LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 4.236 186 188 192 rBvV 69189 111413 2.12% 0.195%
2 4.933 247 249 261 rBV 129746 344427 6.56% 0.604%
3 5.344 282 285 288 rBVY 4360186 4604036 87.64% 8.077%
4 6.396 373 377 379 rBVY 4583111 5228514 99.53% 9.172%
5 6.522 385 388 390 rBY 5061788 5253354 100.00% 9.216%
6 6.750 406 408 410 rBV 1345383 1238282 23.57% 2.172%
7 6.910 419 422 424 rBV 3773897 3978950 75.74% 6.980%
8 7.322 455 458 460 rBVY 3207487 3477815 66.20% 6.101%
9 7.425 466 467 474 rVB 64019 92949 1.77% 0.163%
10 7.527 474 476 479 rVB 61452 62924 1.20% 0.110%

11 8.042 518 521 523 rBV 1301741 1591455 30.29% 2.792%
12 8.899 593 596 599 rBvV2 39317 63464 1.21% 0.111%
13 9.116 612 615 618 rBVY 4613761 4809314 91.55% 8.437%
14 9.516 647 650 652 rBvY 816239 838115 15.95% 1.470%
15 9.733 667 669 671 rBvY 142707 121342 2.31% 0.213%

16 9.790 671 674 676 rBY 1966136 1819445 34.63% 3.192%
17 10.225 708 712 714 rBv2 150003 276751 5.27% 0.486%
18 10.442 728 731 734 rBV2 94877 178295 3.39% 0.313%
19 10.579 740 743 745 rBV 2952314 3142897 59.83% 5.514%
20 10.636 745 748 752 rvv3 73118 215442 4._.10% 0.378%

21 10.705 752 754 760 rVB 246820 339221 6.46% 0.595%

22 10.899 768 771 773 rBV2 26545 59774 1.14% 0.105%
23 11.151 789 793 794 rBV 147364 153579 2.92% 0.269%
24 11.173 794 795 799 rVB 43553 59557 1.13% 0.104%
25 11.265 801 803 808 rvv2 1198262 1686647 32.11% 2.959%
26 11.334 808 809 812 rvB2 63740 92257 1.76% 0.162%
27 11.505 821 824 828 rBV5 38309 101575 1.93% 0.178%
28 11.574 828 830 834 rVvB 59280 71554 1.36% 0.126%

29 11.814 848 851 853 rBvV 751274 788453 15.01% 1.383%
30 11.882 855 857 862 rvB2 81620 144662 2.75% 0.254%

31 12.065 871 873 874 rBV 68404 74020 1.41% 0.130%
32 12.328 893 896 899 rBvV2 54736 137019 2.61% 0.240%
33 12.408 901 903 906 rvB4 31652 53431 1.02% 0.094%

34 12.476 906 909 911 rBV 685286 708979 13.50% 1.244%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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
35 12.522 911 913 918 rVB4 28635 59919 1.14% 0.105%

36 12.591 918 919 926 rVB2 147392 231217 4._.40% 0.406%
37 12.705 926 929 931 rBV 473638 595970 11.34% 1.046%

38 12.762 931 934 936 rVB3 43997 80481 1.53% 0.141%
39 12.854 940 942 945 rBV 3060582 3503831 66.70% 6.147%
40 13.037 954 958 960 rVvB 40450 76160 1.45% 0.134%
41 13.094 961 963 965 rVB3 52757 67498 1.28% 0.118%
42 13.139 965 967 968 rBV 46112 63867 1.22% 0.112%
43 13.391 987 989 991 rBvV 45365 52771 1.00% 0.093%
44 13.551 1001 1003 1005 rBVZ2 53908 65765 1.25% 0.115%

45 13.768 1019 1022 1030 rBV2 279079 636539 12.12% 1.117%

46 13.905 1030 1034 1041 rBV2 854462 1659622 31.59% 2.911%
47 14.385 1074 1076 1082 rBV4 94810 269266 5.13% 0.472%
48 14.557 1088 1091 1095 rBV 590234 737672 14.04% 1.294%
49 14.751 1106 1108 1112 rVB2 93688 117393 2.23% 0.206%
50 14.820 1112 1114 1116 rVB2 104777 136784 2.60% 0.240%

51 14.900 1119 1121 1126 rBV 187604 412580 7.85% 0.724%
52 14.991 1127 1129 1131 rBV2 286382 372833 7.10% 0.654%
53 15.174 1143 1145 1148 rVB 119585 192951 3.67% 0.338%
54 15.242 1148 1151 1153 rVB 124893 196709 3.74% 0.345%
55 15.300 1153 1156 1162 rVB 683938 1022103 19.46% 1.793%

56 15.517 1173 1175 1178 rVB 135921 198735 3.78% 0.349%
57 15.734 1191 1194 1197 rBV 474130 671445 12.78% 1.178%
58 15.791 1197 1199 1203 rVV2 76908 157750 3.00% 0.277%
59 16.454 1254 1257 1266 rVB2 87839 207378 3.95% 0.364%
60 16.671 1272 1276 1279 rBV 842766 1521899 28.97% 2.670%

61 16.808 1284 1288 1293 rBV6 54517 232187 4.42% 0.407%
62 17.025 1303 1307 1315 rVB2 107882 346037 6.59% 0.607%
63 17.163 1315 1319 1329 rBV3 103022 406229 7.73% 0.713%
64 17.928 1382 1386 1394 rVV3 154142 475078 9.04% 0.833%
65 18.077 1395 1399 1405 rVB3 95087 314386 5.98% 0.552%

Sum of corrected areas: 57002967
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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: BF086645.D
5000000 6|52

6.40
5.34
4000000 6.91

7.32
3000000

2000000
6.75

1000000

4.93
o 4.24 N 7.4253
I e s o e e e e B e e L e e e e e e e e e LA s s e s e B B LA e B e

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: BF086645.D
5000000
9.12

4000000

12.85
3000000 10.58

2000000 9.79

8.04 11.26
1000000 9.52

o 800 || A‘ S

I
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: BF086645.D
5000000

1181 12.48
12.71

1.882.07 1212 7 13%8094 13.318.55

4000000

3000000

2000000

16.67
1000000 1391 14.56 15.30

139374 1552

16.8117.03.16 17.93% 08

o T ]

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\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.93 5.56 ng 344427 1,4-Dichlorobenzene-d4 6.75
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-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9
5 Methyl acetoxyacetate 132 C5H804 005837-80-9 9

Abundance Scan 249 (4.933 min): BF086645.D (-247) (-) m/z 43.00 100.00%
43.0
5000 591
| mo M W80 am0 50 550
YA T SN IS &AM N m/z 59.10 48.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL UL UL U
59.0 460 480 500 520
0
150 a0 1010 m/z 58.05 14 .33%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
4.60 480 500 520
5000 m/z 101.10 13.29%
58.0
15.0 27.0 72.0 100.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime A e R
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.85%
5000
101.0
150 310 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 2 unknown6.52 Concentration Rank 1

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

6.52 84 .85 ng 5253350 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 388 (6.522 min): BF086645.D (-385) (-) m/z 132.10 100.00%
13R.1
5000 68.0
01 s || 5 om0 ok) ohy
reprerrprrer e i B2 et erptben || M/Z 68.05  46.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 SRR SRR R LR
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.10 33.42%
"I""I""I""ll'l"IH"'I""I""I""I""I""I'"'I""I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 680
5000 97.0 m/z 66.10 32.27%
70.0
31.0
44.0 86.0 116.0
wwwwmmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 0
Abundance #14013: 1H-Benzimidazole, 2-methyl- e e
132.0 6.20 6.40 6.60 6.80

m/z 69.10 19.79%

5000

63.0
15.0 280 390 520 m 77‘0 90\9 10401160

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 Hexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.22 3.04 ng 276751 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 86
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 78
5 Pentadecane 212 C15H32 000629-62-9 78

Abundance Scan 712 (10.225 min): BF086645.D (-708) (-) m/z 57.10 100.00%

51.1

5000

10.00 10.20 10.40 10.60
m/z 43.10 85.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 LA L L L L L LB
85.0 10. OO 10. 20 10. 40 10. 60
20.0 ’ m/z 71.10 44 .59%
‘\ L L ‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T
10.00 10.20 10.40 10.60
5000 m/z 41.10 42 .97%
85.0
29.0
113.0 141.0 169.0 282.0
wwmmwmwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129580: Tetradecane, 1-iodo- R B B L e
57.0 10.00 10.20 10.40 10.60
m/z 85.10 26.53%
5000
29.0
85.0
I ‘\ il ‘  113.0 1550 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.70 4.02 ng 339221 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Undecane. 5-methvl- 170 C12H26 001632-70-8 90
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 87
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 754 (10.705 min): BF086645.D (-752) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00
m/z 43.10 78.40%

1131 1401 168.1
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
57.0
5000 R s o e o e EEam
85.0 1040 10,60 10.80 11.00
29.0 m/z 71.10 54 _.14%
Ll 1130 1410 1690 282.0
T T e [T T T e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
e M
10.40 10.60 10.80 11.00
5000 m/z 85.10 34 _.49%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36166: Undecane, 5-methyl- e e
43.0 10.40 10.60 10.80 11.00

m/z 41.10 34.02%

5000 71.0

‘ 112.0
L . 141.0 170. o

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.81 9.35 ng 788453 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 851 (11.814 min): BF086645.D (-848) (-) m/z 43.10 100.00%
i Y
5000
129.1
' 157.2 1852 2132 256.3 11.40 11.60 11.80 12.00 12.20
e m/z 60.00 81.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 AR SO B BN B
11. 40 11. 60 11. 80 12. 00 12 20
1290 256.0 m/z 73.05 79.27%
L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
73.0
43.0 11.40 11.60 11.80 12.00 12.20
5000 m/z 41.10 78.15%
1290 171.0
08.0 : 214.0
18.0 149.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #75072: Tetradecanoic acid B B .
73.0 11.40 11.60 11.80 12.00 12.20
43.0 m/z 57.10 72.30%
5000 129.0 ‘\MA"AJ\~_hh—A\\~Jt~M\A_ﬁA—
15.0 NS~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 Pentadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.59 2.79 ng 231217 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Undecanoic acid 186 C11H2202 000112-37-8 59
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 22
Abundance Scan 919 (12.591 min): BF086645.D (-918) (-) m/z 43.10 100.00%

73.0
5000

N
w
[N

129.1

B R e

H 97.1 185.2 241.3 12.20 12.40 12.60 12.80 13.00
155.1 © 2132 : 284.3 : : : : :

i m/z 57.10 73.95%

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

Abundance #83683: Pentadecanoic acid
43.0 |, 73.0
5000 NI L L L L L L
1200 242.0 12.20 12.40 12.60 12.80 13.00
. 0
‘ 970 1990 m/z 41.10  71.19%
A 5001710
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
R S e S
43.0 12.20 12.40 12.60 12.80 13.00
5000 m/z 60.00 69.43%

129.0
185.0 228.0

157.0

97.0

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

-

Abundance #92226: n-Hexadecanoic acid [ S R
43.0 73.0 12.20 12.40 12.60 12.80 13.00
m/z 55.10 67 .33%
- W
129.0
256.0
‘ ‘ H 1l \‘ . 157.0 185.0 213.0

T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 Trifluoroacetic acid, n-oct... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.77 7.67 ng 636539 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 87
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
3 1-Docosene 308 C22H44 001599-67-3 81
4 17-Pentatriacontene 491 C35H70 006971-40-0 68
5 9-Nonadecene 266 C19H38 031035-07-1 68
Abundance Scan 1022 (13.768 min): BF086645.D (-1019) (-) m/z 57.10 100.00%
57.1
5000 dk\AA\Jﬁv—~a~ﬂ\‘/\~v‘Jx“'h~
139.1 230.1 13.40 13.60 13.80 14.00
Obrrrrrretbed 1682 20 2522812 m/z 43.10 89.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
69.0
5000 AU DU IR
13. 40 13. 60 13.80 14.00
m/z 55.10 75.70%
125.0
I 154.0 183.0  224.0 252.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
83.0 1340 13.60 13.80 14.00
5000 m/z 83.10 55.34%
111.0
29.0 139.0 1630  210.0 238.0 283.0 ANVNFVJMWM~JK\VN_JL/~vA»
WNTWWTWTWWHTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene R e EEaE L
13.40 13.60 13.80 14.00
m/z 41.10 52 .58%
125.0
153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 1360 1380 1450 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 10 6a,12a-Dihydro-6H-(1,3)diox... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .56 8.89 ng 737672 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6a.l12a-Dihvdro-6H-(1.3)dioxolo(5... 284 C16H1205 022091-18-5 94
2 4-Amino-5-(4-nitrophenvlazo)benz... 284 C12H8N603 166766-07-0 52
3 6H-Benzofurol3.2-cllllbenzopvran... 284 C17H1604 000606-91-7 49
4 Benzofuran-3-one. 2-I3-hvdroxv-4... 284 C16H1205 1000128-62-8 46
5 3-Hydroxy-2-(4-hydroxy-3-methoxy... 284 C16H1205 159184-95-9 46
Abundance Scan 1091 (14.557 min): BF086645.D (-1088) (-) m/z 284.10 100.00%
284.1
5000 [k
134.1162.1

330 890 1971 o411 327 2355.3 1420 14140 14.60 14.80
0 L—hﬁﬁﬁ—,—f m/z 283.10  29.42%

m/z--> 50 100 150 200 250 300 350
Abundance #108588: 6a,12a-Dihydro-6H-(1,3)dioxolo(5,6)benzofuro(3,2-...
284.0

5000  REARRREEEE e o
14.20 14.40 14.60 14.80

m/z 162.10 25.20%

134.0162.0
280 69.0 104.0 J“‘\ 1970 2410 | |
e L e
miz--> 50 100 150 200 250 300 350
Abundance
284.0

14. 20 14. 40 14. 60 14.80

5000 m/z 134.10 23.51%
134.0162.0
76.0
43.0 104.0 208.0  254.0

—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #108702: 6H-Benzofuro[3,2-c][1]benzopyran, 6a,11a-dihydro-... T T T T T

284.0 14. 20 14. 40 14. 60 14. 80

m/z 285.10 18.11%

5000
148.0
115.0, ‘ | 181.0210,0 2530‘ |

m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 Pentadecane, 8-heptyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .99 7.30 ng 372833 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 1129 (14.991 min): BF086645.D (-1127) (-) m/z 57.10 100.00%
51.1
5000 W_J\JKNJ\___A\\\/\_*\Jx\‘_
1 14.60 14.80 15.00 15.20 15.40
141 1 : : : : :
ol l ,I. ! .J. | g7 18822122 2522 2952 m/z 43.10 68.39%
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 AR U SR SRR B
14.60 14.80 15.00 15.20 15.40
m/z 71.10 55.90%
-0 210.0
270 ‘\ Ly M101700 “T72300 300.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 85.10 40.04%
99.0
27.0 141. 0 183.0 225.0 281.0 337.0 394.0 ML
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane I RREEEEEES T
57.0 14.60 14.80 15.00 15.20 15.40
m/z 55.10 22.61%
2000 M\/\‘\M
99.0
ﬁM]|idimw:m02%omm:mmwo
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 Benzo[j]fluoranthene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.17 3.78 ng 192951 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolilfluoranthene 252 C20H12 000205-82-3 98
2 Benzolelpvrene 252 C20H12 000192-97-2 97
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Benzolalovrene 252 C20H12 000050-32-8 96
5 Perylene 252 C20H12 000198-55-0 95
Abundance Scan 1145 (15.174 min): BF086645.D (-1143) (-) m/z 252.15 100.00%
25p.2
5000
125.1
14.80 15.00 15.20 15.40
3952
oL 381 740 il (trar 2221 | 2842 S213 | SH2 | Thn/z 250.10  26.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89822: Benzo[jJfluoranthene
252.0
5000
14.80 15.00 15.20 15.40
126.0 m/z 125.10 21.19%
51.0 87.0 | M 174.0 2230 i
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
14:80 15.00 15.20 15.40
5000 m/z 253.20 19.47%
125.0
50.0 83.0 174.0 222.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #89826: Benz[e]acephenanthrylene AR E e o
252.0 14.80 15.00 15.20 15.40
m/z 126.00 17.49%
5000
126.0
390 870 1170 2220 |
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 Octadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.52 3.89 ng 198735 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
3 1.19-Eicosadiene 278 C20H38 014811-95-1 89
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 86
5 Undecane, l1-bromo- 234 C11H23Br 000693-67-4 60

Abundance Scan 1175 (15.517 min): BF086645.D (-1173) (-) m/z 57.10 100.00%

57.1

5000 96.1

L

2411521 1841 2182  270.2 365.3 15.20 15.40 15.60 15.80
,I.E.ﬁ.-.' s SN e s2n, T m/z 43.10 95.30%

m/z--> 50 100 150 200 250 300 350
Abundance #99446: Octadecanal
43.0 82.0
5000 LA L L L L L L B LN |
15.20 15.40 15.60 15.80
10.0 250.0 m/z 82.10 60.45%
L) L Eoues 0nma0220%
\ i il \
——— ; - —
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 82.0
e Emma S
15.20 15.40 15.60 15.80
5000 m/z 55.10 59.89%
110.0
138.0166.0194.0 236.0264.0
e e i e S B
m/z--> 50 100 150 200 250 300 350
Abundance #105306: 1,19-Eicosadiene B BEmma B B
55.0 15.20 15.40 15.60 15.80
m/z 41.10 47 .82%
96.0
5000
210 J ‘ ‘ |1240152018002080 250.0278.0
——

m/z--> 50 100 150 200 250 300 350 15. 20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.73 13.14 ng 671445 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90

Abundance Scan 1194 (15.734 min): BF086645.D (-1191) (-) m/z 57.10 100.00%

517.1
5000

99.1
J | 4 1412 1832 225.2260.2296.3  355.2

l 15.40 15.60 15.80 16.00
o—— ettt m/z 43.10 66.83%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57.0
5000 LA L L L L L L LN LB |
15.40 15.60 15.80 16.00
m/z 71.10 55.57%
99.0
i H . }4;0 183.0 2250 2810 337.0 394.0
i L LB o o e e B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
R SERmamsmsmEs
15.40 15.60 15.80 16.00
5000 m/z 85.10 40.88%
99.0
141.0 183.0 225.0 267.0 323.0  380.0
L i e e B B LA LI i o e o o e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane R B B B M
57.0 15.40 15.60 15.80 16.00
m/z 55.10 22.06%
- V\JLJ\MW
99.0
15.0, § | 4 ) | 1410 183.0 2250 267.0 3110 367.0 4100
L B e e e e A B i o B o R ML R BRAR s
m/z--> 0 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 1-Pentadecene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.79 3.09 ng 157750 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 62
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 46
3 Cvclohexane. 2.4-diisopropvl-1.1... 196 C14H28 1000149-60-5 46
4 2-Heptafluorobutvroxvpentadecane 424 C19H31F702 1000245-50-0 43
5 17-Pentatriacontene 491 C35H70 006971-40-0 43
Abundance Scan 1199 (15.791 min): BF086645.D (-1197) (-) m/z 57.10 100.00%
51.1
5000 ,A,__Jk___/\«_\__\v_,dxﬁ_
264.2 LRI AL SRS SURIUN B
198.1 230.1 301.3 355 1 15.40 15.60 15.80 16.00 16.20
ey ; m/z 43.10 89.54Y%
m/z--> 50 100 150 200 250 300 350
Abundance #63049: 1-Pentadecene
430, gay
5000 AR DR B SR B
0 15. 40 15 60 15. 80 16. oo 16 20
111 m/z 83.10 86.85%
150 | || \ 4 \\ 1400 182.0210.0
m/z--> o 'go 1%0" "200" ' 550" ' 500" "3éo
Abundance
43.0
83.0 15,40 15.60 15.80 16.00 16.20
5000 m/z 69.10 78.30%
111.0
1390 1810 2220250.0 297.0
m/z--> éo 160 150 200 250 360 3%0
Abundance #53667: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl- I RREEEEEES T
41.0 69.0 97.0 15.40 15.60 15.80 16.00 16.20
m/z 97.10 75.43%
5000
153.0
dud ‘;1?5,0, J\,,,l,%.o”” I
m/z--> 50 m 150 200 250 300 350 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.45 4.06 ng 207378 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 53
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 47
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 45
4 1.19-Eicosadiene 278 C20H38 014811-95-1 43
5 Cyclododecanemethanol 198 C13H260 001892-12-2 35
Abundance Scan 1257 (16.454 min): BF086645.D (-1254) (-) m/z 57.10 100.00%
5000 \—_/K’,/\__j\m/\‘\
170.1  210.1 241.2 308.1 341.2 16.20 16.40 16.60 16.80
m/z 43.10 96.37%
m/z--> 50 100 150 200 250 300
Abundance #105310: Bicyclo[10.8.0]eicosane, cis-
55.0
82.0
5000 LRI UL BULILLN LN B
s0.0 278.0 16,20 16.40 16.60 16.80
: 09.0 m/z 82.10 64 .37%
| ‘ | 1370166.0194.0222.02500 |
m/z--> 50 100 150 200 250 300
Abundance
82.0
55.0 ' 16.20 16.40 16.60 16.80
5000 m/z 55.10 61.66%
110.0
29.0
138.0 1660 211.0 250.0
m/z--> "~ s0 100 150 200 250 300
Abundance #107629: Oxirane, heptadecyl- A BT B S
430 82.0 16.20 16.40 16.60 16.80
m/z 96.10 48.38%
5000
10.0
|| %016601000 23602640
m/z--> 50 100 150 200 250 300 ' 16,20 16.40 16.60 16.80

8270-BF042716.M Wed May 04 17:15:22 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 Cyclotetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.81 4.54 ng 232187 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 86
2 7-Heptadecene. 17-chloro- 272 C17H33ClI 056554-79-1 60
3 Dodecane. l1l-cvclopentvl-4-(3-cvc... 348 C25H48 007225-68-5 58
4 8-Heptadecene. 1-chloro- 272 C17H33CI 056554-80-4 55
5 1-Heptadecanol 256 C17H360 001454-85-9 53
Abundance Scan 1288 (16.808 min): BF086645.D (-1284) (-) m/z 55.10 100.00%
54.1
5000 ,\A/tbwg/\AJf\Ax“/\M/\_A,
111.1 278.2 e
139.1 1741 206.2 237.1 369.4 16.40 16.60 16.80 17.00 17.20
m/z 43.10 91.26%
m/z--> 50 100 150 200 250 300 350
Abundance #53622: Cyclotetradecane
5.0 83.0
5000 LRI A BRI SURIURE S
16.40 16.60 16.80 17.00 17.20
111.0 m/z 69.10 73 .55%
2no ‘\‘ ‘B%mmwm
.“. ‘; Iml‘l I\‘IHI .‘.“‘. \;l L I\ ——— —
m/z--> 50 100 150 200 250 300 350
Abundance
55.0
83.0 16.40 16.60 16,80 17.00 17.20
5000 m/z 83.10 73.10%
27.0 111.0
145.0173.0202.0 24402 2° JM~f\vJ¥/\~v/\w\vf1M¢\V\/
m/z--> 50 100 150 200 250 300 350
Abundance #140631: Dodecane, 1-cyclopentyl-4-(3-cyclopentylpropyl)- R e e e e
41.0, 830 16.40 16.60 16.80 17.00 17.20
m/z 97.10 70.19%
>0 J%
111.0
AL } i 1| 1670 2080° ) 26302010 3470 N
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 unknownl7.16 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.16 7.95 ng 406229 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 32
2 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 25
3 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 16
4 3.beta.-Acetoxv-5-cholenamide 415 C26H41NO0O3 088108-04-7 10
5 16,22-Epoxycholestan-3-ol 402 C27H4602 1000252-58-8 9

Abundance Scan 1319 (17.163 min): BF086645.D (-1315) (-) m/z 43.10 100.00%
43.1
107.1 145.1 213.2
2552 329.4 SRS
290. 381.4414.4 16.80 17.00 17.20 17.40
Ak m/z 55.10 54.37%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 LA L L L L L L L LB B
810 368.0 16.80 17.00 17.20 17.40
UL LG 7002802405550 ~ | | 440
Ly ) ae0?3 02400850 | L | T
miz--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
.
16.80 17.00 17.20 17.40
5000 m/z 57.10 42.07%
8.0 0 396.0
179.0215:0 255.0288.0 3840 456.0
T T T e T
miz--> 50 100 150 200 250 300 350 400 450
Abundance #155644: Stigmastan-3,5-diene T
43.0 16.80 17.00 17.20 17.40
m/z 67.10 40.18%
396.0
5000
.
miz--> 50 100 150 200 250 300 350 400 450 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 unknownl17.93 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.93 9.30 ng 475078 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-nitro-2-hvdroxv-4-(p-... 249 C12H8FNO4 189214-56-0 38
2 lIsothiocvanic acid. s-phenenvl e... 249 C9H3N3S3 101670-67-1 30
3 10H-Phenothiazin-3-ol. 2-chloro- 249 C12H8CINOS 016770-99-3 25
4 7H-Benzo(c)phenothiazine 249 C16H11NS 000226-06-2 25
5 Dibenzo[c,f]1,7-naphthyridin-9(7... 330 C22H22N20 1000271-49-0 22
Abundance Scan 1386 (17.928 min): BF086645.D (-1382) (-) m/z 43.10 100.00%
43.1 249.2
5000
181.2215.2
35.1 417.4 A AR SRR SN SN
290.1 : 17.60 17.80 18.00 18.20
by m/z 249.20 96.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87626: Benzene, 1-nitro-2-hydroxy-4-(p-fluorophenoxy)-
249.0
5000
17.60 17.80 18.00 18.20
m/z 55.10 72 .11%
L3 97" il |
T H il L 1 \ \
m/z--> 50 150 200 250 360 3éo 460
Abundance
249.0
17.60 17.80 18.00 18.20
5000 m/z 95.10 56.52%
133.0
191.0
270 %40 1000
m/z--> §0 160 1éo 200 250 360 3éo 460
Abundance #87624: 10H-Phenothiazin-3-ol, 2-chloro- R R R
249.0 17.60 17.80 18.00 18.20
m/z 107.10 56.39%
5000
214.0
690 108.01%09 1830 | _ |
m/z--> §0 160 1éo 200 250 360 3éo 460 1760 1780 1800 1820 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086645.D

Aca On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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 Androst-4-en-3-one, 17-hydr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.08 6.15 ng 314386 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 50
2 Testosterone 288 C19H2802 000058-22-0 38
3 Androstan-3.11.17-triol. (3.alph... 308 C19H3203 004484-95-1 30
4 Atropine 289 C17H23N03 000051-55-8 27
5 Homatropine 275 C16H21NO3 000087-00-3 25
Abundance Scan 1399 (18.077 min): BF086645.D (-1395) (-) m/z 43.10 100.00%
431 124.1
5000 229.2
95.1
6.1187.2 290.1 377, 3704 4124 17.80 18.00 18.20 18.40
' AL Tm/z 124.10 0 94.84Y%
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 L BN UM NN BN
288.0 17.80 18.00 18.20 18.40
91.0 246.0 m/z 57.10  69.34%
| o P 1
il PR I R AT 1 TR |
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
288.0 17.80 18.00 18.20 18.40
5000 91.0 246.0 m/z 55.10 57 .58%
203.0
550 159.0
mz-> 50 100 150 200 250 300 350 400
Abundance #121865: Androstan-3,11,17-triol, (3.alpha., 5.beta., 11.a... T
124.0 17.80 18.00 18.20 18.40
m/z 229.15 40.89%
57.0
5000
93.0
164.0 212.0
213.0
wIUJLImI i .h‘. '24:3IQ' AL l308|q —
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
Data File : BF086645.D

Acq On : 3 May 2016 15:22

Operator : UM/SJ

Sample : H2685-03

Misc :

ALS Vial : 35 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]
2-Pentanone, 4-hy... 4.93 5.6 ng 344427 1 6.75 1238280 20.0
unknown6 .52 6.52 84.8 ng 5253350 1 6.75 1238280 20.0
Hexadecane 10.22 3.0 ng 276751 3 9.79 1819450 20.0
Eicosane 10.70 4.0 ng 339221 4 11.26 1686650 20.0
n-Hexadecanoic acid 11.81 9.3 ng 788453 4 11.26 1686650 20.0
Pentadecanoic acid 12.59 2.8 ng 231217 5 13.91 1659620 20.0
Trifluoroacetic a... 13.77 7.7 ng 636539 5 13.91 1659620 20.0
6a,l12a-Dihydro-6H... 14.56 8.9 ng 737672 5 13.91 1659620 20.0
Pentadecane, 8-he... 14.99 7.3 ng 372833 6 15.30 1022100 20.0
Benzo[j]fluoranthene 15.17 3.8 ng 192951 6 15.30 1022100 20.0
Octadecanal 15.52 3.9 ng 198735 6 15.30 1022100 20.0
Octacosane 15.73 13.1 ng 671445 6 15.30 1022100 20.0
1-Pentadecene 15.79 3.1 ng 157750 6 15.30 1022100 20.0
Bicyclo[10.8.0]ei... 16.45 4.1 ng 207378 6 15.30 1022100 20.0
Cyclotetradecane 16.81 4.5 ng 232187 6 15.30 1022100 20.0
unknownl7.16 17.16 8.0 ng 406229 6 15.30 1022100 20.0
unknownl17.93 17.93 9.3 ng 475078 6 15.30 1022100 20.0
Androst-4-en-3-on... 18.08 6.2 ng 314386 6 15.30 1022100 20.0

8270-BF042716.M Wed May 04 17:15:25 2016 Page: 22



