LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110515\
Data File : BF082704.D

Aca On > 4 Nov 2015 16:47

Operator : UM/I1Z

Sample : 6G4240-13

Misc :

ALS Vial : 11 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-BF103015.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 5.058 256 260 268 rBVY 1945427 2921825 43.92% 4 _.490%
2 5.470 293 296 299 rBVY 3970480 5953777 89.50% 9.149%
3 6.499 383 386 388 rBVY 5136245 5608266 84.30% 8.618%
4 6.636 395 398 400 rBVY 6021442 6317740 94.97% 9.708%
5 6.864 415 418 420 rBV 1440508 1223183 18.39% 1.880%
6 7.024 429 432 434 rBVY 5035251 4837222 T72.71% 7.433%
7 7.424 464 467 469 rBY 3368762 3652427 54.90% 5.613%
8 7.516 472 475 478 rVB 72410 91417 1.37% 0.140%
9 8.144 528 530 534 rBV2 1236288 1587184 23.86% 2.439%
10 9.230 622 625 627 rBY 6874857 6619452 99.50% 10.172%

11 9.322 630 633 635 rBvV 89066 105254 1.58% 0.162%
12 9.619 657 659 662 rVvB 1506263 1389194 20.88% 2.135%
13 9.848 677 679 681 rVB 138338 116593 1.75% 0.179%
14 9.905 681 684 686 rBV 2103225 1930786 29.02% 2.967%
15 10.316 715 720 722 rBV 114585 269134 4._05% 0.414%

16 10.350 722 723 724 rVB 144302 101446 1.52% 0.156%
17 10.568 739 742 745 rBV 133344 175910 2.64% 0.270%
18 10.693 750 753 755 rVV 4797719 4930466 74.11% 7.576%
19 10.819 762 764 768 rVB 237071 380159 5.71% 0.584%
20 11.059 783 785 788 rVB 45442 69569 1.05% 0.107%

21 11.265 801 803 805 rBvV 224386 207863 3.12% 0.319%
22 11.299 805 806 809 rvB 141598 117601 1.77% 0.181%
23 11.379 811 813 816 rVV 1288744 1810708 27.22% 2.782%
24 11.459 816 820 821 rvB2 41140 82919 1.25% 0.127%
25 11.699 839 841 843 rBV 125994 162290 2.44% 0.249%

26 11.848 852 854 858 rBV3 69682 135518 2.04% 0.208%
27 11.928 858 861 863 rBvV 865977 915969 13.77% 1.408%
28 12.099 875 876 880 rvB 166100 147978 2.22% 0.227%
29 12.488 909 910 912 rVB 143694 117571 1.77% 0.181%
30 12.705 927 929 936 rBV 236374 285423 4._.29% 0.439%

31 12.865 941 943 947 rVB 99336 120908 1.82% 0.186%
32 12.979 950 953 955 rVB 6333428 6652460 100.00% 10.223%
33 13.219 970 974 976 rVvB2 106030 138525 2.08% 0.213%
34 13.459 991 995 997 rBV 452988 506638 7.62% 0.779%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110515\
Data File : BF082704.D

Aca On > 4 Nov 2015 16:47

Operator : UM/I1Z

Sample : 6G4240-13

Misc :

ALS Vial : 11 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-BF103015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.562 1002 1004 1006 rVB 104669 93726 1.41% 0.144%

36 13.882 1029 1032 1037 rBV2 588810 825138 12.40% 1.268%
37 14.031 1042 1045 1047 rVV 1467413 1840715 27.67% 2.829%
38 14.214 1059 1061 1068 rVB 121447 153726 2.31% 0.236%
39 14.534 1087 1089 1092 rBV 142412 164281 2.47% 0.252%

40 14.842 1115 1116 1119 rBV 66089 92664 1.39% 0.142%
41 14.922 1120 1123 1125 rVB 271114 268672 4.04% 0.413%
42 15.174 1143 1145 1148 rBV 62672 81917 1.23% 0.126%
43 15.482 1169 1172 1175 rBVY 1006416 1335191 20.07% 2.052%
44 15.551 1175 1178 1183 rVB 56941 93736 1.41% 0.144%
45 15.974 1212 1215 1217 rBV 46362 78361 1.18% 0.120%
46 16.020 1217 1219 1223 rVvVv3 64786 123317 1.85% 0.189%
47 17.711 1364 1367 1374 rVB2 26787 70956 1.07% 0.109%
48 18.500 1434 1436 1442 rVB4 23172 74406 1.12% 0.114%
49 19.471 1517 1521 1527 rVB5 29204 95749 1.44% 0.147%
Sum of corrected areas: 65075930
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082704.D

Aca On : 4 Nov 2015 16:47

Operator : UM/I1Z

Sample : 6G4240-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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\BF110515\
Data File : BF082704.D

Aca On : 4 Nov 2015 16:47

Operator : UM/I1Z

Sample : 6G4240-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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.

5.06 47.77 ng 2921830 1,4-Dichlorobenzene-d4 6.86
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 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 260 (5.058 min): BF082704.D (-256) (-) m/z 43.10 100.00%
43
59
5000
101 U R R UL R
| 71 83 | 007 4.80 500 5.20 5.40
ot e e e e m/z 59.10 61.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I I U
59 480 500 520 540
m/z 101.10 19.70%
15 4 101
83
N ARy s s B B RS  Ea R nan
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- " 480 5.00 520 540
5000 m/z 58.10 14 .73%
29 101
o 15 73 85
LI SULELEL IULLEL SULELEL SURLEL UL LA B L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e R ama)
50 4.80 500 5.20 5.40
m/z 41.10 9.55%
5000 41
o [l s 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082704.D

Aca On : 4 Nov 2015 16:47

Operator : UM/I1Z

Sample : 6G4240-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 unknown6.64 Concentration Rank 1

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

6.64 103.30 ng 6317740 1,4-Dichlorobenzene-d4 6.86
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 398 (6.636 min): BF082704.D (-395) (-) m/z 132.10 100.00%
132
5000 68
40 sy 0 ‘ 640 6.60 6.80 7.00
7 . . . )
ol e lysus Wl w7z 6810 49.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S RS LA LN
6.40 6.60 6.80 7.00
31 51 78 m/z 134.10 34.64%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 31.87%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180 1
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 20.78%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | U | R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082704.D

Aca On : 4 Nov 2015 16:47

Operator : UM/I1Z

Sample : 6G4240-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.82 4.20 ng 380159 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Decane. 3-methvl- 156 Cl11H24 013151-34-3 83
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 764 (10.819 min): BF082704.D (-762) (-) m/z 57.10 100.00%
57
5000 85
4
113 10.40 10.60 10.80 11.00 11.20
0 ...,....;‘...|,.!'..,'....-1,..:l.,...l.f‘ﬁ..l.‘??.l?.“..?‘??. ey, m/z 43.10  71.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45544: Tridecane
57
5000 R SRR DU B B
85 10. 40 10. 60 10. 80 11. oo 11. 20
4 m/z 71.10 57.95%
0 20 ‘ \‘\ \ \‘ \‘ | 113 141 184
m/z--> 25 45 éo éo 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57
o 10,40 10,60 10.80 11.00 11.20
5000 m/z 85.10 40.18%
41
113
15 141 169 197 225 253 296

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

Abundance #99476: Nonadecane e B A B AL B R
10.40 10.60 10.80 11.00 11.20
m/z 41.10 32.62%

5000 4

113 141 169 197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10. 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082704.D

Aca On : 4 Nov 2015 16:47

Operator : UM/I1Z

Sample : 6G4240-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.26 2.30 ng 207863 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
2 Hexadecane 226 C16H34 000544-76-3 80
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 72
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 72
5 Tetradecane, l-iodo- 324 C14H291 019218-94-1 64

Abundance Scan 803 (11.265 min): BF082704.D (-801) (-) m/z 57.10 100.00%

57
43

71

5000

99 192
113126 141 160 175 211 229 11.00 1120 11.40 11.60

0 m/z 43.10 71.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73991: Dodecane, 2-methyl-6-propyl-
43 57
71
5000 85 LA L L L L L L L LB

11.00 11.20 11.40 11.60
m/z 71.10 61.59%

99 140
© 1131277 154166 182195 226

o} SEMRERSNENTS N S A A S N -2 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
LT L s
11.00 11.20 11.40 11.60
5000 71 m/z 85.10 35.48%
85
29
o 99 113 127 141 155 169 183 197 226
s e B e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36165: Undecane, 2-methyl- B B A B B B S
43 57 11.00 11.20 11.40 11.60
m/z 41.10 32.76%
71
5000 85
29
99 127
oL 15 | h‘ Lo 78 141195 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082704.D

Aca On : 4 Nov 2015 16:47

Operator : UM/I1Z

Sample : 6G4240-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.93 10.12 ng 915969 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Estra-1.3.5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 30
5 Undecane 156 C11H24 001120-21-4 11
Abundance Scan 861 (11.928 min): BF082704.D (-858) (-) m/z 73.05 100.00%
43 60 73
5000 129
97 115 213 U DN RN SUULIN SR
14312711185 199 | 297, 256 11.60 11.80 12.00 12.20
0! m/z 43.10 89.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 UL B RN SURRRR SRR
29 171 nmnmnmnm
7 115 214 m/z 60.10 85.55%
‘ 143157 ‘ 185
Oll‘l”‘i‘l\”uldl‘lh‘ H‘ ‘Hh “llu‘.‘..l‘..l‘.luul. .‘... ...“. AR BBRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12,00 12.20
5000{ 29 256 m/z 55.10 72.71%
129
97 213
. H5 1 143157171185 9 227 540
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid A B m R R
60 73 11.60 11.80 12.00 12.20
43 m/z 57.10 71.11%
5000 129
29 ; 185 228
9 115 | 143 171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

8270-BF103015.M Thu Nov 05 14:56:37 2015 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082704.D

Aca On : 4 Nov 2015 16:47

Operator : UM/I1Z

Sample : 6G4240-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 8 Tetradecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.70 3.15 ng 285423 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 52
2 Tridecanoic acid 214 C13H2602 000638-53-9 43
3 n-Decanoic acid 172 C10H2002 000334-48-5 38
4 Hexadecane 226 C16H34 000544-76-3 35
5 Tridecane 184 C13H28 000629-50-5 35

Abundance Scan 929 (12.705 min): BF082704.D (-927) (-) m/z 43.10 100.00%

57 73

5000

185 241
143,171 | 109913227 12.40 12.60 12.80 13.00
ol =3 m/z 73.10 86.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
435
5000 LA L L L L L LB L L L B
129 12.40 12.60 12.80 13.00
185 228 m/z 57.10 80.58%
‘ T 01115 143157171 ‘ 199713 ‘
ok ﬂhwpw‘..”,‘” R e i RA AR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 [<
I
57 12.40 12.60 12.80 13.00
5000 m/z 60.10 70.22%
29
129
87 115 171 214
101 143157 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37193: n-Decanoic acid
60 12.40 12.60 12.80 13.00
m/z 55.10 67.37%
41
5000 129

2
\T N J\ f?lu | 17‘3157172

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082704.D

Aca On : 4 Nov 2015 16:47

Operator : UM/I1Z

Sample : 6G4240-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Tetradecanamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.46 5.50 ng 506638 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 64
2 Octanamide 143 C8H17NO 000629-01-6 59
3 Dodecanamide 199 C12H25NO 001120-16-7 59
4 Nonanamide 157 C9H19NO 001120-07-6 53
5 9-Octadecenamide, (2)- 281 C18H35N0 000301-02-0 50
Abundance Scan 995 (13.459 min): BF082704.D (-991) (-) m/z 59.10 100.00%
59
5000
41
81 98112126 13120 1340 13.60 13.80
140
o 154168 184198 222238 264 281 /7 72.10 67 18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74437: Tetradecanamide
59
5000
13.20 13.40 13.60 13.80
m/z 55.10 37 .59%
o “ 0 %6100114128142156170184198 221
m/z--> 25 45 65 85 160 120 140 160 1§0 200 220 240 2éo 2éo
Abundance
59
13120 1340 13.60 13.80
5000 m/z 41.10 29.91%
44 86
o 15 29 100114128143
mewmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55487: Dodecanamide e B e A S R
59 13.20 13.40 13.60 13.80
m/z 43.10 23.78%
5000
28 43
o H\ Il “3 ‘ 100114128142156170 199
m/z--> 25 45 65 85 160 120 140 160 180 200 220 240 2éo 2éo 1320 1340 1360 1380
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082704.D

Aca On : 4 Nov 2015 16:47

Operator : UM/I1Z

Sample : 6G4240-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.88 8.97 ng 825138 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 1-Hexadecanol 242 C16H340 036653-82-4 90
3 1-Octadecene 252 C18H36 000112-88-9 89
4 Cvclohexadecane 224 C16H32 000295-65-8 87
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 87

Abundance Scan 1032 (13.882 min): BF082704.D (-1029) (-) m/z 57.10 100.00%

5000

-

13.60 13.80 14.00 14.20

139153 168182196

222236 252 280

O m/z 83.10 92.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55
69 83
4
5000 LA L L L L L L L
13 60 13. 80 14. 00 14 20
111 m/z 43.10 91.07%
2 125
0 ﬁ I 1L 139153167182196210224 252 280
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
a1 a3 Rt S
97 13.60 13.80 14.00 14.20
5000 m/z 55.10 90.99%
111
27 125

ol 139154168 196 224

wﬁmmmmﬁmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89781: 1-Octadecene B o e
3 57 13.60 13.80 14.00 14.20
m/z 97.10 83.52%

-

50000 g

125

5

139154168182196210224 252

15 | |

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082704.D

Aca On : 4 Nov 2015 16:47

Operator : UM/I1Z

Sample : 6G4240-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.92 4.02 ng 268672 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 83
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 1123 (14.922 min): BF082704.D (-1120) (-) m/z 69.10 100.00%
69
5000
4l UL SRR BRI U
149 14.60 14.80 15.00 15.20
ol || ol (169191 231255 288 3 m/z 81.10 54.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
s000] 4 R LA SO SO IR
14.60 14.80 15.00 15.20
95 m/z 41.10 24 _.09%
o L] “\J ;17 ﬂ ‘161 191 217 273 299 341367 410
T I IR LN AR UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
1460 14.80 15.00 15.20
5000 m/z 95.10 14 .90%
41
% 121 149
0 175 203 231 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #138198: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene R R mEEE
69 14.60 14.80 15.00 15.20
m/z 68.10 12 .59%
95
121
0 \‘t\L\ d [ (177 205225245 273 299 342
m/z--> 50 100 150 260 250 300 350 400 14,60 14.80 15.00 15.20

8270-BF103015.M Thu Nov 05 14:56:40 2015 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110515\
Data File : BF082704.D

Acq On > 4 Nov 2015 16:47

Operator : UM/1Z

Sample - G4240-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.06 47.8 ng 2921830 1 6.86 1223180 20.0
unknown6 .64 6.64 103.3 ng 6317740 1 6.86 1223180 20.0
Tridecane 10.82 4.2 ng 380159 4 11.39 1810710 20.0
Dodecane, 2-methy... 11.26 2.3 ng 207863 4 11.39 1810710 20.0
Tridecanoic acid 11.93 10.1 ng 915969 4 11.39 1810710 20.0
Tetradecanoic acid 12.70 3.1 ng 285423 4 11.39 1810710 20.0
Tetradecanamide 13.46 5.5 ng 506638 5 14.03 1840720 20.0
5-Eicosene, (E)- 13.88 9.0 ng 825138 5 14.03 1840720 20.0
Squalene 14.92 4.0 ng 268672 6 15.48 1335190 20.0

8270-BF103015.M Thu Nov 05 14:56:40 2015 Page: 13



