BF121716.M Tue Dec 20 05:50:16 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 14 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.77 5.16 ng 610558 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87
Abundance Scan 1022 (13.768 min): BF091755.D (-1020) (-) m/z 57.10 100.00%
43 83
125 9 1340 13.60 13.80 14.00
1 . . . .
I 153168 191 208 230 n/z 43.10 94 50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 7
5000 RSARUVARUNARUARER
13. 40 13. 60 13.80 14.00
29 125 m/z 55.10 87.65%
15 | | 139154168182196010224238 266
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 LN NS BN BV I
97 13.40 13.60 13.80 14.00
5000 m/z 83.05 87.32%
29 111

25
139153167182196210224 252 280

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

E
-

13.40 13.60 13.80 14.00
m/z 69.05  77.47%

83

5000

125

;/

139153167182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13 80 14.00

8270-BF121716.M Tue Dec 20 05:50:17 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 15 Trifluoroacetic acid, n-oct... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.41  3.47ng 410746  Chrysene-di2 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91

2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 90
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
4 1-Docosene 308 C22H44 001599-67-3 87

5 Acetic acid, chloro-, octadecyl ... 346 C20H39CI02 005348-82-3 87
Abundance Scan 1078 (14.408 min): BF091755.D (-1076) (-) m/z 57.05 100.00%
43 83 g7
5000
I I I I I

14.00 14.20 14.40 14.60 14.80
m/z 43.10 76.11%

139153167181195 211

239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43 57
5000 LA L B L B L B L L L L

mmmmmmmmmm
111 m/z 83.05 74 .54Y%
‘ ‘ ‘ |

126140154168183 210224 252
e

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

43 57 83
97

5

14.00 14.20 14.40 14.60 14.80
5000 111 m/z 55.05 71.83%

29
126140154168182 210 238250066 295

Wﬁm’mﬁmmwmm
20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecy! ester T
7 14.00 14.20 14.40 14.60 14.80

83 m/z 97.10 70.72%
97
5000
139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. OO 14 20 14. 40 14. 60 14. 80

23

8270-BF121716.M Tue Dec 20 05:50:17 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 16 unknownl14.69 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.69 3.13 ng 279471 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 49
2 Pentacosane 352 C25H52 000629-99-2 49
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 47
4 Tetratetracontane 619 C44H90 007098-22-8 47
5 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 46
Abundance Scan 1103 (14.694 min): BF091755.D (-1099) (-) m/z 69.10 100.00%
o
5000 43
% 121 149160 203 231 281 14.40 14.60 14.80 15.00
bl e B S m/z 57.10 81.38%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 R BN SURILN SUMILE UL
85 14.40 14.60 14.80 15.00
29 m/z 71.10 60.42%
7| h | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 81.10 53.03%
113
29 141 169,59 211 239 267 295 323 352
m/z--> 55 160 1%0 200 2éo 360 3éo
Abundance #123100: Pentadecane, 8-heptyl- R e e e
57 14.40 14.60 14.80 15.00
m/z 43.10 51.79%
5000 85
29 113 210
BN R P S S [ PR ,V O SRI{ V
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF121716.M Tue Dec 20 05:50:18 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 17 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.76 3.75 ng 335483 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 _.psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 72
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 53
Abundance Scan 1109 (14.762 min): BF091755.D (-1107) (-) m/z 69.10 100.00%
6o
5000
41 J
09137 14.40 14.60 14.80 15.00
byl 189221 28t . m/z 81.10 48.15%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158503: Squalene
69
14.40 14.60 14.80 15.00
41 m/z 41.10 22.27%
) ‘\FH“A 191 231 273301 341368 410
mz-> 0 55 100 1éo 200 250 300 350 400 450 500 550
Abundance
69
14.40 14.60 14.80 15.00
5000 m/z 95.10 12.76%
M 109137
191 245273301 341368 409436 477504 546
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R EE B o S
69 14.40 14.60 14.80 15.00
m/z 68.10 10.54%
5000
41
H J | 20517165105
I

|
TR o e LA I i o e e e R R SR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14 60 14. 80 15.00

8270-BF121716.M Tue Dec 20 05:50:18 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091755.D

Aca On : 18 Dec 2016 23:53

Operator : UM/SJ

Sample : H6125-04

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 18 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.01 2.36 ng 211058 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 1131 (15.014 min): BF091755.D (-1128) (-) m/z 57.10 100.00%
57
85
5000

] 141 169 207 52 14.60 14.80 15.00 15.20 15.40
e b L R0, 20T 22oe m/z 71.05 72.40%

m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 | BLLLIL LENL L N L L B L L L
14.60 14.80 15.00 15.20 15.40
m/z 43.10 59.79%
29 113
\‘ | ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
g P T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R B B
14.60 14.80 15.00 15.20 15.40
5000 85 m/z 85.05 52.96%
29 13 14
169 197 225 253 281 309 337 365 394
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane R B e
57 14.60 14.80 15.00 15.20 15.40
m/z 99.10 21.71%
5000 85
118 14
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
....,.... A T
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40

8270-BF121716.M Tue Dec 20 05:50:19 2016 Page: 20



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF121816\

Data File : BF091755.D

Acq On : 18 Dec 2016 23:53

Operator : UM/SJ

3?22'6 i H6125-04 SB-47(22-24)-12-14-16
ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF121716.M
Quant Title : 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... 4.96 57.9 ng 4492850 1 6.76 1552550 20.0
unknown6 .53 6.53 99.4 ng 7717360 1 6.76 1552550 20.0
Octane, 2,3,6-tri... 8.49 2.9 ng 334705 2 8.05 2321370 20.0
Tetradecane 10.72 2.6 ng 331441 4 11.29 2538620 20.0
Eicosane 11.59 2.2 ng 284416 4 11.29 2538620 20.0
n-Hexadecanoic acid 11.83 4.1 ng 515008 4 11.29 2538620 20.0
7,7-Dimethyl-7,8-_.. 11.87 2.1 ng 263305 4 11.29 2538620 20.0
Hexadecane 12.00 3.4 ng 427924 4 11.29 2538620 20.0
unknownl12 .07 12.07 3.8 ng 476889 4 11.29 2538620 20.0
4b,8-Dimethyl-2-i... 12.24 2.1 ng 263508 4 11.29 2538620 20.0
10,18-Bisnorabiet... 12.32 3.1 ng 390131 4 11.29 2538620 20.0
Hexadecanoic acid... 12.71 3.2 ng 379932 5 13.92 2366190 20.0
1-Nonadecene 13.77 5.2 ng 610558 5 13.92 2366190 20.0
Trifluoroacetic a... 14.41 3.5 ng 410746 5 13.92 2366190 20.0
unknownl14 .69 14.69 3.1 ng 279471 6 15.32 1787540 20.0
Squalene 14.76 3.8 ng 335483 6 15.32 1787540 20.0
Heneicosane 15.01 2.4 ng 211058 6 15.32 1787540 20.0
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