LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082788.D

Aca On > 7 Nov 2015 4:14

Operator : UM/I1Z

Sample : 6G4257-03

Misc :

ALS Vial : 26 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-BF110715.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 2.807 60 63 67 rvB 54948 88435 1.21% 0.123%
2 4.384 198 201 204 rvVB 59801 88350 1.21% 0.123%
3 5.036 254 258 268 rVB 2394838 3484271 47 .56% 4.843%
4 5.458 291 295 297 rBV 5426352 6754004 92.19% 9.388%
5 6.476 381 384 387 rBY 4748004 6553034 89.45% 9.109%
6 6.613 393 396 399 rBVY 5916529 5959067 81.34% 8.283%
7 6.841 414 416 418 rBV 1393053 1504801 20.54% 2.092%
8 7.002 428 430 433 rVB 4626432 4480953 61.17% 6.229%
9 7.413 462 466 468 rBVY 3351085 4568643 62.36% 6.350%
10 8.133 526 529 531 rBVY 2290650 2110847 28.81% 2.934%

11 9.207 620 623 626 rvV 5203357 7325798 100.00% 10.183%
12 9.607 655 658 660 rBY 1991641 2013287 27.48% 2.798%
13 9.802 672 675 676 rBvV 84758 121761 1.66% 0.169%
14 9.836 676 678 680 rvv 200417 186160 2.54% 0.259%
15 9.882 680 682 684 rvv 1956973 2375389 32.42% 3.302%

16 10.019 692 694 695 rBvV 82816 80363 1.10% 0.112%
17 10.305 717 719 720 rBV 165898 144928 1.98% 0.201%
18 10.328 720 721 723 rVB 139967 127603 1.74% 0.177%
19 10.545 738 740 743 rBV 56898 107829 1.47% 0.150%
20 10.670 748 751 754 rVV 4293267 4882395 66.65% 6.787%

21 10.716 754 755 757 rvV 117052 121458 1.66% 0.169%
22 10.808 761 763 769 rVB2 216346 364593 4.98% 0.507%
23 11.253 799 802 803 rBvV 310578 278559 3.80% 0.387%
24 11.288 803 805 807 rvB 57644 77619 1.06% 0.108%
25 11.368 809 812 814 rVvVv 2930569 2517278 34.36% 3.499%

26 11.436 814 818 820 rvB2 49987 89748 1.23% 0.125%
27 11.676 837 839 842 rBV 178236 163926 2.24% 0.228%
28 11.905 857 859 863 rBv2 193138 259059 3.54% 0.360%
29 12.088 871 875 879 rvB2 54457 117826 1.61% 0.164%
30 12.694 926 928 934 rBV3 44981 81383 1.11% 0.113%

31 12.785 934 936 939 rvv2 455213 515167 7.03% 0.716%
32 12.865 939 943 945 rvv2 88509 99905 1.36% 0.139%
33 12.956 948 951 954 rBV 6289721 7079074 96.63% 9.840%
34 13.071 958 961 963 rVB 91779 118759 1.62% 0.165%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082788.D

Aca On > 7 Nov 2015 4:14

Operator : UM/I1Z

Sample : 6G4257-03

Misc :

ALS Vial : 26 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-BF110715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.288 974 980 984 rVB4 38696 93579 1.28% 0.130%

36 13.391 987 989 992 rBV 721123 805504 11.00% 1.120%
37 13.494 996 998 1001 rvv 457918 393491 5.37% 0.547%
38 13.882 1029 1032 1040 rBV3 261168 946839 12.92% 1.316%
39 13.996 1040 1042 1045 rVB 1958795 2311219 31.55% 3.213%
40 14.191 1056 1059 1061 rVB 72302 84259 1.15% 0.117%

41 14.488 1083 1085 1087 rBV 78075 82926 1.13% 0.115%
42 14.568 1087 1092 1097 rBV7 26231 110170 1.50% 0.153%
43 14.865 1116 1118 1120 rVB 153908 148867 2.03% 0.207%
44 15.117 1138 1140 1143 rBV 83388 92835 1.27% 0.129%
45 15.425 1164 1167 1170 rBV 1539818 1837815 25.09% 2 .555%

46 15.894 1206 1208 1211 rBV 54676 90050 1.23% 0.125%
47 17.471 1341 1346 1351 rBV9 23480 101959 1.39% 0.142%

Sum of corrected areas: 71941785
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082788.D

Aca On > 7 Nov 2015 4:14

Operator : UM/I1Z

Sample : 6G4257-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082788.D

Aca On > 7 Nov 2015 4:14

Operator : UM/I1Z

Sample : 6G4257-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

5.04 46.31 ng 3484270 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 258 (5.036 min): BF082788.D (-254) (-) m/z 43.05 100.00%
43
59
5000
s ik 500 550 540
0...,....,....,...37.',':...,.5?-!.,...‘.3?...7?,?-?..,...:,|....,. m/z 59.10 61.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L RN I I
59 480 500 520 5.40
m/z 101.10 20.73%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 16.48%
41
53 73 86
S U SR I SRS UL I UL SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 A
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester e
43 4.80 5.00 5.20 5.40
m/z 41.10 9.12%
57
5000
29 101
o 15 Y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082788.D

Aca On > 7 Nov 2015 4:14

Operator : UM/I1Z

Sample : 6G4257-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.61 Concentration Rank 1

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

6.61 79.20 ng 5959070 1,4-Dichlorobenzene-d4 6.84
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 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 396 (6.613 min): BF082788.D (-393) (-) m/z 132.10 100.00%
68
5000
0 sl T o2 65 oko by 750
O e Sl B S Sk Tm/z 68.10 53.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LN L UL R
620 6.40 6.60 6.80 7.00
78 m/z 66.10 34.04%
31 4 51
OW'”'A'”\J'WM”'P'JI”'W'”'P'”I“'W'”'P'”I“'W'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 134.10 33.60%
33 44 g7 105
51 60 70 78 g 115
ot e e e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2743: 2-Cyclohexen-1-one T B R,
68 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.41%
5000
96
40
o A |, a7 5 81 89
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082788.D

Aca On > 7 Nov 2015 4:14

Operator : UM/I1Z

Sample : 6G4257-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.81 2.90 ng 364593 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 763 (10.808 min): BF082788.D (-761) (-) m/z 57.10 100.00%

57
5000 85

10.40 10.60 10.80 11.00 11.20

113 140 168183198

Olrrrprrrrier bl e bt e e e || M7z 43.10 0 63..98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000 LA L B L L B L L L L
4 10,40 10,60 10,80 11.00 11.20
m/z 71.10 63.01%
113
0 | H\ H\ (AT 141 169 197212 240
.”“.”“”.“”w.”w”.w””,””“.”“”..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.10 43 .56%
41 85
ol 26 113 141 169184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 26.59%
5000 85
4
0 ‘ Ll d 141156 183 211 239 267 296
RN R e N REaaaana a e  a  ARARRSARNEEERRRaEERY T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082788.D

Aca On > 7 Nov 2015 4:14

Operator : UM/I1Z

Sample : 6G4257-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Heptacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.25 2.21 ng 278559 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Dodecane. 2-methvl-6-propvl- 226 Cl16H34 055045-08-4 86
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 80

Abundance Scan 802 (11.253 min): BF082788.D (-799) (-) m/z 57.10 100.00%
57
5000 85
13 111 192 11.00 11.20 11.40 11.60
o...J,. e 18 e v m/z 71.10 66.52%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 L U UL BULL R
85 11.00 11.20 11.40 11.60
m/z 43.10 65.26%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
o 11,00 11.20 11.40 11.60
5000 m/z 85.10 44 _42%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane Ll EEasE e SN
57 11.00 11.20 11.40 11.60
m/z 41.10 27 .59%
5000
85
29
0 Lhl J 113 141 169 197 226
m/z--> 50 160 150 200 250 300 350 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082788.D

Aca On > 7 Nov 2015 4:14

Operator : UM/I1Z

Sample : 6G4257-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 10

R.T. EstConc Area Relative to ISTD R.T.
11.90 2.06 ng 259059 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 72
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 859 (11.905 min): BF082788.D (-857) (-) m/z 73.10 100.00%
43 g0 73
5000
129
5 1s 143157171185 199213007 o 11.60 11.80 12.00 12.20
o} m/z 43.10 93.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 UL AL SRR B U
nmnmnmnm
120 256 m/z 60.00 84 .75%
eepeeeet b 1 101235 20143157171 105106213227 50572
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11'60 11.80 12.00 12.20
5000 m/z 57.10 76.03%
129
29 87 115 171185 214
ob2a U M W R | s |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37189: n-Decanoic acid B B AEmE M e
60 73 11.60 11.80 12.00 12.20
m/z 41.10 66.83%
5000 4
129
2 115
0”"']"””' M ]\-\0\1\\‘ ....];4:3.:.[.57...?.... e E——__
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082788.D

Aca On > 7 Nov 2015 4:14

Operator : UM/I1Z

Sample : 6G4257-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.78 4.46 ng 515167 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 93
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 53
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 46
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
5 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 40

Abundance Scan 936 (12.785 min): BF082788.D (-934) (-) m/z 56.05 100.00%
56
5000 [X
73 SN | B W—
97 129 257 12.40 12.60 12.80 13.00
3 185 213 239
I | 4 =2 312 m/z 57.10 55.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56
257 12.40 12.60 12.80 13.00
29 3 129 239 m/z 43.10 40.99%
o e s s s g 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
1240 12.60 12.80 13.00
5000 m/z 41.10 35.23%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- R EEREE S m e
56 12.40 12.60 12.80 13.00
m/z 55.05 30.17%
N JU\&’
30 82 100 129
OEﬁ”L”””N”“”J””PL'””'”'””P”W””'”W””P”W””I LRI U SN BRI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082788.D

Aca On > 7 Nov 2015 4:14

Operator : UM/I1Z

Sample : 6G4257-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.39 6.97 ng 805504 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 96
2 Pvrrolidine. 1-I5-(1.3-benzodiox... 271 C16H17NO3 025924-78-1 43
3 (H)-4-Methoxv-6-ketomorphinan 271 C17H21NO2 1000129-08-5 22
4 Desomorphine 271 C17H21N0O2 000427-00-9 22
5 1-Methyl-3-phenyl-4-azafluorenone 271 C19H13NO 069751-55-9 22
Abundance Scan 989 (13.391 min): BF082788.D (-987) (-) m/z 175.10 100.00%
115 271
201
5000
4 286 Y | G
1451
"l ‘ n%fl] Jlm&mm anmnmnmmm
0..,....,....,.'...",' l. o | |.||||.|||| .‘...'..'.|.|....|I....|...,.'... m/z 271.30 82 _47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110103: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b, ...
271
175
5000 SRR NABAA AR
201 286 13.00 13,20 1340 13.60 13.80
69 159 m/z 201.20 64 .19%
0 "‘I .‘.‘. '|" : .‘l‘luuu“l“ ‘\ M .‘k”i‘.”luk‘. ﬂ“l“‘.‘:“.““ ) \H \‘u .“....luu‘.. I"' "|" - I .‘. -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
201 271
13.00 13,20 13.40 13.60 13.80
5000 m/z 189.20 35.32%
115
89 173
. 39 63 129-%3 159 017 243
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101220: (+)-4-Methoxy-6-ketomorphinan A
271 anmnmnmnm

m/z 69.10 29.48%

150
5000
122
44 ‘ 171 200 243
\‘\ \63 77 94 108‘ ‘ ‘\ Lol ‘H 1§5 ‘ 229 ‘ 257 \“

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 00 13 20 13. 40 13 60 13. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082788.D

Aca On > 7 Nov 2015 4:14

Operator : UM/I1Z

Sample : 6G4257-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 9 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.49  3.41ng 303491  Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 octadecanoic acid. butvl ester 340 C22HA402 000123-95-5 94

2 n-Butvl mvristate 284 C18H3602
3 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24
4 Cvclobutane. 1.1-dimethyvl-2-octvl- 196 C14H28

000110-36-1 86
055170-84-8 38
062338-30-1 38

5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37
Abundance Scan 998 (13.494 min): BF082788.D (-996) (-) m/z 56.10 100.00%
56
5000
73
\ | o7 129 57 185 041 267285 13.20 13.40 13.60 13.80
Obprrrlbrtlo 213 30 "m/z 57.10 56.37%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137335: Octadecanoic acid, butyl ester
56
5000 285
340 13.20 13.40 13.60 13.80
29 267 m/z 43.10 39.83%
241
o H H‘ A m ‘-‘.- ,,153169\ 213 ° M

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

b )

56
e e
13.20 13.40 13.60 13.80
5000 m/z 41.10 33.26%
229
73
101 129 185 211 284
o 39 157 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #34835: Cyclobutane, 1-hexyl-2,3-dimethyl- A e e R
56 13 20 13 40 13. 60 13. 80
m/z 55.10 30.12%
29 83
oA 126 147 167

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

13 20 13 40 13. 60 13. 80

8270-BF110715.M Mon Nov 09 18:08:13 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082788.D

Aca On > 7 Nov 2015 4:14

Operator : UM/I1Z

Sample : 6G4257-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 8.19 ng 946839 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 1032 (13.882 min): BF082788.D (-1029) (-) m/z 57.05 100.00%

ol

7 83

5000

13.60 13.80 14.00 14.20
m/z 55.10 88.64%

0 139 168187 215

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152927: Trichloroacetic acid, hexadecy! ester

69

5000 LA L L L L L L L
13 60 13. 80 14. 00 14 20
125 m/z 83.10 88.44%
ol 2 153 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 43.10 87.17%
125
0 26 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133740: 2- Chloropropionic acid, hexadecy! ester R e A
57 13.60 13.80 14.00 14.20

m/z 69.10 73.92%

5000

2|
332
[ "

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 60 13. 80 14. 00 14 20

139 1gg 196 222 269
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110815\
Data File : BF082788.D

Acq On : 7 Nov 2015 4:14

Operator : UM/1Z

Sample - G4257-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 5.04 46.3 ng 3484270 1 6.84 1504800 20.0
unknown6 .61 6.61 79.2 ng 5959070 1 6.84 1504800 20.0
Heptadecane 10.81 2.9 ng 364593 4 11.37 2517280 20.0
Heptacosane 11.25 2.2 ng 278559 4 11.37 2517280 20.0
n-Hexadecanoic acid 11.90 2.1 ng 259059 4 11.37 2517280 20.0
Hexadecanoic acid... 12.78 4.5 ng 515167 5 14.00 2311220 20.0
2-Phenanthrenol, ... 13.39 7.0 ng 805504 5 14.00 2311220 20.0
Octadecanoic acid... 13.49 3.4 ng 393491 5 14.00 2311220 20.0
Trichloroacetic a... 13.88 8.2 ng 946839 5 14.00 2311220 20.0
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