LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/1Z

Sample : G4142-01

Misc :

ALS Vial : 16 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-BF101015.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 4.229 181 183 191 rBvV 25152 41611 1.26% 0.108%
2 4.926 240 244 259 rVB 1072720 1837526 55.44%  4.763%
3 5.360 279 282 284 rBV 2459695 2691178 81.19% 6.976%
4 5.749 314 316 319 rVB 55846 49543 1.49% 0.128%
5 6.412 370 374 376 rBV 2219745 2803972 84.60% 7.269%
6 6.526 381 384 386 rBvV 2820571 2808815 84.74% 7.281%
7 6.754 401 404 406 rBvV 512489 539770 16.29% 1.399%
8 6.903 415 417 420 rBV 1685876 2215820 66.85% 5.744%
9 7.326 451 454 457 rBV 1448409 1585237 47.83% 4.109%
10 8.046 514 517 519 rBVY 552961 723693 21.83% 1.876%
11 8.103 519 522 523 rVB 50288 46528 1.40% 0.121%
12 8.355 538 544 545 rBV3 23095 64400 1.94% 0.167%

13 8.458 551 553 558 rvB2 81417 169547 5.12% 0.440%
14 8.629 566 568 570 rBV 78497 108454 3.27% 0.281%

15 8.698 570 574 575 rvv3 23593 57748 1.74% 0.150%
16 8.720 575 576 578 rVB 42449 57776 1.74% 0.150%
17 8.778 578 581 583 rBv4 26614 50045 1.51% 0.130%
18 8.915 592 593 595 rBvV 46874 67898 2.05% 0.176%
19 8.995 599 600 602 rvv2 35190 55404 1.67% 0.144%
20 9.040 602 604 605 rvv2 40674 59738 1.80% 0.155%

21 9.063 605 606 608 rvB 221004 164063 4_.95% 0.425%
22 9.120 608 611 614 rBV 2472117 3314463 100.00% 8.592%
23 9.200 615 618 620 rBv2 274756 337776 10.19% 0.876%

24 9.246 620 622 623 rBvV 36990 51857 1.56% 0.134%
25 9.395 633 635 636 rBv2 25883 42674 1.29% 0.111%
26 9.452 638 640 643 rBvV3 45782 79054 2.39% 0.205%

27 9.520 643 646 648 rBvV 887935 903983 27.27% 2.343%
28 9.658 656 658 661 rBvV3 97562 200952 6.06% 0.521%
29 9.703 661 662 663 rvv 131986 98790 2.98% 0.256%
30 9.726 663 664 666 rvv 294292 323489 9.76% 0.839%

31 9.795 668 670 672 rvV 717231 826486 24.94% 2.143%

32 9.829 672 673 675 rvv2 35570 43013 1.30% 0.112%
33 9.955 682 684 686 rBvV 80412 152278 4_.59% 0.395%
34 9.989 686 687 688 rvv 90097 76138 2.30% 0.197%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/1Z

Sample : G4142-01

Misc :

ALS Vial : 16 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-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.058 691 693 694 rBvV 104332 139256 4._.20% 0.361%

36 10.161 700 702 704 rBV3 45396 74557 2.25% 0.193%
37 10.229 706 708 710 rvVv 433348 371522 11.21% 0.963%
38 10.343 716 718 721 rBv4 53822 117576 3.55% 0.305%
39 10.446 724 727 730 rBV 319758 450740 13.60% 1.168%
40 10.503 730 732 733 rVB 45285 34227 1.03% 0.089%

41 10.538 733 735 736 rBV 50884 52636 1.59% 0.136%
42 10.595 737 740 742 rBV 1666190 1658050 50.02% 4.298%
43 10.709 748 750 753 rBV 636713 1027215 30.99% 2.663%
44 10.892 765 766 767 rBV 61965 78211 2.36% 0.203%
45 11.155 787 789 790 rBV 409006 402810 12.15% 1.044%

46 11.178 790 791 795 rVB 347987 355140 10.71% 0.921%
47 11.281 798 800 802 rBV 588616 786195 23.72% 2.038%
48 11.532 820 822 824 rBV 90051 111303 3.36% 0.289%
49 11.578 824 826 828 rVB 355149 273007 8.24% 0.708%
50 11.818 846 847 851 rvB3 163761 209487 6.32% 0.543%

51 11.989 859 862 863 rvB 206265 219875 6.63% 0.570%

52 12.264 884 886 890 rvv2 47756 65107 1.96% 0.169%
53 12.332 890 892 894 rvv2 53651 68454 2.07% 0.177%
54 12.378 894 896 898 rVvB 169139 172254 5.20% 0.447%
55 12.504 905 907 908 rBvV 50281 66323 2.00% 0.172%

56 12.538 908 910 913 rVB 121884 132520 4._00% 0.344%
57 12.607 914 916 919 rvB2 113218 119868 3.62% 0.311%
58 12.744 924 928 930 rvB2 123995 223961 6.76% 0.581%
59 12.789 930 932 933 rBV 27562 34235 1.03% 0.089%
60 12.881 937 940 942 rBV 2877407 2977440 89.83% 7.719%

61 13.109 958 960 962 rBV 56529 87949 2.65% 0.228%
62 13.452 987 990 992 rBV 45727 64473 1.95% 0.167%
63 13.807 1018 1021 1028 rVB3 100479 227504 6.86% 0.590%
64 13.944 1030 1033 1040 rVvVv 670311 782392 23.61% 2.028%
65 14.115 1046 1048 1050 rBVZ2 26052 33303 1.00% 0.086%

66 14.447 1074 1077 1078 rBV 86951 112548 3.40% 0.292%
67 14.481 1078 1080 1084 rVv2 74053 137763 4.16% 0.357%

68 14.767 1103 1105 1107 rBV 32806 40587 1.22% 0.105%
69 14.835 1109 1111 1113 rVB 71952 67348 2.03% 0.175%
70 14.904 1115 1117 1119 rBV 40530 59801 1.80% 0.155%

71 15.018 1124 1127 1131 rVV 58922 157019 4.74% 0.407%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/1Z

Sample : G4142-01

Misc :

ALS Vial : 16 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:\HPCHEM1I\BNA_F\METHODS\8270-BF101015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 15.087 1131 1133 1136 rVV 333562 364798 11.01% 0.946%
73 15.144 1136 1138 1142 rVV3 57626 123452 3.72% 0.320%
74 15.361 1155 1157 1160 rVB 48751 66534 2.01% 0.172%
75 15.418 1160 1162 1170 rBV 433718 621415 18.75% 1.611%

76 15.533 1170 1172 1178 rVB5 30270 46909 1.42% 0.122%
77 15.635 1179 1181 1184 rBV 75986 109258 3.30% 0.283%
78 15.853 1197 1200 1204 rBV 248928 374688 11.30% 0.971%
79 16.458 1251 1253 1260 rVB5 34675 84970 2.56% 0.220%
80 16.595 1262 1265 1269 rVB 56007 105303 3.18% 0.273%

81 16.813 1281 1284 1287 rBV2 43706 113333 3.42% 0.294%

82 16.870 1287 1289 1292 rVB 40519 83690 2.52% 0.217%
83 17.350 1327 1331 1337 rBV2 167668 527635 15.92% 1.368%
84 17.464 1338 1341 1343 rBV2 43023 98496 2.97% 0.255%
85 17.681 1358 1360 1363 rVB3 39559 74368 2.24% 0.193%

86 17.773 1364 1368 1370 rVvv4 51411 156632 4.73% 0.406%
87 17.830 1370 1373 1378 rVB4 75699 226652 6.84% 0.588%
88 18.116 1392 1398 1404 rBV6 54968 277566 8.37% 0.720%
89 18.264 1407 1411 1417 rVB3 86275 266021 8.03% 0.690%
90 18.527 1431 1434 1436 rBV3 20599 53590 1.62% 0.139%

91 19.224 1492 1495 1501 rVB3 58233 157623 4.76% 0.409%

Sum of corrected areas: 38575308
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF102315\

BF082487.D

24 Oct 2015 1:41

umsiz

G4142-01

16 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 68.09 ng 1837530 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 244 (4.926 min): BF082487.D (-240) (-) m/z 43.10 100.00%
43
59
5000
i k0 4k 5bo 50
..,....,....',':...?.1.4.',...‘??....,E."?..,...:,|....,....,....,....,...., m/z 59.10 65.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L IR IR I I
59 460 480 500 520
m/z 101.10 21.34%
31 101
"w'”ﬂ'“T““|“‘w'“w'“'fi'ga'$'“w'“l“”l“'WH'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.60 480 500 520
5000 m/z 58.10 16.56%
41
29 101
50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 460 4.80 5.00 5.20
m/z 41.10 9.25%
5000 41
68
"I”"I"”HIL'?g'wli'”'l"'W""I“"I"”I"'W'%?§I”"}4?'W IBESAESERERE SR AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.53 Concentration Rank 1

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

6.53 104.08 ng 2808820 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 384 (6.526 min): BF082487.D (-381) (-) m/z 132.10 100.00%
132
5000 68
6 TTTTrTTTT T T T T T T T T T
40 ,_ 54 | 75 104 6.20 6.40 6.60 6.80
ST ,....| SO -7 A WS . S [ N m/z 68.10  39.94%
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 BRSNS
6.20 6.40 6.60 6.80
78 m/z 134.10 33.36%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.20 6.40 6.60 680
5000 m/z 66.10 26.98%
104
66
14 27 37 4451 55 T g9 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13916: Benzene, 1,3,5-trifluoro- L I LN I L
132 6.20 6.40 6.60 6.80
m/z 69.10 16.64%
5000
63 81
3138 50 74 ‘ 88 101 1;2 |
> 15 % % 4w e o B % 10 110 135 1% 15 620 6.40 6.60 680
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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.

9.20 8.17 ng 337776 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 86
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 80
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 618 (9.200 min): BF082487.D (-615) (-) m/z 57.10 100.00%
57
43
5000 [
85

99112 126 141 103 8.80 9.00 9.20 9.40 9.60
.,....,'...|.,.."..,'!...--',....,.... 1S A A | M/Z 43.10 66.61%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73965: Hexadecane
43 7
5000 71 [TT T T[T T T T[T T rrrrrT

85 8.80 9.00 9.20 9.40 9.60
29 m/z 71.10 49.73%

N ‘ 99 113127141155169183197 226

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

Abundance
57
43 71 e
8 8.80 9.00 9.20 9.40 9.60
5000 & m/z 85.10 33.12%
29 99
113127141155169183197 268
AR B B AR RASAA ARG ERRRS RSB S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91052: Hexadecane, 7,9-dimethyl- N B B e e e
57 8.80 9.00 9.20 9.40 9.60
43 | 11 m/z 41.10 32.48%
5000 85
113126, ,~ 155169
“ I, ! 98 777 140 || 183197211225239 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 880 9.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 Pentadecane Concentration Rank 15

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

9.73 7.83 ng 323489 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 83

Abundance Scan 664 (9.726 min): BF082487.D (-663) (-) m/z 57.10 100.00%

57
43
5000

% 940 9.60 9.80 10.00
113127
o 154168 191 212 m/z 43.10 71.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
71

5000 B
9.40 9.60 9.80 10.00

29 8 m/z 71.10 51.85%
N w 99 113127141155169183197 226

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

57
43 i E m
71 9.40 9.60 9.80 10.00

5000 a5 m/z 41.10 32.18%

29 99
113127141155169183 212

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

Abundance #107652: Eicosane e AN B B

43 57 9.40 9.60 9.80 10.00
m/z 85.10 31.18%

71
5000
85
29 99
P N oo M— A a1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.23 8.99 ng 371522 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 93
2 Tetradecane 198 C14H30 000629-59-4 80
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 68
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 708 (10.229 min): BF082487.D (-706) (-) m/z 57.10 100.00%

g7
43

5000

10.00 10.20 10.40 10.60
m/z 43.10 64.31%

99 113 127 141 154 168 183 196 200 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane

5000 n B
10.00 10.20 1040 10.60

29 8 m/z 71.10 48.99%
L L ‘ 99 113 127 141 155 169 183 197 226

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

57
43

71 R EEEEEEEEE e m e
10.00 10.20 10.40 10.60

5000 85 m/z 85.10 35.04%
29

99
113 127 141 155 169 182 198

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

Abundance #45605: Decane, 2,3,5-trimethyl- A B B R RR
57 10.00 10.20 10.40 10.60
43 m/z 41.10 28.43%
71
5000 a5
141
99

.,.d..p...h,.ﬂ..,:..nu.???,....ﬁ.... R —— M ——

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Undecane, 3,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.45 10.91 ng 450740 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 87
2 Octacosane 394 C28H58 000630-02-4 83
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 80
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 76
Abundance Scan 727 (10.446 min): BF082487.D (-724) (-) m/z 57.10 100.00%
g7
5000
ET 113 10,20 10.40 10.60 10.80
ol bl 2 deonsoun 26 Tn/z 71.10  46.48%
m/z--> 50 100 150 200 250 300 350
Abundance #45577: Undecane, 3,5-dimethyl-
57
5000 A UM BN RN S
10.20 10.40 10.60 10.80
i o m/z 43.10 42 .55%
\‘ Il| i | “ \‘ 1:!-2 155 184
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
1020 10.40 10.60 10.80
5000 g5 m/z 85.10 22.98%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #55022: Tridecane, 6-methyl- R R e
57 10.20 10.40 10.60 10.80
m/z 41.10 21.02%
5000
29 8 1%
iy J | 154 183
m/z--> 50 100 150 200 250 300 350 ' 10,20 10.40 10.60 10.80

8270-BF101015.M Mon Oct 26 19:10:39 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.71 26.13 ng 1027220 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 750 (10.709 min): BF082487.D (-748) (-) m/z 57.10 100.00%
57
5000
85
4 ‘
113 183 10.40 10.60 10.80 11.00
0 ,,| b Ty AL 168 0108214200244 | m/z 71.10 65.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 R UARAN BN R IR
10.40 10.60 10.80 11.00
4 m/z 43.10 53.63%
L ‘ Ll J 141156 183 211 239 267 296
m/z--> 20 40 65 80 160 120 150 160 180 200 220 240 260 280 300
Abundance
57
10.40 10.60 10,80 11.00
5000 m/z 85.10 32.36%
41 8
20 113 14115 184
wmmmwwwwwmwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82611: Hexadecane, 3-methyl- O A RRRRE!
57 10.40 10.60 10.80 11.00
m/z 41.10 24 .83%
4
5000
85
‘ ‘ w (13 141356 183 2}1 240
TTrprrrryreT I""I""I""I""I""I""IIIII R S DR S S IR A

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

8270-BF101015.M Mon Oct 26 19:10:40 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 Tridecane, 5-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.18 9.03 ng 355140 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 5-propyl- 226 C16H34 055045-11-9 90
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
4 Tritetracontane 605 C43H88 007098-21-7 86
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 80
Abundance Scan 791 (11.178 min): BF082487.D (-790) (-) m/z 57.10 100.00%
57
5000 85
4 oo

113 10.80 11.00 11.20 11.40
141 1831908
.“”.“”.ﬁnh.hw.”ﬂ.iwi..”??%..”” )220 243260 | "m/z 71.10 68.82%

0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73971: Tridecane, 5-propyl-
57
5000 4 T[T I T[T rrrrrrprrrrm
8 10.80 11.00 11.20 11.40
> m/z 43.10 44.67%
112
L “ 1] 127 152168183 226
T T T T R e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
B B e R
10.80 11.00 11.20 11.40
5000 m/z 85.10 37 .89%
41 85
113 155
2 24 139 183199
WWWWWWWWW
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- R B e
57 10.80 11.00 11.20 11.40
m/z 41.10 22 .90%
5000 85
4
‘ ’ I o7, hse 183 211 239 267 296

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 80 11. OO 11. 20 11.40

8270-BF101015.M Mon Oct 26 19:10:41 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 Tetracosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.58 6.95 ng 273007 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72
Abundance Scan 826 (11.578 min): BF082487.D (-824) (-) m/z 57.10 100.00%
57
5000 85
113 11.20 11.40 11.60 11.80
0 ...,...?,...‘,..1:.,-....hl,....,...l.‘,‘.l...,l.?.g. 202 29 e e M/Z 43.10  59.82%
m/z--> 20 40 6l 100120140160180200220240260280300320340
Abundance #136481: Tetracosane
57
5000 85 LN UL SRR BRI B R
11.20 11.40 11.60 11.80
29 m/z 71.10 57.41%
113
‘ |0 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
11:20 11.40 11.60 11.80
5000 m/z 85.10 39.50%
85
29
113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115570: Heneicosane B
57 11.20 11.40 11.60 11.80
m/z 41.10 25.54Y%
85
5000
29 113
U 7,141 169 197 205 253 296
m/z--> 25&&8m®mmmmmmmmmmmmmﬁmh ﬂmumumﬂm'

8270-BF101015.M Mon Oct 26 19:10:42 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.82 5.33 ng 209487 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 847 (11.818 min): BF082487.D (-846) (-) m/z 73.05 100.00%
43 60 73
5000
o7 129 192
115 157171 213 11.40 11.60 11.80 12.00 12.20
143 227 : : : : :
— 2220 ' “nw/z 60.05 95.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256
129 11.40 11.60 11.80 12.00 12.20
. 213 m/z 43.10 93.67%
185
||||||||||||| | HH‘ MH I‘H‘ ||“|‘||1|4‘:3|||‘|||‘|| I‘”llgwglll‘l 2|2|7|2|4O||||‘ -
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 LRI SUNIURE SO SR SUNE
11.40 11.60 11.80 12.00 12.20
5000 129 m/z 55.10 80.50%
29 87 185 228
99 115 ' 14357171 199213
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo

Abundance #46617: Undecanoic acid A BEmasEEan S
11.40 11.60 11.80 12.00 12.20

m/z 57.10 73 .57%

5000

?

11. 40 11. 60 11. 80 12. OO 12. 20

8270-BF101015.M Mon Oct 26 19:10:42 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 Nonadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.99 5.59 ng 219875 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 862 (11.989 min): BF082487.D (-859) (-) m/z 57.10 100.00%

57
5000 85
4

113 11.60 11.80 12.00 12.20 12.40
Obprrrefhreb b o A0 160 AT 288 2 e M/Zz 71.10  60.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99477: Nonadecane J\j\w
57

5000 85 AR R

11. 60 11. 80 12. OO 12 20 12. 40
m/z 43.10 59.30%

L 169 197 205 268

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

29‘

5

Abundance
57
R B LR M S
11.60 11.80 12.00 12.20 12.40
5000 m/z 85.10 43.31%
85
29
113 141 169 282
WWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane R aa IR
57 11.60 11.80 12.00 12.20 12.40
m/z 41.10 25.08%
5000 85
29 113
LB 141 169 107 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. 60 11. 80 12. 00 12 20 12. 40

8270-BF101015.M Mon Oct 26 19:10:43 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 1-Octadecanol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.81 5.82 ng 227504 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 90
2 Cyclohexadecane 224 C16H32 000295-65-8 87
3 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 87
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 87
5 1-Nonadecanol 284 C19H400 001454-84-8 87

Abundance Scan 1021 (13.807 min): BF082487.D (-1018) (-) m/z 55.10 100.00%

56 69 97

:

5000

125 L L
138 154168182 201215 230 249 281 13.40 13.60 13.80 14.00 14.20
m/z 83.10 98.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100814: 1-Octadecanol
5 g9 83

(6)]

%

97

13.40 13.60 13.80 14.00 14.20
m/z 57.10 94.07%

5000

2
If

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

139
153]_67 1821962]_0224 252

3

Abundance
41 > o 83

R N R A AREREEm

97 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 93.91%
111
27 25
139153167181196 224

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

Abundance #140345: Bromoacetic acid, pentadecy! ester A BREEE B e
43 57 83 13.40 13.60 13.80 14.00 14.20
m/z 97.10 89.38%
5000
29
.,.‘.‘..M..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13. 80 14. 00 14 20

8270-BF101015.M Mon Oct 26 19:10:44 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.09 11.74 ng 364798 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
4 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 1133 (15.087 min): BF082487.D (-1131) (-) m/z 57.10 100.00%

57
5000 85

113 14.80 15.00 15.20 15.40
141 169
o...l,.-‘1]....,....19,7.2.2:??4,6.26.8......,.... m/z 71.10 63.28%
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane

%

5000 85 A EEEm e LA
14.80 15.00 15.20 15.40

m/z 43.10 55.55%

29
—r T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
e
14.80 15.00 15.20 15.40
5000 m/z 85.10 44 . 40%
85
29
113 141 169 197 225 253 281 323 351 380
T T T T T T T e e T
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- e BEAEEEEEEEELS e
57 14.80 15.00 15.20 15.40
m/z 55.10 20.65%
5000 85
29 113 210
A ,U A S e U ese 266 %9
m/z--> 50 100 150 200 250 300 350 14.80 15. 00 15. 20 15. 40

8270-BF101015.M Mon Oct 26 19:10:45 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.85 12.06 ng 374688 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90

Abundance Scan 1200 (15.853 min): BF082487.D (-1197) (-) m/z 57.10 100.00%

>0 A,\J\_L

15.60 15.80 16.00 16.20
m/z 71.10 61.86%

141169 211 253 295

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155178: Octacosane

:

5000 85 IIII|||II|IIII|IIII|III
15.60 15.80 16.00 16.20

m/z 43.10 53.05%

29
‘ ‘\Lk‘ﬁ}3141169197225253281309337365394

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

57

%

15.60 15.80 16.00 16.20

5000 g5 m/z 85.10 44 _23%

29
113141169197 225253 281300337 379 421449477 506

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

Abundance #123100: Pentadecane, 8-heptyl- e e e
15.60 15.80 16.00 16.20

m/z 55.10 20.89%

.

5000

i

113 210
141169 239266 309

I I I I

miz--> 0 50 100 150 200 250 300 350 400 450 500 15.60 15.80 16.00 16.20

8270-BF101015.M Mon Oct 26 19:10:46 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 _.beta.-Sitosterol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.35 16.98 ng 527635 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 97
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 97
3 Stigmasterol, 22,23-dihydro- 414 C29H500 1000214-20-7 86
4 Kauren-18-ol, acetate, (4.beta.)- 330 C22H3402 072150-74-4 27
5 2H-2,4a-Methanonaphthalene, 1,3,... 204 C15H24 001135-66-6 25

Abundance Scan 1331 (17.350 min): BF082487.D (-1327) (-) m/z 43.10 100.00%
43
8 i /\J\/\J\/\w\
5000
17.00 17.20 17.40 17.60
—— m/z 55.10 74 .15%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol
43
5000 S AR B LI UL I
81 105 " 17.00 17.20 17.40 17.60
18 m/z 107.10 64 . 75%
i R e | |
.‘.‘ H H | H IL\MLI ““.“ ‘u P4 \ 276 “. ; ‘; |3|5‘|"| ) 'Mi .‘. .
mz-> 0 150 200 250 300 350 400
Abundance
43
17.00 17.20 17.40 17.60
5000 81 4107 m/z 95.10 59.23%
145 414
213 303
trs 2 = it M\/w
234 | 276 354
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159291: Stigmasterol, 22,23-dihydro- T
43 17.00 17.20 17.40 17.60
m/z 81.10 58.79%
. W
414
69 105
’ L m \m MJ U\ p mlism 1\718 213 246 273 303 329 354 381 i
mz-> 0 50 100 150 @ 250 %o 350 400 17.00 17.20 17.40 17.60

8270-BF101015.M Mon Oct 26 19:10:47 2015

Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 18 unknownl7.83 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.83 7.29 ng 226652 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 38
2 But-3-enal, 2-methyl-4-(2,6,6-tr... 206 C14H220 104900-59-6 38
3 Cyclohexanone, 2,3,3-trimethyl-2._._. 206 C14H220 069296-90-8 30
4 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I1 1000195-85-9 27
5 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 25
Abundance Scan 1373 (17.830 min): BF082487.D (-1370) (-) m/z 205.20 100.00%
205
93 109 189

5

5000
313
232 273 LB o o S I
o5 17.60 17.80 18.00 18.20
m/z 93.10 71.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58907: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime...
189
93 204
41
133
5000 LANLENLILI LI LI L L L LI (LI
o7 o 161 17.60 17.80 18.00 18.20
m/z 95.10 67 .35%
2

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

§

Abundance
107123 206
41 81 R EB AREE ma e S
17.60 17.80 18.00 18.20
5000 191 m/z 81.10 65.25%
163

mﬂmmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60267: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but... e RARREEE RS
95 123 17.60 17.80 18.00 18.20
m/z 109.10 65.15%
)

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 60 17. 80 18. 00 18. 20

5000
206

=
N
©

\ 191
L

8270-BF101015.M Mon Oct 26 19:10:48 2015 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 2(1H)Naphthalenone, 3,5,6,7... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.12 8.93 ng 277566 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 52
2 Acetic acid, 3-hydroxy-7-isoprop... 278 C17H2603 1000187-37-6 47
3 6-1sopropenyl-4,8a-dimethyl-4a,5. .. 218 C15H220 086917-79-5 38
4 5H-3,5a-Epoxynaphth[2,1-c]Joxepin... 278 C18H3002 001153-34-0 38
5 3,7,11-Trimethyl-dodeca-2,4,6,10... 218 C15H220 013832-89-8 38
Abundance Scan 1398 (18.116 min): BF082487.D (-1392) (-) m/z 218.20 100.00%
218
95
69 135 189
5000 43 110
161 35 259274
26 17.80 18.00 18.20 18.40
m/z 95.10 71.72%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...

;

17.I80 18.I00 18.I20 18.I40
m/z 81.10 62.50%

5000

?

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

Abundance
43 95 218
s R R
147 17.80 18.00 18.20 18.40
5000 203 m/z 189.15 61.87%
123
&) 175
27 260
63 234 278
mmmmmmwmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
I I I I I

Abundance #68220: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr... I B B
17.80 18.00 18.20 18.40

m/z 135.10 56.82%

5000

:

I I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/I1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 20 unknownl8.26 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.26 8.56 ng 266021 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pregn-4-ene-3,20-dione, (9.beta.... 314 C21H3002 002755-10-4 41
2 Homatropine 275 C16H21NO3 000087-00-3 30
3 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 27
4 Hyoscyamine 289 C17H23N03 000101-31-5 27
5 3,5-Dihydroxytoluene 124 C7H802 000504-15-4 25

Abundance Scan 1411 (18.264 min): BF082487.D (-1407) (-) m/z 124.10 100.00%
124
43
5000 229
71
1 147 289
185 0 257 | 327 355 412 18.00 18.20 18.40 18.60
T Rt A m/z 43.10 66.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #125177: Pregn-4-ene-3,20-dione, (9.beta.,10.alpha.)-
124
43
5000 SR SRR SRR BN B
18.00 18.20 18.40 18.60
91 147 g 314 m/z 57.10 57.22%
67 229
L o w,m,\\l i s |
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
18.00 18.20 18.40 18.60
5000 m/z 229.15 45_.94%
82
275
42 63 143
m/z--> 50 100 150 200 250 300 350 400
Abundance #110773: 3-(4-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone
124 18.00 18.20 18.40 18.60
m/z 55.10 41.51%
5000
o5 288
50 75 °° | | 150 177198 223 258
L AL UL UL SRR UL LN UL U R SRR SRR BRI B
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60

8270-BF101015.M Mon Oct 26 19:10:50 2015

Page: 22



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082487.D

Acq On : 24 Oct 2015 1:41

Operator : UM/1Z

Sample : G4142-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 .93 68.1 ng 1837530 1 6.75 539770 20.0
unknown6 .53 6.53 104.1 ng 2808820 1 6.75 539770 20.0
Hexadecane 9.20 8.2 ng 337776 3 9.79 826486 20.0
Pentadecane 9.73 7.8 ng 323489 3 9.79 826486 20.0
Tetradecane 10.23 9.0 ng 371522 3 9.79 826486 20.0
Undecane, 3,5-dim... 10.45 10.9 ng 450740 3 9.79 826486 20.0
Heptadecane, 2,6,... 10.71 26.1 ng 1027220 4 11.28 786195 20.0
Tridecane, 5-propyl- 11.18 9.0 ng 355140 4 11.28 786195 20.0
Tetracosane 11.58 7.0 ng 273007 4 11.28 786195 20.0
n-Hexadecanoic acid 11.82 5.3 ng 209487 4 11.28 786195 20.0
Nonadecane 11.99 5.6 ng 219875 4 11.28 786195 20.0
1-Octadecanol 13.81 5.8 ng 227504 5 13.94 782392 20.0
Heptacosane 15.09 11.7 ng 364798 6 15.42 621415 20.0
Octacosane 15.85 12.1 ng 374688 6 15.42 621415 20.0
-beta.-Sitosterol 17.35 17.0 ng 527635 6 15.42 621415 20.0
unknownl17.83 17.83 7.3 ng 226652 6 15.42 621415 20.0
2(1H)Naphthalenon. .. 18.12 8.9 ng 277566 6 15.42 621415 20.0
unknownl18.26 18.26 8.6 ng 266021 6 15.42 621415 20.0
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