LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 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-BF022218.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 17 rVB 250132 343697 2.50% 0.482%
2 5.104 510 513 524 rVB 141709 153034 1.11% 0.215%
3 5.504 576 581 599 rVB 3856897 3914361 28.50% 5.492%
4 6.510 748 752 765 rBVY 3299562 3914880 28.51% 5.492%
5 6.645 771 775 779 rBVY 3707115 3740120 27.23% 5.247%
6 6.698 781 784 787 rVV 183603 147031 1.07% 0.206%
7 6.875 810 814 817 rBVY 1322519 1083131 7.89% 1.520%
8 7.033 834 841 844 rBVY 2916051 2895298 21.08% 4.062%
9 7.439 906 910 912 rVV 2635063 2566114 18.68% 3.600%
10 7.457 912 913 917 rVV 447514 294477 2.14% 0.413%

11 7.892 984 987 990 rBV2 167984 152891 1.11% 0.214%
12 8.127 1024 1027 1029 rBV 557369 446653 3.25% 0.627%
13 8.157 1029 1032 1037 rVV 1568473 1416810 10.32% 1.988%
14 8.204 1037 1040 1043 rVvB2 265072 244818 1.78% 0.343%
15 8.439 1076 1080 1084 rBv4 205301 235254 1.71% 0.330%

16 8.563 1098 1101 1104 rVvB2 261417 201944 1.47% 0.283%
17 8.657 1114 1117 1120 rBV 263866 230472 1.68% 0.323%
18 8.733 1128 1130 1135 rVV 707076 605981 4.41% 0.850%
19 8.816 1142 1144 1150 rVB4 117506 183768 1.34% 0.258%
20 8.975 1169 1171 1173 rBV2 250143 202050 1.47% 0.283%

21 9.098 1189 1192 1194 rBvV2 218759 201231 1.47% 0.282%
22 9.163 1201 1203 1206 rBvV2 233617 182205 1.33% 0.256%
23 9.233 1210 1215 1218 rBV 3573667 3311404 24.11% 4.646%
24 9.304 1223 1227 1230 rVV 873544 820729 5.98% 1.151%
25 9.339 1230 1233 1237 rVvVv4 100739 149619 1.09% 0.210%

26 9.380 1237 1240 1242 rVB 170193 146924 1.07% 0.206%
27 9.492 1256 1259 1264 rVB6 125172 156496 1.14% 0.220%
28 9.557 1264 1270 1272 rBvV4 130258 237665 1.73% 0.333%
29 9.622 1277 1281 1283 rBV 494713 473782 3.45% 0.665%
30 9.833 1314 1317 1320 rVB 996147 836077 6.09% 1.173%

31 9.916 1325 1331 1334 rVV 1414273 1268495 9.24% 1.780%
32 10.063 1352 1356 1359 rBV2 116190 174872 1.27% 0.245%
33 10.151 1368 1371 1375 rBV2 248306 282347 2.06% 0.396%
34 10.333 1398 1402 1405 rBV 1043639 849398 6.18% 1.192%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 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-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.457 1417 1423 1427 rBV6 88680 190546 1.39% 0.267%

36 10.551 1434 1439 1441 rBV 342603 417039 3.04% 0.585%
37 10.710 1462 1466 1475 rBV 1529144 1591619 11.59% 2.233%
38 10.804 1479 1482 1488 rBV 966608 1015823 7.40% 1.425%
39 11.251 1555 1558 1561 rBV 697221 577695 4.21% 0.810%
40 11.280 1561 1563 1570 rVB 267018 331675 2.42% 0.465%

41 11.404 1580 1584 1587 rBV 1113847 1080610 7.87% 1.516%
42 11.427 1587 1588 1593 rVB 216465 192581 1.40% 0.270%
43 11.680 1628 1631 1634 rBVY 579966 456473 3.32% 0.640%
44 11.792 1645 1650 1653 rBV 5502523 6131084 44.64% 8.602%
45 12.086 1697 1700 1702 rBVY 440937 377562 2.75% 0.530%

46 12.186 1714 1717 1722 rBV 165796 159160 1.16% 0.223%
47 12.492 1761 1769 1771 rBV2 5888055 13733742 100.00% 19.268%
48 12.580 1781 1784 1787 rVB 3687185 3211109 23.38% 4 _505%
49 12.627 1787 1792 1795 rBV 180510 236705 1.72% 0.332%
50 12.815 1820 1824 1827 rVV 556411 499466 3.64% 0.701%

51 12.851 1827 1830 1837 rVB2 295323 436189 3.18% 0.612%
52 12.992 1850 1854 1857 rBV 2205909 2129574 15.51% 2.988%
53 13.139 1876 1879 1881 rBV 529410 508306 3.70% 0.713%
54 13.162 1881 1883 1884 rVvv2 287251 267391 1.95% 0.375%
55 13.210 1888 1891 1892 rVVv2 313221 333978 2.43% 0.469%

56 13.221 1892 1893 1896 rVB 346821 264939 1.93% 0.372%
57 13.298 1902 1906 1910 rBV 469511 521658 3.80% 0.732%
58 13.462 1929 1934 1942 rVB5 142694 301764 2.20% 0.423%
59 13.733 1976 1980 1983 rVB2 116855 145897 1.06% 0.205%
60 13.874 2001 2004 2007 rBV 279125 264626 1.93% 0.371%

61 13.968 2017 2020 2024 rBV 405736 350102 2.55% 0.491%
62 14.057 2031 2035 2038 rBV 890019 880278 6.41% 1.235%
63 14.492 2105 2109 2117 rBV4 276752 518709 3.78% 0.728%
64 14.939 2180 2185 2196 rBV 950916 1470829 10.71% 2.063%
65 15.556 2285 2290 2296 rBV2 438589 617777 4 _50% 0.867%

Sum of corrected areas: 71278934
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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\BF022718\

BF103272.D

27 Feb 2018 19:21

SJ/Ju

J1400-09

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF103272.D

5.50 6.65

6.51

7.03
7.44

6.87

5.10

L

0
Time-->

5.00

5.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

ol

TIC: BF103272.D

Time-->

10.00 10.50 11.00

11.50 12.00 12.50 13.00

T
13.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

14.06
9 14.49 15,56
3. 75 '

TIC: BF103272.D

14.94

Time-->

14.00

17.00 17.50 18.00 18.50 19.00

14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1 unknown6.65 Concentration Rank 3

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

6.65 69.06 ng 3740120 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 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103272.D (-771) (-) m/z 132.00 100.00%
132
5000 68
——— P —
40 _ 54 | 75 6 104 ‘ 6.40 6.60 6.80 7.00
o I . 2 1 R 1 M S | m/z 68.00 38.62%
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 AR R R
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.78%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h'“'P”'P'“I”'W'”'P'“I“"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" '6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .11%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e

132 6.40 6.60 6.80 7.00
m/z 69.00 15.27%

5000
104
51 66 77
14 27 37 44> 58 | ' 89 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\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3 Tetradecane Concentration Rank 14

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

8.73 8.55 ng 605981 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 78
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 74

Abundance Scan 1129 (8.727 min): BF103272.D (-1128) (-) m/z 57.00 100.00%
43 Y
99 8.40 8.60 8.80 9.00
o 112 126 141 165 180 m/z 43.00 82 17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71 VWV\J\/\M L"\M/\_/W\/U\JL
5000 85 L L L L L L B LN
8.40 8.60 8.80 9.00
29 m/z 71.00 49_.96%
oL 15 J b g %9 113 127 141 155 169 198
m/z--> 20 40 éo 80 100 150 140 160 180 200 220
Abundance
43 ¥
71 8.40 8.60 8.80 9.00
5000 85 m/z 41.00 42 _.33%
29 %
ol_16 112 127 141 155 169 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane B B B
43 97 8.40 8.60 8.80 9.00
m/z 85.00 26 .36%
5000 n
85
29
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo éo 100 150 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 5 Hexadecane Concentration Rank 8

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

9.83 13.18 ng 836077 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tetradecane 198 C14H30 000629-59-4 72
3 Undecane. 6-ethvl- 184 C13H28 017312-60-6 72
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 59
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 59

Abundance Scan 1316 (9.827 min): BF103272.D (-1314) (-) m/z 57.00 100.00%
57
43
5000
99 113 9.60 9.80 10.00 10.20
ol 127140 159 174 192 212 m/z 43.00  73.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 57
5000 1 RS A RN U B
g5 9.60 9.80 10 00 10 20
29 m/z 71.00 55.01%
0 | ‘ L “ 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 150 1éo 1éo 200 250
Abundance
57
43 RSN USRI RN BN B
71 9.60 9.80 10.00 10.20
5000 a5 m/z 41.00 34.51%
29
oL 15 99 113 127 141 155 169 198
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance #48842: Undecane, 6-ethyl- A ma e e
57 9.60 9.80 10.00 10.20
71 m/z 85.00 33.59%
43
5000
29 85 112
99
0ll|||‘l‘l|‘|lllh|ll“ll|‘l‘lll|||||1|2|6|:!-4|.O|||“| :!-6|8||1§4I.|| ||||||||| —v—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 7 Undecane, 3,6-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.55 6.58 ng 417039 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 87
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 86
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 1439 (10.551 min): BF103272.D (-1434) (-) m/z 57.00 100.00%
57
o T T L\,~NJLAAAvﬁ,}KNAVJ~x
85 L [N { Ny (VYN | S
99 113 mmmmmmmm
127
ol 141155109183 205218 m/z 71.00 45.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48867: Undecane, 3,6-dimethyl- MAMJ\_J\
57
5000 W::::::::::u::lu
/N 10.20 10.40 10.60 10.80
29 m/z 43.00 44 _.18%
| 85 98 113 1, 141 155 160 18
0'”Iﬂ'ﬂ"ﬂl”h'J'”W”ﬂW%Z}?%"}”'1f"'”'P'”I”'W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
10.20 10.40 10.60 10.80
5000 S - m/z 41.00 23.73%
29 898 15
ol 15 113 | 140154 169183 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl- R B AR
57 10.20 10.40 10.60 10.80
m/z 85.00 21.76%
43
5000 1
85
99
0 \\ ‘ \ Lol 1}3127141155169183196211225239254
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 220 240 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 8 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.80 18.80 ng 1015820 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 1481 (10.798 min): BF103272.D (-1479) (-) m/z 57.00 100.00%
57
43
5000 ]
99 10.40 10.60 10.80 11.00 11.20
113
o 127 141 155167 182 197 mn/z  43.00 69 . 63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 37
71 J
5000 AR AR R B
85 mmmmmmnmnm
29 m/z 71.00 55.41%
oL 15 N L L ‘ 99 113 127 141 155 184
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
43 ¥
10,40 10.60 10.80 11.00 11.20
5000 71 m/z 85.00 34.28%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 85 160 120 110 160 180 200 250
Abundance #83051: Dodecane, 2-methyl-6-propyl- R REEES BE S  REREE R
43 57 10.40 10.60 10.80 11.00 11.20
- m/z 41.00 33.22%
5000 85
99 140
o bl 113 127 | 154166 182195 206
m/z--> ﬁo Jo éo éo 160 150 140 1éo 1§o 260 250 1040 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 9 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.25 10.69 ng 577695 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72

Abundance Scan 1558 (11.251 min): BF103272.D (-1555) (-) m/z 57.00 100.00%

g7
43

5000

11.00 11.20 11.40 11.60

99
113127141 155168 183196 211 225

o! 254 m/z 43.00 68.01%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105886: Octadecane
57
3 11
5000 85 L B e B L
11.00 11.20 11.40 11.60
99 m/z 71.00 57 .98%
29 113127
. |, ] 70127141155169183197211205 254
N A i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 o7 J
B LAEA A AL e
11.00 11.20 11.40 11.60
5000 n m/z 85.00 36.51%
85
29
0 99 113127141155169183197 226
T T e R T e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 J
Abundance #48835: Tridecane B B m e e S
43 11.00 11.20 11.40 11.60
m/z 41.00 33.03%
71
5000
85
29 J
ol 15 | ‘ L | 9113127141155 184
N e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 11 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.79 113.48 ng 6131080  Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83

Abundance Scan 1650 (11.792 min): BF103272.D (-1645) (-) m/z 74.00 100.00%
2
87
5000
43
\ T | 0™ 227 11140 1160 1180 12,00 12.20
115 157171185199213 241255 270 ' ' ' : :
0 ,....,....||,.... ':'!..h,'....,..'..,|.... i et e e | m/z 86.95  72.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 | SLILIL BNLEL LI N LB L L L
43 11.40 11.60 11.80 12.00 12.20
7 143 m/z 43.05 31.53%
ol ‘ I \“m‘ 101115129 | 157171185199713227 47 270
B e A R manas = S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
% L
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
87 11.40 11.60 11.80 12.00 12.20
5000 43 m/z 55.00 28.99%
29 | o7 143
ok, 101115129 157171185199213227 241 270
R A AR s o e e Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Mo

Abundance

#95860: Methy| tetradecanoate S e B L B B

74 11.40 11.60 11.80 12.00 12.20
m/z 41.05 22.81%

87
5000
43
29 143
o ‘ L] 1011151297 157171185199213 242

|----|----|----|----|----|----|---- R R R e e e R R L B B B B e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20

8270-BF022218_.M Wed Feb 28 10:24:55 2018

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 12 Tetracosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.09 6.99 ng 377562 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1701 (12.092 min): BF103272.D (-1697) (-) m/z 57.00 100.00%
57
5000 85
113 11.80 12.00 12.20 12.40
ol bl 7141 169 106 224243 0 w77 4300 65.12%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 a5
11.80 12.00 12.20 12.40
29 m/z 71.00 62.55%
113
ol L h L[ 141 169 197 225 253 281 309 338
m/z--> 55 160 1éo 260 250 300 3éo
Abundance
57
111.80 12,00 12,20 12.40
5000 m/z 85.00 42 .62%
85
0 29 113 141 169 197 225 253 281 323 351 380
L UL UL L L LA L L L
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e AR
57 11.80 12.00 12.20 12.40
m/z 41.00 28.30%
85
5000
29 113
oL L1 160 107 225 253 296
LN A B B N BN NN S B N S B N E NN B N N B RN N B B B N N B B N N BN BN N B B B B R —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3éo 11.80 12.00 12.20 12.40

8270-BF022218_.M Wed Feb 28 10:24:56 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 13 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.49 254.19 ng 13733700 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98

Abundance Scan 1769 (12.492 min): BF103272.D (-1761) (-) m/z 67.00 100.00%

67
81

5000

-

109
12.20 12.40 12.60 12.80

19016417819506200034 263 294

0 m/z 81.05 81.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
6/7
41 81

5000
12.20 12.40 12.60 12.80

m/z 55.05 72.17%

223

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67 81
41 95 12.20 12.40 12.60 12.80
5000 m/z 41.05 58.61%
109124 294
150
0 a 164178197 220234
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15—Octadecadienoic acid, methyl ester, (Z,Z)- L L B e
41 67 12.20 12.40 12.60 12.80
o1 m/z 95.05 54.75%
5000 95
109 294
o ‘ | L3R, 3nehrmiey 200534 263
|----|-----------|----| T LR B L N B N R R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF022218_.M Wed Feb 28 10:24:56 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 14 Methyl 5,11,14-eicosatrienoate Concentration Rank 12

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

13.14 11.55 ng 508306 Chrysene-di12 14.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methvl 5.11.14-eicosatrienoate 320 C21H3602 1000336-40-2 91

2 Bicvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 90

3 Cis-4-methvl-exo-tricvclol5.2.1.... 150 C11H18 1000215-29-2 72

4 1.E-6.Z-11-Hexadecatriene 220 C16H28 083483-55-0 72

5 1,5-Cyclododecadiene, (Z,2)- 164 C12H20 031821-17-7 64
Abundance Scan 1879 (13.139 min): BF103272.D (-1876) (-) m/z 67.00 100.00%

67

5000

b

12:80 13.00 13.20 13.40
m/z 81.00 73.40%

175 205550235 265 292

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

Abundance #161551: Methyl 5,11,14-eicosatrienoate LJM
67

5000

12:80 13.00 13.20 13.40
m/z 79.00 66.40%

5250 271289 320

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 67
R R REEEE R
12.80 13.00 13.20 13.40
5000 93 m/z 55.00 62.02%
121
26 149 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23979: Cis-4-methyl-exo-tricyclo[5.2.1.0(2.6)]decane R A REER R
12.80 13.00 13.20 13.40

m/z 41.00 58 .56%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. 00 13 20 13. 40

8270-BF022218_.M Wed Feb 28 10:24:57 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 15 E-2-Tetradecen-1-ol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.21 7.59 ng 333978 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-2-Tetradecen-1-ol 212 C14H280 1000130-83-7 50
2 Tetradecane. 1-chloro- 232 C14H29cClI 002425-54-9 50
3 1.9-Tetradecadiene 194 C14H26 112929-06-3 46
4 Sulfurous acid. butyl octadecvl ... 390 C22H4603S 1000309-18-5 45
5 1-Bromoeicosane 360 C20H41Br 004276-49-7 45
Abundance Scan 1891 (13.210 min): BF103272.D (-1888) (-) m/z 57.00 100.00%

7

71

5000
124 L B e
12.80 13.00 13.20 13.40 13.60
141 165 192 210 232 249 291
01 m/z 55.00 81.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71314: E-2-Tetradecen-1-ol
5000 | NI LI L L L L LB L
12.80 13.00 13.20 13.40 13.60
m/z 43.00 80.49%
. 11012413815166150194 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
91 |llll|llll|llll|llll|ll
71 12.80 13.00 13.20 13.40 13.60
5000 m/z 67.00 60.02%
29 105

o 119133147161175189203217 232

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

Abundance #56479: 1,9-Tetradecadiene B B Aaa e
12.80 13.00 13.20 13.40 13.60
m/z 71.00 59.81%

5000

109
123137150166 194

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

I I T T T
12.80 13.00 13.20 13.40 13.60

8270-BF022218_.M Wed Feb 28 10:24:58 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 16 Eicosanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.30 11.85ng 521658  Chrysene-di2 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Eicosanoic acid, methvl ester 326 C21H4202 001120-28-1 96
2 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 93

006929-04-0 93
007132-64-1 93
001731-92-6 93

3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602
4 Pentadecanoic acid. methvl ester 256 C16H3202
5 Heptadecanoic acid, methyl ester 284 C18H3602

Abundance Scan 1906 (13.298 min): BF103272.D (-1902) (-) m/z 74.00 100.00%
4
5000 43
97 143 13.00 13.20 13.40 13.60
171 199216 241 283 326 ' ' '
o 262 m/z 86.95 71.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74
5000
13.00 13.20 13.40 13.60
43 143 226 m/z 43.00 46.21%
283
0 15 A ‘ \‘\ ‘\ Lyl ng 115 | ‘ 171 199 227 255 L L
A LA AAA Ra A R e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
o
13.00 13.20 13.40 13.60
5000 43 m/z 55.00 34 .45%
143
97 283 326
0l.15 115 171 199 227 55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester R R R
74 13.00 13.20 13.40 13.60
m/z 41.00 28.30%
5000
43
143 284
0 26 gy 115 167~ 213 | 267
.”P”qnupu.””.”.””.”.“”.”.””.”.””.”.””.”q”u o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13. 40 13. 60

8270-BF022218_.M Wed Feb 28 10:24:59 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 17 Octanamide Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

13.46 6.86 ng 301764 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanamide 143 C8H17NO 000629-01-6 50
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 49
3 Hvdrazinium. 2-cvano-1.1.1-trime... 99 C4H9N3 035468-56-5 43
4 Silane. octvl- 144 C8H20Si 000871-92-1 38
5 Silane, (chloromethyl)dimethyl- 108 C3HOCISi 003144-74-9 38

Abundance Scan 1934 (13.462 min): BF103272.D (-1929) (-) m/z 59.00 100.00%

59
5000 43

126 181 o0 103007200038 290 13.20 13.40 13.60 13.80

0 m/z 72.00 52.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20317: Octanamide
59
5000
13.20 13.40 13.60 13.80
44 m/z 55.00 44 .01%
15 29 ‘ 86 114 143
Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
B EERR Bam e L
13.20 13.40 13.60 13.80
5000 m/z 43.00 43 .31%
41
ol 18 83 98 114 135 154170184 206220 238 264 2O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3474: Hydrazinium, 2-cyano-1,1,1-trimethyl-, hydroxide, i... B EERR Bam e L
59 13.20 13.40 13.60 13.80
m/z 41.00 40.24%
5000
99
“‘ Jally 84 ‘
0...,....,....,....,....,....,....,....,....,....,....,........,....,....I M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80

8270-BF022218_.M Wed Feb 28 10:24:59 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 18 Docosanoic acid, methyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.97 7.95 ng 350102 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 90
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 2020 (13.968 min): BF103272.D (-2017) (-) m/z 73.95 100.00%
74
5000 43
o7 143 '|ATTT|""|""|'ﬁ*'|'
199 255 311 13.60 13.80 14.00 14.20
o Aoy | A T 234> 288 Ty 3 m/z 87.00 74.38%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74
43
5000
13.60 13.80 14.00 14.20
143 a5 m/z 43.00 48 .15%
o5 | L %S T 171 199 gp7 255 pg3 311
m/z--> 55 160 150 260 250 360 3éo
Abundance
74
13.60 13.80 14.00 14.20
5000 m/z 55.00 34.48%
T 143 312
. 18 9115 153185 213 241 269
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #95859: Methy! tetradecanoate A BT o e
74 13.60 13.80 14.00 14.20
m/z 57.00 30.83%
5000
%5 143 199
101
0 |2|9{|J|‘L||125| ‘|1|71|‘|‘||‘||2|4‘.2|||| —— s R e
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF022218_.M Wed Feb 28 10:25:00 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method

Quant Ti

tle

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 19 9,12-Octadecadienoic acid (.-.

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.49 11.79 ng 518709 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 83
2 cis-7.cis-1l1-Hexadecadien-1-vl a... 280 C18H3202 052207-99-5 83
3 9.17-Octadecadienal. (2)- 264 C18H320 056554-35-9 74
4 2-Methvl-Z.Z-3.13-octadecadienol 280 C19H360 1000130-90-5 64
5 12-Methyl-E,E-2,13-octadecadien-... 280 C19H360 1000130-90-4 64

Abundance Scan 2109 (14.492 min): BF103272.D (-2105) (-) m/z 45.00 100.00%
67
5000
262
151 178 207 Mmmmmmmm
0 b e m/z  55.00  67.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127647: 9,12-Octadecadienoic acid (Z,2)-
5000 LI SR UL SR B
1420 14.40 14.60 14.80
m/z 67.00 61.66%
123 280
o 151 182199 222 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
1420 14.40 14.60 14.80
5000 81 m/z 81.00 50.57%
| 29 is 121 149 177196 220237 280 “MNﬂJMhmwmmwﬂV“”WVWW“WAﬂ“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #114272: 9,17-Octadecadienal, (2)- L LA
14.20 14.40 14.60 14.80
m/z 41.00 48.78%
41
- M\Mﬂ
ol 151 179 207 235 %
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1420 14.40 14.60 14.80

8270-BF022218_.M Wed Feb 28 10:25:01 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103272.D

Aca On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample = J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 20 N,N-Dimethyloctylamine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.94 47.62 ng 1470830 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
2 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
3 1-Undecanamine. N.N-dimethvl- 199 C13H29N 017373-28-3 64
4 1-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 64
5 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64

Abundance Scan 2185 (14.939 min): BF103272.D (-2180) (-) m/z 58.00 100.00%

58
5000

14.60 14.80 15.00 15.20

84 157
bR g 112185797 185 213236 267286307 337 364 m/z 72.00  6.25%
m/z--> 0 50 100 150 200 250 300 350
Abundance #29185: N,N-Dimethyloctylamine
58
5000

14.60 14.80 15.00 15.20
m/z 55.00 5.99%

29 | g4 128 1%
O S L A e e e e e IR e e o e e e B L e
m/z--> 0 50 100 150 200 250 300 350
Abundance
58
R REE s
14.60 14.80 15.00 15.20
5000 m/z 58.95 5.66%
101
4 30 82 144
O L e e e B LA e e e e e e e e o B B
m/z--> 0 50 100 150 200 250 300 350
Abundance #60560: 1-Undecanamine, N,N-dimethyl-
58 14.60 14.80 15.00 15.20
m/z 41.00 4.96%
5000
o 29 | 84 114138 170 199
e T T T T T R R e AR
m/z--> 0 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
Data File : BF103272.D

Acq On : 27 Feb 2018 19:21

Operator : SJ/JU

Sample - J1400-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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]
unknown6 .65 6.65 69.1 ng 3740120 1 6.87 1083130 20.0
Tetradecane 8.73 8.6 ng 605981 2 8.16 1416810 20.0
Hexadecane 9.83 13.2 ng 836077 3 9.92 1268500 20.0
Undecane, 3,6-dim... 10.55 6.6 ng 417039 3 9.92 1268500 20.0
Tridecane 10.80 18.8 ng 1015820 4 11.40 1080610 20.0
Octadecane 11.25 10.7 ng 577695 4 11.40 1080610 20.0
Hexadecanoic acid... 11.79 113.5 ng 6131080 4 11.40 1080610 20.0
Tetracosane 12.09 7.0 ng 377562 4 11.40 1080610 20.0
9,12-Octadecadien... 12.49 254.2 ng 13733700 4 11.40 1080610 20.0
Methyl 5,11,14-ei... 13.14 11.6 ng 508306 5 14.06 880278 20.0
E-2-Tetradecen-1-ol 13.21 7.6 ng 333978 5 14.06 880278 20.0
Eicosanoic acid, ... 13.30 11.9 ng 521658 5 14.06 880278 20.0
Octanamide 13.46 6.9 ng 301764 5 14.06 880278 20.0
Docosanoic acid, ... 13.97 8.0 ng 350102 5 14.06 880278 20.0
9,12-Octadecadien... 14.49 11.8 ng 518709 5 14.06 880278 20.0
N,N-Dimethyloctyl... 14.94 47.6 ng 1470830 6 15.56 617777 20.0
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