LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081079.D
Acqg On : 19 Aug 2015 11:41 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.987 172 175 180 rVB 43146 73235 3.72% 0.308%
2 4.730 236 240 243 rBV 968749 1622252 82.34% 6.828%
3 5.187 277 280 282 rBV 1283859 1731453 87.89% 7.287%
4 5.599 314 316 319 rBvY 70047 61567 3.13% 0.259%
5 5.781 330 332 340 rBvV 28160 44746 2.27% 0.188%
6 6.181 365 367 370 rBV 23946 30737 1.56% 0.129%
7 6.261 370 374 376 rVvV 1293372 1970132 100.00% 8.292%
8 6.376 381 384 386 rBY 1765763 1867687 94.80% 7.861%
9 6.604 402 404 406 rBvY 518771 421149 21.38% 1.773%
10 6.764 415 418 420 rBV 1509271 1425297 72.35% 5.999%
11 7.176 451 454 456 rBV 1277853 1239829 62.93% 5.218%
12 7.816 508 510 512 rBvV 34133 40647 2.06% 0.171%
13 7.896 514 517 519 rVB 476100 566816 28.77% 2.386%
14 7.976 522 524 527 rBvV 31406 35240 1.79% 0.148%
15 8.970 608 611 613 rVB 2220404 1952813 99.12% 8.219%
16 9.062 617 619 622 rvv 32541 26346 1.34% 0.111%
17 9.370 644 646 648 rBVY 408544 407107 20.66% 1.713%
18 9.416 648 650 653 rvB 68251 85087 4.32% 0.358%
19 9.588 663 665 667 rvB 85935 70578 3.58% 0.297%
20 9.633 667 669 672 rVB 721566 625556 31.75% 2.633%
21 9.816 683 685 687 rBV 10869 23322 1.18% 0.098%
22 9.908 692 693 695 rvB 34117 28546 1.45% 0.120%

23 10.090 700 709 710 rBV 113041 182153 9.25% 0.767%
24 10.308 725 728 730 rBV 82974 105754 5.37% 0.445%
25 10.388 733 735 736 rvV 25478 33620 1.71% 0.142%

26 10.422 736 738 740 rVB2 641043 816607 41.45% 3.437%
27 10.559 748 750 753 rBV 239569 373053 18.94% 1.570%
28 10.753 764 767 771 rBV2 33227 81666 4._.15% 0.344%
29 10.879 776 778 780 rvv2 19625 25395 1.29% 0.107%
30 11.005 787 789 790 rBV 226522 223926 11.37% 0.942%

31 11.028 790 791 794 rVB 121337 124955 6.34% 0.526%
32 11.108 795 798 800 rBV 746308 663417 33.67% 2.792%
33 11.176 802 804 808 rvB2 16946 31057 1.58% 0.131%
34 11.268 811 812 814 rBV 15849 22340 1.13% 0.094%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081079.D
Acqg On : 19 Aug 2015 11:41 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.336 816 818 820 rvVv 28426 29048 1.47% 0.122%
36 11.382 820 822 824 rvV 48548 53918 2.74% 0.227%
37 11.428 824 826 828 rVB 239424 207655 10.54% 0.874%
38 11.599 837 841 843 rBV3 29874 91615 4._.65% 0.386%
39 11.656 845 846 847 rvV 76460 66334 3.37% 0.279%
40 11.725 850 852 857 rvv4 23107 81708 4._.15% 0.344%
41 11.828 859 861 863 rvv 164270 167833 8.52% 0.706%
42 11.896 865 867 871 rBv4 23233 58414 2.96% 0.246%
43 11.988 872 875 877 rBv2 27280 58598 2.97% 0.247%
44 12.114 884 886 888 rBvV 52012 60833 3.09% 0.256%
45 12.216 893 895 897 rBvV 136715 123853 6.29% 0.521%
46 12.319 902 904 906 rBV 37629 62273 3.16% 0.262%
47 12.365 906 908 912 rBV2 31800 79450 4._.03% 0.334%
48 12.434 912 914 915 rBV 29863 43132 2.19% 0.182%

49 12.536 921 923 924 rVB 213096 181841 9.23% 0.765%
50 12.582 924 927 934 rBV3 167090 431886 21.92% 1.818%

51 12.696 934 937 939 rBV 1856412 1895901 96.23% 7.980%
52 12.936 956 958 960 rBV2 66726 110776 5.62% 0.466%
53 12.982 960 962 965 rBVvV2 48567 88046 4_47% 0.371%
54 13.062 967 969 971 rBV 69916 113590 5.77% 0.478%
55 13.234 982 984 986 rBV 157646 176613 8.96% 0.743%

56 13.279 986 988 992 rvv 107174 194866 9.89% 0.820%
57 13.394 996 998 1003 rvv2 59170 140820 7.15% 0.593%
58 13.588 1013 1015 1016 rBV 68423 119428 6.06% 0.503%
59 13.611 1016 1017 1024 rVB2 131932 240888 12.23% 1.014%
60 13.725 1024 1027 1029 rBV 510808 555894 28.22% 2.340%

61 14.022 1051 1053 1056 rBV 76189 110423 5.60% 0.465%
62 14.228 1069 1071 1072 rBV 73887 78633 3.99% 0.331%
63 14.502 1092 1095 1098 rBV 397777 680175 34.52% 2.863%
64 15.074 1143 1145 1147 rVB 300348 324156 16.45% 1.364%
65 16.022 1226 1228 1234 rVB2 41522 96870 4.92% 0.408%

Sum of corrected areas: 23759555
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF081079.D
2000000
6.38
1500000 6.76
5.19 6.24 7.18
1000000 4.73
500000 6.60 7.90
. 3.99 5,-\605.78 6.18 7.97.98
——t ¥ e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081079.D
8|97 12.70
2000000
1500000
1000000 1573
11.11 :
9.63 10.42 14.50
500000 9.37 12541 1, 1898845 14.024.23
10.56  11.0 1143 1183 112.22 238
1
006 4599 0 60100903k 1076 5 il 1diaRat '
oA e A e e T
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081079.D
2000000
1500000
1000000
.07
500000
1602
ot T T T e e e T T e
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.73 77.04 ng 1622250 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 240 (4.730 min): BF081079.D (-236) (-) m/z 43.10 100.00%
a3
59
5000
101 ISR AR LR LA
440 4.60 4.80 5.00
e Sl Sl eo 8 | "m/z 59.10  57.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RN L LA
440 4.60 4.80 5.00
59 m/z 58.10 15.22%
21 37 | 53‘\‘ 67 77 83 o1 ‘1?1
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500
5000 m/z 101.10 14 .84%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R e R ma
59 440 4.60 4.80 5.00
m/z 41.10 9.10%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 8\3
mz> 10 20 30 40 50 60 70 80 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 4 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.09 5.82 ng 182153 Acenaphthene-d10 9.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Heptadecane 240 C17H36 000629-78-7 83
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 709 (10.090 min): BF081079.D (-700) (-) m/z 57.10 100.00%

57
43
5000

99 9.80 10.00 10.20 10.40
113127
141155 m/z 43.10 71.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7

85 9.80 10.00 10.20 10.40
29 m/z 71.10 47.74%

N w 99 113127141155169183197 226

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

ﬁ

Abundance
57
43
71 9.80 10.00 10.20 10.40
5000 P m/z 85.10 37.03%
29 141
9113 169
ﬁwwwwwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57 9.80 10.00 10.20 10.40

m/z 41.10 30.83%

5000
85

29
LD 9P 18127141155160 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10. 00 10. 20 10 40

é
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 5 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.56 11.25 ng 373053 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heneicosane 296 C21H44 000629-94-7 78
Abundance Scan 750 (10.559 min): BF081079.D (-748) (-) m/z 57.10 100.00%
57
5000
4 85
113 10.20 10.40 10.60 10.80
S— ,.."..,.‘...-',...J.,...?f‘.l...,1.‘??.1,5??..,.... e | M7z 43.10  64.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45544: Tridecane
57
5000 R B AR B
85 10. 20 10 40 10 60 10.80
4 m/z 71.10 48.01%
20, ‘L [ “ 113 141156 184
m/z--> 25 45 eb 8b 160 150 150 1éo 1éo 200 250 250 2éo 2éo 300
Abundance
57
10.20 10.40 10.60 10.80
5000 m/z 85.10 30.98%
41 85
26 113 141 169184 226
wmmmwmwwwwwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115575: Eicosane, 10-methyl-
57 10.20 10.40 10.60 10.80
m/z 41.10 28.20%
5000 4 85
‘ ‘ L B 13914169 197 24239 266281296
m/z--> 25 45 eb 8b 160 150 150 1éo 180 200 220 240 260 280 300 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 6 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.00 6.75 ng 223926 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 789 (11.005 min): BF081079.D (-787) (-) m/z 57.10 100.00%

57
43

5000

10.60 10.80 11.00 11.20 11.40
m/z 43.10 65.62%

99
113127141155169183
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
43 57
71
5000 |||||||||||||||||||
85 10.60 10.80 11.00 11.20 11.40
29 m/z 71.10 50.97%
99
e YTty om
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R e RARREERREE R
10.60 10.80 11.00 11.20 11.40
5000 4! m/z 85.10 35.97%
85
29

99 113127141155160183197 226

mw’wwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82607: Heptadecane BB E LT
57 10.60 10.80 11.00 11.20 11.40
m/z 41.10 28.38%

43
5000

29

99
| 1}3127141155169183197211 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 60 10. 80 11. OO 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Hexadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.54 6.54 ng 181841 Chrysene-di2 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 87
2 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 43
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 43
4 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 38
5 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 35

Abundance Scan 923 (12.536 min): BF081079.D (-921) (-) m/z 56.10 100.00%
56
5000
41
h H| 157 185 213 23977 12:20 12.40 12,60 12.80
e ey m/z 57.10 49.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, butyl ester
56
5000 UL AR AN IR
12.20 12:40 12.60 12.80
29 129 pa0 257 m/z 43.10 33.60%
L) h H\ ot [ 157 185 213 | om3 312
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
1220 12.40 12.60 12.80
5000 m/z 41.10 32.39%
30 129
1 82 100
WWWTT"WTWTWTWTWTWTWTWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12470: Cyclopentanecarboxylic acid, 2-amino-, cis- A o
56 12.20 12.40 12.60 12.80
m/z 55.10 27.81%
5000
30 100 129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12:40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 10 Phenol, 4,4"-(1-methylethyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.58 15.54 ng 431886 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 92
2 Trimethyl[5-(trimethylsilyl)-2-t. .. 228 C10H20SSi2 017906-71-7 64
3 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 49
4 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 46
5 4-Bromo-2-(methylamino)tropone 213 C8H8BrNO 1000241-45-0 43
Abundance Scan 927 (12.582 min): BF081079.D (-924) (-) m/z 213.10 100.00%
213
5000 57
43 71 119
| 5 99 | 135 228 12.20 12.40 12.60 12.80 13.00
152 165 181 197 : : - : -
,....',l'..'.'l.,'.I'."..",'.l."l.'.'ll.'..".,....,....,....,'.... — |||”|.”| m/z 57.10 48_07%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 AL BRI SURILRR BRI B
12120 12.40 12,60 12.80 13.00
119 228 m/z 43.10 34.33%
51 65 77 gﬁ 107 \ 135 152 165 |
mz-> 20 40 60 8 100 150 140 160 180 200 23 |
Abundance
213
12.20 12,40 12.60 12.80 13.00
5000 m/z 119.10 27 .49%
73
99 228
85 115 163 183 197

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75014: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl- e e  REmEE B
213 12.20 12.40 12.60 12.80 13.00
m/z 71.10 22.75%

5000

185 228

2839 51 69 92103114 128147 157171 | 199 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12 20 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 11 Heptacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.94 3.99 ng 110776 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 58
2 Tetratetracontane 619 C44H90 007098-22-8 53
3 Nonacosane 408 C29H60 000630-03-5 50
4 Tetracosane 338 C24H50 000646-31-1 50
5 Pentadecane 212 C15H32 000629-62-9 50
Abundance Scan 958 (12.936 min): BF081079.D (-956) (-) m/z 57.10 100.00%
g7
5000
99 1260 12.80 13.00 13.20
180 221
- ..ﬂ.l,..l?.z,.... e | M/Zz 43.10  71.37%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151556: Heptacosane
57
5000 U U AU AR
12.60 12.80 13.00 13.20
m/z 71.10 54 _.83%
26/ |9 141 183 225 267 323 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

12.60 12.80 13.00 13.20
5000 m/z 55.10 34 _.35%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158131: Nonacosane R AR B
57 12.60 12.80 13.00 13.20

m/z 41.10 31.99%

5000

99
26 l | | 141 183 225 267 309 351 408

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12. 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081079.D

Acq On 19 Aug 2015 11:41

Operator : UM/I1Z

Sample - G3282-13

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Pentadecane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.06 4.09 ng 113590 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 68
2 Octacosane 394 C28H58 000630-02-4 64
3 Tridecane, l1l-i1odo- 310 C13H271 035599-77-0 64
4 Heptadecane 240 C17H36 000629-78-7 62
5 Decane 142 C10H22 000124-18-5 62

Abundance Scan 969 (13.062 min): BF081079.D (-967) (-) m/z 57.10 100.00%
57
5000
85
113 168 12.80 13.00 13.20 13.40
S 'L...lf‘z,...l.g‘,‘..z??2‘?1...,....,...., m/z 43.10 52.46%
m/z--> 50 100 150 200 250 300 350
Abundance #64571: Pentadecane
57
5000 L B U UL B
85 1280 1300 13.20 13.40
29 m/z 71.10 49 .62%
\‘ \“‘ ‘\ \‘\ ih \‘ 1]\-3 141 169 212
m/z--> 55 160 1%0 200 2%0 300 3%0 '
Abundance
57
12.80 13.00 13.20 1340
5000 g5 m/z 85.10 34.38%
29 113
141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #122578: Tridecane, 1-iodo- A R T
57 12.80 13.00 13.20 13.40
m/z 55.10 31.90%
5000 85
28
Lo b)) e s i 310
m/z--> % 1& 1% 2m 2% 3& 3% ' nmnmnmmm

8270-BF081715.M Wed Aug 19 14:02:41 2015

SB05-1.0-2.0-081215
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 13 n-Butyl laurate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.23 6.35 ng 176613 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butyl laurate 256 C16H3202 000106-18-3 86
2 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 43
3 (S)-(-)-2-Azetidinecarboxlic acid 101 C4H7NO2 002133-34-8 38
4 2,4-Dimethyl-1-hexene 112 C8H16 016746-87-5 38
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 38
Abundance Scan 984 (13.234 min): BF081079.D (-982) (-) m/z 56.10 100.00%
56
5000 a1
87 120 3005 1530 1340 1960
111 185 267 285 - - -
148157170 /199 218 241 m/z 57.10 54.92%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92222: n-Butyl laurate
56
41
5000 201 L UL UL BN B
83 13.00 13.20 13.40 13.60
2% 1 m/z 43.10 40.45%
157
-‘l--‘”---‘ h H‘ m \\H .‘]‘-15..‘..]]4.3... S ‘“”M”” 2|2|7” ..???....,....
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
' 13.00 13.20 13.40 13.60
5000 m/z 41.10 39.57%
41 70
2( 84 98112126149 167
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3961: (S)-(-)-2-Azetidinecarboxlic acid R A BEE T B S
56 13.00 13.20 13.40 13.60
m/z 55.10 36.86%
5000
41 | 73 101
niz> % 4 6 8 100 130 140 160 180 250 20 240 280 %0 '~ 13.00 13.20 13.40 13.60

8270-BF081715.M Wed Aug 19 14:02:42 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 14 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.28 7.01 ng 194866 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 72
2 Eilcosane 282 C20H42 000112-95-8 64
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Hexatriacontane 507 C36H74 000630-06-8 64
Abundance Scan 988 (13.279 min): BF081079.D (-986) (-) m/z 57.10 100.00%
57
5000
85

111745155 13.00 13.20 13.40 13.60
L Jl“ 2L Aemas o m/z 43.10 61.36%

m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57
5000 LA L L L L LN
85 13. 00 13 20 13. 40 13. 60
m/z 71.10 45_.67%
113
29| | | | |77°,141 169 197 225 253 280 309 351 379 407 436
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
B A RRREE R
13.00 13.20 13.40 13.60
5000 m/z 85.10 34.79%
85
29
113 141 169 282
— T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #73991: Dodecane, 2-methyl-6-propyl- B A RRREE R
57 13.00 13.20 13.40 13.60
m/z 55.10 30.64%
5000 85

140
‘ i, j1}3 L 182505006

m/z--> 50 100 150 200 250 300 350 400 13. 00 13 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 15 Dodecane, 3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.39 5.07 ng 140820 Chrysene-d12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
2 1-lodoundecane 282 C11H231 004282-44-4 64
3 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 64
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 64
5 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 64
Abundance Scan 998 (13.394 min): BF081079.D (-996) (-) m/z 57.10 100.00%
57
5000 43 | n
85
K 1350 1350 T340 1360 1350

113127 151
.”,””J”.,”mpinh””“.u“.“??yggn A0 2L sz 43.10  47.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45557: Dodecane, 3-methyl-
57
43
5000 LANLINL I L B L L LB L L LB
71 13.00 13.20 13.40 13.60 13.80
29 85 m/z 71.10 44 _86%
J L %1357 1854
A B A B R e R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R N S REmEE
13.00 13.20 13.40 13.60 13.80
0
5000 71 85 m/z 85.10 34.78%
29
%9 .13 155
15 127141 | 169183197211225 282
wmﬁmwwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73812: Borane, diethyl(decyloxy)- B Ra B e
57 13.00 13.20 13.40 13.60 13.80
m/z 55.10 21.96%
71 85
5000 43
141
29 99
\ | 124 ‘ 155169 197 226

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

8270-BF081715.M Wed Aug 19 14:02:43 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 16 Tetratetracontane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.59 4_.30 ng 119428 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 62
2 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 58
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 58
4 Pentadecane, 3-methyl- 226 Cl16H34 002882-96-4 58
5 Octadecane 254 C18H38 000593-45-3 58
Abundance Scan 1015 (13.588 min): BF081079.D (-1013) (-) m/z 57.10 100.00%
57
5000
105
163 R
JJ [ \ 211 13.20 13.40 13.60 13.80 14.00
S I 11O O m/z 71.10 48.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane

57

5000 L e e

13.20 13.40 13.60 13.80 14.00
m/z 43.10 43.87%
h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
.”.,.”,“.w.”...” P T R

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance
57
R e A RLRR R e
13.20 13.40 13.60 13.80 14.00
5000 m/z 105.10 34.34%
944 211
T T e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #91053: Pentadecane, 2,6,10-trimethyl- A ERmEa mEa S
57 13.20 13.40 13.60 13.80 14.00
m/z 85.10 27.74%
5000
99
2 | J“141183 239
e A A A e e e e e e e R AR RS e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13. 20 13. 40 13 60 13. 80 14. OO

8270-BF081715.M Wed Aug 19 14:02:44 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 17 Pentadecane, 1l-bromo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.61 8.67 ng 240888 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, l-bromo- 290 C15H31Br 000629-72-1 64
2 Dodecane, l1l-bromo- 248 C12H25Br 000143-15-7 50
3 Tetradecane 198 C14H30 000629-59-4 50
4 Tridecane, l1l-bromo- 262 C13H27Br 000765-09-3 50
5 Tridecane 184 C13H28 000629-50-5 50
Abundance Scan 1017 (13.611 min): BF081079.D (-1016) (-) m/z 57.10 100.00%
57
43
5000 &
2125 13.20 13.40 13.60 13.80 14.00
141156 171 189 206 225 245 43,10 54870
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111968: Pentadecane, 1-bromo-
43 57
135
71
5000 A R DU PR B
29 85 Bmwmnmnmmm
m/z 71.10 50.12%
m/z--> 25 Jo éo 86 100 120 150 1éo 180 200 250 250
Abundance
43 57
135 13120 13.40 13.60 13.80 14.00
5000 71 m/z 55.10 49 .29%
29 ¥ 149
15 99 113 163177 248
m/z--> 25 Jo éo 86 160 150 150 1éo 1éo 200 250 250
Abundance #55009: Tetradecane A RREEE RS E ST
35 13.20 13.40 13.60 13.80 14.00
4 m/z 69.10 32.25%
71
5000 g5
29
‘ ‘ 99 113
Lol | | 77 113127141 155169 198
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 22'0 24'10 13 20 13. 40 13. 60 13. 80 14. oo

8270-BF081715.M Wed Aug 19 14:02:45 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/I1Z

ﬁ?ggle i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 19 13-Docosenamide, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.50 41.97 ng 680175 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 87
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 87
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 7-Nonenamide 155 C9H17NO 090949-53-4 59
5 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 59

Abundance Scan 1095 (14.502 min): BF081079.D (-1092) (-) m/z 59.05 100.00%

9
5000

14.20 14.40 14.60 14.80
m/z 72.10 60.28%

137154170 198 218 240 263 294 320337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #135944: 13-Docosenamide, (2)-
59
41
5000 L L B LB LI BB N |
137 14.20 14.40 14.60 14.80
m/z 55.10 51.78%
| M‘H W\‘m w\‘h “154 193 221240 277294 320337

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
e A ma
14.20 14.40 14.60 14.80
5000 m/z 43.10 32.34%
41
18 83 114 136154 184 200238 264°°1
mmmmmmm’mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #91513: Hexadecanamide e B
59 14.20 14.40 14.60 14.80
m/z 41.10 28.91%
4
! 1 i 8 114 JLa2_170 195212 233255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 20 14. 40 14. 60 14. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081815\

Data File : BF081079.D

Acq On : 19 Aug 2015 11:41

Operator : UM/1Z

3?22'6 i 63282-13 SB05-1.0-2.0-081215
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.73 77.0 ng 1622250 1 6.60 421149 20.0
Hexadecane 10.09 5.8 ng 182153 3 9.63 625556 20.0
Tridecane 10.56 11.3 ng 373053 4 11.11 663417 20.0
Eicosane 11.00 6.8 ng 223926 4 11.11 663417 20.0
Hexadecanoic acid... 12.54 6.5 ng 181841 5 13.73 555894 20.0
Phenol, 4,4"-(1-m... 12.58 15.5 ng 431886 5 13.73 555894 20.0
Heptacosane 12.94 4.0 ng 110776 5 13.73 555894 20.0
Pentadecane 13.06 4.1 ng 113590 5 13.73 555894 20.0
n-Butyl laurate 13.23 6.3 ng 176613 5 13.73 555894 20.0
Hentriacontane 13.28 7.0 ng 194866 5 13.73 555894 20.0
Dodecane, 3-methyl- 13.39 5.1 ng 140820 5 13.73 555894 20.0
Tetratetracontane 13.59 4.3 ng 119428 5 13.73 555894 20.0
Pentadecane, 1-br... 13.61 8.7 ng 240888 5 13.73 555894 20.0
13-Docosenamide, ... 14.50 42.0 ng 680175 6 15.07 324156 20.0
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