LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 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-BF092815.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 5.074 254 257 268 rVB 594180 1007744 41.05% 4.228%
2 5.497 291 294 296 rBVY 1422399 2083171 84.85% 8.740%
3 6.526 381 384 386 rBY 1853799 2207571 89.92% 9.262%
4 6.652 393 395 398 rBVY 1794340 2051676 83.57% 8.608%
5 6.892 414 416 418 rBV 380701 508963 20.73% 2.135%
6 7.040 427 429 432 rBVY 1754574 1675006 68.22% 7.028%
7 7.452 463 465 468 rBY 1012614 1154511 47.02% 4.844%
8 7.532 471 472 479 rVB 18121 32841 1.34% 0.138%
9 8.172 526 528 531 rBV 750562 650594 26.50% 2.730%
10 9.246 620 622 625 rBY 1750148 2455169 100.00% 10.301%

11 9.646 655 657 659 rBvV 452815 371742 15.14% 1.560%
12 9.932 679 682 684 rBvV 768123 708380 28.85% 2.972%

13 10.149 697 701 702 rBV 30296 33400 1.36% 0.140%
14 10.355 718 719 721 rVB 56941 40194 1.64% 0.169%
15 10.572 735 738 741 rBV 19204 27957 1.14% 0.117%
16 10.720 748 751 754 rBV 1242409 1196072 48.72% 5.018%
17 10.823 759 760 765 rVB 47732 77338 3.15% 0.324%
18 11.281 798 800 801 rBV 37895 41257 1.68% 0.173%
19 11.418 810 812 815 rBV 655335 608443 24.78% 2 .553%
20 11.463 815 816 820 rVB3 22100 34213 1.39% 0.144%
21 11.646 828 832 834 rBV3 12866 28946 1.18% 0.121%
22 11.703 835 837 838 rBvV 34814 27737 1.13% 0.116%
23 11.943 856 858 862 rBv2 85452 99215 4.04% 0.416%
24 12.858 936 938 941 rBV2 21703 33392 1.36% 0.140%
25 13.006 948 951 954 rBV 1982397 1983606 80.79% 8.323%
26 13.212 967 969 973 rBV3 39393 71387 2.91% 0.300%
27 13.566 998 1000 1002 rBV 21917 36171 1.47% 0.152%
28 13.692 1009 1011 1015 rBV3 38738 37094 1.51% 0.156%
29 13.898 1027 1029 1033 rBV 384396 476585 19.41% 2.000%
30 14.024 1039 1040 1041 rBV 30739 30766 1.25% 0.129%

31 14.058 1041 1043 1049 rVvVv 452474 571224 23.27% 2.397%
32 14.161 1049 1052 1054 rVvVv 99089 113194 4.61% 0.475%
33 14.218 1055 1057 1061 rVVv2 40854 83006 3.38% 0.348%
34 14.344 1066 1068 1071 rVB2 43875 57193 2.33% 0.240%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 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-BF092815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.538 1082 1085 1088 rBV2 206086 357475 14 .56% 1.500%

36 14.778 1104 1106 1107 rBV 120396 120302 4_.90% 0.505%
37 14.904 1115 1117 1120 rVB 45170 52575 2.14% 0.221%
38 14.972 1121 1123 1126 rVV 362944 382896 15.60% 1.607%
39 15.167 1137 1140 1141 rBV 161911 246133 10.03% 1.033%
40 15.190 1141 1142 1146 rVB 274500 361523 14.72% 1.517%

41 15.521 1168 1171 1174 rBV 250132 396363 16.14% 1.663%
42 15.738 1187 1190 1193 rVB 194490 278879 11.36% 1.170%
43 15.955 1207 1209 1212 rBVY 97675 172235 7.02% 0.723%
44 16.024 1212 1215 1218 rVV 75181 142540 5.81% 0.598%
45 16.744 1275 1278 1289 rVB 97728 234643 9.56% 0.985%

46 17.030 1300 1303 1307 rVB 44269 89371 3.64% 0.375%
47 17.270 1322 1324 1331 rVB3 54760 126643 5.16% 0.531%

48 17.521 1343 1346 1353 rVB7 48029 138538 5.64% 0.581%
49 18.516 1430 1433 1438 rVB2 45369 117694 4._.79% 0.494%

Sum of corrected areas: 23833568
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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: BF082070.D
2000000 65
.65 7.04
1500000 5.50
1000000 .45
8.17
5.07
500000 6.89
UJL L 53
-
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF082070.D
2000000 13.01
9.25
1500000
10.72
1000000
9.93
11.42
14.06 14.97
500000 9.65 13.90
11.94
101@0359£di9§2 1126 461%30 12.8
O S e e e S e e e e
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082070.D
2000000
1500000
1000000
500000}°-19
5117 15'5215.74
13862
16,74 17 0317.2717.52 18.52
77—
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 3

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

5.07 39.60 ng 1007740 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 257 (5.074 min): BF082070.D (-254) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 R U L R U
480 5.00 520 5.40
il allG00 881 | es e 64, 500
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A L UL UL L
59.0 480 500 520 5.40
m/z 101.10 19.72%
31.0 101.0
"'w"'w'““ﬁ--“ﬂ“"l”"l“"|“"F%q'|“"““"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 16.32%
20.0 101.0
150 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R E AR EE L D
54.0 480 5.00 520 5.40
m/z 41.10 9.47%
5000
410 101.0
150 0 sy e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown6.65 Concentration Rank 1

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

6.65 80.62 ng 2051680 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 395 (6.652 min): BF082070.D (-393) (-) m/z 132.00 100.00%
132.0
5000 68.1
o1 san || S ek 5k oky 7ho
S TR OO 1 GV S - SN | M. m/z 68.10 44_08%
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 R
5000 U IR R R
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.87%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 29.37%
33.0 44.0 105.0
56.0 700 86.0
wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R b R ams wa
132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.86%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 n-Decanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.26 ng 99215 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 53
2 Undecane 156 C11H24 001120-21-4 11
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 11
4 D-Glucitol. 4-0-hexvl- 266 C12H2606 132591-04-9 10
5 Muscimol 114 C4H6N202 002763-96-4 10
Abundance Scan 858 (11.943 min): BF082070.D (-856) (-) m/z 73.10 100.00%
43.1 731
5000
129.1
97.1 213.2
157.1  185.1 : 11.60 11.80 12.00 12.20
m/z 43.10 97 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37192: n-Decanoic acid
60.0
41.0
5000 L BRI BRI SUMLILN UL
129.0 1160 11,80 12.00 1220
87.0 m/z 60.10 94 .62%
‘ | 112.0 172.0
S 0 10 Y v -1 el
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
A A
11feo 11fso 12foo 12fzo !
5000 m/z 57.10 84 .25%
85.0
29.0
113.0 156.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #153508: Pentafluoropropionic acid, hexadecy! ester L B o o
43.0 11.60 11.80 12.00 12.20
m/z 55.10 72.87%
5000 69.0
97.0
26\‘0 \ | m‘ Il “m | 1220 1550 1960 224.0
m/z--> 25 40 éo 85 160 150 150 160 180 260 250 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.90 16.69 ng 476585  Chrysene-di2 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302  074339-54-1 94
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91

3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02
5 Pentafluoropropionic acid, hepta... 402 C20H35F502

074339-53-0 91
088104-31-8 91
1000283-04-2 90

Abundance

5000

0

Scan 1029 (13.898 min): BF082070.D (-1027) (-)
57.1

83.1

m/z-->

I 139.1 168.2 1962  233.2 259.2281.1
e
20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 57.10 100.00%

-

13.60 13.80 14.00 14.20

Abundance

5000

#152927: Trichloroacetic acid, hexadecy! ester
43.0
69.0

125.0

153.0 196.0 224.0

m/z 55.10 81.24%

3

13. 60 13. 80 14. OO 14.20

m/z 43.10 80.62%

.

13.60 13.80 14.00 14.20

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
5000 111.0
29.0
1390 1680  210.0 238.0 250 2950
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester
43.
83.0
5000
139.0 1820 2100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 83.10 69.94%

-

13.60 13.80 14.00 14.20

m/z 97.10 61.16%

3

13. 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Erucic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

14.16 3.96 ng 113194 Chrysene-di12 14.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Erucic acid 338 C22H4202 000112-86-7 98
2 7-Hexadecene. (2)- 224 C16H32 035507-09-6 90
3 1-Hexadecene 224 C16H32 000629-73-2 80
4 7Z-8-Hexadecene 224 C16H32 1000130-87-5 50
5 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 49

Abundance Scan 1052 (14.161 min): BF082070.D (-1049) (-) m/z 55.10 100.00%

5000

a1
1221
[N

13.80 14.00 14.20 14.40
m/z 69.10 73.70%

180.2 211.2 249.2277.2 320.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136423: Erucic acid
55.0

3

5000 LA LI L L L L B LB B B
13.80 14.00 14.20 14.40
90,0 m/z 41.10 52.82%
" ‘ ‘ | 208.0236.0  278.0
| Ulb k),
IR 1 1
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0
oM.
13.80 14.00 14.20 14.40
5000 83.0 m/z 43.10 50.97%
29.0

111.0
140.0167.0 196.0 224.0

mmmrwwﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72487: 1-Hexadecene I e B o B B e et
13.80 14.00 14.20 14.40

m/z 83.10 48.12%

BN

5000

=
=
=
o

140.0 168.0 196.0 224.0

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 13. 80 14. 00 14. 20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .22 2.91 ng 83006 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptacosane 380 C27H56 000593-49-7 83
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 80
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 1057 (14.218 min): BF082070.D (-1055) (-) m/z 57.10 100.00%
57.1
J 133 160123220832 13.80 14.00 14.20 14.40 14.60
,.”.“.”,”.HHMVnﬂL“JHw.”.“.”,”.w.”.“.”,”.q.”. m/z 43.10 71.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #73966: Hexadecane
57.0
5000 AR DU DAL UL R
13. 80 14. oo 14 20 14. 40 14. 60
1130 m/z 71.10 63.91%
‘\ ) 1 \‘ 1 \1690 2260
m/z--> 0 éo 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
13.80 14.00 14.20 14.40 14.60
5000 m/z 85.10 45 _.46%
113.0

169.0 225 0 281. 0 380. 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane T e e
57.0 13.80 14.00 14.20 14.40 14.60

m/z 55.10 29.30%

3

5000

?

1130 169.0 225.0 281.0 337.0 3030 463.0 5610 615.0

A
||||||||||||||||||||||||||||||| L L AL N L NN BN LI L LI N I I L e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13. 80 14. 00 14 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Cyclotetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.54 12.52 ng 357475 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 Trifluoroacetic acid. n-octadecvy... 366 C20H37F302 079392-43-1 91
4 1-Tricosene 322 C23H46 018835-32-0 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 87
Abundance Scan 1085 (14.538 min): BF082070.D (-1082) (-) m/z 57.10 100.00%
57.1
97.1
5000
R UM B B IV I
39.2 14.20 14.40 14.60 14.80
— W watzz 2ol 292 %18 n/z 55.10  83.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #135652: Cyclotetracosane
4390 g0
5000 R UL BN S UL B
1420 14.40 14.60 14.80
. m/z 83.10 80.86%
LA H L f | , 167.0 2100 2500 2030 336.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
97.0 14.20 14.40 14.60 14.80
5000 m/z 43.10 80.41%
14.0 139.0 1810 308.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester B
43.0 14.20 14.40 14.60 14.80
m/z 97.10 75.91%
o il ‘/MM
1L [0 1680 2100 2520
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80

8270-BF092815.M Tue Oct 06 16:04:42 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 E-15-Heptadecenal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.78 4.21 ng 120302 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 93
2 E-7-Octadecene 252 C18H36 1000130-92-0 89
3 1-Octadecene 252 C18H36 000112-88-9 86
4 1-Pentadecene 210 C15H30 013360-61-7 83
5 1-Hexadecanol, acetate 284 C18H3602 000629-70-9 68
Abundance Scan 1106 (14.778 min): BF082070.D (-1104) (-) m/z 55.10 100.00%
58.1
97.1
5000
177.1 597 1 236.2 277.2306.3 3483 14.40 14.60 14.80 15.00
iy : m/z 69.10 70.15%
m/z--> 50 100 150 200 250 300 350
Abundance #89757: E-15-Heptadecenal
43.0
5000 N B B UM S B
111 0 14,40 14.60 14.80 15.00
m/z 41.10 61.37%
A | ‘H\ \ m 139.0168.0106.0224.0252.0
m/z--> 50 150 200 250 300 350
Abundance
43.0
83.0 14.40 1460 14.80 1500
5000 m/z 97.10 59.34%
111.0
252.0
139.0168.0196.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #89782: 1-Octadecene B EEama e
43, 14.40 14.60 14.80 15.00
m/z 83.10 58.29%
5000
111.0
L L h ﬂ4001680196022402520
m/z--> 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF092815.M Tue Oct 06 16:04:43 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Octadecanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .97 19.32 ng 382896 Perylene-d12 15.52
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 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 17-Octadecenal 266 C18H340 056554-86-0 87
5 Tetradecanal 212 C14H280 000124-25-4 86
Abundance Scan 1123 (14.972 min): BF082070.D (-1121) (-) m/z 57.10 100.00%
57.1
96.1
5000

|il23-1 14.60 14.80 15.00 15.20
152.1 X .1236.2 X X X . - - :
b b2 180221012302 277.2 820135620 sz 43.10  78.84%

m/z--> 50 100 150 200 250 300 350
Abundance #99446: Octadecanal
43.0 82.0
5000 LA L L L L L LB L L B
14.60 14.80 15.00 15.20
10.0 250.0 m/z 82.10 77.62%
L | [138016601940222:0°
1 L il
— fr I e e e e e N B e e e
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 82.0
I R EAREEEE S e
14.60 14.80 15.00 15.20
5000 m/z 55.10 61.18%
110.0
138016601040 236.0264.0
— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #99459: Oxirane, hexadecy!- R R RS
43.0 82.0 14.60 14.80 15.00 15.20
m/z 96.10 54 _.90%
5000
09.0

|\ ‘,138 01660 208.0 250.0

I
m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15. OO 15. 20

8270-BF092815.M Tue Oct 06 16:04:43 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Dodecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.17 12.42 ng 246133 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Docosane 310 C22H46 000629-97-0 90
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
Abundance Scan 1140 (15.167 min): BF082070.D (-1137) (-) m/z 57.10 100.00%
57.1
5000
%t 1480 15.00 15.20 15.40
41.2 - : :
Ly 242 12 200 2092 sssassi G S100 6600
m/z--> 50 100 150 200 250 300 350
Abundance #45563: Dodecane, 2-methyl-
57.0
5000 U BN SR UL
14.30 15.00 15.20 15.40
99.0 141.0 m/z 43.10 54_.12%
u I AT
||‘|L‘|‘|“l‘|“h|h|f“:‘:llutl8|4.|0||||| ———r T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14:80 15.00 15.20 15.40
5000 m/z 85.10 50.52%
99.0
27.0 1M0mw2mo 281.0  337.0  394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #115570: Heneicosane A Bt o ST
57.0 14.80 15.00 15.20 15.40
m/z 55.10 19.48%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 1540 '

8270-BF092815.M Tue Oct 06 16:04:44 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.19 18.24 ng 361523 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
4 2- Chloropropionic acid. hexadec... 332 C19H37Cl02 086711-81-1 83
5 1-Heptadecanol 256 C17H360 001454-85-9 74
Abundance Scan 1142 (15.190 min): BF082070.D (-1141) (-) m/z 57.10 100.00%
57.1 83.1 h 1
5000
LRSI B BN BSUA B
14.80 15.00 15.20 15.40 15.60
N — 16721942 224.1 2601 2872 m/z 83.10 92.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 LIRS B BN BSRA B
29.0 14.80 15.00 15.20 15.40 15.60
. 0
125.0 m/z 55.10 88.72%
Ll 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
83.0 14.80 15.00 15.20 15.40 15.60
5000 m/z 97.10 87 .80%

111.0

139.0 167.0 194.0 224.0 254.0

mmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester T
14.80 15.00 15.20 15.40 15.60

m/z 43.10 73.11%

)

69.0

5000

125.0

-

153.0 196.0 224.0
R B B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40 15.60

8270-BF092815.M Tue Oct 06 16:04:45 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Oxirane, hexadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.74 14.07 ng 278879 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Octadecanal 268 C18H360 000638-66-4 87
3 Tetradecanal 212 C14H280 000124-25-4 86
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 81
5 1,19-Eicosadiene 278 C20H38 014811-95-1 74

Abundance Scan 1190 (15.738 min): BF082070.D (-1187) (-) m/z 57.10 100.00%

5000

E

15.40 15.60 15.80 16.00
m/z 82.10 81.16%

170.2 210.1 236.2 261.2285.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99461: Oxirane, hexadecyl-
82.0

-

5000

15.40 15.60 15.80 16.00
m/z 43.10 75.36%

29.0

211.0  250.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 82.0
R RS R
15.40 15.60 15.80 16.00
5000 m/z 96.10 59.49%
110.0

250.0
138.0 166.0 194.0 222.0

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

-

Abundance #64478: Tetradecanal B B R R R
15.40 15.60 15.80 16.00
m/z 55.10 56.15%
e \'\m/\/\/\/JL/\/L
138.0 168.0 19,4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15 60 15. 80 16. 00

8270-BF092815.M Tue Oct 06 16:04:45 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.96 8.69 ng 172235 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1209 (15.955 min): BF082070.D (-1207) (-) m/z 57.10 100.00%
57.1
st 15,60 15.80 16.00 16,20
141.1 : : : :
O O B S S = S B oy T M- B VL
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane
57.0
5000 R AR SR R UM B
15.60 15.80 16.00 16.20
9 0 m/z 43.10 55.88%
m/z--> 50 100 1éo 200 250 360 3éo
Abundance
57.0
15,60 15.80 16.00 16,20
5000 m/z 85.10 46 .59%
99.0
27.0 14101709 2190590 309.0
m/z--> 50 100 150 200 250 300 350
Abundance #82608: Heptadecane  REaaa L AR AR B
57.0 15.60 15.80 16.00 16.20
m/z 55.10 21.16%
- \/\A‘\J\——J\/\wpv
27,0 | I\ 1410‘ 1830  240.0
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BF092815.M Tue Oct 06 16:04:46 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Acetic acid, octadecyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.02 7.19ng 142540  perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 68

088104-31-8 64
131143-01-6 58

2 2- Chloropropionic acid. octadec... 360 C21H41CIl02
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02

4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 58
5 Cyclotetracosane 336 C24H48 000297-03-0 58
Abundance Scan 1215 (16.024 min): BF082070.D (-1212) (-) m/z 57.10 100.00%
57.1 97.1
5000
R N N a s A ERans s
196.2 235.1 287.2 355.2 15.80 16.00 16.20 16.40
i : m/z 97.10 88.65%
m/z--> 50 100 150 200 250 300 350
Abundance #124064: Acetic acid, octadecyl ester
43.0
5000 TTTT TTTT TTTT TTTT TT
15. 80 16 00 16. 20 16. 40
125.0 m/z 55.10 80.83%
150 | \‘ “H ‘H H IL ‘\ 115? 0181 0 224.02520  297.0
T T L e e e e I e
m/z--> 200 250 300 350
Abundance
57.0 97.0
R N N a s A ERans s
15.80 16.00 16.20 16.40
5000 m/z 83.10 79.62%
125.0
29.0 250.0
154.0182.0 222.0°°" 297.0 360.0
I L e e e L e e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #140345: Bromoacetic acid, pentadecy! ester L B ot
430 830 15.80 16.00 16.20 16.40
m/z 43.10 67.17%
5000
111.0
141.0 182 0
S H l\ B o mso ||
m/z--> 200 250 300 350 15. 80 16 00 16. 20 16. 40

8270-BF092815.M Tue Oct 06 16:04:47 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092815.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 16 Tetradecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.74 11.84 ng 234643 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Tetradecanal 212 C14H280 000124-25-4 86
3 Octadecanal 268 C18H360 000638-66-4 86
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 64
5 1,19-Eicosadiene 278 C20H38 014811-95-1 64

Abundance Scan 1278 (16.744 min): BF082070.D (-1275) (-) m/z 57.10 100.00%

:

5000

263.2285.2 16.40 16.60 16.80 17.00
m/z 82.10 82.22%

180.2 207.1 235.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99461: Oxirane, hexadecyl-
82.0

:

16.I4O 16.I60 16.I8O 17.IOO
m/z 43.10 82.12%

5000

29.0 138.0

166.0 211.0 250.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
82.0 IIIIIIIIIIIIIIIIIIIIII
16.40 16.60 16.80 17.00
5000 m/z 96.10 64.01%
29.0
110.0
e M_/\/\,ﬁ/‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99447: Octadecanal SRR R RRE R R

16.40 16.60 16.80 17.00
m/z 55.10 62.60%

5000

é

137.0 1660 1940 222.0 2500

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00

8270-BF092815.M Tue Oct 06 16:04:47 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.03 4.51 ng 89371 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Hexacosane 366 C26H54 000630-01-3 80
3 Heptadecane 240 C17H36 000629-78-7 74
4 Tetracosane 338 C24H50 000646-31-1 68
5 Octacosane 394 C28H58 000630-02-4 68
Abundance Scan 1303 (17.030 min): BF082070.D (-1300) (-) m/z 57.10 100.00%
5%.1
5000 ‘ 85.1 NJ\\N/\x_\_VA/\L/\/\ﬁx~,h_ﬂn
127.1 "' 16:80 17.00 17.20 17.40
155. 1 1911 249.1 355.1
....|~,|:|.-.".l|,-.i.d w2201 2821 S m/z 71.10 65.04%
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57.0
5000 LR UL B B B
85.0 16 80 17. oo 17. 20 17. 40
29.0 m/z 43.10 52.12%
““me%MMwMWM%m%MWO
m/z--> 160 1%0 260 2%0 360 3%0
Abundance
57.0
"' 16:80 17.00 17.20 17.40
0
5000 85.0 m/z 85.10 46 .60%
113.0
29.0 141.0169.0197.0225.0253.0  295.0 366.0 ﬂjgwj\ww“,J/\\/\f\\ﬂﬁwjf
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #82608: Heptadecane e RARREEE RS
57.0 16.80 17.00 17.20 17.40
m/z 99.10 21.61%
85.0
5000
29.0
m/z--> 5'0 100 1&1,0 2(')0 251,0 3(')0 350 16.80 17.00 17.20 17.40

8270-BF092815.M Tue Oct 06 16:04:48 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1H-Cyclopropa[a]naphthalene... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17 .27 6.39 ng 126643 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropalalnaphthalene. la.... 204 C15H24 000489-29-2 58
2 Thiophene. 2-ethvnvl-5-T(trimeth... 204 C11H12SSi 182323-29-1 52
3 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 52
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 49
5 1H-Cyclopropa[a]naphthalene, la,... 204 C15H24 1000147-32-8 49

Abundance Scan 1324 (17.270 min): BF082070.D (-1322) (-) m/z 189.15 100.00%

2

5000

)

17.00 17.20 17.40 17.60
m/z 204.20  75.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58918: 1H-Cyclopropala]naphthalene, 1a,2,3,3a,4,5,6,7b-0cC...
161.0 189.0
105.0
41.0
5000 133.0

17.00 17.20 17.40 17.60
‘ 81.0 m/z 177.15 69.91%
\\HH‘ “HMMH

I ‘ ‘ \‘h | -
,...., T ,,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

189.0

17.00 17.20 17.40 1760
5000 m/z 95.10 43 _.87%

430 70 950 1350 159.0 oha 0

WWWTWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58882: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2... e e ERRES BE s

189.0 17.00 17.20 17.40 17.60
161.0 m/z 175.10 37 .95%
- W
B L BRI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknownl7.52 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.52 6.99 ng 138538 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Cvclohexene-1.2-dicarboxvlic a... 273 C16H19NO3 1000265-07-0 22
2 5-0-Tolvlcarbamovl-3H-imidazole-... 273 C14H15N303 313251-31-9 12
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 9
4 4-Heptafluorobutvrvloxv-4-phenvl... 344 C14H11F702 1000215-95-1 9
5 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 9
Abundance Scan 1346 (17.521 min): BF082070.D (-1343) (-) m/z 43.10 100.00%
43.1 107.1
145.1
213.1 803.3
5000 2552
{7 . 381.4414.4 S
H ||| 17.20 17.40 17.60 17.80
L " A m/z 107.10 86.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #102355: 4-Cyclohexene-1,2-dicarboxylic acid, 2-monoamide, ...
93.0
5000 L UL UL SO UGS
ﬂ%ﬂ%ﬂmﬂ%
410 273.0 m/z 57.10 78.75%
k| hesol%40  mpopmpe |
m/z--> 50 100 150 200 250 300 350 400
Abundance
107.0
17.20 17.40 17.60 17.80
0
5000 139.0 973.0 m/z 81.10 73.09%
199.0
68.0
169.0 231.0
m/z--> 55 160 150 200 250 300 3éo 460
Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)- R e R RR B
43.0 17.20 17.40 17.60 17.80
m/z 145.10 72.63%
5000
810 368.0
145.0 329.0
414.0
A | ,l,llﬂll'\,?,n,l pE0 290210 a0 | | T e
m/z--> 50 100 150 200 250 300 350 400 ﬂ%ﬂ%ﬂmﬂ%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100515\
Data File : BF082070.D

Aca On : 6 Oct 2015 4:01

Operator : UM/I1Z

Sample : 63891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl18.52 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
18.52 5.94 ng 117694 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 38
2 Hvoscvamine 289 C17H23N0O3 000101-31-5 35
3 Hvoscvamine Hvdrobromide 289 C17H23N03 000306-03-6 35
4 p-Fluoroatropine dehvdrate 289 C17H20FNO2 1000212-74-8 35
5 Testosterone 288 C19H2802 000058-22-0 30

Abundance Scan 1433 (18.516 min): BF082070.D (-1430) (-) m/z 124.10 100.00%
12h1
57.1
5000 229.2
1.0 289.3
1rd.1 0 I 327'2 | 412.4 18.20 18.40 18.60 18.80
Al e e m/z 57.10 76.92%
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 UL SULRUL SUNRULE UL |
288.0 mmmmmmmm
910 2460 m/z 43.10 68.67%
‘ 64.0 203.0
) ‘\h\\h%mmlml — ————
m/z--> 50 100 200 250 300 350 400
Abundance
124.0
18.20 18.40 18.60 18.80
5000 m/z 71.10 50.49Y%
so 20 289.0
167.0200.0  258.0
m/z--> 55 160 1éo 200 2éo 300 3%0 460
Abundance #111492: Hyoscyamine Hydrobromide I B B
124.0 18.20 18.40 18.60 18.80
m/z 229.20 45 _.06%
5000
83.0 289.0
42.0
‘J l ﬂ | 200.0
m/z--> 50 160 1éo 260 2éo 300 3%0 460 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100515\
Data File : BF082070.D

Acq On : 6 Oct 2015 4:01

Operator : UM/1Z

Sample - G3891-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.07 39.6 ng 1007740 1 6.89 508963 20.0
unknown6 .65 6.65 80.6 ng 2051680 1 6.89 508963 20.0
n-Decanoic acid 11.94 3.3 ng 99215 4 11.42 608443 20.0
Trichloroacetic a... 13.90 16.7 ng 476585 5 14.06 571224 20.0
Erucic acid 14.16 4.0 ng 113194 5 14.06 571224 20.0
Hexadecane 14.22 2.9 ng 83006 5 14.06 571224 20.0
Cyclotetracosane 14_.54 12.5 ng 357475 5 14.06 571224 20.0
E-15-Heptadecenal 14.78 4.2 ng 120302 5 14.06 571224 20.0
Octadecanal 14 .97 19.3 ng 382896 6 15.52 396363 20.0
Dodecane, 2-methyl- 15.17 12.4 ng 246133 6 15.52 396363 20.0
1-Docosene 15.19 18.2 ng 361523 6 15.52 396363 20.0
Oxirane, hexadecyl- 15.74 14.1 ng 278879 6 15.52 396363 20.0
Heptacosane 15.96 8.7 ng 172235 6 15.52 396363 20.0
Acetic acid, octa... 16.02 7.2 ng 142540 6 15.52 396363 20.0
Tetradecanal 16.74 11.8 ng 234643 6 15.52 396363 20.0
Eicosane 17.03 4.5 ng 89371 6 15.52 396363 20.0
1H-Cyclopropala]n... 17.27 6.4 ng 126643 6 15.52 396363 20.0
unknownl7 .52 17.52 7.0 ng 138538 6 15.52 396363 20.0
unknown18.52 18.52 5.9 ng 117694 6 15.52 396363 20.0
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