LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On : 25 Mar 2016 7:04 Instrument :
Operator : UM/SJ BNA_F

Sample - H1885-01 ClientSampleld :
Misc - TRACK-D-GRID-14A
ALS Vial : 30 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-BF032416_.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 4.390 180 184 188 rBV2 20228 39137 1.23% 0.139%
2 5.007 235 238 244 rBV 301742 466371 14.60% 1.654%
3 5.430 272 275 277 rBV 1988236 2649865 82.98% 9.399%
4 5.830 307 310 313 rVB 41473 42944 1.34% 0.152%
5 6.459 362 365 368 rBV 1845789 2666763 83.51% 9.459%
6 6.596 374 377 379 rBV 2662747 2808988 87.96% 9.963%
7 6.824 395 397 399 rBV 849151 711953 22.29% 2.525%
8 6.984 408 411 413 rBV 2133785 2291719 71.76% 8.128%
9 7.396 444 447 449 rBV 1647049 1913684 59.93% 6.788%
10 7.499 453 456 462 rVB 56835 76966 2.41% 0.273%

11 8.104 507 509 512 rBV 708358 878017 27.49% 3.114%
12 9.190 601 604 606 rBV 3341874 3193389 100.00% 11.327%
13 9.579 636 638 641 rBvY 527598 476479 14.92% 1.690%
14 9.796 655 657 659 rvB 109928 83573 2.62% 0.296%
15 9.865 661 663 665 rvB 1066165 946999 29.65% 3.359%

16 10.299 697 701 702 rBV 112424 138043 4._.32% 0.490%
17 10.516 717 720 721 rBV 44545 59643 1.87% 0.212%
18 10.653 729 732 734 rBV 1709943 1662773 52.07% 5.898%
19 10.768 740 742 746 rVB 132856 150301 4.71% 0.533%

20 11.213 779 781 782 rBV 82068 69508 2.18% 0.247%
21 11.248 782 784 787 rVB 27974 34828 1.09% 0.124%
22 11.339 790 792 795 rBV 619829 828847 25.96% 2.940%
23 11.579 810 813 816 rBV3 20183 37279 1.17% 0.132%
24 11.636 816 818 820 rVB 36048 34353 1.08% 0.122%
25 11.876 837 839 844 rBv2 116988 123495 3.87% 0.438%
26 11.956 844 846 850 rVB 19929 36831 1.15% 0.131%
27 12.551 896 898 900 rBV 48490 55653 1.74% 0.197%
28 12.653 905 907 909 rBvV 32334 47987 1.50% 0.170%
29 12.756 913 916 917 rvv2 20179 35232 1.10% 0.125%
30 12.779 917 918 922 rVB2 59859 80322 2.52% 0.285%
31 12.928 928 931 934 rBV 2357496 2144488 67.15% 7.606%
32 13.156 949 0951 954 rBV2 30645 46927 1.47% 0.166%
33 13.408 971 973 975 rBV 176953 261112 8.18% 0.926%
34 13.499 979 981 983 rvB2 66899 77637 2.43% 0.275%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.819 1007 1009 1015 rBV 328413 562262 17.61% 1.994%

36 13.979 1020 1023 1025 rBV 664637 684559 21.44% 2.428%
37 14.139 1036 1037 1041 rVB 99273 138726 4_.34% 0.492%
38 14.448 1062 1064 1066 rBV 151417 164423 5.15% 0.583%
39 14.745 1088 1090 1092 rVB 102303 84442 2.64% 0.300%
40 15.065 1116 1118 1120 rVB 82540 95864 3.00% 0.340%

41 15.397 1145 1147 1152 rVB 425681 622516 19.49% 2.208%
42 16.048 1202 1204 1215 rVB 141820 340119 10.65% 1.206%

43 16.460 1238 1240 1249 rVB 110251 225166 7.05% 0.799%
44 16.997 1285 1287 1291 rVB2 56427 103447 3.24% 0.367%

Sum of corrected areas: 28193630
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085746.D

3000000
6.60
2500000
6.98
2000000 5:43 6.46
7.40

1500000
1000000 6.82

500000 501

4.39 I\ | 583 | 7.50

\_
LI S B B S By B S B S e

T TSNS i B ,
6.00 6.50 7.00 7.50

T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF085746.D

3000000
2500000 12.93

2000000
10.65

1500000
9.86
1000000

3.10
0.58 11.34 1

500000 134 :
L A 9. 103010671077 12 19364 Y86 1Q&ﬁ§ﬁ4l~5§yzwﬁufg_ﬁj
T I

o e A A e e T

T
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085746.D

3000000
2500000
2000000
1500000

1000000 13.98 15.40

14.45 14.75 1507 16.05
500000y || 14 14 16.46 17.00

0 ————————————— T ———— ]

T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 4

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

5.01 13.10 ng 466371 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 238 (5.007 min): BF085746.D (-235) (-) m/z 43.05 100.00%
a3
59
5000
101 e N
460 4.80 5.00 520 5.40
51 69 83
...,....,....,....I,':...,..~!.|,....,....,.-...,....-,....,....,....,....,...., m/z 59.10 62.66%
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 S SRR R R
59 4.60 4.80 5.00 520 5.40
m/z 101.10 25.18%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 16.72%
68
50 126 142
wﬁmﬂwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3098: 5-Hexen-2-one A BEEEE L
43 460 4.80 5.00 520 5.40
m/z 41.10 9.30%
5000
55
27
15
ol e 71 8 9

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 unknown6.60 Concentration Rank 1

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

6.60 78.91 ng 2808990 1,4-Dichlorobenzene-d4 6.82
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 17
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 377 (6.596 min): BF085746.D (-374) (-) m/z 132.10 100.00%
132
5000 68
40 - % 104 620 6.40 6.60 6.80 7.00
54 : : : : :
SR, I ol A NSO Ml S N m/z 68.10 36.18%
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 AR AN AN
620 640 6.60 6.80 7.00
78 m/z 134.10 33.32%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 22.62%
41 97
53 2 117
34 60 89 105 124
Wmﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- T AL mmansT
132 6.20 6.40 6.60 6.80 7.00

m/z 96.10 15.51%

5000

63
15 28 3 52 % 77 90 104 36

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.30 2.92 ng 138043 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 701 (10.299 min): BF085746.D (-697) (-) m/z 57.10 100.00%
57
5000 85
4
| | T 710100 10,20 1040 10160
rreprrer e m/z 71.10 69.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000 U SRR RARRA
4 10.00 10.20 10.40 10.60
m/z 43.10 64 .97%
Ll J 1%3 141 169 197212 240
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57
10,00 10,20 10.40 10.60
5000 A 85 m/z 85.10 48.08%
2 M3 141 160 197 205 254
W@WTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane R R Eaa e S Sy
57 10.00 10.20 10.40 10.60
m/z 41.10 30.40%
85
5000
4
113
‘ Ll [ 14 169 g7 225 263268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER T T T T T T T T T

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 Tridecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.88 2.98 ng 123495 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 76
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Dodecane 170 C12H26 000112-40-3 11
5 Tritetracontane 605 C43H88 007098-21-7 10
Abundance Scan 839 (11.876 min): BF085746.D (-837) (-) m/z 73.00 100.00%
73
43 60
5000 129
i 3 115 157 171 i 213 A AR RSN AR AN AR
143 297 256 11.60 11.80 12.00 12.20

m/z 43.10 75.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid

43 60 73

5000 LI L e
29 11. 60 11. 80 12. OO 12 20

‘ 129 . 214 m/z 60.10 73.79%
AL

7 15 1
ol | e sy

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

Abundance
43 60 73
et
11.60 11.80 12.00 12.20
5000 - 129 m/z 57.10 63.22%
87 242
143 199
101115 157171185 013
225
A s B B e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37192: n-Decanoic acid R B EmEEs R S
60 73 11.60 11.80 12.00 12.20
a m/z 55.10 59.42%
50001 29 129
115
101 143, 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.41 7.63 ng 261112 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 90
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 64
4 Dodecanamide 199 C12H25N0 001120-16-7 59
5 Tetradecanamide 227 C14H29NO 000638-58-4 58
Abundance Scan 973 (13.408 min): BF085746.D (-971) (-) m/z 59.05 100.00%
50
5000
41
e
98 112126, 4 13.00 13.20 13.40 13.60 13.80
154 175 198 220 238 264 281 /7 7910 71 58
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
509
5000 U AR BRI UL B
1300 13.20 13.40 13.60 13.80
41 m/z 55.10 38.80%
27 | ‘\‘u |33 1428 1sag7oisucs 220 238 264 %
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 2éo 280
Abundance
59
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.10 29.14%
43
29 86 100114128142156170184198212226240 255
WWWWWTWWWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7608: Pentanamide, 4-methyl- I RREEEEEES T
50 13.00 13.20 13.40 13.60 13.80
m/z 43.10 24 .23%
5000 N~‘“—JAﬁN”—JJRJL—/wﬂ—FILN
44
3 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1300 13.20 1340 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 Pentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.27 ng 77637 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Hexadecane 226 C16H34 000544-76-3 94
3 Nonadecane 268 C19H40 000629-92-5 93
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86

Abundance Scan 981 (13.499 min): BF085746.D (-979) (-) m/z 57.10 100.00%

g7
71
43 P
5000

13.20 13.40 13.60 13.80
m/z 71.10 74.50%

9
L i 113127141 164180 197 218232 253268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64575: Pentadecane
57
43
71
5000 TTT TTTT L L L I BB |
85 13.20 13.40 13.60 13.80
m/z 43.10 60.82%
29 99
Lol | 113127141155169183 212
T R e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 T
71 13.20 13.40 13.60 13.80
5000 85 m/z 85.10 51.86%
113127141155169183197 226
T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane B R M
57 13.20 13.40 13.60 13.80
43 71 m/z 55.10 23.31%
85
5000
29 99
L L L gy 113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 20 13. 40 13. 60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 16.43 ng 562262 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 96
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1009 (13.819 min): BF085746.D (-1007) (-) m/z 57.10 100.00%
43 97 83

97

5000

5

125 L e

140154168187 210 o5» 13.40 13.60 13.80 14.00 14.20
168 236 252267282 /7 83.10 85 24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89785: 5-Octadecene, (E)-
55
4 69
5000 LA L L L L L LB B
13. 40 13. 60 13. 80 14. OO 14. 20
11 m/z 43.10 84.86%
2
J j‘ 125140150168 195 224 252
 Raamaes
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
97 N —
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 55.10 83.17%
29 125

140154168183 210 238252066 295
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

EEe

Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester L A
57 13.40 13.60 13.80 14.00 14.20
43 m/z 97.10 74.78%
83
97
5000
29 125
169 238
dah 140154 196210 265 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 Eicosane, 10-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.14 4.05 ng 138726 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
2 Octadecane 254 C18H38 000593-45-3 86
3 Octacosane 394 C28H58 000630-02-4 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 83
Abundance Scan 1037 (14.139 min): BF085746.D (-1036) (-) m/z 57.10 100.00%
57
5000 8 -,,J\\—«A-/A\~\f”“—AL“’_’
AU SUNAL BN B
113 13.80 14.00 14.20 14.40
141 248
— I ,I.l. ATy Jtaesier 214 200 283 319 | m/z 71.10  68.43%
m/z--> 50 100 150 200 250 300 350
Abundance #115575: Eicosane, 10-methyl-
57
5000 85 L U UM SO I
13.80 14.00 14.20 14.40
m/z 43.10 63.34%
el P e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
13:80 14.00 14.20 14.40
5000 85 m/z 85.10 50.17%
29
113 141 169 197 205 254
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane B R B R
57 13.80 14.00 14.20 14.40
m/z 41.10 20.81%
29
| ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 ' 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .45 4.80 ng 164423 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Docosane 310 C22H46 000629-97-0 87
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
Abundance Scan 1064 (14.448 min): BF085746.D (-1062) (-) m/z 57.10 100.00%
57
: JREE
5000
141 254 397 14.20 14.40 14.60 14.80
— ,I.J || '| . 109189211232 97 288310 393 U1 nsz 71.10  74.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #91035: Octadecane
57
5000 85 L BRI BULELLE UL B
mmmmmmmm
m/z 43.10 61.52%
29 ‘ 113
\‘ \‘ ‘ H\ H H‘ \‘ J 14\.1 ‘169 197 225 254
m/z--> éo 100 1%0 260 2éo 300 3éo 460
Abundance
57
o ' 14.20 14.40 14.60 14.80
5000 m/z 85.10 53.85%
29 113
141 169 197 225 253 296 JMN\J\_A/\hqAVfwwwwﬁbvaﬂf
m/z--> éo 160 1%0 260 2%0 360 3éo 460
Abundance #136481: Tetracosane R AR RRRES T
57 14.20 14.40 14.60 14.80
m/z 55.10 21.08%
5000 85 M
29 113
] ] | J 141 169 197 225 253 281 309 338
m/z--> 5'0 100 1&1;0 2(')0 250 300 3éo 4(')0 14'20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 Eicosane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.71 ng 84442 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 2-methyl- 296 C21H44 001560-84-5 94
2 Pentacosane 352 C25H52 000629-99-2 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87

Abundance Scan 1090 (14.745 min): BF085746.D (-1088) (-) m/z 57.10 100.00%

57
85
5000

14.40 14.60 14.80 15.00

J 1141 169190211234256 284305326 352

Ottty LA B o e o o o R m/z 71.10 78.86%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #115572: Eicosane, 2-methyl-
57
5000 85 LA L L L L L L L L
14.40 14.60 14.80 15.00
29‘ 253 m/z 85.10 59.19%
113
141
EED U I o L N e C—
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
R e o I
14.40 14.60 14.80 15.00
5000 85 m/z 43.10 53.07%
113
29 141 169 211 239 267 295 323 352 vfﬂﬁ\ﬂ\/\F,“,J\\,“,AFMAVAV,V
LA o o o A A B e i i e o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane R R RS S
57 14.40 14.60 14.80 15.00
m/z 99.10 19.58%
113
29| | 777,141 169 197 225 253 281 309 337 365 408
A e e o e L B AL A e e o B i o p R e o I
m/z--> 0 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:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.07 3.08 ng 95864 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexadecane, l1l-iodo- 352 C16H33l1 000544-77-4 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 1118 (15.065 min): BF085746.D (-1116) (-) m/z 57.10 100.00%
g7
5000
141 169 329 14.80 15.00 15.20 15.40
A ll L0 102 225244 208287 3BV 32 | "m/z 71.10  74.73%
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57
5000 85 L L B B B
mmmmmmmm
m/z 85.10 61.80%
29 113
\‘ A h H Il H‘ il ‘141 169 197 225 268
m/z--> 50 160 150 260 250 300 3%0
Abundance
57
a5 14.80 15.00 15.20 15.40
5000 m/z 43.10 52.32%
225
113
29 141 169 196 352 ,/»~J\\,«r-»Av«AArw\,]\de
m/z--> éo 160 150 200 250 360 3%0
Abundance #73966: Hexadecane Al EEma s B
57 14.80 15.00 15.20 15.40
m/z 99.10 21.51%
29 113
,_\,‘,I|,J,‘,J‘,Jl,‘\,”1?1‘,1‘?9”197,??,6, I I
m/z--> 50 100 150 200 250 300 350 14.80 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 28-Nor-17.beta.(H)-hopane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.05 10.93 ng 340119 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 68
2 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 64
3 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 38
4 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 32
5 Acetamide, N-benzyl-2-[2,3-dihyd... 339 C19H21N30S 1000272-50-7 18
Abundance Scan 1204 (16.048 min): BF085746.D (-1202) (-) m/z 191.20 100.00%
191
81
5000 123
55
i 550 16,00 16,20 140
217 311 335355 383 : : : :
4 200 286, 51 3% m/z 81.10 58.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191
5000 LRRAL SN SURISN BRI B
109 15,80 16.00 16.20 16.40
135 398 | m/z 95.10 57.55%
163 217
——— ‘ M\\ N h Lok “.‘...|2(.30... |?2|8|35|5|||“||
m/z--> 50 150 200 250 300 350 400
Abundance
191
1580 16.00 16.20 1640 _
5000 109 m/z 177.20 46 .56%
137
163 2T o 355 383
miz-> 50 100 150 200 250 300 350 400
Abundance #103116: Anthracene, 9-cyclohexyltetradecahydro- R AR RRRES T
95 15.80 16.00 16.20 16.40
41 191 m/z 69.10 44.44%
5000 67
A ddl s | e, | 217 pas T
m/z--> 50 100 150 200 250 300 350 400 15,80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 15-I1sobutyl-(13.alpha.H)-is... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.46 7.23 ng 225166 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-1sobutyl-(13.alpha.H)-isocopa... 332 C24H44 087953-47-7 72
2 _.beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 58
3 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 43
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 35
5 4H-1,2,4-Triazole, 3-ethyl-5-(3,... 191 C9H13N5 328532-29-2 35
Abundance Scan 1240 (16.460 min): BF085746.D (-1238) (-) m/z 191.20 100.00%

5000

16.20 16.40 16.60 16.80
m/z 95.10 42.36%

217537 259 284 310332

m/z--> 50 100 150 200 250 300 350 400
Abundance #133959: 15-Isobutyl-(13.alpha.H)-isocopalane
191
5000 69 95 e e e  RAEE
m 1620 16.40 16.60 16.80
‘ 332 m/z 81.10 41.40%
‘ “ d“h”‘ﬂ‘ﬁ\h M A7 ?%9|%47|??§I3P§L J. R
m/z--> 100 150 200 250 300 350 400
Abundance
191
T R BAREEEEAT
16.20 16.40 16.60 16.80
5000{ 28 m/z 69.10 31.10%
135 163
69 9
— T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen B AL B
191 16.20 16.40 16.60 16.80
m/z 123.10 29.17%
5000
43 123 149
| 885, i
m/z--> 50 100 150 200 250 300 350 400 16. 20 16 40 16 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 unknownl1l7.00 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.00 3.32 ng 103447 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 43
2 4-Methylimidazole-5-butyric acid... 250 C10H13F3N202 1000129-15-9 30
3 5-Hexen-1-one, 1-(1H-imidazol-4-._. 192 C11H16N20 069393-41-5 25
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 22
5 2-(2-((2-Chloro-6-fluorobenzyl)s... 334 C17H16CIFN2S 1000298-18-2 22
Abundance Scan 1287 (16.997 min): BF085746.D (-1285) (-) m/z 191.15 100.00%
o5 191
5000 69
a 123 163 N
4 219 245 578 314 355 411 16.60 16.80 17.00 17.20 17.40
m/z 95.10 80.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #103117: Anthracene, 9-cyclohexyltetradecahydro-
5 191
41
67
5000 LSRRI SUNIR SURIUR I
16.60 16.80 17.00 17.20 17.40
135 m/z 81.10 56.23%
274
A | el | et7aa3 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
95
16.60 16.80 17.00 17.20 17.40
5000 m/z 109.10 44 _.06%
42 168
68 | 115136 | 192 250
mz-> 50 100 150 200 250 300 350 400
Abundance #50265: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl- A B
95 16.60 16.80 17.00 17.20 17.40
m/z 69.10 43.53%
69
5000
41 123 192
163
II!LII{I‘IaJIIII\IIHIII\IIIII T LA e
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085746.D

Acq On = 25 Mar 2016 7:04

Operator : UM/SJ

Sample - H1885-01 TRACK-D-GRID-14A
Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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... 5.01 13.1 ng 466371 1 6.82 711953 20.0
unknown6 .60 6.60 78.9 ng 2808990 1 6.82 711953 20.0
Heptadecane 10.30 2.9 ng 138043 3 9.86 946999 20.0
Tridecanoic acid 11.88 3.0 ng 123495 4 11.34 828847 20.0
9-Octadecenamide, ... 13.41 7.6 ng 261112 5 13.98 684559 20.0
Pentadecane 13.50 2.3 ng 77637 5 13.98 684559 20.0
5-Octadecene, (E)- 13.82 16.4 ng 562262 5 13.98 684559 20.0
Eicosane, 10-methyl- 14.14 4.0 ng 138726 5 13.98 684559 20.0
Octadecane 14 .45 4.8 ng 164423 5 13.98 684559 20.0
Eicosane, 2-methyl- 14.75 2.7 ng 84442 6 15.40 622516 20.0
Nonadecane 15.07 3.1 ng 95864 6 15.40 622516 20.0
28-Nor-17 .beta.(H... 16.05 10.9 ng 340119 6 15.40 622516 20.0
15-1sobutyl-(13.a... 16.46 7.2 ng 225166 6 15.40 622516 20.0
unknownl17.00 17.00 3.3 ng 103447 6 15.40 622516 20.0
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