LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 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-BF063016.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 1.678 7 8 17 rvv 62639 115299 6.49% 0.688%
2 1.804 17 19 42 rVB 818404 1776594 100.00% 10.604%
3 4.856 284 286 292 rVB 57724 75585 4._.25% 0.451%
4 5.301 322 325 327 rBVY 1245993 1161628 65.39% 6.933%
5 6.353 414 417 419 rBVY 1209854 1144985 64.45% 6.834%
6 6.479 425 428 430 rBV 1427418 1249628 70.34% 7.459%
7 6.707 446 448 450 rBB 379254 370524 20.86% 2.212%
8 6.867 459 462 464 rBB 1152081 978137 55.06% 5.838%
9 7.279 495 498 500 rBV 791993 830773 46.76% 4 _.959%
10 7.999 558 561 563 rBV 520276 490509 27.61% 2.928%

11 9.073 652 655 657 rBV 1605437 1357247 76.40% 8.101%
12 9.462 687 689 692 rVB 106385 131486 7.40% 0.785%
13 9.748 711 714 716 rBV 457028 454897 25.61% 2.715%
14 10.525 780 782 785 rBV 707842 652677 36.74% 3.896%

15 10.662 792 794 799 rVB 24486 28998 1.63% 0.173%
16 11.108 829 833 834 rBV 18952 21081 1.19% 0.126%
17 11.222 840 843 844 rBV 423272 408158 22.97% 2.436%
18 11.245 844 845 846 rvV 45198 31236 1.76% 0.186%
19 11.291 846 849 851 rVvB 18829 17966 1.01% 0.107%
20 11.828 894 896 900 rBV2 15809 20634 1.16% 0.123%

21 12.422 946 948 950 rBV 153220 124515 7.01% 0.743%
22 12.651 964 968 969 rBV 113359 127748 7.19% 0.762%
23 12.685 969 971 976 rvV 157306 203560 11.46% 1.215%
24 12.799 979 981 984 rVvV 1020041 1067642 60.09% 6.373%

25 12.982 992 997 998 rVB3 14080 22403 1.26% 0.134%
26 13.051 998 1003 1004 rBV2 17275 33187 1.87% 0.198%
27 13.279 1019 1023 1026 rVV3 8143 18891 1.06% 0.113%
28 13.394 1029 1033 1035 rBV3 8217 18950 1.07% 0.113%
29 13.485 1038 1041 1045 rBV 12887 27571 1.55% 0.165%
30 13.588 1048 1050 1052 rBV 16361 24370 1.37% 0.145%

31 13.702 1058 1060 1064 rVB3 86244 132781 7.47% 0.793%
32 13.839 1069 1072 1078 rBV2 487873 600671 33.81% 3.585%
33 13.954 1079 1082 1083 rBV3 10591 21419 1.21% 0.128%
34 14.034 1087 1089 1094 rBvV4 26127 49816 2.80% 0.297%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 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-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.148 1097 1099 1102 rBV3 14620 21307 1.20% 0.127%
36 14.342 1113 1116 1122 rBV 116403 216937 12.21% 1.295%
37 14.651 1140 1143 1145 rBV3 34890 67042 3.77% 0.400%
38 14.697 1145 1147 1149 rVB 28461 38632 2.17% 0.231%

39 14.754 1150 1152 1155 rBV 204212 206605 11.63% 1.233%
40 14.834 1157 1159 1164 rBV 70473 136520 7.68% 0.815%

41 14.948 1165 1169 1173 rBV2 277956 469813 26.44% 2.804%

42 15.108 1181 1183 1185 rVB 36810 52936 2.98% 0.316%
43 15.154 1185 1187 1189 rBV 54705 67789 3.82% 0.405%
44 15.211 1190 1192 1195 rVV 229110 326876 18.40% 1.951%
45 15.268 1195 1197 1198 rVB 19798 20749 1.17% 0.124%

46 15.440 1210 1212 1214 rBV 70216 101153 5.69% 0.604%
47 15.485 1214 1216 1218 rVB 48569 70339 3.96% 0.420%
48 15.657 1228 1231 1233 rBVY 136744 224569 12.64% 1.340%
49 15.691 1233 1234 1238 rVB2 58224 101008 5.69% 0.603%

50 16.091 1267 1269 1273 rBV2 14229 23426 1.32% 0.140%
51 16.343 1288 1291 1295 rVB2 84721 160559 9.04% 0.958%
52 16.503 1302 1305 1311 rBV2 21328 75102 4.23% 0.448%
53 16.605 1312 1314 1317 rVB 31840 57837 3.26% 0.345%
54 16.685 1317 1321 1326 rBV4 30801 102910 5.79% 0.614%
55 16.880 1336 1338 1346 rVB 18962 58734 3.31% 0.351%

56 17.028 1347 1351 1354 rBV3 42407 114102 6.42% 0.681%
57 17.588 1397 1400 1403 rVB3 27778 57633 3.24% 0.344%
58 18.331 1460 1465 1470 rBV 64060 189731 10.68% 1.132%

Sum of corrected areas: 16753875
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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\BFO071116\

- BF088916.D

- 11 Jul 2016 23:18

- UM/SJ

- H3921-16

- 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088916.D
1500000 6.48
5.30 6.35
6.87
1000000
1.80 708
500000
6.71
1.69
A 4.86
O I B e o e e e e L B e e L L s e e e e e B e R —
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088916.D
1500000 9j07
12.80
1000000
10.52
8.00
500000 9.75 11.22
946 12.4241¢
. \ 1066  11.141%%9 11.83 A 1238513 28398
—— T — 4 e p—ia—y — i B e A =
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088916.D
1500000
1000000
13.84
500000
.69 16.34
13,70 16.09 Alﬁ;Ai?aaé%P3 18.33
o1 ——— — T — ——— — T — T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18

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

4._86 4.08 ng 75585 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 286 (4.856 min): BF088916.D (-284) (-) m/z 43.10 100.00%
a3
59
5000
101 I I WD N
o | 83 4.60 4.80 5.00 5.20
o S 1 1 P MOV Y| M N m/z 59.10 62.44%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LI UL UL
59 460 480 500 5.20
m/z 101.10 22.67%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520
5000 m/z 58.10 16.11%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one R RS S
43 4.60 4.80 5.00 5.20
m/z 41.10 9.80%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.48 Concentration Rank 2

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

6.48 67.45 ng 1249630 1,4-Dichlorobenzene-d4 6.71
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 428 (6.479 min): BF088916.D (-425) (-) m/z 132.00 100.00%
5000 68
40 %0 J 620 6.40 6.60 6.80
54 : : . :
ol Qe [ sus W Wiz 68.10 43.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR RS LRSS SRR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.30%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80
5000 m/z 66.10 28.17%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I REEEEEsmss s
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 18.18%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | O | GO
m/z--> 40 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\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Trichloroacetic acid, hexad... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.70 4.42 ng 132781 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 1060 (13.702 min): BF088916.D (-1058) (-) m/z 57.10 100.00%
L1 265 92 13.40 13.60 13.80 14.00
oLl Al —r 7 m/z 43.10 94 .57%
m/z--> 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
69
5000 UL BN B U SR
13. 40 13. 60 13. 80 14.00
125 m/z 83.10 93.47%
ol \‘“\\‘\ “”‘l‘|‘...].-9|6.2.2‘.1.|....|....|....|..
m/z--> 200 250 300 350 400
Abundance
57
83 UL B SRR
13.40 13.60 13.80 14.00
5000 11 m/z 55.10 92 .56%
29 139 169 210 255 406
r-r—rrr—— e T T T
m/z--> §0 160 1%0 200 250 300 3%0 460
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R EREEsEEmEs e
13.40 13.60 13.80 14.00
83 m/z 69.10 86.24%
- T J&_/‘/l\v\ﬁ/\f
29
0 J ! “ ‘ il J\H\l?g 1§2 2]\-0 255 356
m/z--> 5'0 1(')0 1&'10 200 250 3(')0 350 4(')0 13. 40 13. 60 13. 80 14. oo '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Pentafluoropropionic acid, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.34 7.22 ng 216937 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
Abundance Scan 1116 (14.342 min): BF088916.D (-1113) (-) m/z 57.10 100.00%
57
97
5000
l | 153183 14.00 14.20 14.40 14.60
0,.”:,....nﬁﬁﬂrﬂ.”.p..w.”.“..w.”.“..w.”.“..w m/z 43.10 77.93%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
97
5000 L SRR B L
14.00 14.20 14.40 14.60
m/z 83.10 76.36%
ol F1i] “ L ||f30 169 20 255 356
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 RN UL UL BV I
14.00 14.20 14.40 14.60
5000 m/z 97.10 72.83%
o 139 1g7 238 283 33
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosy! heptafluorobutyrate R R Bmman
57 14.00 14.20 14.40 14.60
m/z 55.10 71.09%
97
5000
39169
o ZILLLLLY 17099 208 250 popmop sepso2 a7 s et T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Cyclohexane, 1,2,4,5-tetrae... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.65 4.10 ng 67042 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 53
2 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 50
3 Cvclohexane. 1.1"-propvlidenebis- 208 C15H28 054934-91-7 25
4 Cvclohexane. 1.4-dimethvl-2-(2-m... 168 C12H24 054411-17-5 22
5 Cyclohexanecarboxylic acid, pent... 294 C13H11F502 1000354-64-8 22
Abundance Scan 1143 (14.651 min): BF088916.D (-1140) (-) m/z 97.10 100.00%

23

5000
4
R R AL e
185199,,3227  cq 272 14.40 14.60 14.80 15.00
0! m/z 83.10 93.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58327: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alph...
55 g9
97
5000 41 83 111 I R e e e e
14.40 14.60 14.80 15.00
167 m/z 69.10 77 .54%
2 ‘ 125
0....,.J.qh.:l,ﬂﬂ.,ﬁ.uh..:. L1240 .t....%?G.”. —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41 IIIIIIIIIIIIIIIIIIIIIII
69 83 97 14.40 14.60 14.80 15.00
5000 m/z 57.10 60.88%
27
o 13 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67954: Cyclohexane, 1,1'-propylidenebis- A T B .
41 55 69 83 14.40 14.60 14.80 15.00
m/z 111.10 59.94%
O.H.P.”M. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.75 12.64 ng 206605 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 87
5 17-Octadecenal 266 C18H340 056554-86-0 87
Abundance Scan 1152 (14.754 min): BF088916.D (-1150) (-) m/z 57.10 100.00%

7 82

96
5000

-

14.40 14.60 14.80 15.00
m/z 82.05 89.80%

124138

0 152167 192 208223 240254268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl-
43 82

96

-

14.40 14.60 14.80 15.00
110 m/z 43.10 85.56%

124,40
152166180194208222236250 268

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 AU AR
57 14.40 14.60 14.80 15.00
5000| g m/z 55.10 67.48%

110
0 152166180194208222236250264 282

WWTWWWWT#’TW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal R R R
14.40 14.60 14.80 15.00

m/z 96.05 62.42%

-

5000

110
250

124
138152166180194208222 935

:

T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.95 28.75 ng 469813 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90
Abundance Scan 1169 (14.948 min): BF088916.D (-1165) (-) m/z 57.10 100.00%
57 83
e T AA_,_f\_JAk_.ﬁ/«¥~VN_A_./L\_,f
LN SR DU DU I
139 167 14.60 14.80 15.00 15.20
oL, ‘ A&, l I SPoiyadroeloel . ‘m/z 83.10 87.93%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 L B SRR BN B
14 60 14. 80 15.00 15.20
2 m/z 97.10 87.28%
m/z--> 50 2éo 360 3%0
Abundance
55 83
14.60 14.80 15.00 1520
5000 11 m/z 43.10 80.44%
29
0 139 467 196 224 252 280 308
m/z--> 55 160 150 260 250 360 3%0
Abundance #210517: 1-Heptacosanol  REama e RERRR
57 7 14.60 14.80 15.00 15.20
m/z 55.10 79.45%
5000
125
o 21 ’ | L L1534181 209 236 264 292 320 350 378
m/z--> 5'0 100 150 2(')0 250 3(')0 3&1;0 14 60 14. 80 15. 00 15'20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.44 6.19 ng 101153 Perylene-d12 15.21
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 1.19-Eicosadiene 278 C20H38 014811-95-1 81
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 80
5 Pentadecanal- 226 C15H300 002765-11-9 72

Abundance Scan 1212 (15.440 min): BF088916.D (-1210) (-) m/z 57.10 100.00%

43 8

5000

111 i e e e e
. 137151166180195 211226 243 281 15.20 15.40 15.60 15.80

m/z 82.10 90.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
4

g .

5000

29 1520 15.40 1560 15.80
m/z 43.10 84.10%
124,40 -
ol 152166180194208: 250 268
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
455 | 8
9% SR
15.20 15.40 15.60 15.80
5000 m/z 55.10 65.25%
111
. 27 125 152166180194208222236250 267
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene R AR RRRES T
55 15.20 15.40 15.60 15.80
82 m/z 96.10 63.54%
41
5000
10,5,
0 27 0 | 138152166180194208222236250 278
el S
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1520 15.40 15.60 15.80

8270-BF063016.-M Tue Jul 12 18:00:58 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 _beta.-Tocopherol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.49 4.30 ng 70339 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Tocopherol 416 C28H4802 000148-03-8 95
2 _.delta.-Tocopherol. O-methvl- 416 C28H4802 1000374-72-8 93
3 .aamma.-Tocopherol 416 C28H4802 007616-22-0 91
4 3.4-Dihvdro-3.5.8-trimethvl-3-(4... 458 C30H5003 1000105-71-9 50
5 N,N"-Bis(3-methoxyfluoren-9-ylid... 416 C28H20N202 1000210-76-6 47
Abundance Scan 1216 (15.485 min): BF088916.D (-1214) (-) m/z 151.10 100.00%
151
416
5000
191
43 1690 1540 16 60 1680
69 107128 223 249 273 15.20 15.40 15.60 15.80
0..!“Lt..qﬂ.“n. A B A o B m/z 416.40 57.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #218061: .beta.-Tocopherol
151 416
5000 L AR IR B R
15.20 15.40 15.60 15.80
43 191 m/z 150.10 53.82%
0 J Hﬁ?“‘197;31 C 232 274 302 330 374
m/z--> 50 100 150 200 250 300 350 400
Abundance
416
151
15.20 15.40 15.60 15.80
5000 m/z 191.10 30.83%
191
o 69 91 123 219 260 288 330 374
m/z--> 50 100 150 200 250 300 350 400
Abundance #218064: .gamma.-Tocopherol Al Eama s B
151 15.20 15.40 15.60 15.80
416 m/z 417_.40 17.02%
5000
43 191
oL 69 107931 ‘ | 219246 274 302 330 374
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80

8270-BF063016.-M Tue Jul 12 18:00:59 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.66 13.74 ng 224569 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1231 (15.657 min): BF088916.D (-1228) (-) m/z 57.10 100.00%
7
85
5000
I ISR L BN SO
14147-183 15.40 15.60 15.80 16.00
ol Jo270° B 245266 m/z 71.10 78.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 L B B UL B
1540 15.60 15.80 16.00
13 m/z 85.10 59.60%
0 29\ ‘ Ll m 141 169 197 225 267 295 365 393
m/z--> 5 100 150 200 250 300 350 400
Abundance
57
o 15,40 15.60 15.80 16.00
5000 m/z 43.10 53.20%
29 113
o 141 169 197 225 253 296 “,AWJLJ\\-\I\A¢\‘j\_~\~j\_
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R BEERE BT L
57 15.40 15.60 15.80 16.00
m/z 55.10 23.53%
118 941
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 260 250 300 350 400 1540 15.60 15.80 16.00

8270-BF063016.-M Tue Jul 12 18:01:00 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 n-Tetracosanol-1 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.69 6.18 ng 101008 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 1-Heneicosanol 312 C21H440 015594-90-8 86
3 Cvclopentane. 2-isopropvl-1.3-di... 140 C10H20 032281-85-9 58
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 53
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 53
Abundance Scan 1234 (15.691 min): BF088916.D (-1233) (-) m/z 97.10 100.00%
57 g7
5000 va\xﬂ/L\J“JNA\\MA\NNN,,\,\
ahl 10167 1900, 232 15140 1560 1580 1600
0 m/z 83.10 96.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 1l L B BRI SULRLN B
15.40 15.60 15. 80 16. oo
m/z 57.10 93.97%
29
ok il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
' 15.40 15.60 15.80 16.00
5000 111 m/z 69.10 88.36%
29
o 139 167 196 238 266 204 N/wx\le\ﬁ,\IV\A\J\W_%\/ka
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethy!- e e ERRES BE s
5 15.40 15.60 15.80 16.00
97 m/z 55.10 85.44Y%
5000
27
7 125
0 o O o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15'40 15. 60 15. 80 16. oo

8270-BF063016.-M Tue Jul 12 18:01:00 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.34 9.82 ng 160559 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 93
2 Octadecanal 268 C18H360 000638-66-4 90
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 76
5 1,19-Eicosadiene 278 C20H38 014811-95-1 74
Abundance Scan 1291 (16.343 min): BF088916.D (-1288) (-) m/z 57.10 100.00%

7 2

:

5000

278 UMD SRR
16.00 16.20 16.40 16.60
m/z 82.10 95.85%

138

152166 187 207 229 250

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
41 55
82 96
5000 278 LA L L L L L LB L L B

16.00 16.20 16.40 16.60
m/z 43.10 84.20%

10124
1381521661801942082222362°0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance M
43 57 82
9% NN ALUARAE
16.00 16.20 16.40 16.60
5000 m/z 55.10 67 .80%

29
110

24
138152166180194208222 250 Hpg

A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- R R Bmman
2 16.00 16.20 16.40 16.60

9 m/z 96.10 66.92%

5000
110

%

152166180194208222236250264 282
L e BB e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 00 16 20 16.40 16.60

8270-BF063016.-M Tue Jul 12 18:01:01 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Eicosane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.61 3.54 ng 57837 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 86
2 Octacosane 394 C28H58 000630-02-4 83
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80
Abundance Scan 1314 (16.605 min): BF088916.D (-1312) (-) m/z 57.10 100.00%
g7
5000 MM
2 197217 263 g 16170 1640 15,60 1580 1760
0 m/z 71.10 71.89%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141430: Eicosane, 2-methyl-
57
5000 85 NV U I
16:20 16.40 16.60 16.80 17.00
29 13 253 m/z 43.10 54 .74%
ol2 Ll e s |
m/z--> 0 50 100 150 200 250 300 350
Abundance
57
16.20 16.40 16.60 16.80 17.00
5000 g5 m/z 85.10 51.70%
29
ol by M7 166 07 225 255 2 200 307 265 204 Wﬂwﬁkwm
m/z--> 0 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7- hexyl LI NI BB B LA
57 16.20 16.40 16.60 16.80 17.00
m/z 55.10 25.14%
= i \n_A“_}\q\,J\_fN/\vA\N_f»J’\A
o ‘ J | | M3 141 182 513 o5 281 308 337
m/z--> 0 50 100 150 200 250 300 350 ' 16.20 16,40 16.60 16.80 17.00

8270-BF063016.-M Tue Jul 12 18:01:02 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Trifluoroacetic acid, penta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.69 6.30 ng 102910 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 87
2 Chloroacetic acid. dodecvl ester 262 C14H27CI102 006316-04-7 83
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 72
4 Chloroacetic acid. tetradecvl ester 290 C16H31CI02 018277-86-6 68
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 62

Abundance Scan 1321 (16.685 min): BF088916.D (-1317) (-) m/z 97.10 100.00%

i

5000 4

16.40 16.60 16.80 17.00
m/z 57.10 96.65%

125 153169185 215 263
0 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164113: Trifluoroacetic acid, pentadecyl ester

7
83

F

16.I4O 16!60 16.I80 17.I00
m/z 83.10 94.32%

5000

140 166182 210 937255

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

83
55 R o A e
16.40 16.60 16.80 17.00
5000 111 m/z 55.10 86.09%
140
168
ol 29 196213

memmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane Al Bmma s B
16.40 16.60 16.80 17.00

m/z 69.10 78.76%

5000

?

125

154 180196 224 9251 269
B e L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl17.03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.03 6.98 ng 114102 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Pvrimidinamine. 2-chloro-4-eth... 173 C6H8CIN30 054484-70-7 10
2 6-0Octen-1-one. 3-ethenvl-1-phenvl- 228 C16H200 065564-67-2 10
3 1.3.4-Thiadiazol-2-amine. 5-trif... 273 C11H10F3N3S 284488-18-2 10
4 1H-Pvrazole-4-sulfonamide. N-(2.... 273 C10H9F2N302S 1000319-53-0 9
5 6-Methyl-1,5-dihydroimidazo[4,5-... 173 C8H7N5 095467-05-3 9
Abundance Scan 1351 (17.028 min): BF088916.D (-1347) (-) m/z 43.10 100.00%
48
105 159
5000 8l 231255 303 45
31 M4 HRAUUAA N U B
|H M ||| 16.80 17.00 17.20 17.40
ob— - R L e R m/z 105.10 61.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #40702: 5-Pyrimidinamine, 2-chloro-4-ethoxy-
145
173
5000 LI UL B UL B
117 mmﬂmﬂmﬂm
28 m/z 159.10 61.48%
s e
m/z--> 50 100 150 200 250 300 350 400
Abundance
105
" 16,80 17.00 17,20 17.40
5000 m/z 145.10 59.49Y%
77
a1 159
o 131 179199 228
m/z--> 55 160 150 260 250 300 3%0 460
Abundance #121493: 1,3,4-Thiadiazol-2-amine, 5-trifluoromethyl-N-(2,... R B A B
145 16.80 17.00 17.20 17.40
m/z 95.10 48.70%
177
5000 77 273
118 I
0,,u. B T R B
m/z--> 100 150 200 250 300 350 400 16.80 17. oo 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Hexadecanal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.59 3.53 ng 57633 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal 240 C16H320 000629-80-1 72
2 1.19-Eicosadiene 278 C20H38 014811-95-1 72
3 Pentadecanal- 226 C15H300 002765-11-9 43
4 9-Borabicvclol3.3.11nonane. 9-hv... 138 C8H15B0O 063366-65-4 30
5 m-Fluoroanisole 126 C7H7FO 000456-49-5 30

Abundance Scan 1400 (17.588 min): BF088916.D (-1397) (-) m/z 57.10 100.00%

5000

17.20 17.40 17.60 17.80 18.00
m/z 82.05  87.75%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94314: Hexadecanal

I I I I I
17.20 17.40 17.60 17.80 18.00
110,,, m/z 43.10 80.19%

138]_52166180 196 222

5000

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
82 N
a1 9% 17.20 17.40 17.60 17.80 18.00
5000 m/z 83.10 78.39%
10,5,
27 138152166180194208222236250 278

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

Abundance #82955: Pentadecanal- A ERmEa mEa S
17.20 17.40 17.60 17.80 18.00
m/z 96.05 73.84%

5000

110
124135157

I T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088916.D

Aca On 11 Jul 2016 23:18

Operator : UM/SJ

Sample : H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Pyrene, hexadecahydro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.33 11.61 ng 189731 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 86
2 (1S.6R.95)-5.5.9.10-Tetramethvlt... 218 C16H26 1000298-97-8 72
3 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 53
4 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 52
5 2(3H)-Naphthalenone, 4,4a,5,6,7,... 218 C15H220 019598-45-9 49
Abundance Scan 1465 (18.331 min): BF088916.D (-1460) (-) m/z 218.20 100.00%
218

5000 43 189203

—

69 95 119135

257 304 18.00 18.20 18.40 18.60
m/z 43.10 43.18%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75967: Pyrene, hexadecahydro-

3

18.IOO 18.I20 18.I40 18!60
m/z 203.20  36.33%

5000

0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

108 218
136 162 203 18.00 18.20 18.40 18.60
5000 m/z 189.10 32.89%
0 o1
69 188

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di... R B R e
18.00 18.20 18.40 18.60
m/z 69.10 27 .31%

-

5000

%

0 B e e o e e A RERE

! T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.00 18.20 18.40 18.60

8270-BF063016.-M Tue Jul 12 18:01:06 2016 Page: 20



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
Data File : BF088916.D

Acq On 11 Jul 2016 23:18

Operator : UM/SJ

Sample - H3921-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4._.86 4.1 ng 75585 1 6.71 370524 20.0
unknown6 .48 6.48 67.5 ng 1249630 1 6.71 370524 20.0
Trichloroacetic a... 13.70 4.4 ng 132781 5 13.84 600671 20.0
Pentafluoropropio... 14.34 7.2 ng 216937 5 13.84 600671 20.0
Cyclohexane, 1,2,... 14.65 4.1 ng 67042 6 15.21 326876 20.0
Oxirane, hexadecyl- 14.75 12.6 ng 206605 6 15.21 326876 20.0
1-Heneicosanol 14.95 28.8 ng 469813 6 15.21 326876 20.0
Octadecanal 15.44 6.2 ng 101153 6 15.21 326876 20.0
-beta.-Tocopherol 15.49 4.3 ng 70339 6 15.21 326876 20.0
2-methyloctacosane 15.66 13.7 ng 224569 6 15.21 326876 20.0
n-Tetracosanol-1 15.69 6.2 ng 101008 6 15.21 326876 20.0
Bicyclo[10.8.0]ei... 16.34 9.8 ng 160559 6 15.21 326876 20.0
Eicosane, 2-methyl- 16.61 3.5 ng 57837 6 15.21 326876 20.0
Trifluoroacetic a... 16.69 6.3 ng 102910 6 15.21 326876 20.0
unknownl17.03 17.03 7.0 ng 114102 6 15.21 326876 20.0
Hexadecanal 17.59 3.5 ng 57633 6 15.21 326876 20.0
Pyrene, hexadecah... 18.33 11.6 ng 189731 6 15.21 326876 20.0
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