LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : J1391-03 AU-05-022018-B

ALS Vial : 14 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-BF020318.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.146 4 10 23 rVB 1115450 1466194 25.84% 2.774%
2 5.110 511 514 526 rVB 111796 154097 2.72% 0.291%
3 5.504 576 581 584 rBY 3751223 3831446 67 .53% 7.248%
4 6.510 747 752 761 rBVY 3190230 3794116 66.87% 7.177%
5 6.651 771 776 779 rBVY 3780937 3708547 65.37% 7.015%
6 6.875 811 814 818 rVB 1269610 1128736 19.90% 2.135%
7 6.981 826 832 835 rBV5 40347 67533 1.19% 0.128%
8 7.034 835 841 844 rBVY 3018977 2759436 48.64% 5.220%
9 7.139 857 859 863 rVB2 76769 77567 1.37% 0.147%
10 7.216 866 872 874 rvv4 35178 67345 1.19% 0.127%

11 7.269 874 881 883 rvv3 78320 108878 1.92% 0.206%
12 7.410 899 905 906 rBVv3 115286 153194 2.70% 0.290%
13 7.439 906 910 918 rVvB 2357528 2607073 45.95% 4.932%
14 7.516 918 923 926 rBv4 98250 139574 2.46% 0.264%
15 7.569 926 932 935 rBv4 64072 121178 2.14% 0.229%

16 7.616 935 940 943 rBV6 42325 61523 1.08% 0.116%
17 7.645 943 945 948 rVB3 96338 77690 1.37% 0.147%
18 7.751 959 963 965 rBV3 43949 60621 1.07% 0.115%
19 7.792 968 970 974 rvv3 82368 101762 1.79% 0.192%
20 7.833 974 977 980 rVB4 47686 59176 1.04% 0.112%
21 7.898 984 988 993 rBv4 132893 162050 2.86% 0.307%
22 7.975 998 1001 1003 rvv3 67945 77236 1.36% 0.146%
23 8.028 1007 1010 1013 rVvB2 98390 92888 1.64% 0.176%

24 8.133 1025 1028 1029 rBV 128417 118766 2.09% 0.225%
25 8.157 1029 1032 1038 rVV 1464689 1448781 25.54% 2.741%

26 8.210 1038 1041 1044 rvB2 298832 265808 4.69% 0.503%

27 8.239 1044 1046 1049 rBV3 93619 92506 1.63% 0.175%
28 8.304 1054 1057 1060 rBV3 54735 70411 1.24% 0.133%
29 8.357 1063 1066 1068 rvB3 102911 85143 1.50% 0.161%
30 8.445 1077 1081 1085 rvB4 167832 190435 3.36% 0.360%
31 8.492 1086 1089 1093 rBV5 49601 72100 1.27% 0.136%
32 8.528 1093 1095 1099 rvB4 71637 92359 1.63% 0.175%
33 8.569 1099 1102 1104 rBV 315357 240493 4.24% 0.455%
34 8.663 1115 1118 1120 rBV2 98246 91458 1.61% 0.173%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : J1391-03 AU-05-022018-B

ALS Vial : 14 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-BF020318.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 8.692 1120 1123 1125 rVVv4 60176 66674 1.18% 0.126%

36 8.739 1129 1131 1135 rVvV2 156163 129953 2.29% 0.246%
37 8.833 1145 1147 1151 rVB2 108274 125644 2.21% 0.238%

38 8.875 1151 1154 1156 rBV2 79090 79759 1.41% 0.151%
39 8.933 1161 1164 1166 rBv4 53461 66415 1.17% 0.126%
40 8.975 1168 1171 1174 rVB2 105118 90112 1.59% 0.170%
41 9.022 1177 1179 1183 rBv4 67320 95865 1.69% 0.181%
42 9.057 1183 1185 1189 rVB3 75568 102098 1.80% 0.193%
43 9.098 1189 1192 1195 rBV3 65657 62255 1.10% 0.118%

44 9.169 1202 1204 1207 rBV 301241 228537 4._.03% 0.432%
45 9.233 1211 1215 1218 rBV 3576701 3221439 56.78% 6.094%

46 9.304 1224 1227 1230 rBV 216777 217624 3.84% 0.412%
47 9.380 1238 1240 1243 rVB3 79261 62710 1.11% 0.119%
48 9.498 1256 1260 1264 rBV2 90967 121198 2.14% 0.229%
49 9.569 1269 1272 1276 rVvVv4 101753 176455 3.11% 0.334%
50 9.622 1278 1281 1284 rVV 424869 428241 7.55% 0.810%

51 9.686 1289 1292 1294 rBV3 61233 63264 1.12% 0.120%
52 9.775 1304 1307 1310 rVB3 60952 57906 1.02% 0.110%
53 9.833 1310 1317 1321 rBV 239382 249646 4._.40% 0.472%
54 9.916 1325 1331 1335 rBV 1550475 1346942 23.74% 2.548%
55 10.016 1345 1348 1352 rBvV4 45383 64720 1.14% 0.122%

56 10.063 1352 1356 1359 rBv4 40660 58461 1.03% 0.111%
57 10.157 1368 1372 1375 rVVv2 92526 103264 1.82% 0.195%
58 10.333 1396 1402 1405 rBV 237312 233760 4.12% 0.442%
59 10.392 1409 1412 1417 rVB7 33752 59171 1.04% 0.112%
60 10.451 1417 1422 1426 rBV7 25311 57371 1.01% 0.109%

61 10.551 1434 1439 1442 rBV 120663 143249 2.52% 0.271%
62 10.704 1462 1465 1475 rVB 1670324 1802055 31.76% 3.409%
63 10.804 1479 1482 1488 rBV 189187 242793 4.28% 0.459%
64 11.251 1555 1558 1561 rBV 69859 64804 1.14% 0.123%
65 11.286 1561 1564 1570 rVB2 53203 65707 1.16% 0.124%

66 11.404 1580 1584 1593 rBV 1266901 1139393 20.08% 2.155%
67 11.786 1645 1649 1652 rBV 2420898 2074546 36.57% 3.924%
68 11.921 1668 1672 1676 rBV 89647 101307 1.79% 0.192%
69 12.474 1761 1766 1768 rBV 4845660 5673463 100.00% 10.732%
70 12.498 1768 1770 1776 rVVv2 4098703 3856651 67.98% 7.295%

71 12.574 1780 1783 1787 rVB 1133367 900260 15.87% 1.703%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

3?22'6 i J1391-03 AU-05-022018-B
ALS Vial : 14 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-BF020318.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.810 1819 1823 1827 rBV3 53196 61715 1.09% 0.117%
73 12.986 1849 1853 1857 rBV 2330161 2390375 42.13% 4.522%
74 13.298 1903 1906 1909 rBV 92422 70761 1.25% 0.134%
75 13.868 2000 2003 2008 rBV 707198 729742 12.86% 1.380%
76 13.968 2017 2020 2023 rBV 91451 89254 1.57% 0.169%
77 14.051 2030 2034 2042 rBV 981405 1011195 17.82% 1.913%
78 14.504 2108 2111 2117 rBV3 68966 96999 1.71% 0.183%

79 14.886 2173 2176 2180 rVB 334799 314419 5.54% 0.595%
80 15.539 2283 2287 2294 rVB 628363 819427 14.44% 1.550%

Sum of corrected areas: 52863719
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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\BF022118\

BF103139.D

21 Feb 2018 16:32

SJ/Ju

J1391-03

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

AU-05-022018-B

Abundance

4000000

3000000

2000000

.15
1000000

TIC: BF103139.D

5.50

5.11

6.65

6.51 703

6.87

7.44

127 TS

0

Time-->

4.50

5.00

™1
2.50

3.00

3.50

4.00

7.00

Abundance

4000000

3000000

TIC: BF103139.D

9.23

47
.50

11.79

2000000

9.92 10.70

8.16

12.99

1000000

11.40

. 11,L92

A A
T T T LI B B E DL

2.57

12.81

13.30

ol
Time-->

I
8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

13.50

Abundance

4000000

3000000

2000000

1000000

13.87 15.54
14.89
3 14.50

TIC: BF103139.D

14.05

Time-->

14.00

17.50 18.

16.00 16.50 17.00

14.50

15.00 15.50

00 18.50

19.00

8270-BF020318.

M Thu Feb 22 09:47:09 2018

Page: 4




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.15 25.98 ng 1466190 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.151 min): BF103139.D (-4) (-) m/z 73.00 100.00%

n
5000 43
55 87

220 230 240 2.50 2.60

ol S0 e M/Z 42.95  41.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LU LI L L L L LIS B

43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 30.85%

29
| 35 |, 67 ||, 80
0.,....,....,....,....,....,....,....,....,....,....,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87

2.20 2.30 2.40 2.50 2.60

5000 a1 55 m/z 87.00 24 _38%
29
0 47 67 79 97 112 129
R Ll A B A BEARE G
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1997: Silane, tetramethyl- AR Ea R aas man
73 220 230 2.40 2.50 2.60

m/z 40.95 13.10%

5000
29 37 ‘\ 53 59 65 || 80 88
L ==

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

Sample : J1391-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

5.11 2.73 ng 154097 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 514 (5.110 min): BF103139.D (-511) (-) m/z 43.00 100.00%
43
59
5000
1 480 500 520 540
oo Sl e /7 59.00 59,680
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L L LR L
59 480 500 520 540
m/z 101.00 18.83%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
AR SRR LA RS IR LR AR RRARS INALEA RN SURAN B BN SARANBARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 17.46%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #217: Acetone T T R TP
43 480 5.00 5.20 5.40
m/z 41.00 7.32%
5000
58
15 27
0'”P“'P““'”ﬁL'W””I“”P”'P”W”'W””I””P'“P”'P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 unknown6.65 Concentration Rank 3

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

6.65 65.71 ng 3708550 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 776 (6.651 min): BF103139.D (-771) (-) m/z 132.00 100.00%
5000 68
6 TTTTTTT T T T T T T T T
40 54 | 75 104 6.40 6.60 6.80 7.00
o N I - O -/ AN Ml E S | N m/z 68.00 39.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR S R R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.28%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.47%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole e

132 6.40 6.60 6.80 7.00
m/z 69.00 14 _.79%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 5 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 20

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

7.90 2.24 ng 162050 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 70
2 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 70
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 70
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 62
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 62

Abundance Scan 988 (7.898 min): BF103139.D (-984) (-) m/z 118.95 100.00%
119
5000 43 57 134

7.60 7.80 8.00 8.20

145 158

01 m/z 134.00 43 .50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
7.60 7.80 8.00 8.20
01 m/z 57.00 42.52%
39
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
T T T
7.60 7.80 8.00 8.20
5000 m/z 43.00 39.47%

134

27 39 5 g5 77 91 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #14869: Benzene, 1,2,3,4-tetramethyl- R Bt o e S
119 7.60 7.80 8.00 8.20

m/z 116.95 33.98%
134
5000
91
41 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Undecane, 2,6-dimethyl- Concentration Rank 12

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

8.21 3.67 ng 265808 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 90
2 Dodecane. 6-methvl- 184 C13H28 006044-71-9 83
3 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 72
4 Tridecane. 7-methvl- 198 C14H30 026730-14-3 64
5 Undecane, 5-ethyl- 184 C13H28 017453-94-0 64

Abundance Scan 1041 (8.210 min): BF103139.D (-1038) (-) m/z 57.00 100.00%
g7
5000 43 -

7.80 8.00 8.20 8.40 8.60

85 % 113 137140149 169

0 e T m/z 43.00 38.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
| \‘\,ﬁ
5000 43 | NI LI L L LB LB L
71 7.80 8.00 8.20 8.40 8.60
m/z 71.00 34 .52%
98
0 ‘\ | 8 %% 113 157 141 154 169 184
T T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
7.80 8.00 8.20 8.40 8.60
5000 43 m/z 41.00 21.60%
71
29 98
o 85 M2 196 140 155 169 184 L\Aﬂ
B LA B B B T e I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48890: Decane, 2,5,9-trimethyl- A B o
57 7.80 8.00 8.20 8.40 8.60
m/z 56.00 13.33%
5000 43
71
I & %o
0..,....,....,....,....,....,....,....,....,... Mg SNBSSt
m/z--> 20 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 unknown8.45 Concentration Rank 18

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

8.45 2.63 ng 190435 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 49
2 Cvclohexane. hexvl- 168 C12H24 004292-75-5 43
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 43
4 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 43
5 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18 085006-04-8 43

Abundance Scan 1082 (8.451 min): BF103139.D (-1077) (-) m/z 57.00 100.00%
57
41 83
145
5000 71
5 105 12050 | 360 a7 "3k G0 5ho by
o e Ay L w7z 83.00 68.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83
55
5000 IR RN RN RN

8.20 8.40 8.60 8.80
m/z 41.00 62.21%

97109 125 140 153 168

0...,..”,....,”..f...m....,..”,....,m..,....“
m/z--> 20 80 100 120 140 160 180 200
Abundance
83
R B
8.20 8.40 8.60 8.80
5000 55 m/z 43.00 59.84%
41 67
168
ol 15 29 97 111 125 140
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58302: Cyclohexane, octyl- A B w s ma s S
83 8.20 8.40 8.60 8.80
55 m/z 145.10 50.19%
5000
41
o > M | 97 112125 139 168 1%
”.,....,”..,...w....,..”,....,”..,...w....,.
m/z--> 20 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Octane, 3,6-dimethyl- Concentration Rank 15

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

8.57 3.32 ng 240493 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 72
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
3 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 64
4 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 64
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 59

Abundance Scan 1102 (8.569 min): BF103139.D (-1099) (-) m/z 57.00 100.00%
71
P g7 13 127 139 155 168 180 820 840 860 880 9.00
o il L 127,189 195 168 180 | rz7 71,00 63.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19198: Octane, 3,6-dimethyl-
57
5000 AR RAREE RARRE LR N
43 820 8.40 8.60 880 9.00
29 113 m/z 43.00 48.12%
miz--> b h e @ e Do w1 i
Abundance
57
43 - 820 840 8.60 880 9.0
5000 m/z 41.00 26.49%
29 113
ol 15 8 o7 127 142 fﬁVAAV»AVﬂVVUhkNMA/J&AAWJ”
miz--> 20 40 60 80 100 120 140 160 180
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester L B o
57 820 8.40 8.60 8.80 9.00
71 m/z 56.00 20.93%
5000 43
85 113
0 2‘9 ‘\ ‘\ ! Ll L, %9 | 126 1$5
m/z--> 20 40 60 80 100 120 140 160 180 820 8.40 8.60 880 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

Sample : J1391-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

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

9.17 3.39 ng 228537 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 91
2 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 83
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 78
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 78
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 72

9 Dodecane, 2,7,10-trimethyl-

Concentration Rank 14

Meosodihd

m/z 57.00 100.00%

8.80 9.00 920 9.40 960

|

m/z 71.00 74 .15%

880 9.00 920 9.40 960

m/z 43.00 50.37%

8.80 9.00 9.20 9.40 9.60

m/z 41.00 31.00%

8.80 9.00 9.20 9.40 9.60

Abundance Scan 1204 (9.169 min): BF103139.D (-1202) (-)
q7
so00] 43
o 9113 ;31145159 153
S RAamasmazoE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
43
5000
o 99113 141455 183197
A e e e A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
5000
85
o 99113 141155 183197211226 253267281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57
43
5000
29 85 ,
bl |y | 99113 141155169 197
T P T T R T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 85.00 28 .58%

8.80 9.00 9.20 9.40 9.60

8270-BF020318.M Thu Feb 22 09:47:14 2018

AU-05-022018-B
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Sulfurous acid, butyl decyl... Concentration Rank 16

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

9.30 3.23 ng 217624 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 78
2 Tetradecane 198 C14H30 000629-59-4 76
3 Nonadecane 268 C19H40 000629-92-5 72
4 Hexacosane 366 C26H54 000630-01-3 72
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72

Abundance Scan 1226 (9.298 min): BF103139.D (-1224) (-) m/z 57.00 100.00%
57
43
5000 71
‘ 85
111 193 9.00 9.20 9.40 9.60
ol A 126740 1oL 119 m/z 43.00 73.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #125656: Sulfurous acid, butyl decyl ester
57
5000 a3 LB 9.00 9.20 940 9.60
m/z 41.00 44 _67%
29 99
oo A P M s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 BRI R
71 9.00 9.20 9.40 9.60
5000 85 m/z 71.00 42.98%
29
15 99113127141155169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane RS B B B et
9.00 9.20 9.40 9.60
m/z 55.00 34.63%

5000

99

113127141155169183197
.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.00 9.20 9.40 9.60

8270-BF020318.M Thu Feb 22 09:47:15 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Naphthalene, 1,7-dimethyl- Concentration Rank 19

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

9.57 2.62 ng 176455 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
2 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 97
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 1272 (9.569 min): BF103139.D (-1269) (-) m/z 156.05 100.00%
141
5000
9.20 9.40 9.60 9.80
of m/z 141.00 92.79%
m/z--> 20 40 60 8 100 120 140 160 180
Abundance #28474: Naphthalene, 1,7-dimethyl-
141 196
5000
9.20 9.40 9.60 9.80
115 m/z 155.00 35.20%
63 77 128
T A . IS N O |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
9.20 9.40 9.60 9.80
5000 m/z 115.00 20.22%
115
27 39 51 63 "0 gg 1o, | 128
O T e S i S N
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28500: Naphthalene, 1,6-dimethyl- A e e
156 9.20 9.40 9.60 9.80
a1 m/z 153.00 16.79%
5000
115 10
EURL 0 N0 |
m/z--> 20 40 60 8 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Hexadecane Concentration Rank 11

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

9.83 3.71 ng 249646 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 80
4 Tridecane 184 C13H28 000629-50-5 78
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 72

Abundance Scan 1316 (9.827 min): BF103139.D (-1310) (-) m/z 57.00 100.00%
57
5000
4 85
112 193 9.60 9.80 10.00 10.20
0 ...,....',...| ,.I.':.,n'.‘...-',....,1.2:?.}‘.‘?.1.?9... e || M7z 43.00 69 77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
57
5000 RS L RN BRI U
g5 9.60 9.80 10 00 10 20
4 m/z 71.00 53.19%
o 26 L L ¢ w 113 141 169184 226
m/z--> 25 45 eb éo 160 150 150 1éo 180 200 220 240 2éo 2éo '
Abundance
57
" '9.60 9.80 10.00 10.20
5000 A 85 m/z 41.00 35.59Y%
o 26 113 141 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl- R N SN RmEEs me
57 9.60 9.80 10.00 10.20
m/z 85.00 31.79%
5000
4
85
o I ‘ L ‘ L 113 141456 183 211226 253 281296
m/z--> 25 45 eb éo 160 150 150 1éo 180 200 220 240 2éo 2éo ' 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.33 3.47 ng 233760 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane 184 C13H28 000629-50-5 80
5 Decane, 3-methyl- 156 C11H24 013151-34-3 74
Abundance Scan 1401 (10.327 min): BF103139.D (-1396) (-) m/z 57.00 100.00%
57
43
5000
113 155 170 10.00 10.20 10.40 10.60
o 126 140 81 207 m/z 43.00 67.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane
57
43
71
5000 SRR R DR AREE
85 mmmmmmmm
29 m/z 71.00 50.35%
98 112 127 170
obts [ | ) | Burwraw 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
10.'00 10.'20 10.'40 10.I60 '
5000 71 m/z 84.95 32.58%
85
29
0 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 150 1é0 1éo 200 250
Abundance #59879: Tetradecane B ARES S ARt L
57 10.00 10.20 10.40 10.60
43 - m/z 41.00 28.49Y%
5000 85
29 ‘ 99
0 Y ol A2 R N B SRSttt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1000 1020 1040 1060

8270-BF020318.M Thu Feb 22 09:47:19 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

Sample : J1391-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.79 36.41 ng 2074550 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
2 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 91
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 1650 (11.792 min): BF103139.D (-1645) (-) m/z 74.00 100.00%
!
5000
43
T o7 ws20 | ermassionnss® 11140 1160 11,80 12,00 12,20
115 171185199 241 270 . . . . .
NI ....','....,..'..,|...1‘.57.... Do | At 20 Wz 87.00 75520
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 SR BULILE BN BN I
43 11040 11.60 11.80 12.00 12.20
7 143 m/z 43.00 31.98%
. TM || 8810195129 157171185199213227241 270
m/z--> 20 45 60 80 100 120 140 160 180 200 220 250 260
Abundance
74
11.40 11.60 11.80 12.00 12.20
5000 m/z 55.00 29.80%
55
4 43 g
oL 88101115129 1577 185199214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester PP P TP T T
74 11.40 11.60 11.80 12.00 12.20
m/z 41.00 22 .55%
5000 43
\ 97111 129143 171185199 227 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11140 11.60 11.80 12.00 12.20

8270-BF020318.M Thu Feb 22 09:47:19 2018

AU-05-022018-B

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.47 99.59 ng 5673460 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1765 (12.468 min): BF103139.D (-1761) (-) m/z 66.95 100.00%
67 o1
5000 4t
109 I I U
150164 263 12.20 12.40 12.60 12.80
o |----| 178192206220234 294 n/z 81.00 29 66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
5000 LR UL BULRLLE UL UL
6 nmnmnmnm
m/z 55.00 72 .62%
bl 10 135149164775
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
41 USRI SRR BN SRR
95 12.20 12.40 12.60 12.80
5000 m/z 94.95 53.79%
109
o il 123 180164175 223 263 79294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate R
nmnmnmnm
m/z 41.00 51.82%
5000
109 294
0 i 135150164178192206220234 262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 'iééolié4b'iééd iééd"
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.50 67.70 ng 3856650 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99

Abundance Scan 1770 (12.498 min): BF103139.D (-1768) (-) m/z 55.00 100.00%

5000

_é}::zzgz;

111 64 R = ———

187157 180, 222 296 12.20 12.40 12.60 12.80
o} m/z 69.00 58.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester

%

12!20 12.I40 12!60 12.I80
m/z 41.00 56.01%

5000

04

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

55
41 IIIIIIIIIIIIIIIIIIIIII
74 12.20 12.40 12.60 12.80
5000 m/z 74.00 55.56%
97 264
111
27 222
138152 180 207 236 o7g 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester R B e
12.20 12.40 12.60 12.80
m/z 83.05 51.26%

5000

264

111
138152 180 57222554 278 296

0 R e e e EERE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

Sample : J1391-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Methyl stearate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.57 15.80 ng 900260 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 94
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
5 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 91
Abundance Scan 1782 (12.568 min): BF103139.D (-1780) (-) m/z 73.95 100.00%
!
5000 43
9 12.20 12.40 12.60 12.80
o} m/z 87.00 70.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74 /K
5000 USRS UL UM B
143 o 298 12.20 12.40 12.60 12.80
43 ‘ 199 m/z 43.00 41.73%
9
W 0 N W - S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12.20 12,40 12.60 12.80
5000 m/z 55.00 30.87%
5 143 199
o 29 101 455 171 214 242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methy! ester T T
74 12.20 12.40 12.60 12.80
m/z 41.00 24 .05%
5000
28 43
143 255 298
0 ” Bo || | 100 155 | ‘171‘1?9‘227 27
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Octacosanol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.87 14.43 ng 729742 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91

Abundance Scan 2003 (13.868 min): BF103139.D (-2000) (-) m/z 57.00 100.00%
5000 11
SR AR SUNIUE SR B
139 13.60 13.80 14.00 14.20
ol LD 168 210030052 280 a8 o"UEet0p 93220
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57
97
5000 LR B SULRL L B
13.60 13.80 14.00 14.20
HS m/z 43.00 89.06%
0 Z?A‘J d m m ‘ 153 181 209 236 264 292 322 364 392
m/z--> 50 150 200 250 300 350 '
Abundance
57
83 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 11 m/z 83.00 82.47%
29 139 182 210 55 356
Ol e T e T e T T
I S NS00 A AR AR e R .
Abundance #155046: 1-Heneicosanol L BRI T et
55 83 13.60 13.80 14.00 14.20
m/z 69.00 67.97%
5000 111
oL ] ‘ ‘ 1 1% 167 106 238 266 294 \Aﬁw,¢~d_h~ﬂj
m/z--> 50 100 1éo " 200 250 300 350 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103139.D

Aca On : 21 Feb 2018 16:32

Operator : SJ/JU

ﬁ?ggle i J1391-03 AU-05-022018-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.89 7.67 ng 314419 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 90
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 (.+/-.)-Lavandulol. pentafluorop... 300 C13H17F502 1000352-63-1 64
5 Farnesol, acetate 264 C17H2802 1000352-67-2 64
Abundance Scan 2177 (14.892 min): BF103139.D (-2173) (-) m/z 69.00 100.00%
6o
5000
41 S
9137 14,60 14.80 15.00 15.20
Ol ..1[1,...1.1.17?.,2]1.7.2]46..?8? || M/Z 81.00  49.17%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
5000 L B UL SULRILS SR
14,60 14.80 15.00 15.20
41 m/z 41.00 24 _.01%
o ) ‘\FM“A 191 231 273301 341368 410
[T III""IIIII rTTTTTTTTTTT T T T T T T T T T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
14.60 14.80 15.00 1520
5000 m/z 95.00 13.59%
41
137
o 109 175208231 273 341
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... L B L B L B L B
69 14.60 14.80 15.00 15.20
m/z 137.05 10.62%
5000
a1 137
0 [, do1 245273301 341368 409436 477504 546
mz-> 0 55 160 150 200 250 300 350 400 450 500 séo 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF022118\

Data File : BF103139.D

Acq On : 21 Feb 2018 16:32 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : J1391-03 AU-05-022018-B

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
Quant Title : 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]
Butane, 2-methoxy... 2.15 26.0 ng 1466190 1 6.87 1128740 20.0
2-Pentanone, 4-hy... 5.11 2.7 ng 154097 1 6.87 1128740 20.0
unknown6 .65 6.65 65.7 ng 3708550 1 6.87 1128740 20.0
Benzene, 1,2,4,5-._.. 7.90 2.2 ng 162050 2 8.16 1448780 20.0
Undecane, 2,6-dim... 8.21 3.7 ng 265808 2 8.16 1448780 20.0
unknown8 .45 8.45 2.6 ng 190435 2 8.16 1448780 20.0
Octane, 3,6-dimet... 8.57 3.3 ng 240493 2 8.16 1448780 20.0
Dodecane, 2,7,10-... 9.17 3.4 ng 228537 3 9.92 1346940 20.0
Sulfurous acid, b... 9.30 3.2 ng 217624 3 9.92 1346940 20.0
Naphthalene, 1,7-... 9.57 2.6 ng 176455 3 9.92 1346940 20.0
Hexadecane 9.83 3.7 ng 249646 3 9.92 1346940 20.0
Dodecane 10.33 3.5 ng 233760 3 9.92 1346940 20.0
Hexadecanoic acid... 11.79 36.4 ng 2074550 4 11.40 1139390 20.0
9,12-Octadecadien... 12.47 99.6 ng 5673460 4 11.40 1139390 20.0
11-Octadecenoic a... 12.50 67.7 ng 3856650 4 11.40 1139390 20.0
Methyl stearate 12.57 15.8 ng 900260 4 11.40 1139390 20.0
Octacosanol 13.87 14.4 ng 729742 5 14.05 1011200 20.0
Supraene 14.89 7.7 ng 314419 6 15.54 819427 20.0
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