LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.721 139 143 149 rBvY 210730 380670 9.47% 1.060%
2 5.001 252 255 260 rBV 62005 105039 2.61% 0.292%
3 5.401 287 290 293 rBVY 2796057 3497956 87 .00% 9.738%
4 5.870 327 331 345 rVB6 8451 45738 1.14% 0.127%
5 6.453 378 382 384 rBVY 2668307 4020527 100.00% 11.193%
6 6.579 390 393 395 rBVY 3655434 3801699 94.56% 10.584%
7 6.807 411 413 415 rBV 893223 793852 19.74% 2.210%
8 6.967 424 427 429 rBV 2555247 2840929 70.66% 7.909%
9 7.367 460 462 465 rBV 1549282 2084781 51.85% 5.804%
10 8.087 523 525 528 rBV 756255 902239 22.44% 2.512%

11 8.522 561 563 568 rBv2 100437 123468 3.07% 0.344%
12 9.116 614 615 617 rVB 107933 118546 2.95% 0.330%
13 9.173 617 620 622 rBVY 3173571 3146556 78.26% 8.760%
14 9.253 625 627 629 rvVv 78046 116444 2.90% 0.324%

15 9.299 629 631 636 rVB3 34607 92124 2.29% 0.256%
16 9.562 652 654 657 rBv2 385378 438566 10.91% 1.221%
17 9.779 672 673 676 rBvV 65413 83400 2.07% 0.232%
18 9.848 676 679 681 rBvY 795048 810336 20.15% 2.256%
19 10.019 691 694 695 rBvV 23655 40614 1.01% 0.113%
20 10.110 700 702 703 rVB 38908 40829 1.02% 0.114%
21 10.282 715 717 719 rVB 130661 94167 2.34% 0.262%

22 10.499 733 736 739 rBV 88259 126996 3.16% 0.354%
23 10.636 745 748 750 rBV 1300943 1634713 40.66% 4_.551%
24 10.762 755 759 763 rvv2 160963 365658 9.09% 1.018%

25 10.968 774 777 782 rBvV4 27738 85807 2.13% 0.239%
26 11.208 796 798 799 rBV 37366 51363 1.28% 0.143%
27 11.231 799 800 803 rvB 62626 62557 1.56% 0.174%
28 11.322 806 808 812 rBV 506855 640142 15.92% 1.782%
29 11.916 857 860 866 rvB6 27601 67068 1.67% 0.187%
30 12.008 866 868 869 rBvV 28776 45161 1.12% 0.126%
31 12.396 899 902 903 rBV3 22874 47382 1.18% 0.132%
32 12.419 903 904 906 rVvB 54923 56053 1.39% 0.156%
33 12.762 930 934 935 rBV2 41738 71829 1.79% 0.200%
34 12.796 935 937 938 rvv 102896 96990 2.41% 0.270%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.911 945 947 950 rBV 2256711 2299574 57.20% 6.402%

36 13.151 966 968 970 rVvB 175898 151158 3.76% 0.421%

37 13.311 981 982 987 rvVvB2 93139 91458 2.27% 0.255%
38 13.494 995 998 1000 rBV 226055 257810 6.41% 0.718%
39 13.608 1006 1008 1009 rBV 84930 94189 2.34% 0.262%

40 13.814 1024 1026 1033 rVB 750762 974567 24.24% 2.713%

41 13.962 1036 1039 1041 rBV 664118 854950 21.26% 2.380%
42 14.065 1046 1048 1050 rVvVv 141044 217888 5.42% 0.607%
43 14.134 1053 1054 1059 rVB 259369 325438 8.09% 0.906%
44 14.259 1063 1065 1066 rBVY 72009 98150 2.44% 0.273%
45 14.442 1079 1081 1086 rVB 277131 484984 12.06% 1.350%

46 14.739 1105 1107 1108 rVB 108966 105338 2.62% 0.293%
47 14.877 1117 1119 1121 rBV 117631 214992 5.35% 0.599%
48 15.060 1133 1135 1136 rBVY 117468 169181 4.21% 0.471%
49 15.368 1160 1162 1164 rBV 447820 653487 16.25% 1.819%
50 15.597 1180 1182 1190 rVB 380328 920587 22.90% 2.563%

51 17.814 1372 1376 1381 rBV4 177946 624955 15.54% 1.740%
52 18.226 1409 1412 1417 rVB2 185747 450329 11.20% 1.254%

Sum of corrected areas: 35919234
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086441.D
3500000

3000000 5.40

6.45] 6.97

2500000
2000000
7.37
1500000

1000000 6.81

500000

/\ 5,.\00 - 5.87
O I e e o e e e e e B e e e L o e e e e B e AL A e o e e e o B B e B s

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086441.D

3500000

9.17
3000000

2500000 12.91

2000000

1500000 10.64

1000000

11.32

13,
500000 . 13.15; 3134961

10.7 :
101@21}0'2810-5 10.97 1. 1101 1248 it

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF086441.D

3500000

3000000
2500000
2000000

1500000

3.8 96

1000000{ | = 1444 15.3715 60
2433 ] 14.74.885 06 1781 1823
500000 4

o T T T T T ]

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF042716.M Thu Apr 28 15:51:40 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Decane, 2,6,7-trimethyl- Concentration Rank 20

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

8.52 2.74 ng 123468 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 90
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 78
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 78
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 64
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 59

Abundance Scan 563 (8.522 min): BF086441.D (-561) (-) m/z 57.10 100.00%
57.1
431 71.1
5000
R R
y || o Sﬁl 97.1 111'«321251 8.20 8.40 8.60 8.80
Orrprrrrprredp et e b e e e e m/z 43.10 65.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #45603: Decane, 2,6,7-trimethyl-
57.0
43.0
5000 710 USRS AR SR
8.20 8.40 8.60 8.80
m/z 71.10 63.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57.0
43.0 820 840 860 880
5000 710 m/z 41.10 33.37%
113.0
oL Z0 850 950 127.0 142.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18461. Octane, 3,6—dimethy|— LA L L B L BN |
57.0 8.20 8.40 8.60 8.80
71.0 m/z 56.10 21.36%
5000 430
20.0 113.0
o Ll 8890 e | o 1420
m/z--> 20 30 4'0 50 6|0 7'0 80 90 100 110 120 130 14'10 ' 8.0 840 8.60 880
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane, 2,6,10,14-tetr... Concentration Rank 18

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

9.12 2.93 ng 118546 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 86
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 80
3 Octane. 2-methvl- 128 C9H20 003221-61-2 72
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 59

Abundance Scan 615 (9.116 min): BF086441.D (-614) (-) m/z 57.10 100.00%

517.1
5000

8.80 9.00 9.20 9.40

113.1 35.2 159.1

Obrrrrilrby m/z 71.10 60.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115580: Heptadecane, 2,6,10,14-tetramethyl-
57.0
5000 LI L L L L L L L BB |

8.80 9.00 9.20 9.40
85.0 m/z 43.10 60.52%
|

I ‘ 113.0 141.0 1830 211.0  253.0 281.0

o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
B B e e
8.80 9.00 9.20 9.40
5000 m/z 41.10 40.43%
29.0 85.0
o 130 1550 183.0206.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12261: Octane, 2-methyl- B RAmEE R
43.0 8.80 9.00 9.20 9.40
m/z 85.10 23.57%
5000
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hydroxylamine, O-decyl- Concentration Rank 19

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

9.25 2.87 ng 116444 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 72
2 Tetradecane. 1l-chloro- 232 C14H29ClI 002425-54-9 53
3 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 53
4 Decane. 3-methvl- 156 C11H24 013151-34-3 53
5 1-Dodecanol, 3,7,1l1-trimethyl- 228 C15H320 006750-34-1 49

Abundance Scan 627 (9.253 min): BF086441.D (-625) (-) m/z 57.10 100.00%
571.1
5000
39/0 140.2 193.2 9.00 9.20 9.40 9.60
Obrprrrr b 159.1 m/z 43.10 76.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38117: Hydroxylamine, O-decyl-
43.0
5000 R UL L AL
71.0 9.00 9.20 9.40 9.60
m/z 41.10 50.88%
Ouluuuuhl‘l”u |||||||||||||||||EL|40|0||| |1|7|3|0|||| R AR
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
57.0
91.0 000 9.20 9.40 9.60
5000 m/z 71.10 45.03%
29.0
o 119 0 147 0 175. 0 203.0 2320
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45579: Undecane, 3,8-dimethyl- A
57.0 9.00 9.20 9.40 9.60
m/z 55.10 43.18%
5000 85.0
29.0
H‘ ‘\ ‘ ‘ \ 11? ° 141.0
G L S R L S S B S RS SRS SRR SRS b RSN RS L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.50 3.13 ng 126996 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 83
2 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 76
3 Undecane. 5-ethvl- 184 C13H28 017453-94-0 72
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 70
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64

Abundance Scan 736 (10.499 min): BF086441.D (-733) (-) m/z 57.10 100.00%
5%.1
5000
10,20 10.40 10.60 10.80
0 m/z 43.10 49 .05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000 LRI BUAILN UL SURBN SR
10 20 10. 40 10. 60 10.80
0.0 85.0 m/z 71.10 41.32%
oo h i TRY 110 1830 o110 2300
m/z--> ﬁo Jo eb 85 160 150 150 1éo 180 200 220 250 '
Abundance
57.0
10,20 10.40 10.60 10.80
5000 m/z 41.10 26.87%
o 39.0 85.0 113.0 155.0 184.0
m/z--> ﬁo Jo 65 85 160 150 150 160 180 200 250 250 '
Abundance #45550: Undecane, 5—ethy|— L L N B BN B |
57.0 10.20 10.40 10.60 10.80
m/z 85.10 20.19%
5000
29.0 85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.76 11.42 ng 365658 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Undecane. 2-methvl- 170 C12H26 007045-71-8 72
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 72
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 72
5 Dodecane 170 C12H26 000112-40-3 70
Abundance Scan 759 (10.762 min): BF086441.D (-755) (-) m/z 57.10 100.00%
57.1
2000 Ww
85.1
L s e e 17120 160 1050 1 "
oY SV 1 R T T Y — m/z 43.10 69.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45543: Tridecane
il W
5000 85.0 AU RS
10,40 10,60 10,80 11.00
29.0 m/z 71.10 64 .53%
o I ‘ | 120 1410 18? 0
m/z--> 20 40 eb 80 160 120 140 160 180 200 220 240 260 280
Abundance
43.0
10.40 10.60 10.80 11.00
5000 710 m/z 41.10 32.78%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114973: 1-lodo-2-methylundecane R R RREEEEa
57.0 10.40 10.60 10.80 11.00
m/z 85.10 31.44%
5000
85.0
29.0
ob 1Ll | (1130 169.0 211.0 296.0
m/z--> 20 40 eb 80 100 150 140 1éo 180 200 220 240 260 280 10,40 10.60 10,80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tridecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.15 3.54 ng 151158 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 87
2 Octadecane 254 C18H38 000593-45-3 83
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 80
4 Decane. 2.3.8-trimethvl- 184 C13H28 062238-14-6 78
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 72
Abundance Scan 968 (13.151 min): BF086441.D (-966) (-) m/z 57.10 100.00%
57.1
5000 851 JL/M}
113.1 12.80 13.00 13.20 13.40
O el e a2 16921921 21912392 28121 77 43.10  69.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55023: Tridecane, 2-methyl-
57.0
5000 U UL LR B B
85.0 12.80 13.00 13.20 13.40
29.0 m/z 71.10 55.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
12.80 13.00 13.20 13.40
5000 85.0 m/z 85.10 39.86%
29.0

1130 1410 160.0 197.0 2950 254.0

&

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36165: Undecane, 2-methyl- T
43.0 12.80 13.00 13.20 13.40
m/z 41.10 25.12%
71.0
5000
99.0 127.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13. 00 13 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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, 6-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.49 6.03 ng 257810 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-propvl- 226 C16H34 055045-10-8 93
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Tetratriacontane 479 C34H70 014167-59-0 91
Abundance Scan 998 (13.494 min): BF086441.D (-995) (-) m/z 57.10 100.00%
5%.1
5000 “__JA_d_\ﬁ\JA,)x/~*J\\J¥
0.1 | 13.20 13.40 13.60 13.80
141.2
Ob et b g 722838 28922800 | m/z 43.10 70.47%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #73970: Tridecane, 6-propyl-
43.0
5000 5.0 SR NS BN SUNILN U
13.20 13.40 13.60 13.80
m/z 71.10 56.92%
126.0 183.0
o) f.‘“‘.“‘.“‘,.“.h..”‘...“. I22|6:(I) e
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
| 13.20 13.40 13.60 13.80
5000 m/z 85.10 38.36%
99.0
0l180 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
miz--> 0 55 160 1%0 260 2%0 360 350 400 4éo 560
Abundance #151556: Heptacosane R B
57.0 13.20 13.40 13.60 13.80
m/z 41.10 26.75%
5000 MM’—/\\‘
9.0 0
o LI L, 341-01830225.0267.0 3230 3800 ettt
miz--> 0 50 100 150 200 250 300 350 400 450 500 13.20 13.40 13.60 13.80

8270-BF042716.M Thu Apr 28 15:51:44 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 22.80 ng 974567 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 94
2 5-Eicosene. (EBE)- 280 C20H40 074685-30-6 93
3 17-Pentatriacontene 491 C35H70 006971-40-0 91

4 Heptafluorobutanoic acid. heptad...
5 Trifluoroacetic acid, n-octadecy...

452 C21H35F702
366 C20H37F302

1000282-97-3 91
079392-43-1 90

Abundance Scan 1026 (13.814 min): BF086441.D (-1024) (-) m/z 57.10 100.00%
67.1
l 1 13.40 13.60 13.80 14.00 14.20
39.2 : : : : :
o...',....,.3..,.1.8.2.2,2242,..2.9.1,3....,....,....,...., m/z 43.10 93.68%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
97.0
5000 TT T T[T T T T[T T T T[T T T T[TT
13. 40 13. 60 13. 80 14. 00 14 20
‘ m/z 55.10 75.88%
.0 238 0
oLl T EREG
m/z--> 50 50 200 250 300 350 400 450
Abundance
55.0
R e e s
13.40 13.60 13.80 14.00 14.20
5000 97.0 m/z 83.10 55.93%
o 139.0 182.0223.0 280.0
L e o e LA A B o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene R B o
43.0 13.40 13.60 13.80 14.00 14.20
m/z 41.10 53.86%
- i &L\V\
25.0
. J‘ 1250 467 2100 267.0307.0 490.0
T ,.”.,..”,... L BB o i e R N N SREmEs
m/z--> 50 100 150 200 250 300 350 400 450 13. 40 13. 60 13. 80 14. 00 14 20

8270-BF042716.M Thu Apr 28 15:51:45 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Erucic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.07 5.10 ng 217888 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Erucic acid 338 C22H4202 000112-86-7 87
2 E-7-Octadecene 252 C18H36 1000130-92-0 58
3 1-Hexadecene 224 C16H32 000629-73-2 58
4 Oleic Acid 282 C18H3402 000112-80-1 49
5 1-Eicosene 280 C20H40 003452-07-1 49

Abundance Scan 1048 (14.065 min): BF086441.D (-1046) (-) m/z 55.10 100.00%

5000

2}
12:1
[N

13.80 14.00 14.20 14.40
m/z 43.10 65.95%

198.1227.2 283.3 320.3 355.2

04
m/z--> 50 100 150 200 250 300 350
Abundance #136423: Erucic acid

320.0

5000 111.0 S
13. 80 14. OO 14 20 14. 40

139. m/z 41.10 65.07%

&)}
13;1
o
[o0]
o

0
2no) ||| 66.0 208.0236.0 2780 |
olb—4 ‘.“l“‘.‘ N u” Hh o \h \\ \\ \‘ \k ”.”‘. | P h —
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
R S e e
83.0 13.80 14.00 14.20 14.40
5000 m/z 69.10 58.66%
111.0
252.0
0 139.0168.0196.0224.0
R e L A s T
m/z--> 50 100 150 200 250 300 350
Abundance #72488: 1-Hexadecene Al EEma s B
41.0 13.80 14.00 14.20 14.40
m/z 57.10 50.77%
5000
111.0
0120\ \ {‘{ ﬂ390168019602240
] —— e R S e e
m/z--> 200 250 300 350 1380 14.00 14.20 14.40

8270-BF042716.M Thu Apr 28 15:51:46 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.13 7.61 ng 325438 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetratriacontane 479 C34H70 014167-59-0 90
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 1054 (14.134 min): BF086441.D (-1053) (-) m/z 57.10 100.00%

517.1
5000

13.80 14.00 14.20 14.40

99.1
L)y 1412 1832 227.2 279.3 3314

Of A e e e S e e m/z 43.10 69.28%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57.0
5000 LA L L L L L L L |
13.80 14.00 14.20 14.40
m/z 71.10 52.72%
99.0
ol 4 [~ 1410 183.0 2250 267.0 3230 _ 380.0
L I e e o B e L L o B e o B e o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
T T
13.80 14.00 14.20 14.40
5000 m/z 85.10 37.60%
99.0
0 141.0 182.0 240.0
L A e o B e T B L e o o o B o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane Rl B e
57.0 13.80 14.00 14.20 14.40
m/z 41.10 26.29%
5000
.0
osa h dyhly 1410 1830 2250 2670 3110 367.0 4100
I B L e e e e B o B e e T T
m/z--> 0 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40

8270-BF042716.M Thu Apr 28 15:51:46 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10-Methylnonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.44 11.35 ng 484984 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 91
2 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Tetratriacontane 479 C34H70 014167-59-0 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
Abundance Scan 1081 (14.442 min): BF086441.D (-1079) (-) m/z 57.10 100.00%
57.1
5000 W
1.1 14.20 14.40 14.60 14.80
ol ALy, 102 o562 sarasora e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107656: 10-Methylnonadecane
57.0
5000 LB SULLLE I I S
1420 14.40 14.60 14.80
154.0 m/z 71.10 59.00%
Ouu‘lu‘.l‘.‘ H “ H e ‘\ — ””2(??9 R R e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
' 14:20 14.40 14,60 14.80
5000 m/z 85.10 40.43%
1130 19705439 UJJ¢A\MﬁJVrA\V/V/”j\hVA”
Obrry r i T e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane e RARREEE RS
57.0 14.20 14.40 14.60 14.80
m/z 55.10 31.28%
5000 \,JJ\J\\/PJ/fAAk,/\//\vav/ur
o 1130 169.0 225.0 281.0 337. 03930 4630 5610 6150
m/z--> éo 100 150 200 250 300 350 400 450 500 550 60O 1420 14.40 14.60 14.80

8270-BF042716.M Thu Apr 28 15:51:47 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.74 3.22 ng 105338 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Octadecane 254 C18H38 000593-45-3 70
3 Eicosane 282 C20H42 000112-95-8 62
4 3.5-Dimethvldodecane 198 C14H30 107770-99-0 58
5 Tetracosane 338 C24H50 000646-31-1 58
Abundance Scan 1107 (14.739 min): BF086441.D (-1105) (-) m/z 57.10 100.00%
T /\/A/_/\/\/\/W\/\/\/
5000 85.1
278 14.40 14.60 14.80 1500
113. 11412 X X . .
ol l ,I. ol Lo 7052169.2 2032 2340 L. (303513 "m/z 43.10 65.55%

m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane

g
o
E

5000 85.0 R SR EREREERRE
14.40 14.60 14.80 15.00

m/z 71.10 51.10%

113.0
o290 Ly THO1890 211.0230.0267.0295.0328,0352.0
e e T —
miz--> 50 100 150 200 250 300 350
Abundance
57.0
e
14.40 14.60 14.80 15.00
5000 650 m/z 85.10 37.84%
29.0 50
. 113.0141.0169.0197.0295.0 254.0
Al A T
miz--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane e e A B
57.0 14.40 14.60 14.80 15.00
m/z 55.10 21.61%
5000
85.0
29.0
oL ‘ | | | [30141.0160.0197.0225.0253.0282.0
VA A e
miz--> 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF042716.M Thu Apr 28 15:51:48 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Octadecyl-propane-1,3-diol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.88 6.58 ng 214992 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octadecvl-propane-1.3-diol 328 C21H4402 005337-61-1 91
2 2-Heptadecenal 252 C17H320 1000143-48-6 83
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 68
4 (RY-(-)-(2)-14-Methvl-8-hexadece... 254 C17H340 030689-78-2 64
5 Tridecane, 5-cyclohexyl- 266 C19H38 013151-90-1 64
Abundance Scan 1119 (14.877 min): BF086441.D (-1117) (-) m/z 57.10 100.00%

1

5000
177.2 208.1 268.1 304.2334.3 3734 14.60 14.80 15.00 15.20
o m/z 43.10 84 .46%
m/z--> 50 100 150 200 250 300 350
Abundance #131943: 2-Octadecyl-propane-1,3-diol
43.0
5000 830 LA L L L L L L L LB L
14.60 14.80 15.00 15.20
m/z 55.10 65.50%
110 280.0
J L ||| 139.0167.0195 000402520 _ 3100
e e e e B e o o
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
83.0 R e B R B
14.60 14.80 15.00 15.20
5000 m/z 83.10 53.38%
111.0
139.0 194.0222.0251.0
o 71— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #99460: Oxirane, hexadecy!- Al Eamas R S
43.0l B82.0 14.60 14.80 15.00 15.20
m/z 82.10 53.10%
5000
11.0
0l15.0 l h ﬂ52018002080 250.0
- IIIIIIIIII IIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF042716.M Thu Apr 28 15:51:48 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.06 5.18 ng 169181 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Heneicosane. 1l1l-decvl- 437 C31H64 055320-06-4 90
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 87
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 83

Abundance Scan 1135 (15.060 min): BF086441.D (-1133) (-) m/z 57.10 100.00%

57.1
5000

14.80 15.00 15.20 15.40

W31 1651 20320722 3533

Ot e e e e e e e m/z 43.10 61.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0
5000 LA L L L L L L L LB
14.80 15.00 15.20 15.40
m/z 71.10 53.41%
0 il 1?‘0‘1‘690 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
e R AL e e e o e e AR BARRE SRS EEs S
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R R BAEEEEmE e e
14.80 15.00 15.20 15.40
5000 m/z 85.10 41 .55%
295.0
. 113.0 1590 2950 435.0
T T T T T T T e T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167081: Tetracosane, 11-decyl- B AL B
57.0 14.80 15.00 15.20 15.40
m/z 55.10 26.97%
5000
13.0
0 | ,169.0 2250 281033703930
R e e o e AR R R RN A e e o s S R R R BAEEEEmE e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.80 15.00 15.20 15.40

8270-BF042716.M Thu Apr 28 15:51:49 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,19-Eicosadiene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.60 28.17 ng 920587 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 87
4 Octadecanal 268 C18H360 000638-66-4 72
5 2-Octadecyl-propane-1,3-diol 328 C21H4402 005337-61-1 64
Abundance Scan 1182 (15.597 min): BF086441.D (-1180) (-) m/z 57.10 100.00%
51.1
5000
137.1 15.20 15.40 15.60 15.80 16.00
o 180.2 222.2 256.1 313.3 359.3390.3 n/z 43.10 89 720
m/z--> 50 100 150 200 250 300 350
Abundance #105306: 1,19-Eicosadiene
55.0
96.0
5000 R IS UL BRI B
mmmmmmmmmm
m/z 55.10 62.96%
OHNM thﬂwommnmzmo
m/z--> 50 10 150 200 250 360 3%0 '
Abundance
43.0 820
15.20 15.40 15.60 15.80 16.00
5000 m/z 82.10 57 .45%
111.0
0 152.0 194.0225.0 267.0
m/z--> 55 160 1%0 200 250 300 3%0 '
Abundance #93393: 1,16-Hexadecanediol A B
55.0 15.20 15.40 15.60 15.80 16.00
m/z 83.10 45 .82%
96.0
5000
ol ‘ | 80 104000
m/z--> 50 160 1%0 200 250 360 3%0 ' 1520 1540 1560 1580 1600

8270-BF042716.M Thu Apr 28 15:51:50 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5
R.T. EstConc Area Relative to ISTD R.T.
17.81 19.13 ng 624955 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 90
2 BH-3.5a-Epoxvnaphthl2.1-cloxepin... 278 C18H3002 001153-34-0 58
3 Olean-12-ene 410 C30H50 000471-68-1 53
4 Methanol. [6.8.9-trimethvl-4-(1-... 236 C15H2402 1000277-60-9 27
5 Thieno[3,2-b]thiophene-2,5-diimi... 218 C8H2N4S2 125594-14-1 18
Abundance Scan 1376 (17.814 min): BF086441.D (-1372) (-) m/z 218.20 100.00%
218.2
55.1
95.1
5000 133.1
17633153047 2353 4244 | 1740 17160 1780 1800 18,20
0 S T G T i s e R m/z 55.10 69.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218.0
41.0 910 133.0
5000 175.0 S IS i
17.40 17.60 17.80 18.00 18.20
m/z 95.10 56 .46%
ol NMN.Mu,M... S
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
43.0 137.0 1750 17.40 17.60 17.80 18.00 18.20
5000 810 m/z 41.10 51.81%
263.0
O e e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #158507: Olean-12-ene R e
218.0 17.40 17.60 17.80 18.00 18.20
m/z 203.20 46.51%
5000
135.0 177.
0 “ h F L\ ol o ] L IIZSTIQ N II3§§ 0 |41? 9. B
m/z--> 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00 18.20

8270-BF042716.M Thu Apr 28 15:51:50 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086441.D

Aca On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Stigmast-4-en-3-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.23 13.78 ng 450329 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 97
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 70
3 Testosterone 288 C19H2802 000058-22-0 43
4 Prean-4-en-3-one. 20.21-IT(1.1-d... 398 C25H39B03 030882-66-7 35
5 2,3-Diaminophenol 124 C6H8N20 059649-56-8 35

Abundance Scan 1412 (18.226 min): BF086441.D (-1409) (-) m/z 124.10 100.00%

124.1
43.1

5000

2894 o4 3704 4125 18.00 18.20 18.40 18.60
m/z 43.10 75.66%

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #158845: Stigmast-4-en-3-one
124.0

43.0

18.IOO 18.I20 18.I40 18.I60
m/z 55.10 42.36%

5000

0
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
I RAARE BEEEE
18.00 18.20 18.40 18.60
5000 m/z 41.10 40.18%
91.0 288.0
164.0 2030 2460
| ERRINENENIN N 111 1| A SN TN N
m/z--> 50 100 150 200 250 300 350 400
Abundance #111021: Testosterone R ARE mam T e S
124.0 288.0 18.00 18.20 18.40 18.60
' m/z 229.20 39.96%

5000

I I T I
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042716\
Data File : BF086441.D

Acq On : 27 Apr 2016 23:28

Operator : UM/SJ

Sample : H2730-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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]
Decane, 2,6,7-tri... 8.52 2.7 ng 123468 2 8.09 902239 20.0
Heptadecane, 2,6, ... 9.12 2.9 ng 118546 3 9.85 810336 20.0
Hydroxylamine, O-... 9.25 2.9 ng 116444 3 9.85 810336 20.0
Pentadecane, 2,6,... 10.50 3.1 ng 126996 3 9.85 810336 20.0
Tridecane 10.76 11.4 ng 365658 4 11.32 640142 20.0
Tridecane, 2-methyl- 13.15 3.5 ng 151158 5 13.96 854950 20.0
Tridecane, 6-propyl- 13.49 6.0 ng 257810 5 13.96 854950 20.0
Pentafluoropropio... 13.81 22.8 ng 974567 5 13.96 854950 20.0
Erucic acid 14.07 5.1 ng 217888 5 13.96 854950 20.0
Heptacosane 14.13 7.6 ng 325438 5 13.96 854950 20.0
10-Methylnonadecane 14.44 11.4 ng 484984 5 13.96 854950 20.0
Pentacosane 14.74 3.2 ng 105338 6 15.37 653487 20.0
2-Octadecyl-propa... 14.88 6.6 ng 214992 6 15.37 653487 20.0
Tetratetracontane 15.06 5.2 ng 169181 6 15.37 653487 20.0
1,19-Eicosadiene 15.60 28.2 ng 920587 6 15.37 653487 20.0
2(1H)Naphthalenon. .. 17.81 19.1 ng 624955 6 15.37 653487 20.0
Stigmast-4-en-3-one 18.23 13.8 ng 450329 6 15.37 653487 20.0
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