LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\

Data File : BF091770.D

Aca On - 19 Dec 2016 7:36 Instrument :
Operator - UM/SJ BNA_F

Sample - H5940-09 ClientSampleld :
Misc - SS05-1FT

ALS Vial : 57 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-BF121716.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 3.390 110 114 119 rBvV 73794 138966 1.59% 0.174%
2 4.944 247 250 261 rBVY 1841723 3278274 37.40% 4_.100%
3 5.150 266 268 277 rVB 93217 129827 1.48% 0.162%
4 5.379 285 288 290 rBY 6232514 7128739 81.34% 8.916%
5 6.419 375 379 382 rBVY 5825701 7712114 87 .99% 9.645%
6 6.545 387 390 392 rBVY 7288093 8334778 95.10% 10.424%
7 6.762 407 409 412 rBVY 1285184 1798257 20.52% 2.249%
8 6.922 421 423 426 rBV 4647030 6240367 71.20% 7 .805%
9 7.333 456 459 462 rBV 3754106 5205239 59.39% 6.510%
10 7.447 465 469 474 rVvV 160442 255077 2.91% 0.319%

11 8.053 519 522 524 rBV 2645525 2372531 27.07% 2.967%
12 9.139 613 617 619 rBVY 6753585 8764476 100.00% 10.961%
13 9.528 648 651 654 rBVY 2713293 2577804 29.41% 3.224%
14 9.802 673 675 677 rBV 2213104 2325655 26.54% 2.909%
15 10.248 712 714 715 rVB 256715 211522 2.41% 0.265%

16 10.465 730 733 736 rBV 91987 177695 2.03% 0.222%
17 10.591 741 744 747 rBV2 3339721 4103660 46.82% 5.132%
18 10.716 753 755 759 rvv 328579 356573 4_.07% 0.446%
19 10.808 759 763 765 rVB3 51311 94196 1.07% 0.118%
20 11.162 792 794 796 rBV 213032 194298 2.22% 0.243%

21 11.288 802 805 807 rBV 2397435 2291824 26.15% 2.866%
22 11.516 823 825 829 rBvV 311758 343737 3.92% 0.430%
23 11.585 829 831 838 rvB 82881 149511 1.71% 0.187%
24 11.745 842 845 847 rBV2 83165 126029 1.44% 0.158%
25 11.825 850 852 856 rBv2 235514 246720 2.82% 0.309%

26 11.996 863 867 869 rBvV 69233 91503 1.04% 0.114%
27 12.488 908 910 912 rVB 111163 124684 1.42% 0.156%
28 12.705 927 929 932 rvB2 152119 221593 2.53% 0.277%
29 12.877 941 944 946 rBV 6052267 6360337 72.57% 7.955%
30 13.402 988 990 992 rBV 83824 105996 1.21% 0.133%

31 13.768 1020 1022 1026 rBV 544001 658694 7.52% 0.824%
32 13.917 1032 1035 1037 rBV 1867429 1807323 20.62% 2.260%
33 14.408 1075 1078 1083 rBV 119778 182666 2.08% 0.228%
34 14.831 1113 1115 1120 rVB 156401 154850 1.77% 0.194%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\

Data File : BF091770.D

Aca On - 19 Dec 2016 7:36 Instrument :
Operator - UM/SJ BNA_F

Sample - H5940-09 ClientSampleld :
Misc - SS05-1FT

ALS Vial : 57 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-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.922 1121 1123 1128 rVB 65344 107153 1.22% 0.134%

36 15.014 1128 1131 1136 rBV2 282140 533145 6.08% 0.667%
37 15.323 1155 1158 1160 rBV 1239708 1441562 16.45% 1.803%
38 15.357 1160 1161 1164 rVB 76078 103222 1.18% 0.129%
39 15.551 1175 1178 1181 rVB 89073 145786 1.66% 0.182%
40 15.768 1193 1197 1199 rBV 364870 614850 7.02% 0.769%

41 15.814 1199 1201 1205 rVB2 64009 121421 1.39% 0.152%
42 16.225 1234 1237 1244 rVB2 79952 174448 1.99% 0.218%
43 16.488 1258 1260 1266 rVB4 57358 104764 1.20% 0.131%
44 16.683 1273 1277 1281 rVB3 43753 125244 1.43% 0.157%
45 16.763 1281 1284 1287 rBVY 75213 149719 1.71% 0.187%

46 17.197 1319 1322 1326 rBV4 74669 178212 2.03% 0.223%
47 17.403 1336 1340 1345 rVB2 71250 183987 2.10% 0.230%
48 17.620 1356 1359 1368 rVB3 81745 255731 2.92% 0.320%
49 18.146 1401 1405 1414 rVB5 67400 315147 3.60% 0.394%
50 18.763 1455 1459 1468 rVB4 119651 391423 4._.47% 0.490%

51 19.094 1483 1488 1496 rVB5 232397 747175 8.53% 0.934%

Sum of corrected areas: 79958504
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121816\

BF091770.D

19 Dec 2016 7:36

UM/SsJ

H5940-09

57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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.

4.94 36.46 ng 3278270 1,4-Dichlorobenzene-d4 6.77
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 250 (4.944 min): BF091770.D (-247) (-) m/z 43.05 100.00%
a3
59
5000
1 460 480 500 520
...,....,....,...3?',':...,?3.:.,...‘??...7?,?3...,...:,|....,. m/z 59.10 58.96%
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 UL UL UL
59 460 480 500 520
m/z 101.10 19.40%
25 31 37 ‘ 83 g3 %
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520
5000 m/z 58.10 15.05%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R AREmmam
50 4.60 4.80 5.00 5.20
m/z 41.10 9.46%
5000
41
29 101
T |""|"'H““""lﬁ”"l??”*i ""I??"I' gp'l""lt"'l' IBESSEBESRERENAERE AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 2 unknown6.54 Concentration Rank 1

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

6.54 92.70 ng 8334780 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 390 (6.545 min): BF091770.D (-387) (-) m/z 132.00 100.00%
5000 68
40 %6 J 620 6.40 6.60 6.80
54 . : :
Jrer |Asus | m/z 68.05  45.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR R RS SRR
6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 34 .56%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 680
5000 gg 116 m/z 66.10 28.69%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 A
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R Ra e
132 6.20 6.40 6.60 6.80
m/z 69.10 18.30%
5000 67
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:“l‘:‘:“l‘|8|8|‘i|1|O§||“|||H| —— ——r— ——r— e .
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Hexanoic acid, 2-ethyl- Concentration Rank 18

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

7.45 2.15 ng 255077 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 53
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
4 1.4-Dioxane 88 C4H802 000123-91-1 47
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 42

Abundance Scan 469 (7.447 min): BF091770.D (-465) (-) m/z 73.00 100.00%

8
5000 M
‘ 101
Il " ||

| 7.20 7.40 7.60 7.80

= m/z 88.00 79.71%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
5000 UL LI PRI I I
41 7.20 7.40 7.60 7.80
101 m/z 41.10 37.14%

}Q‘i e h‘.h J d120 T
m/z--> 50 100 150 200 250 300 350
Abundance
88

7.20 7.40 7.60 7.80
5000 m/z 57.10 33.75%

41
71
158
—— T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 //\.\/\,_F
Abundance : i i i

#153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester e LN e s
4 88 720 740 760 7.80

m/z 55.05 22 .93%

5000 7
h‘{h J‘;l ];09 135155173 214 242 272 204313 355
S e

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Tridecane, l-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.72 3.11 ng 356573 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptacosane 380 C27H56 000593-49-7 86
4 Eicosane 282 C20H42 000112-95-8 83
5 Decane, 5-propyl- 184 C13H28 017312-62-8 83
Abundance Scan 755 (10.716 min): BF091770.D (-753) (-) m/z 57.10 100.00%
57
5000 85
113 10.40 10.60 10.80 11.00
o...'.\,.!.'.ll, LA 169 197 240 . m/z 43.10 68.88%
m/z--> 50 100 150 200 250 300 350
Abundance #122578: Tridecane, 1-iodo-
57
5000 85 R U R R R
mmmmmmnm
183 m/z 71.10 64.07%
el l‘.“.“llu:l‘-3.‘..]|-5‘.5..‘. ——T ....3:!-0...|....
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 10.40 10.60 10.80 11.00
5000 m/z 85.10 43.01%
29 113
141 169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #151556: Heptacosane T T T
57 10.40 10.60 10.80 11.00
m/z 41.10 30.99%
5000
85
29 (113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Cyclotetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.52 3.00 ng 343737 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 96
2 2-Tetradecene. (E)- 196 C14H28 035953-53-8 95
3 Cvclododecane 168 Cl1l2H24 000294-62-2 95
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 94
5 1-Tetradecene 196 C14H28 001120-36-1 92
Abundance Scan 825 (11.516 min): BF091770.D (-823) (-) m/z 55.05 100.00%
69 g3
97
5000
111 T e Y A
125 167 11.20 11.40 11.60 11.80
139
e A2 A0 Thsz 43,05 91.874%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53622: Cyclotetradecane
55
41 69 83
5000 o1 LIRS BN BN B
29 11.20 11.40 11.60 11.80
111]25 m/z 69.10 86 .36%
196
BN e .“. T .‘“. e HI : .“l. ‘\ .].-:?igu Ills?lfl?8|||| ||l||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
4 UL BRI BN B
11.20 11.40 11.60 11.80
5000 29 69 m/z 83.05 83.91%
83
97
111
15 125 140 153 168 181 ~ 0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #34708: Cyclododecane L
5 11.20 11.40 11.60 11.80
41 83 m/z 57.10 83.19%
5000 97
29 111
125 140 168
B T W T ey o S S JUL
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 17
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.15 ng 246720 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 46
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 25
Abundance Scan 852 (11.825 min): BF091770.D (-850) (-) m/z 73.00 100.00%
43 60 73
5000
129
3 15 157171185, 213 " 1160 11.80 12.00 12.20
143 256 . . . .
99 12 m/z 43.05  89.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 B o N R
29 171 umnmnmnm
115 214 m/z 60.00 88.70%
‘ ‘ } ‘ 143157 ‘ 185
Illll‘l‘l\llulml‘lh IH \H |‘|‘|| ”“ A I NS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
60 11560 1180 12.00 12.20
5000 & m/z 57.10 77 .51%
87101115129143157171185199213227242256
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid R B AR AR
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 68.44Y%
5000 129
29
15 ) oA AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Hexadecanoic acid, butyl ester Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.71 2.45 ng 221593 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 64
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 38
3 Piperidin-4-carboxvlic acid 129 C6H11NO2 000498-94-2 27
4 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 27
5 Hexadecanoic acid, 1,l1-dimethyle... 312 C20H4002 031158-91-5 22

Abundance Scan 929 (12.705 min): BF091770.D (-927) (-) m/z 56.05 100.00%
56
5000
® 101 129 202218239257 AU AR AR
3 157 185 12.40 12.60 12.80 13.00
m/z 57.10 58.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 BB RARSUARARARRR
12. 40 12 60 12. 80 13.00
29 129 23 257 m/z 43.10 39.82%
“ | h H n 101 7" 157 185 A 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
57
1240 12.60 12.80 13.00
5000 m/z 41.10 37.31%
4 239
257
3 129
18 %13 157 185 213 282 312

mmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12440: Piperidin-4-carboxylic acid B EmEE B B
12.40 12.60 12.80 13.00

m/z 55.05 31.79%

5000

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

8270-BF121716.M Tue Dec 20 05:55:26 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 9-Tricosene, (2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.77 7.29 ng 658694 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 90
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 90
Abundance Scan 1022 (13.768 min): BF091770.D (-1020) (-) m/z 57.10 100.00%

5000

-

13.40 13.60 13.80 14.00
m/z 55.10 93.31%

o 139 167183201 230 281 322

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129065: 9-Tricosene, (2)-
5 97

%

5000

13.40 13.60 13.80 14.00
m/z 43.10 92.95%

322

153 182 210 238 266 294

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 57
83 R e
13.40 13.60 13.80 14.00
5000 m/z 83.10 90.57%
111
25 139 167 196 224 252 280

mmmwmwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98171: 1-Nonadecene AR RRR e e e
13.40 13.60 13.80 14.00

m/z 97.10 78 .95%

L
:

5000

f
-

154 182 210 238 266
R T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1340 13.60 13.80 14.00

8270-BF121716.M Tue Dec 20 05:55:26 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 19
R.T. EstConc Area Relative to ISTD R.T.
14.83 2.15 ng 154850 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 16-Octadecenal 266 C18H340 056554-87-1 91
4 17-Octadecenal 266 C18H340 056554-86-0 90
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 87
Abundance Scan 1115 (14.831 min): BF091770.D (-1113) (-) m/z 57.10 100.00%
7
IR UL SN B B
138 184 210 233 268 14.60 14.80 15.00 15.20
3 166 303 340 m/z 82.10 92.67%
m/z--> 50 100 150 200 250 300 350
Abundance #99447: Octadecanal
43 8
5000 L SN B BN B
14.60 14.80 15. oo 15. 20
109 m/z 43.10 81.22%
137 250
| ,\\Ime H . HL Al 1es 104 222 TPoes
m/z--> 50 150 200 250 300 350
Abundance
43 82
"' 14.60 14.80 15.00 15.20
5000 m/z 96.05 66.30%
109
60 138 166184 208907 250268
m/z--> 55 160 1éo 200 250 300 350
Abundance #98127: 16-Octadecenal R AR RRRES T
57 8 14.60 14.80 15.00 15.20
m/z 83.10 65.42%
5000
29 110 -
L1, 168 106 22¢ 7
m/z--> 50 100 150 200 250 300 350 14|60 14. 80 15. oo 15. 20

8270-BF121716.M Tue Dec 20 05:55:26 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 6
R.T. EstConc Area Relative to ISTD R.T.
15.01 7.40 ng 533145 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1131 (15.014 min): BF091770.D (-1128) (-) m/z 57.10 100.00%
57
T JJLL
5000
LRI SRR SUMILN DAL B
13 11 14.60 14.80 15.00 15.20 15.40
3 ,|| k. l|, Loy 162183 224 252271 295 326 352 m/z 71.05  74.74%
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 U R A SR B
14.60 14.80 15.00 15.20 15.40
29 m/z 43.10 60.38%
M e HO o g a0
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.60 14.80 15.00 15.20 15.40
5000 85 m/z 85.10 53.87%
39 R
m/z--> 50 100 150 200 250 300 350
Abundance #147096: Docosane, 9-butyl- L B R IS A
57 14.60 14.80 15.00 15.20 15.40
m/z 55.10 22 .59%
e T A,\/M»\r\,/\'\
113
S LN Mase 12 21 253 280 399 337 ses N
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40

8270-BF121716.M Tue Dec 20 05:55:27 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 12 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.77 8.53 ng 614850 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 1197 (15.768 min): BF091770.D (-1193) (-) m/z 57.10 100.00%
57
85
5000
L[5 000 150 2 0 0 15020 1500 1590 1600
bbb b Ly Z7 000 225 299 295 328 352 m/z 71.10 71.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #136482: Tetracosane
57
85
5000 R SRR AR AR RER
15.40 15.60 15.80 16.00
m/z 43.10 56.46%
Jh“‘L h d h J141 169\197 225 253 281 309 338
m/z--> éo 100 150 260 250 360 3%0 460
Abundance
57
15.40 15.60 15.80 16.00
5000 g5 m/z 85.10 54 _76%
29
113 141 169 197 2025 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2%0 360 3%0 460
Abundance #167081: Tetracosane, 11-decyl- I AN REE SR
57 15.40 15.60 15.80 16.00
m/z 55.10 18.26%
113
| l || 70,141 169 107 225 253 295 337 gy 303 420
m/z--> éo 160 1éo 260 250 360 3%0 460 1520 1560 1580 1650 '

8270-BF121716.M Tue Dec 20 05:55:27 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Hexadecane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.23 2.42 ng 174448 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 90

Abundance Scan 1237 (16.225 min): BF091770.D (-1234) (-) m/z 57.10 100.00%
57
85
5000
R SR SR BURIUR B
155 186 231 257 307 16.00 16.20 16.40 16.60
N 25 m/z 71.10 74.10%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #73963: Hexadecane
57
5000 85 R SR SR BURIURA B
16.00 16.20 16.40 16.60
29 m/z 43.10 59.47%
I ‘ “\ i ‘\‘1:}3\141‘169 197 226
miz--> 0 éo 160 1éo 260 2éo 360 3%0 460
Abundance
57
"' 16.00 16.20 16.40 16.60
5000 85 m/z 85.10 58.60%
13 141 169 210 239 267 309 335 366
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #167078: Tetratriacontane R A
57 16.00 16.20 16.40 16.60
m/z 99.05 19.63%
5000 85 /\\v“Nv“vﬁv“‘JN\w-‘A-’\’¥_ﬁg§
29 113
LT, 4t 169 197 225 253 281 311337 367 410435
miz--> 0 éo 160 1éo 260 250 360 3%0 460 1&00 1650 1620 16%0

8270-BF121716.M Tue Dec 20 05:55:28 2016

Page: 15



Data Path
Data File
Aca On

Sample
Misc

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF121816\

ALS Vial

Operator :

BF091770.D

19 Dec 2016 7:36

UM/SsJ

H5940-09

57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Nonadecane, 9-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.76 2.08 ng 149719 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentacosane 352 C25H52 000629-99-2 86
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 1284 (16.763 min): BF091770.D (-1281) (-) m/z 57.10 100.00%
57
85
5000
3 141 180 227 279 16.40 16.60 16.80 17.00
—— I L, |I L1810 20020 28 20 3 Tw/z 71.10  83.58%
m/z--> 50 100 150 200 250 300 350
Abundance #107661: Nonadecane, 9-methyl-
57
85
5000 AR LR G SUGEIE B
1640 16.60 16.80 17.00
140 m/z 85.10 55.70%
3 ‘ 113 168
B O 0 O O N -2 A
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 16.40 16.60 16.80 17.00
5000 m/z 43.10 52.75%
29
M 141 169 107 225 253 206 vaq\f/\fxadA//\“\J\\x¢»\,/\\
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane R R B
57 16.40 16.60 16.80 17.00
m/z 55.10 21.71%
5000 85
113
29 | [ | l“J [ | 169189 211 239 267 295 323 352
m/z--> 50 100 150 200 250 300 350 1640 16.60 16.80 17.00

8270-BF121716.M

Tue Dec 20 05:55:28 2016

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl17.20 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.20 2.47 ng 178212 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3Beta-hvdroxv-5-cholen-24-oic acid 374 C24H3803 005255-17-4 22
2 5.alpha.Androst-16-ol. 17-ethvli... 414 C27H4203 1000124-58-6 12
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 12
4 Quinoline-2.4(1H.3H)-dione. 3-az... 244 C12H12N402 128564-91-0 10
5 Norflurazon 303 C12H9CIF3N30 027314-13-2 10
Abundance Scan 1322 (17.197 min): BF091770.D (-1319) (-) m/z 43.10 100.00%
gy 105
5000
329 T T T T
36381 414 1680 17.00 1720 17.40 17.60
m/z 55.10 78.81%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #149829: 3Beta-hydroxy-5-cholen-24-oic acid
55 g1 107 145 263
213
5000 A S UL BN B
29 173 235 | 289 356 1680 17.00 1720 17.40 17.60
m/z 105.10 75.78%
814335 || 377
miz--> 0 50 100 150 200 250 300 350 400
Abundance
57
16,80 17.00 17.20 17.40 17.60
5000 m/z 81.10 68.99%
& 280
121 qgg 315
185 o5 253 359 399
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)- A B
43 16.80 17.00 17.20 17.40 17.60
m/z 57.10 65.31%
5000 268
81 107
L ‘ ‘ e 213 247 e 414
—— |‘.HH.|.H“|“.H\.L I\lLI\LJI ‘Illzi?l i - ILIL|2|7J|5|3?1I .‘JI . IL" l —y .l. N
miz--> 0 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40 17.60

8270-BF121716.M Tue Dec 20 05:55:29 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Tridecane, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.40 2.55 ng 183987 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 58
2 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 58
3 Docosane. 11-decvl- 451 C32H66 055401-55-3 58
4 Tetratriacontane 479 C34H70 014167-59-0 52
5 Heneicosane 296 C21H44 000629-94-7 52
Abundance Scan 1340 (17.403 min): BF091770.D (-1336) (-) m/z 57.10 100.00%
q7
T /MWF
5000
218 LRSI BN BSRRUE BRI B
257 289 340 17.00 17.20 17.40 17.60 17.80
ik m/z 71.10 70.71%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #55018: Tridecane, 2-methyl-
57
5000 U SRR BRI B BN
85 ﬂ%ﬂ%ﬂ%ﬂmﬂ%
29 155 m/z 85.05 61.86%
2 (L )8 | s
|"MMW'“”'HJ'“'“"'W"" R DALY DAL SR
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
17.00 17.20 17.40 17.60 17.80
5000 85 m/z 43.10 51.66%
113 141 169 197 225 253 205 337 364 393 420 W\W\/\
m/z--> 6 §o 160 1%0 260 250 360 3%0 460
Abundance #164415: Docosane, 11-decyl- A RREEE RS E ST
57 17.00 17.20 17.40 17.60 17.80
m/z 55.10 28.50%
5000 85
113
1 169,197 225 253 280 %P 336 364 392 N
m/z--> 0 50 100 150 200 250 300 350 400 ﬂ%ﬂ%ﬂ%ﬂmﬂ%

8270-BF121716.M Tue Dec 20 05:55:29 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Anthracene, 9-(2-propenyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.62 3.55 ng 255731 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 68
2 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 53
3 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 53
4 Indolizine. l-acetvl-2-methvl-6-... 218 C11H10N203 1000071-33-1 50
5 9,11-Dimethyltetracyclo[7.3.1.0(... 218 C16H26 053263-99-3 38
Abundance Scan 1359 (17.620 min): BF091770.D (-1356) (-) m/z 218.20 100.00%
218

5000

121 147

237 250 202 350 17.20 17.40 17.60 17.80 18.00
O ey S m/z 203.15  76.45%
m/z--> 50 100 150 200 250 300 350
Abundance #68277: Anthracene, 9-(2-propenyl)-
218
5000

T T T T T
17.20 17.40 17.60 17.80 18.00

101 189 m/z 189.10 26.33%
2\\7 [ 6d3 “‘82‘“ n \‘ I 122139 " 1?5\ n‘\ Jl \‘
L e I e e e AL e e e e e e I e e
m/z--> 50 100 150 200 250 300 350
Abundance
218
I S R EEREE e
17.20 17.40 17.60 17.80 18.00
5000 100 m/z 95.10 25.66%

69
27 51 91 109 129147 173

T L o e e e e s e e S B s e s s e T
m/z--> 50 100 150 200

T T T
250 300 350

Abundance #67928: 8-Amino-6, 7-dimethoxy-4-methylquinoline L REEaE B e

218 17.20 17.40 17.60 17.80 18.00
m/z 81.10 22 _.31%

5000
160
104 132
5177 7 7| as7

ey e —

m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80 18.00

8270-BF121716.M Tue Dec 20 05:55:30 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 18 unknownl18.15 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.15 4_.37 ng 315147 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 49
2 Hexadecane 226 C16H34 000544-76-3 46
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 41
4 Heptacosane 380 C27H56 000593-49-7 38
5 Tetracosane 338 C24H50 000646-31-1 35
Abundance Scan 1405 (18.146 min): BF091770.D (-1401) (-) m/z 57.10 100.00%
g7
T M/\/\’/\'\/\/\\/y\/\
5000
17,80 18.00 18.20 1840
m/z 71.10 83.11%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #110992: Octadecane, 1-chloro-
57
5000 85 L DL SR B B B
ﬂmmmmmmm
m/z 43.10 77 .49%
29
\‘w 1 n ‘ M%M\n??wlgl 189 217 245 288
miz--> 0 55 150 200 250 360 3%0 460
Abundance
57
17,80 18.00 18.20 1840
5000 85 m/z 124.05 68.18%
29 113 141 169 197 226
miz-> 0 50 100 150 200 250 300 350 400
Abundance #73972:Thdecane,5[ﬁ0pyl LI LI L L L B L LB B
57 17.80 18.00 18.20 18.40
m/z 55.00 48 .65%
5000 85
29 112
J 182 926
miz--> 0 50 100 150 200 250 300 350 400 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknownl18.76 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.76 5.43 ng 391423 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ledol 222 C15H260 000577-27-5 43
2 Bicvcloaermacrene 204 C15H24 067650-90-2 25
3 3-Oxabicvclol4.1.01lheptan-2-one.... 168 C10H1602 022841-82-3 22
4 1-Cvcloheptene. 1.4-dimethvl-3-(... 204 C15H24 1000159-38-6 18
5 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 18
Abundance Scan 1459 (18.763 min): BF091770.D (-1455) (-) m/z 107.00 100.00%
69 107
43
18.40 18.60 18.80 19.00
m/z 69.10 89.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #70931: Ledol
43
69
5000 R BARAR AR
109 1840 18,60 18.80 19.00
m/z 95.05 87.06%
189
I}I ‘u \h U\HHH‘M “ Mﬂ “\ |“|| |22||||||| T
m/z--> 100 150 200 250 300 350 400
Abundance
41 93 121
18.40 18.60 18.80 19.00
5000 o7 m/z 109.10 82.57%
161
i J\/J\J\/]\J
miz-> 50 100 150 200 250 300 350 400
Abundance #34491: 3-Oxabicyclo[4.1.0]heptan-2-one, 4,4,7,7-tetramethyl- B LA e B o
3 67 109 18.40 18.60 18.80 19.00
4 m/z 43.10 80.79%
5000 uVJfﬂq\hA/VJM/\\QJJVJ//\\VW
J h 153
I\I‘ILI“MI\I\I\HHI?]'I{I\IIIIIIII ——— T e A
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091770.D

Aca On : 19 Dec 2016 7:36

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.09 10.37 ng 747175 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
2 7-Tetradecvne 194 C14H26 035216-11-6 46
3 Pentvlidenecvclohexane 152 C11H20 039546-79-7 42
4 Sesauirosefuran 218 C15H220 039007-93-7 42
5 8-Hexadecyne 222 C16H30 019781-86-3 41
Abundance Scan 1488 (19.094 min): BF091770.D (-1483) (-) m/z 69.10 100.00%
69
5000 41 JVN/\\/AAM//\MPAAVWA“N\J
| 118:80 19.00 19.20 19.40
AL m/z 95.10 98.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan
109
45 137 218
5000 78 LN SR SN SURBULN
160 18.80 19.00 19.20 19.40
m/z 109.05 87.62%
H 189
‘\MH ||| i ................l..
m/z--> 50 250 300 350 400
Abundance
67
% 118:80 19.00 19.20 19.40
5000 " m/z 81.10 73.22%
123
- 194 MM
m/z--> 50 100 150 200 250 300 350 400
Abundance #24300: Pentylidenecyclohexane BT R
67 18.80 19.00 19.20 19.40
109 m/z 55.05 68.62%
50001 44 152 »~¢¥/\\A~,»x\J//\\NVJ/u\Am/ANV\
m/z--> 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121816\

Data File : BF091770.D

Acq On : 19 Dec 2016 7:36 Instrument :
Operator : UM/SJ BNA_F

Sample - H5940-09 ClientSampleld :
Misc - SS05-1FT

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121716_.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... 4.94 36.5 ng 3278270 1 6.77 1798260 20.0
unknown6 .54 6.54 92.7 ng 8334780 1 6.77 1798260 20.0
Hexanoic acid, 2-... 7.45 2.1 ng 255077 2 8.05 2372530 20.0
Tridecane, 1-iodo- 10.72 3.1 ng 356573 4 11.29 2291820 20.0
Cyclotetradecane 11.52 3.0 ng 343737 4 11.29 2291820 20.0
Tridecanoic acid 11.83 2.1 ng 246720 4 11.29 2291820 20.0
Hexadecanoic acid... 12.71 2.5 ng 221593 5 13.92 1807320 20.0
9-Tricosene, (2)- 13.77 7.3 ng 658694 5 13.92 1807320 20.0
Octadecanal 14.83 2.1 ng 154850 6 15.32 1441560 20.0
Pentadecane, 8-he... 15.01 7.4 ng 533145 6 15.32 1441560 20.0
Tetracosane 15.77 8.5 ng 614850 6 15.32 1441560 20.0
Hexadecane 16.23 2.4 ng 174448 6 15.32 1441560 20.0
Nonadecane, 9-met... 16.76 2.1 ng 149719 6 15.32 1441560 20.0
unknownl17.20 17.20 2.5 ng 178212 6 15.32 1441560 20.0
Tridecane, 2-methyl- 17.40 2.5 ng 183987 6 15.32 1441560 20.0
Anthracene, 9-(2-... 17.62 3.5 ng 255731 6 15.32 1441560 20.0
unknown18.15 18.15 4.4 ng 315147 6 15.32 1441560 20.0
unknownl18.76 18.76 5.4 ng 391423 6 15.32 1441560 20.0
5-Bromo-4-oxo0-4,5... 19.09 10.4 ng 747175 6 15.32 1441560 20.0
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