LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 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-BF050416.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 4.876 242 244 252 rBV 311950 504034 10.58% 1.027%
2 5.310 280 282 285 rBVY 2960688 4290125 90.02% 8.743%
3 5.721 312 318 324 rVB2 40313 72713 1.53% 0.148%
4 6.373 372 375 377 rBV 4021488 4235222 88.87% 8.632%
5 6.499 383 386 388 rBVY 4254445 4765554 100.00% 9.712%
6 6.727 404 406 408 rBVY 1335868 1282099 26.90% 2.613%
7 6.887 417 420 422 rBV 2545925 3387809 71.09% 6.904%
8 7.299 453 456 458 rBVY 2670782 3121902 65.51% 6.363%
9 7.767 494 497 499 rBV 167554 196322 4.12% 0.400%
10 8.007 516 518 521 rBVY 1228540 1571354 32.97% 3.202%

11 9.093 610 613 615 rBY 5006965 4482515 94.06% 9.136%
12 9.173 619 620 629 rvB2 31699 86879 1.82% 0.177%
13 9.482 645 647 649 rBvV 270383 303362 6.37% 0.618%
14 9.710 665 667 669 rBvV 115514 120584 2.53% 0.246%
15 9.768 669 672 674 rBV 1459416 1662977 34.90% 3.389%

16 10.202 708 710 712 rVB 197361 170949 3.59% 0.348%
17 10.419 726 729 732 rBV 63025 107055 2.25% 0.218%
18 10.545 738 740 743 rBV2 1914822 2626744 55.12% 5.353%
19 10.671 750 751 756 rBV 137103 221170 4.64% 0.451%
20 11.128 789 791 792 rBV 53827 68417 1.44% 0.139%

21 11.242 799 801 803 rBV 1572600 1481998 31.10% 3.020%
22 11.482 819 822 826 rBV 72499 125610 2.64% 0.256%
23 11.791 846 849 851 rBvV 371589 546788 11.47% 1.114%

24 11.848 853 854 859 rvv 39486 72734 1.53% 0.148%
25 11.951 859 863 868 rvv3 19065 52569 1.10% 0.107%
26 12.294 888 893 895 rBvV2 25192 47679 1.00% 0.097%

27 12.442 904 906 909 rBV 198592 297361 6.24% 0.606%
28 12.568 915 917 923 rBV2 122724 122437 2.57% 0.250%
29 12.671 923 926 928 rBV 216341 270659 5.68% 0.552%
30 12.831 937 940 942 rBV 3189708 3201289 67.18% 6.524%

31 13.071 957 961 962 rBVvV2 71698 116487 2.44% 0.237%

32 13.105 962 964 968 rVB3 38004 78053 1.64% 0.159%
33 13.414 987 991 994 rBV3 35503 80223 1.68% 0.163%
34 13.528 998 1001 1003 rBV3 42994 79523 1.67% 0.162%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 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-BF050416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.734 1016 1019 1024 rBV 416415 575361 12.07% 1.173%

36 13.871 1028 1031 1037 rVV 1106749 1377363 28.90% 2.807%
37 14.054 1045 1047 1049 rBV2 54971 69646 1.46% 0.142%
38 14.362 1071 1074 1081 rBV 313458 515550 10.82% 1.051%
39 14.648 1097 1099 1103 rBVZ2 51086 135807 2.85% 0.277%
40 14.717 1103 1105 1108 rVB 72894 81610 1.71% 0.166%

41 14.785 1109 1111 1114 rVB 246675 233035 4_.89% 0.475%
42 14.877 1116 1119 1124 rBV 150761 288535 6.05% 0.588%
43 14.980 1124 1128 1138 rBV2 379671 1033488 21.69% 2.106%
44 15.151 1141 1143 1145 rVB 69421 95102 2.00% 0.194%
45 15.197 1145 1147 1150 rVB 77076 127418 2.67% 0.260%

46 15.265 1150 1153 1155 rBVY 738902 1029668 21.61% 2.098%
47 15.482 1169 1172 1174 rBV 239127 320978 6.74% 0.654%
48 15.688 1188 1190 1193 rBV 330905 579565 12.16% 1.181%
49 15.745 1193 1195 1199 rVB2 109512 200016 4._.20% 0.408%
50 16.397 1250 1252 1256 rBV3 85714 169925 3.57% 0.346%

51 16.568 1265 1267 1273 rBV3 60846 195332 4._.10% 0.398%
52 16.671 1273 1276 1278 rVV 114964 218040 4._.58% 0.444%
53 16.728 1279 1281 1287 rVB4 70980 201686 4.23% 0.411%
54 16.968 1299 1302 1307 rBV 63804 140528 2.95% 0.286%
55 17.094 1309 1313 1324 rVV4 184920 670467 14.07% 1.366%

56 17.277 1327 1329 1335 rVB 83077 195138 4._.09% 0.398%
57 18.008 1390 1393 1401 rVB3 106033 362261 7.60% 0.738%
58 18.420 1425 1429 1434 rVB 150580 399162 8.38% 0.814%

Sum of corrected areas: 49066877
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050516\

BF086718.D

5 May 2016 21:16

UM/SsJ

H2829-17

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
4000000
3000000

2000000

1000000

TIC: BF086718.D

5.31

4.88
5.72

6.50
6.37

6.73

1.77

0

Time-->

5.50

6.00

T
2.50

3.00

3.50

4.00

I
4.50 5.00

7.00

6.50 7.50

Abundance
5000000

4000000

3000000

2000000

8.01

1000000

0

TIC: BF086718.D
09

10.54

9.77 11.24

11.79

11.48 ﬂﬁﬁg\g

9.48 10.20, , 44110.67
9. L 104211

9.17

12.83

13.

12.36:25%|| 1em 131353

T
Time--> 8.00

10.00 10.50 11.00 11.50 12.00

8.50

9.50

9.00

12.50 13.00 13.50

PYSE55ES
4000000
3000000
2000000

13.87
1000000

TIC: BF086718.D

16.406 7673 16.87.097 28

18.01

18.42

17.00 17.50

14.50 15.00

15.50 16.00 16.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.88 15.73 ng 504034 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane 58 C4H10 000106-97-8 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 244 (4.876 min): BF086718.D (-242) (-) m/z 43.10 100.00%
43.1
5000 59.1 \\
1011 ik ah0 580 S0
Ol 890 831 | sz 59.10  47.18%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

460 4.80 5.00 5.20
m/z 58.10 13.08%

31‘0 83.0 93010‘10
O T e T e e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l'

4.60 4.80 5.00 5.20

5000 m/z 101.10 11.88%
58.0
15.0 27.0 72.0 100.0
o) MRRSEY SR, & 1 N ST S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e E e A REEs
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.71%
5000
101.0
150 310 %80 690 86.0
o SRS MR idacRSROPTE | RSO RRBES AUTNENEL oIS MM S Raaas e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 2 unknown6.50 Concentration Rank 1

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

6.50 148.68 ng 4765550 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 386 (6.499 min): BF086718.D (-383) (-) m/z 132.10 100.00%
13p.1
5000 68.1
©1 g0 || "oB0 ok ok oo
Obrrrrrrrrrrrr el el ol 820 L 1180 L Tz 68.10  43.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
5000 DR LR S R
6.20 6.40 6.60 6.80
m/z 134.10 33.35%
150 280 390 520 830 770 900 1040 .., |
L RN AR AR ARARS RARLRA RARES REARS RARN AN AN LRSS LA RARLE RAN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R REEEEEE S ]
6.20 6.40 6.60 6.80
5000 m/z 66.10 30.84%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e

132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.21%

5000

92.0

65.0
2o B0 st0 0 7m0 | w90 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.67 5.97 ng 221170 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eilcosane 282 C20H42 000112-95-8 83
3 Octadecane 254 C18H38 000593-45-3 80
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 78
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 76

Abundance Scan 751 (10.671 min): BF086718.D (-750) (-) m/z 57.10 100.00%

57.1

. LJMM/\\JM
. J

10.40 10.60 10.80 11.00
m/z 43.10 87.16%

113.1 140.1 168.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73965: Hexadecane
57.0

%

5000 R R e e e
10 40 10 60 10. 80 11. OO

29.0 8.0 m/z 71.10 49.29%
‘ | 113.0 141.0 169.0 197.0 226.0

e  —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
S A A
10.40 10.60 10.80 11.00
5000 m/z 41.10 41.00%
85.0
29.0
0 113.0 141.0 169.0 282.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 J
Abundance #91035: Octadecane o e M
57.0 10.40 10.60 10.80 11.00
m/z 85.10 29.49%
5000 85.0
29.0
o | | | H80141.0 1600 197.0 2250 254.0 )L‘/WJM
N — e At
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1040 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.79 14.76 ng 546788 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 849 (11.791 min): BF086718.D (-846) (-) m/z 43.05 100.00%
430 731
5000 129.1
97.0 213.2 it
. 1.2 256.3 1140 11,60 11.80 12.00 12.20
NN ' m/z 73.10 92.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 AL B RO BN
nmnmnmnmnm
m/z 60.00 88.38%
“ \‘ |

97.0 13.
‘ 157.0 185.0
Ot rr e it T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0

43.0  RREEEL S L s
11. 40 11.60 11. 80 12. OO 12 20
5000 129.0 m/z 41.10 77.62%
185.0
97.0 228.0
0150 157.0
Ao L R R e Rl ARARE R s E e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid L BB
43.0 73.0 11.40 11.60 11.80 12.00 12.20
' m/z 57.05 75.77%
5000
129.0
214.0
|
B 1 G RO R — I e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Trifluoroacetic acid, n-oct... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.73 16.71 ng 575361 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
Abundance Scan 1019 (13.734 min): BF086718.D (-1016) (-) m/z 57.10 100.00%
51.1
- i _/;J\w,/b
IR DN SRR SURRRE
39.1 302.2 13.40 13.60 13.80 14.00
Obrr ,.L.,.“.1,.1.8.2:2,.2?9'.1,....,-....,....,....,...., m/z 43.10 91.73%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
5000 3.0 LR BN B DU SRR
13. 40 13 60 13. 80 14.00
m/z 55.10 74.03%
o | 4“ u‘ 14 1227 1680 2100 2520
m/z--> 50 100 150 200 2%0 360 3%0 460 4%0 '
Abundance
43.0
13.40 13.60 13.80 14.00
5000 83.0 m/z 83.10 52.27%
. 1250 167.0 2100  267.0307.0 490.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460 4%0 '
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester R REAEEEEEE
57.0 13.40 13.60 13.80 14.00
m/z 41.10 51.11%
97.0
- NLM
ol J ‘ 13201820 2380 830
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(')0 4&1;0 ' 13. 40 13 60 13. 80 14. oo '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Tritetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .36 14.97 ng 515550 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 91
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 76
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 74
Abundance Scan 1074 (14.362 min): BF086718.D (-1071) (-) m/z 57.10 100.00%
57.1
5000 ;JLMLKK
11 14.00 14.20 14.40 1460
- ...]11,1.1.1.1,.1.8.2.,3...2?,2.?..31.4..1.,..?9.7.4...,....,....,....,.... m/z 43.10 73.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57.0
5000 L SRR B B SULELLE B

14.00 14.20 14.40 14.60
m/z 71.10 51.60%

H ! ‘1690 225.0 281.0 337.0 393.0 463.0 519.0 575.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
e
14.00 14.20 14.40 14.60
5000 m/z 55.10 37 .65%
113.0 169.0 2250 281.0
Ol 20 2250 2010 337.0 3930 4630 561.0615.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #110991: Octadecane, 1-chloro- R R RREEEEa
57.0 14.00 14.20 14.40 14.60
m/z 85.10 36.24%
5000

%

0
161.0 217.0 288. O

o e e e T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 00 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Tetradecanal Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.79 9.05 ng 233035 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 94
2 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 93
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 Octadecanal 268 C18H360 000638-66-4 91

Abundance Scan 1111 (14.785 min): BF086718.D (-1109) (-) m/z 57.10 100.00%
5%.1
5000 96.1 _/\\_,____f\__AK_\Jr\\_,\ﬁ\\J
LRI BURBURN SURIUILE B B
14.40 14.60 14.80 15.00 15.20
268.1
ol [ -.15,2 2179.120712352 2507 3073 3563 | 1/z 43.10 89.97%
m/z--> 50 100 150 200 250 300 350
Abundance #64478: Tetradecanal
57.0
5000 R SRR U B B
29.0 mmmmmmmmmm
m/z 82.10 66.94%
‘ 24.0 168.0
o H ‘\ . H\ H\ I‘ \‘ i .‘|21.2'.0. ————
m/z--> 50 200 250 300 350
Abundance
5.0  ge g
14.'40 14.|60 14.|80 15.'00 15.'20
5000 m/z 55.10 66.48%
iy 320.0
o 152.0180.0 222.0250.0278.0 348.0
m/z--> 56 160 1éo 260 250 360 3%0
Abundance #99461: Oxirane, hexadecy!- AR B
82.0 14.40 14.60 14.80 15.00 15.20
m/z 41.10 53.30%
43.0
5000
10.0
Jiso J )17 e0, 210 2500
m/z--> 50 100 150 200 2éo 3(')0 3éo 14. 40 14. 60 14. 80 15. oo 15 20

8270-BF050416.M Fri May 06 16:17:39 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Cyclotetracosane Concentration Rank 3

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

14.98 40.15 ng 1033490 Perylene-d12 15.27

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
4 Cvclooctadecane. ethvl- 280 C20H40 1000151-22-5 90
5 1-Docosene 308 C22H44 001599-67-3 90
Abundance Scan 1128 (14.980 min): BF086718.D (-1124) (-) m/z 57.10 100.00%

51.1
83.1
5000
252.2 14.60 14.80 15.00 1520
139.2
Obrreefhd 167.2 197.1224.1 278.2 319.2 350.2 n/z  43.10 96 520;
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #135652: Cyclotetracosane
43.0
5000 LN DRSS USRS LI UL R

111.0 14.60 14.80 15.00 15.20
m/z 55.10 82.03%

\139 0 167 0 196.0 224.0250.0 279.0 308.0 336.0

m/z--> 2|0 4IO 60 80 100 120 140 160 180 200 220 240 260 280 300 320 34|10 ! #J‘L\—/
Abundance
43.0
69.0 UL R DR A
97.0 14.60 14.80 15.00 15.20
5000 m/z 83.10 62.28%

125.0
153.0 196.0 224.0

=

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

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester B IR e e e e

57.0 14.60 14.80 15.00 15.20
0
83.0 m/z 97.10 56.77%

5000
111.0
29.0
o H b o680 21002380 2830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 60 14. 80 15. 00 15.20

8270-BF050416.M Fri May 06 16:17:39 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Z-2-Octadecen-1-ol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.48 12.47 ng 320978 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 13-Octadecenal 266 C18H340 056554-90-6 90
5 1,19-Eicosadiene 278 C20H38 014811-95-1 87
Abundance Scan 1172 (15.482 min): BF086718.D (-1169) (-) m/z 57.10 100.00%
5%.1
5000 96.1 \\_,v-.,ﬂL.\JA\ﬁA_/\\ﬁ\,x_
L DAL U UM UM
24.1 15.20 15.40 15.60 15.80
o Iy, J06.1 2071 242.1270.1 305333423653 s> 43.10 91.11%
m/z--> 50 100 150 200 250 300 350
Abundance #99458: Z-2-Octadecen-1-ol
57.0
96.0
5000 L B I SULRE B
15.20 15.40 15. 60 15. 80
0
1240 250.0 m/z 82.10 61.20%
04 i H‘ H\ \\152 0180 0208 0 “
m/z--> 50 1 150 260 2éo 360 3%0
Abundance
43.0
82.0 15.20 15.40 15.60 15.80
5000 m/z 55.10 57.87%
110.0
0l15:0 138.0166.0194.0222.0250.0 \\~\¢N/\VNJAx-jk\v\vq_
m/z--> 56 160 1éo 260 250 360 3%0
Abundance #99461: Oxirane, hexadecy!- e e ERRES BE s
83.0 15.20 15.40 15.60 15.80
m/z 83.10 41 .92%
43.0
5000
10.0
olL3:0 ) ‘\L H b 11\6(? Ou ‘21‘.1 0 2500
m/z--> 50 1(') 150 200 25'30 3(')0 3%0 15'20 15. 40 15. 60 15. 80

8270-BF050416.M Fri May 06 16:17:40 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.69 22.51 ng 579565 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87

Abundance Scan 1190 (15.688 min): BF086718.D (-1188) (-) m/z 57.10 100.00%

5000

15.40 15.60 15.80 16.00

131 1692 2252

314.2

0 m/z 43.10 68.89%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0
5000 LA L L L L LN
15.40 15.60 15.80 16.00
m/z 71.10 54_.87%
o ‘ ‘ | ‘L ‘1? ‘0‘1‘69 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
T T R T T T T [ T T T T T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R R EEEEEEEE
15.40 15.60 15.80 16.00
5000 m/z 85.10 38.75%
113.0
o 169.0 225.0  311.0 410 0
T T T T T e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123100: Pentadecane, 8-heptyl- R B B
57.0 15.40 15.60 15.80 16.00
m/z 55.10 23.43%
13.0 210.0
0 g | 266.0
R o o e o LR I o e R R IR R R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15.60 15.80 16. 00

8270-BF050416.M Fri May 06 16:17:41 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Cycloeicosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.75  7.77ng 200016  Perylene-di2 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvcloeicosane 280 C20H40 000296-56-0 87

2 1-Docosene 308 C22H44 001599-67-3 76
3 1-Tricosanol 340 C23H480 003133-01-5 76
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 68
5 1-Tetracosanol 354 C24H500 000506-51-4 55
Abundance Scan 1195 (15.745 min): BF086718.D (-1193) (-) m/z 55.10 100.00%
591 83.1 j\v“\}\\Asfjb\v\\/\\ﬁﬁ\/\\/
5000
‘ 21202422  288.2317.345.3 15.40 15.60 15.80 16.00
0y : m/z 43.10 93.15%
m/z--> 50 100 150 200 250 300 350
Abundance #106397: Cycloeicosane
58.0
5000 DU AR BN B B
1110 1540 15.60 15.80 16.00
7o m/z 57.10 90.82%
0 \JHJHMLPWmmmmnm%mﬁm
m/z--> 50 150 200 250 300 350
Abundance
55.0
97.0 15.40 15.60 15.80 16.00
5000 m/z 83.10 85.77%
28.0 125.0
o 153.0181.0 308.0
m/z--> 50 100 150 200 250 300 350
Abundance #137397: 1-Tricosanol L B o e At e
430| 830 15.40 15.60 15.80 16.00
m/z 97.10 77 .23%
111.0
5000
139.0 308.0
o150 | | ‘ | ‘\ | J} | [°]0195.0224.02520%800 | 3360
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00

8270-BF050416.M Fri May 06 16:17:42 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 (Z)-14-Tricosenyl formate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.40 6.60 ng 169925 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 64
2 2-Octadecvl-propane-1.3-diol 328 C21H4402 005337-61-1 64
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 58
4 1.19-Eicosadiene 278 C20H38 014811-95-1 58
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 53
Abundance Scan 1252 (16.397 min): BF086718.D (-1250) (-) m/z 57.10 100.00%
57.1
5000
21 1mr aas 72 16/00 16,20 16.40 16,60 1580
0’ : m/z 43.10 89.05%
m/z--> 50 100 150 200 250 300 350
Abundance #147061: (2)-14-Tricosenyl formate
55.0 82.0
5000 AL AR AR A
100 16.00 16.20 16.40 16.60 16.80
1380 m/z 55.10 61.53%
oL m“ H®Manmmmmo3@%mo
m/z--> 50 200 250 300 350
Abundance
43.0
16.00 16.20 16.40 16.60 16.80
5000 83.0 m/z 82.10 58.24%
111.0
. 139.0167.0195.0222.0 252.0°%°0 310.0
m/z--> 50 100 150 200 250 300 350
Abundance #99459: Oxirane, hexadecy!- A B
43.0 820 16.00 16.20 16.40 16.60 16.80
m/z 83.10 41.71%
5000
09.0
o ‘ 1380;660 208.0 2500
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60 16.80

8270-BF050416.M Fri May 06 16:17:42 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Dibenzo[def,mno]chrysene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.57 7.59 ng 195332 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 95
2 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 95
3 Indenoll.2.3-cdlfluoranthene 276 C22H12 000193-43-1 90
4 Benzolahilpervlene 276 C22H12 000191-24-2 83
5 12H-Benzothieno[2,3-d]pyrido[l1,2... 276 C1l4H16N2S2 102254-63-7 47

Abundance Scan 1267 (16.568 min): BF086718.D (- 1265)() m/z 276.20 100.00%

5000

)

43.1 69.1 182.1 21212372 317.2 345.1 16.20 16.40 16.60 16.80
m/z 277.15 26.31%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104309: Dibenzo[def,mno]chrysene
276.0

5000

111.1

16.20 16.40 16.60 16.80
m/z 274.20  23.13%

63.0 90.0 248.0

170.0 201.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

276.0
16.20 16.40 16.60 16.80
5000 m/z 138.15 20.19%
138.0
28.0 111.0 248.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104310: Indeno[1,2,3-cd]fluoranthene R L B
16.20 16.40 16.60 16.80
m/z 278.20 18.29%

5000

112. 222.0248.0

174.0
e e MR m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16. 20 16. 40 16 60 16.80

8270-BF050416.M Fri May 06 16:17:43 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Docosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.67 8.47 ng 218040 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 1276 (16.671 min): BF086718.D (-1273) (-) m/z 57.10 100.00%
5%.1
5000 ‘ 85.1 \/J\\/_]\/\A//\
1131 ' 16.40 16.60 16.80 17.00
141.2
o L AL (42166:3197.2 2201 2641 30933402 m/z 43.10 65.80%
m/z--> 50 100 150 200 250 300 350
Abundance #123096: Docosane
57.0
5000 850 TTT LI L L L TTTT
16. 40 16 60 16. 80 17. oo
113.0 m/z 71.10 59.56%
141.0
ol b [ 183002000670 300
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
' 16.40 16.60 16.80 17.00
5000 85.0 m/z 85.10 41 .91%
29.0 268.0
ob—Ab b e g
m/z--> 56 160 1éo 260 250 360 3éo
Abundance #147096: Docosane, 9-butyl- B A RRREE R
57.0 16.40 16.60 16.80 17.00
m/z 55.10 23.60%
5000 85.0
113.0
0 “J I AL A0 182.0211.0  253.0281.0399-0337.0365.0
m/z--> 5'0 100 150 2(')0 251,0 3(')0 35'30 16. 40 16 60 16. 80 17. oo

8270-BF050416.M Fri May 06 16:17:44 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 unknownl16.73 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.73 7.83 ng 201686 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nickel. dicarbonvlIN.N"-1.2-etha... 334 C16H24N2Ni02 119679-76-4 35
2 1H-Isoindole-1.3(2H)-dione. 2-(i... 278 C15H10N402 309280-65-7 30
3 Dibenzolb.h1lI'1.61Tnaphthyvridine. ... 278 C17H11CIN2 004240-91-9 25
4 10H-Phenoxaphosphine. 8-fluoro-1... 278 C14H12F03P 037041-13-7 25
5 Pentacene 278 C22H14 000135-48-8 25

Abundance Scan 1281 (16.728 min): BF086718.D (-1279) (-) m/z 55.10 100.00%
55.1
278.2
5000
412.4 A AR AR
310.2 351.3 16.40 16.60 16.80 17.00
0 m/z 69.10 66.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134509: Nickel, dicarbonyl[N,N-1,2-ethanediylidenebis[cy...
28.0 278.0
82.0 177.0
5000 BRI S SO B
16.40 16.60 16.80 17.00
m/z 278.20 62.23%
o Kt
m/z--> 50 100 150 200 250 300 350 400
Abundance
278.0
145.0 16.40 16.60 16,80 17.00
5000 76.0 m/z 81.10 61.16%
38.0 221.0
0 114.0 181.0
L B U L L WL L L L B L IS L WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #105121: Dibenzo[b,h][1,6]naphthyridine, 2-chloro-6-methy!- T
278.0 16.40 16.60 16.80 17.00
m/z 83.10 59.84%
5000
139.0
107.0 244.0
0 "'I"'“mHvﬁ'al ""?%ﬁ% ﬂ MY S S S R S SR B
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00

8270-BF050416.M Fri May 06 16:17:47 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 _gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.09 26.05 ng 670467 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 92
2 Prean-5-ene-3.12.14.17.20-pentol ... 366 C21H3405 028417-32-5 53
3 .beta.-Sitosterol 414 C29H500 000083-46-5 35
4 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 35
5 19-Norpregn-4-ene-3,20-dione, 10... 326 C22H3002 013258-85-0 22
Abundance Scan 1313 (17.094 min): BF086718.D (-1309) (-) m/z 43.10 100.00%
431
5000
s 213.2
||I 70 | 2552 59,3202 38144145 16.80 17.00 17.20 17.40
Ol m/z 55.10 45.02%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43.0
5000 81.0 SR AN SUNIO SUNIL I
16.80 17.00 17.20 17.40
m/z 57.10 41.13%
o) — \‘I 1 IM' y “‘l‘”.
m/z--> 0 50 1
Abundance
31.0
740 16,80 17.00 17.20 17.40
113.0
234.0
366.0
L L L L L L WL S B B
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol Al BT RS
43.0 16.80 17.00 17.20 17.40
m/z 105.10 36.02%
5000 81.0
145.0 414.0
J ‘ l 78.0 2130 2550 3290 440
OIIJI‘III\I‘I{I 89' |||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 unknownl7.28 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

17.28 7.58 ng 195138 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 46
2 Octadecane 254 C18H38 000593-45-3 46
3 Dodecane 170 C12H26 000112-40-3 46
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 41
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 38

Abundance Scan 1329 (17.277 min): BF086718.D (-1327) (-) m/z 57.10 100.00%

i MJ\J\N/\/\
5000

346.2 17.00 17.20 17.40 17.60
Ol m/z 43.10 61.30%

m/z--> 50 100 150 200 250 300 350
Abundance #99475: Nonadecane
57.0

268.1 300.2

5000 850 LA L L L L L L LB L
17.00 17.20 17.40 17.60
29.0 30 268.0 m/z 71.10 55.02%
UL ‘ i \11\\ \141 0169 0197 0225.0
I A A Mt M A
miz--> 50 100 150 200 250 300 350
Abundance
57.0
e B
17.00 17.20 17.40 17.60
5000 85.0 m/z 55.10 41 .49%
29.0 30
. 113.0141.0169.0197.0225,0 254.0
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #36156: Dodecane e Al Eama s R S

57.0 17.00 17.20 17.40 17.60
m/z 85.10 32.86%

5000
85.0
29.0

| ‘ 113.0141.0170.0
0 | N 1 |
e ——TT ——T T LB e e B

m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Androst-4-en-3-one, 17-hydr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.01 14.07 ng 362261 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 60
2 Prean-4-en-3-one. 20.21-T(methvl... 356 C22H33B03 030882-65-6 38
3 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 30
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 30
5 1-Bromodocosane 388 C22H45Br 006938-66-5 22
Abundance Scan 1393 (18.008 min): BF086718.D (-1390) (-) m/z 43.10 100.00%
T ‘_\'Mf/\/\/\—/\\
5000
288.3 3282 3704 4124 | 17.60 17.80 18.00 18.20 18.40
O m/z 57.10 87 .45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #111064: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124.0
5000 LRI AL SR SR B
288.0 17.60 17.80 18.00 18.20 18.40
910 246.0 m/z 124.10 57.99%
64.0 203.0 -
o ‘!““.”“.H‘. I‘HI\IHI‘ "I — \I L e
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
17.60 17.80 18.00 18.20 18.40
5000 m/z 71.10 47 .18%
550 ™7 730 ggq 2rn0 U 360 W
s L L WL L WL L SN B
m/z--> 50 100 150 200 250 300 350 400
Abundance #125179: Pregn-4-ene-3,20-dione, (9.beta.,10.alpha.)- RS R L S R
124.0 17.60 17.80 18.00 18.20 18.40
m/z 41.10 38.99%
5000
314.0
e i 1910 290 2720
59. - :
0 m”iV%'&l"" T LRI AL SR SR B
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086718.D

Aca On : 5 May 2016 21:16

Operator : UM/SJ

Sample : H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 2(1H)Naphthalenone, 3,5,6,7... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.42 15.51 ng 399162 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)YNaphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 70
2 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 64
3 2(3H)-Naphthalenone. 4.4a.5.6.7.... 218 C15H220 019598-45-9 43
4 2.4-Diethoxvauinazoline 218 C12H14N202 000611-65-4 41
5 Indeno[2,1-b]chromene, 218 C16H100 000243-24-3 38

Abundance Scan 1429 (18.420 min): BF086718.D (-1425) (-) m/z 218.25 100.00%

218.3

43.1

5000 189.2

&

69.1 951 122.1

944.1270.2295.2 328.2 18.00 18.20 18.40 18.60 18.80
0 : m/z 43.10 78.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218.0
41.0 91.0 133.0
5000 175.0 e
18. 00 18 20 18. 40 18.60 18.80
m/z 189.15 37.24%
(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
218.0
R A REmaE B S
18.00 18.20 18.40 18.60 18.80
5000 176.0 m/z 203.15 33.02%
41.0 133.0
91.0
66.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
T T T T T

Abundance #68237: 2(3H)-Naphthalenone, 4,4a,5,6,7,8-hexahydro-4a,5-d... R e EEE

218.0 18.00 18.20 18.40 18.60 18.80

1610 m/z 55.10 29.30%
5000
41.0
91.0 121.0
| N 189.0

O ﬁJlM”MJ.HNhuQh”.“.””.“.””.“.””.“.””.“q”. A B AR S e mEE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. 00 18 20 18. 40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
Data File : BF086718.D

Acq On : 5 May 2016 21:16

Operator : UM/SJ

Sample - H2829-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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... 4.88 15.7 ng 504034 1 6.73 1282100 40.0
unknown6 .50 6.50 148.7 ng 4765550 1 6.73 1282100 40.0
Hexadecane 10.67 6.0 ng 221170 4 11.24 1482000 40.0
n-Hexadecanoic acid 11.79 14.8 ng 546788 4 11.24 1482000 40.0
Trifluoroacetic a... 13.73 16.7 ng 575361 5 13.87 1377360 40.0
Tritetracontane 14_36 15.0 ng 515550 5 13.87 1377360 40.0
Tetradecanal 14.79 9.1 ng 233035 6 15.27 1029670 40.0
Cyclotetracosane 14.98 40.1 ng 1033490 6 15.27 1029670 40.0
Z-2-0Octadecen-1-ol 15.48 12.5 ng 320978 6 15.27 1029670 40.0
Tetratetracontane 15.69 22.5 ng 579565 6 15.27 1029670 40.0
Cycloeicosane 15.75 7.8 ng 200016 6 15.27 1029670 40.0
(2)-14-Tricosenyl ... 16.40 6.6 ng 169925 6 15.27 1029670 40.0
Dibenzo[def,mno]c... 16.57 7.6 ng 195332 6 15.27 1029670 40.0
Docosane 16.67 8.5 ng 218040 6 15.27 1029670 40.0
unknownl16.73 16.73 7.8 ng 201686 6 15.27 1029670 40.0
-gamma.-Sitosterol 17.09 26.1 ng 670467 6 15.27 1029670 40.0
unknownl7.28 17.28 7.6 ng 195138 6 15.27 1029670 40.0
Androst-4-en-3-on... 18.01 14.1 ng 362261 6 15.27 1029670 40.0
2(1H)Naphthalenon... 18.42 15.5 ng 399162 6 15.27 1029670 40.0
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