LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator : SJ/1Z

Sample > H1396-04

Misc :

ALS Vial : 25 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-BF020116.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 1.632 3 4 9 rBvV 212827 303928 6.15% 0.577%
2 1.747 9 14 42 rVB 965899 2526310 51.15%  4.794%
3 4.764 276 278 289 rVB 780429 1471288 29.79% 2.792%
4 5.221 315 318 320 rBV 4141352 4336019 87.79%% 8.228%
5 6.284 408 411 414 rBV 3518725 4906455 99.35% 9.311%
6 6.399 418 421 423 rBV 4935804 4938803 100.00% 9.372%
7 6.627 438 441 443 rBVY 819288 945080 19.14% 1.793%
8 6.776 452 454 457 rBV 2940491 3703391 74.99% 7.028%
9 7.199 488 491 493 rVB 2995346 3210349 65.00% 6.092%
10 7.427 506 511 513 rVvB2 40696 76535 1.55% 0.145%

11 7.667 528 532 536 rBvV3 47971 116964 2.37% 0.222%
12 7.907 551 553 559 rBV 1158167 1399817 28.34% 2.656%

13 8.353 589 592 593 rBvV 39387 56151 1.14% 0.107%
14 8.513 604 606 609 rBvV 158861 235732 4.77% 0.447%
15 8.627 613 616 617 rVvB2 70215 93311 1.89% 0.177%
16 8.719 622 624 627 rBV 54284 62928 1.27% 0.119%

17 8.822 628 633 634 rBv2 90386 203243 4.12% 0.386%
18 8.879 637 638 640 rvv 84991 103690 2.10% 0.197%
19 8.925 640 642 643 rVvV 126733 118397 2.40% 0.225%
20 8.947 643 644 645 rvV 151829 117233 2.37% 0.222%

21 8.993 645 648 650 rvv 4869508 4704611 95.26% 8.928%
22 9.085 653 656 658 rvv 1156177 1089813 22.07% 2.068%
23 9.130 658 660 664 rvv3 63852 175060 3.54% 0.332%
24 9.199 664 666 667 rvB2 48915 53527 1.08% 0.102%
25 9.233 667 669 671 rBvV3 45121 75782 1.53% 0.144%

26 9.336 676 678 681 rvv2 160886 349577 7.08% 0.663%
27 9.393 681 683 687 rvv2 1004481 1271193 25.74% 2.412%
28 9.462 687 689 690 rvB 174186 140174 2.84% 0.266%
29 9.610 700 702 704 rBV 1365941 1136159 23.00% 2.156%
30 9.656 704 706 708 rBvV 954925 1350256 27.34% 2.562%

31 9.839 719 722 724 rBV2 144769 268920 5.45% 0.510%
32 9.930 728 730 732 rVV 246688 233431 4.73% 0.443%
33 9.965 732 733 737 rVB 107339 114326 2.31% 0.217%
34 10.056 738 741 743 rVvv2 31389 59015 1.19% 0.112%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator : SJ/1Z

Sample > H1396-04

Misc :

ALS Vial : 25 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-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.113 743 746 747 rVV 613541 698434 14.14% 1.325%

36 10.136 747 748 753 rVB4 43218 106155 2.15% 0.201%
37 10.330 762 765 768 rBV 149159 235888 4.78% 0.448%
38 10.445 773 775 778 rBv2 1760115 2135058 43.23% 4._.052%
39 10.582 783 787 791 rBv2 337099 460587 9.33% 0.874%
40 10.776 801 804 808 rvB3 31531 62923 1.27% 0.119%

41 11.028 822 826 827 rBv2 111200 130133 2.63% 0.247%
42 11.142 833 836 837 rBV 1169812 1166728 23.62% 2.214%

43 11.211 839 842 844 rvB2 80005 91205 1.85% 0.173%
44 11.382 854 857 861 rBv4 35491 67014 1.36% 0.127%
45 11.473 864 865 868 rvB 68371 72157 1.46% 0.137%
46 11.748 887 889 894 rvB2 47694 73377 1.49% 0.139%
47 11.942 903 906 909 rBV2 33811 73859 1.50% 0.140%
48 12.193 926 928 930 rBV2 53370 73076 1.48% 0.139%

49 12.274 933 935 937 rVB 265377 215098 4_36% 0.408%
50 12.342 939 941 943 rVvV 257392 222127 4 _50% 0.422%

51 12.571 958 961 963 rBvV 223816 230068 4.66% 0.437%
52 12.731 972 975 977 rVB 3353187 3496201 70.79% 6.635%
53 12.971 992 996 997 rBV2 38259 67950 1.38% 0.129%
54 13.211 1014 1017 1020 rVB2 31469 60921 1.23% 0.116%
55 13.634 1051 1054 1057 rBV2 210224 296710 6.01% 0.563%

56 13.771 1063 1066 1067 rBV 826593 936781 18.97% 1.778%
57 13.794 1067 1068 1070 rVB 82701 59281 1.20% 0.112%
58 14.262 1107 1109 1115 rVB2 59935 135707 2.75% 0.258%
59 14.617 1138 1140 1142 rBV 184126 175708 3.56% 0.333%
60 14.765 1151 1153 1157 rBV 60675 123305 2.50% 0.234%

61 15.074 1178 1180 1183 rBV2 61277 80230 1.62% 0.152%
62 15.131 1183 1185 1188 rBV 639497 692679 14.03% 1.314%
63 15.542 1219 1221 1223 rBV 37806 55378 1.12% 0.105%

64 15.748 1237 1239 1243 rVB2 81063 170238 3.45% 0.323%
65 16.297 1284 1287 1292 rBV 124078 229379 4.64% 0.435%
66 16.468 1299 1302 1304 rVB3 29813 54029 1.09% 0.103%

Sum of corrected areas: 52695852
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085007.D

5.22
4000000
6.28

3000000 678 720

2000000

1000000{ 1.7° 476 6.63

g L 1.

O L e e o e e e o I L e e e e e e e R
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
Abundance TIC: BF085007.D

8|99

4000000

12.73

3000000

2000000 10.44

1000000

| 1228412.57
L.OBd 21113847 11.791.94 12,19

12.9713.21

o) NOD-v St A a L .
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF085007.D

4000000
3000000
2000000
1000000 13.77 15.13

B6H 79 1426 4977 1507 1554575 16.395 47

e 5 M e

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\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.76 31.14 ng 1471290 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
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 278 (4.764 min): BF085007.D (-276) (-) m/z 43.10 100.00%

43
59
5000

101 L B o o
440 4.60 4.80 5.00
83
...,....,....,...37.,'....,“.33.:1,...‘??....,....,...:,|....,. m/z 59.10 58.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LI L L L L L L L LB L B
440 4.60 4.80 5.00
m/z 101.10 18.15%
25 3 37 83 g3 01
LA o e e e A o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R e m e o
57 4.40 4.60 4.80 5.00
5000 m/z 58.10 14 .15%
29 101
15 37 51 73 83 o5
B L B A B B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e ....,....,.
59 440 460 4.80 5.00

m/z 41.10 9.41%

5000
a1 101
15 1 \3\1 I ‘ | 53\\ 69 83

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 Heptane, 3,4,5-trimethyl- Concentration Rank 20

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

8.82 3.01 ng 203243 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 43
2 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 43
3 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 43
4 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 38
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 35

Abundance Scan 633 (8.822 min): BF085007.D (-628) (-) m/z 43.10 100.00%
B
85
5000 71
A | il m 9|9 112 123 140 8.40 8.60 8.80 9.00 9.20
n iy AN ull
ARUNMARE AR KA AR

SSSSS—— | —r. sl b || M7z 57.10  80.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #18474: Heptane, 3,4,5-trimethyl-
43
85
5000
57 8.40 8.60 8.80 9.00 9.20
m/z 85.05 67.66%
29 69
A “‘ l 77 98 113 142
T T T T [ [ T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
57
8.40 8.60 8.80 9.00 9.20
5000 1 g m/z 41.10 54 _25%
9 g1 1 155
mﬂmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18468: Heptane, 2,4,6-trimethyl-
43 85 8.40 8.60 8.80 9.00 9.20
57 m/z 55.10 50.14%
5000
27 ‘ 1 99
is L Ll 127 142

_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 Tetradecane Concentration Rank 5

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

9.08 16.14 ng 1089810 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 78
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 76
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 656 (9.085 min): BF085007.D (-653) (-) m/z 57.10 100.00%
57
43
5000 n
85

99 113 157 8.80 9.00 9.20 9.40
...,....','...|,.."..,:...~-',....,....14.1.1?.4,.1.6?.,...1.9,8....,.... m/z 43.10 74.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57
43
71
5000 85
8.80 9.00 9.20 9.40
29 m/z 71.10 51.04%
15 \‘ N Y %9 113 127 141 155 169 198
T I o o e o B AL B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
8.80 9.00 9.20 9.40
5000 71 m/z 85.10 34.52%
85
29
99 113 127 141 155 169 183 197 226
I B A e o e e A BARESREE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane
a3 8.80 9.00 9.20 9.40
m/z 41.10 32.75%
71
5000
85
29
15 | L | ) 913107 1w
||||||||||||||||||||||||||||||||||||||||||||||||||||||| _l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 Octane, 4-ethyl- Concentration Rank 11

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

9.34 5.18 ng 349577 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 4-ethyl- 142 C10H22 015869-86-0 64
2 Tridecane 184 C13H28 000629-50-5 64
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 50
4 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 50
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 50

Abundance Scan 678 (9.336 min): BF085007.D (-676) (-) m/z 57.10 100.00%
7
5000 43 71
85
97 112 196 9.00 9.20 9.40 9.60
ol i 40 154163 194 1 o7 43,10 51.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18423: Octane, 4-ethyl-
57
43
5000 71
9.00 9.20 9.40 9.60
29 85 gg 112 m/z 71.10 51.79%
i L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
9.00 9.20 9.40 9.60
5000 71 m/z 41.10 27 .34%
29 85
99 113 127 141 155 184
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #36171: Undecane, 2-methyl- R R REEEE e
43 9.00 9.20 9.40 9.60
57 m/z 55.10 23.99%
5000 71
29 85
L) [ ome e
m/z--> 20 40 60 80 100 120 140 160 180 200 0.00 9.20 940 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 Dodecane Concentration Rank 14

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

9.84 3.98 ng 268920 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 80
2 Tridecane 184 C13H28 000629-50-5 64
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
4 Eicosane 282 C20H42 000112-95-8 52
5 Hexadecane 226 C16H34 000544-76-3 50

Abundance Scan 722 (9.839 min): BF085007.D (-719) (-) m/z 57.10 100.00%
5000 a5
97
112 126 140 9.60 9.80 10.00 10.20
e 208,182 197 m/z 43.10 65.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36159: Dodecane
57
43
71
85 9.60 9.80 10.00 10.20
m/z 71.10 61.19%
.}?,.w.‘..‘,‘...‘.,..“..,1..?5,3..1??,1.27..17‘?...,.1.7.0.,....,.
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
43 57
7 9.60 9.80 10.00 10.20
5000 m/z 85.10 36.30%
85
29
18 99 113 127 141 155 184
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45605: Decane, 2,3,5-trimethyl-
57 9.60 9.80 10.00 10.20
43 m/z 41.10 28.37%
71
5000 85
141
99
...,.w.\..,u..h,..‘\..,«...w,..l.l?,....J....,.l??. SN A .
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 18

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

9.93 3.46 ng 233431 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 62
2 Octacosane 394 C28H58 000630-02-4 58
3 Octadecane, 1-iodo- 380 C18H371 000629-93-6 58
4 3,5-Dimethyldodecane 198 C14H30 107770-99-0 53
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 53

Abundance Scan 730 (9.930 min): BF085007.D (-728) (-) m/z 57.10 100.00%
57
5000 P q
113 141 9.60 9.80 10.00 10.20
ol g 7 SR esA8s 2 m/z 43.10 83.37%
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane
57
85 9.60 9.80 10.00 10.20
29 m/z 71.10 52.00%
113
L L L d (141 169 197 225 253 281 309 338
m/z--> 55 100 1éo 260 250 300 3%0 '
Abundance
57
9.60 9.80 10.00 10.20
5000 g5 m/z 41.10 42 .68%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #151357: Octadecane, 1-iodo- R e
57 9.60 9.80 10.00 10.20
m/z 55.10 38.83%
5000 85
29
113
..t‘. LA P aes o 288
m/z--> 50 100 150 200 250 300 350 9.60 980 1000 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.11 10.35 ng 698434 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Pentadecane 212 C15H32 000629-62-9 90
3 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 81
4 Heptadecane 240 C17H36 000629-78-7 80
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 746 (10.113 min): BF085007.D (-743) (-) m/z 57.10 100.00%
g7
43
71
5000 85

99 9.80 10.00 10.20 10.40
‘ 113 197 141
.,....-,'...|!,.."..,:~...~-|,..:'.,....,..1.5.4 19182 197 226 | n/z 43.10 65.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57

5000 &

g5 9.80 10.00 10.20 10.40
29 ‘ m/z 71.10 53.25%
-

‘ 99

1 w ¥ 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 9.80 10.00 10.20 10.40

5000 a5 m/z 85.10 39.73%

29 99
113 107 141 155 169 183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73980: Pentadecane, 7-methyl-

57 9.80 10.00 10.20 10.40
43 71 m/z 41.10 29.29%

5000
85

127 140

29 g0 112
Lol b %2 155 168 183 107 211 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 980 10 00 10.20 10.40

8270-BF020116.-M Thu Feb 11 16:37:27 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.33 3.49 ng 235888 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 72
2 Tetracosane 338 C24H50 000646-31-1 72
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 72
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64
Abundance Scan 765 (10.330 min): BF085007.D (-762) (-) m/z 57.10 100.00%
57
5000
T 10,00 10.20 10.40 10.60
113 169 X X X .
.,...?,...',.."..,.l...“,...'.,...l.‘,‘.l... 2 || Mz 43.10  42.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107651: Eicosane
57
5000 AR AR AR R
4 85 10.00 10.20 10.40 10.60

m/z 71.10 41.72%

D s a1 169 197 225 253 262

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

57

10.00 10.20 10.40 10.60
5000 85 m/z 85.10  22.02%

41

113 141 169 197 225 253 281 300 338

A A R NS A LU BN SARAN SRS SRS R AL SRS LA SRR SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45577: Undecane, 3,5-dimethyl- N ARRELRS e e
57 10.00 10.20 10.40 10.60
m/z 41.10 19.93%

5000

4

85
| 112 155 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 Tridecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.58 7.90 ng 460587 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 787 (10.582 min): BF085007.D (-783) (-) m/z 57.10 100.00%

57

5000 85
4

_r'_'_'_'—l—'_'_'_'—l—'_'_'_'—l—'_'_'_'—r'_‘
13 11 10.20 10.40 10.60 10.80 11.00
...,....~,'...|,..'..,.'...»',..:.,.... el e M7z 43.10  70.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122578: Tridecane, 1-iodo-
5000 85 LA L I L B L BL
4 10 20 10. 40 10. 60 10 80 11. OO

m/z 71.10 56.82%

113 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57

_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_‘
10.20 10.40 10.60 10.80 11.00

5000 m/z 85.10 38.75%
41 85
20 113 141155 184
ﬁmmwwwwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73963: Hexadecane
57 10.20 10.40 10.60 10.80 11.00

m/z 41.10 28 .56%

5000 a5
4
18 | ‘ Lo g g4 141 169 197 226

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 1-Hexadecanamine, N,N-dimet... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.27 3.69 ng 215098 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanamine, N,N-dimethyl- 269 C18H39N 000112-69-6 64
2 1-Decanamine, N,N-dimethyl- 185 C12H27N 001120-24-7 64
3 Tetradonium Bromide 335 C17H38BrN 001119-97-7 56
4 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 50
5 1-Tridecanamine, N,N-dimethyl- 227 C15H33N 017373-29-4 50
Abundance Scan 935 (12.274 min): BF085007.D (-933) (-) m/z 58.10 100.00%
58
5000
23 12,00 12.20 12,40 12.60
e O kA 142157 176 204 @0 Tm/z 43.10 4.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100012: 1-Hexadecanamine, N,N-dimethyl-
58

5000 LA L L L L L L L L
12:00 12.20 12.40 12.60
m/z 59.10 3.71%
15 43 | 84100 128 254269
i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
58
S N § VN | E—
12.00 12.20 12.40 12.60
5000 m/z 41.10 3.59%
15 43 84 99114 156 185
mmwwwwmw’wwmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #135060: Tetradonium Bromide Al Emam T R
58 12.00 12.20 12.40 12.60
m/z 55.10 2.52%
5000
15 43 | 84 110 135151 226241
e S S RS RRT T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 Cyclotridecane Concentration Rank 10

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

13.63 6.33 ng 296710 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotridecane 182 C13H26 000295-02-3 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 1-Docosene 308 C22H44 001599-67-3 90

074685-30-6 90
074339-53-0 90

4 5-Eicosene, (E)- 280 C20H40
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302

5000

m/z-->

Abundance Scan 1054 (13.634 min): BF085007.D (-1051) (-) m/z 57.10 100.00%
57
83
5000 4
13.40 13.60 13.80 14.00
139 167183199215 245 : ; : :
ARNRERRILAY m/z 55.10 88.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #44130: Cyclotridecane
41
69
5000 97 LI LI L L L L L
13.40 13.60 13.80 14.00
m/z 43.10 86.26%
1
ARNRRERE LAY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 R e I e o
97 13.40 13.60 13.80 14.00
5000 m/z 83.10 76.95%
27 125
153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene R A BEE T B S

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

13.40 13.60 13.80 14.00

m/z 69.10 67 .95%

-

T T T T
13.40 13.60 13.80 14.00

8270-BF020116.-M Thu Feb 11 16:37:30 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 Squalene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
‘1462 5.07ng 175708  perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 squatene 410 C30HS0 007683-64-9 91

2 7,11-Dimethyldodeca-2,6,10-trien. ..
3 2,6,10-Dodecatrien-1-ol, 3,7,11-...
4 2,6,10,14,18,22-Tetracosahexaene. ..
5 2,6,10-Dodecatriene, 3(E),7(E),1...

208 C14H240
222 C15H260
410 C30H50

236 C16H280

125529-10-4 87
004602-84-0 78
000111-02-4 78
1000159-57-9 72

Abundance Scan 1140 (14.617 min): BF085007.D (-1138) (-) m/z 69.10 100.00%
69 h
5000
41 IIIIIIIIIIIIIIIIIIIIII
137 14.40 14.60 14.80 15.00
175 254
Y S A W '| Ly 75 203225 ST 283 8~ m/z 81.10 51.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 41 LA L L L L L L L
14.40 14.60 14.80 15.00
95 m/z 41.10 25.62%
L “h\ 417 ” ‘161 191 217 273 299 341 367 410
i r L I e e o e L
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
T
14.40 14.60 14.80 15.00
5000 m/z 95.10 14 .81%
41
95 137
1157 165 193
B e B L e e B e o LA e e s e e e BB
m/z--> 50 100 150 200 250 300 350 400
Abundance #70983: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethy!l- L B ot
a1 69 14.40 14.60 14.80 15.00
m/z 68.10 10.04%
5000
93
127
A N B e lastost amaduecns
m/z--> 50 100 150 200 250 300 350 400 14.40 14 60 14. 80 15. 00

8270-BF020116.-M Thu Feb 11 16:37:31 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 unknownl5.75 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.75 4.92 ng 170238 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

Stigmastan-3,5-diene 396 C29H48 1000214-16-4 41
-.alpha., .alpha.-Diethyl-o-methox... 194 C12H1802 053847-40-8 27

1H-Purin-
2H-1,4-Be

1
2
3 4,5,6,7-Tetrahydro-benzo[c]thiop... 275 C15H14FNOS
4
5

2-amine, 6-methoxy-
nzothiazin-3(4H)-one

165 C6H7N50
165 C8H7NOS

1000296-43-6 18
020535-83-5 11
005325-20-2 11

Abundance Scan 1239 (15.748 min): BF085007.D (-1237) (-) m/z 165.05 100.00%
165
105
43
5000 306
8] 132 430
18721334 288 L L L B L
I 6 355 15.40 15.60 15.80 16.00
il m/z 105.05 74.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155644: Stigmastan-3,5-diene
43
396
5000 LA LI L L L L B LB B B
15.40 15.60 15.80 16.00
‘ 105 147 m/z 147.10 65.88%
e .“ ‘ H\ \‘\H‘ Hu il \” 4\17?| IZIJF:?I |25\|5|\|2£€8I e |3|5‘|"| bt
m/z--> 150 200 250 300 350 400
Abundance
165
e R R AR
15.40 15.60 15.80 16.00
5000 m/z 43.10 59.64%
91 132
29 57 194
LA B o e e e o e A B B o N e o e o o i o
m/z--> 50 100 150 200 250 300 350 400
Abundance #103413: 4,5,6,7-Tetrahydro-benzo[c]thiophene-1-carboxylic... R S E i
165 15.40 15.60 15.80 16.00
m/z 145.10 53.65%
5000
275
83 110
57 P | 21846 |
B A o o o e e e e e I L e o e o o B e R R AR
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00

8270-BF020116.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator =: SJ/1Z

Sample - H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 unknownl1l6.30 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.30 6.62 ng 229379 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methyl-1-ox0-2,3-dihydro-1H-py... 250 C14H10N40 1000256-79-0 47
2 2,4,6,8-Tetrathiatricyclo[3.3.1.... 250 C9H14S4 013787-69-4 47
3 Bicyclo[2.2.2]octane, 2,3-bis(4-... 336 C18H28N204 098739-00-5 37
4 5-Dimethylaminonaphthalene-1-sul... 250 C12H14N202S 001431-39-6 28
5 Diphenylmethane diisocyanate 250 C15H10N202 026447-40-5 25
Abundance Scan 1287 (16.297 min): BF085007.D (-1284) (-) m/z 250.10 100.00%
230
57
5000
“\6 i 15160 1620 1540 1660
140 218 : . . .
) dpges |0 (19228 Joes  sm 77 57.10  52.88%
m/z--> 50 100 150 200 250 300 350
Abundance #88265: 3-Methyl-1-oxo-2,3-dihydro-1H-pyrazolo[4,3-c][1,10...
250
5000 SR R B A
179 507 16.00 16.20 16.40 16.60
m/z 116.00 28.36%
125 459
47 75 97 | T
m/z--> 50 100 150 200 250 300 350
Abundance
250
%9 16.00 16.20 16.40 16.60
5000 m/z 172.10 22 .31%
117 217
185
5 4 99 143
m/z--> " s0 100 150 200 250 300 350
Abundance #135445: Bicyclo[2.2.2]octane, 2,3-bis(4-morpholoyl)- R e ma
250 16.00 16.20 16.40 16.60
m/z 41.10 20.41%
70
5000 42
114
168
Al i «‘ L2 ea 22 | a77 a07 336 e
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021016\
Data File : BF085007.D

Acq On : 10 Feb 2016 21:51

Operator : SJ/1Z

Sample > H1396-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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... 4.76 31.1 ng 1471290 1 6.63 945080 20.0
Heptane, 3,4,5-tr... 8.82 3.0 ng 203243 3 9.66 1350260 20.0
Tetradecane 9.08 16.1 ng 1089810 3 9.66 1350260 20.0
Octane, 4-ethyl- 9.34 5.2 ng 349577 3 9.66 1350260 20.0
Dodecane 9.84 4.0 ng 268920 3 9.66 1350260 20.0
Tetracosane 9.93 3.5 ng 233431 3 9.66 1350260 20.0
Hexadecane 10.11 10.4 ng 698434 3 9.66 1350260 20.0
Eicosane 10.33 3.5 ng 235888 3 9.66 1350260 20.0
Tridecane, 1-iodo- 10.58 7.9 ng 460587 4 11.14 1166730 20.0
1-Hexadecanamine, ... 12.27 3.7 ng 215098 4 11.14 1166730 20.0
Cyclotridecane 13.63 6.3 ng 296710 5 13.77 936781 20.0
Squalene 14.62 5.1 ng 175708 6 15.13 692679 20.0
unknownl15.75 15.75 4.9 ng 170238 6 15.13 692679 20.0
unknown16 .30 16.30 6.6 ng 229379 6 15.13 692679 20.0
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