LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 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-BF031518.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.581 590 594 597 rBV 721279 643419 5.65% 1.436%
2 6.581 760 764 769 rVB 694274 663043 5.83% 1.480%
3 6.734 786 790 793 rVvV 833794 678870 5.97% 1.515%
4 6.969 826 830 833 rVB 1145574 892020 7.84% 1.991%
5 7.122 851 856 859 rBV 673176 566585 4 .98% 1.265%
6 7.522 922 924 927 rVWV 437822 419504 3.69% 0.936%
7 7.551 927 929 933 rVB 205113 159264 1.40% 0.355%
8 8.222 1039 1043 1045 rBV 280939 250744 2.20% 0.560%
9 8.251 1045 1048 1051 rVvVvV 1483618 1184364 10.41% 2.644%
10 8.298 1053 1056 1059 rvB2 197051 169978 1.49% 0.379%

11 8.534 1092 1096 1100 rVB3 142359 151065 1.33% 0.337%
12 8.657 1114 1117 1120 rVB2 170425 126842 1.11% 0.283%
13 8.751 1130 1133 1135 rBV 180895 139440 1.23% 0.311%
14 8.828 1141 1146 1151 rBV 394821 354587 3.12% 0.791%
15 8.910 1158 1160 1166 rVB5 80327 127874 1.12% 0.285%

16 9.069 1181 1187 1189 rBV2 170263 170911 1.50% 0.381%
17 9.257 1217 1219 1222 rVB2 160181 120942 1.06% 0.270%
18 9.322 1227 1230 1234 rVB 1030211 775341 6.81% 1.731%
19 9.392 1239 1242 1246 rBV 419639 384946 3.38% 0.859%
20 9.581 1272 1274 1280 rVB4 79423 118027 1.04% 0.263%

21 9.663 1280 1288 1291 rBv4 127535 260621 2.29% 0.582%
22 9.716 1294 1297 1300 rBV2 214931 207070 1.82% 0.462%
23 9.928 1330 1333 1336 rVB 450072 364058 3.20% 0.813%
24 10.010 1341 1347 1350 rVB 1422394 1208120 10.62% 2.697%
25 10.245 1384 1387 1392 rBV2 131615 148251 1.30% 0.331%

26 10.428 1412 1418 1421 rBV 444629 404124 3.55% 0.902%
27 10.645 1450 1455 1458 rBV 156734 196936 1.73% 0.440%
28 10.798 1478 1481 1485 rBV 437174 370956 3.26% 0.828%
29 10.898 1495 1498 1504 rBV 358815 431319 3.79% 0.963%
30 11.351 1572 1575 1577 rBV 309087 240145 2.11% 0.536%

31 11.380 1577 1580 1587 rVB2 149960 213893 1.88% 0.477%
32 11.504 1597 1601 1603 rBV 1178161 1059931 9.32% 2.366%
33 11.527 1603 1605 1608 rVB 347490 286700 2.52% 0.640%
34 11.780 1645 1648 1650 rBV 213327 186585 1.64% 0.416%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 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-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.886 1661 1666 1669 rBV 4491875 4196318 36.88% 9.366%

36 12.016 1683 1688 1696 rBv4 393985 604516 5.31% 1.349%
37 12.186 1714 1717 1723 rBV 204795 224649 1.97% 0.501%
38 12.586 1776 1785 1787 rBV 5845470 11377927 100.00% 25.396%
39 12.604 1787 1788 1793 rVV2 5661480 5544486 48.73% 12.376%
40 12.680 1797 1801 1804 rVB 2049998 1896738 16.67% 4._.234%

41 12.722 1804 1808 1813 rBVY 568641 911966 8.02% 2.036%
42 12.804 1819 1822 1828 rVB2 345107 349869 3.07% 0.781%
43 12.951 1844 1847 1853 rVB 539399 515320 4_.53% 1.150%
44 13.086 1867 1870 1873 rVB 683447 634678 5.58% 1.417%
45 13.304 1905 1907 1909 rBV 140918 130309 1.15% 0.291%

46 13.327 1909 1911 1917 rVB3 161136 184307 1.62% 0.411%
47 13.404 1918 1924 1926 rBV2 199957 249511 2.19% 0.557%
48 14.074 2035 2038 2043 rBVY 216169 233780 2.05% 0.522%
49 14.151 2047 2051 2054 rVvv2 961153 1076028 9.46% 2.402%
50 14.174 2054 2055 2063 rVB 179736 182607 1.60% 0.408%

51 14.298 2073 2076 2081 rBV2 162477 165251 1.45% 0.369%
52 14.610 2126 2129 2132 rVB 167174 153697 1.35% 0.343%
53 14.933 2181 2184 2187 rBV 145342 148695 1.31% 0.332%
54 15.063 2202 2206 2215 rVB 375265 598524 5.26% 1.336%
55 15.292 2242 2245 2249 rVB 176643 190402 1.67% 0.425%

56 15.692 2309 2313 2320 rVB2 629435 879151 7.73% 1.962%
57 16.445 2438 2441 2448 rVB2 199280 353078 3.10% 0.788%
58 16.909 2517 2520 2526 rVB2 191738 323085 2.84% 0.721%

Sum of corrected areas: 44801367
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF103762.D

5000000
4000000
3000000

2000000

1000000 5.58 65873 | 7.12

: | LAl

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF103762.D

5000000
11.89

4000000

3000000

2.68
2000000

1000000

10.43 108090

7
10,65} \

0 /\ £

T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103762.D

R0

5000000
4000000
3000000

2000000

14.15 15.69
06

1000000 15.
14x712.30 14.61 14.9 15.29 16.44 16.91

O

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\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.73 Concentration Rank 4

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

6.73 15.22 ng 678870 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 789 (6.728 min): BF103762.D (-786) (-) m/z 132.00 100.00%
32
5000 68
96 rTyrrrTyTTrrT T T T T T T
40 ,- 54 o | | 75 g | 104 6.40 6.60 6.80 7.00
Obrrprrrr e e e b e et e e e m/z 68.00 43.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 A NARSE AR RS RRERS
a1 97 6.40 6.60 6.80 7.00
53 17 m/z 134.00 32.42%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .44%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 n
Abundance #14491: 5-Aminoindole L L B L B {\| TT T
132 6.40 6.60 6.80 7.00
m/z 69.00 15.80%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Tridecane Concentration Rank 15

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

8.83 5.99 ng 354587 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 86
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 1146 (8.828 min): BF103762.D (-1141) (-) m/z 57.10 100.00%
57
43
71
5000
85
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
97 112 8.40 8.60 8.80 9.00 9.20
o...,....','..|,..'|..,-!...'",....,1.2.6.?49..1.59....15.“.‘..,....,.... m/z 43.05 74.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
43 57
5000 n RN R RN A R
8.40 8.60 8.80 9.00 9.20
29 85 m/z 71.05 58.61%
o (| I ‘ 99 113 127 141 155 184
m/z--> 20 Jo éo 8b 100 150 140 160 180 200 220
Abundance
57
43
71 8.40 8.60 8.80 9.00 9.20
5000 85 m/z 85.10 34 .54%
29
ol 15 99 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane L e e e e
3 57 8.40 8.60 8.80 9.00 9.20
- m/z 41.10 33.28%
5000 a5
29
. oL sy 141 155 169 183 226
m/z--> 20 4'0 60 80 100 12'0 140 160 180 200 220 840 8.60 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Hexadecane Concentration Rank 13

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

9.39 6.37 ng 384946 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 86
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 76

Abundance Scan 1242 (9.392 min): BF103762.D (-1239) (-) m/z 57.10 100.00%
57
43
71
5000 85
99 113 9.00 9.20 9.40 9.60 9.80
I / el P 127140 199 474 198 "m/z 43.10  74.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57
43
71
5000 85 T T T[T T T T[T T[T
9.00 9.20 9.40 9.60 9.80
29 9 m/z 71.10 61.04%
ol 14 L T -4 141 155 169 183 107 226
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250
Abundance
57
B .00 9.20 940 9.60 9.80
5000 - m/z 85.05 39.33%
29 141
. % 113 169
m/z--> 25 Jo éo éo 160 120 140 160 1éo 260 250
Abundance #59879: Tetradecane A T T e T
57 9.00 9.20 9.40 9.60 9.80
43 - m/z 41.00 34.78%
5000 85
29 99
ol 15 1 “\ L4 oy 31w 141 155 169 198
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250 900 950 940 9%0 950
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Naphthalene, 2,3-dimethyl- Concentration Rank 20

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

9.66 4_.31 ng 260621 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 95
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95

Abundance Scan 1288 (9.663 min): BF103762.D (-1280) (-) m/z 156.10 100.00%
141 1%6
5000
;3 2 78 HP 128 9.40 9.60 9.80 10.00
91 : : : :
omﬁww%ﬁﬁi@mwm m/z 141.00 86.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl-
141 156
5000
9.40 9.60 9.80 10.00
s 76 115 150 m/z 155.10 31.01%
51
i |1|5| |2|7| |3|9| S I ‘l "'MM‘I |8|9| .1|0.2. i ‘. I .“.‘. I\I‘I i \H\‘ e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
141
9.40 9.60 9.80 10.00
5000 m/z 114.95 22.98%
- 115 1,0
ol i 22 21 & B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28474: Naphthalene, l,7—dimethy|— L L B L BN BB
141 156 9.40 9.60 9.80 10.00
m/z 127.95 16.57%
5000
115
51 63 77 128
2 B Ll e |
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 6 Pentadecane Concentration Rank 14

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

9.93 6.03 ng 364058 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C16H34 000544-76-3 80
3 Dodecane. l1-iodo- 296 C12H251 004292-19-7 72
4 Tridecane 184 C13H28 000629-50-5 72
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 64

Abundance Scan 1333 (9.928 min): BF103762.D (-1330) (-) m/z 57.10 100.00%
57
43 71
USRS AR AR
99 9.60 9.80 10.00 10.20
113
Obrrrprrrrbr el Al A e 1A AL 199 174187 212 0 Tnz7 43.05  71.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
n W
5000 SN R AR AR
85 9.60 9.80 10.00 10.20 |
29 m/z 71.10 66 .59%
OHJ“HM %mmmmmm 212
m/z--> 20 40 60 85 100 120 140 160 180 200 220
Abundance
57
43 IBENAASESRRARRRRRN RARRS
71 9.60 9.80 10.00 10.20
5000 g5 m/z 85.10 44 .69%
29
. 99 113 127 141 155 169 183107 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A«AALJAAULNAJ
Abundance #140552: Dodecane, 1-iodo- AL an e St
57 9.60 9.80 10.00 10.20
71 m/z 41.05 31.59%
o) SN N Y S ,.}}?,%%? }4}... WOwsier ettt
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\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Bacchotricuneatin c Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.43 6.69 ng 404124 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
2 Hexadecane 226 C16H34 000544-76-3 95
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 81
Abundance Scan 1418 (10.428 min): BF103762.D (-1412) (-) m/z 57.10 100.00%
57
5000 85
3 113 155 10.20 10.40 10.60 10.80
ol .=~,‘. A pAs2 o0 182 206226 | ‘m/z 43.10 67.68%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
1
g5 112
5000 UL BRI DU BN B
10.20 10.40 10.60 10.80
132 m/z 71.05 66.60%
o T 1781t 216 2as 312 342
m/z--> éo 160 1éo 200 250 360 '
Abundance
57
"' 1020 10.40 10.60 10.80
5000 85 m/z 85.10 44 .52%
) 29 us . 160 197 226
m/z--> o 'éo' ' "160" "150" "200" "250" "360" o
Abundance #83051: Dodecane, 2-methyl-6-propyl- AR e e A
57 10.20 10.40 10.60 10.80
m/z 41.05 31.04%
5000 85
140
LBy a3 T 182 5050
m/z--> éo 160 1éo 200 250 300 ' 10&0 1020 1&60 1&80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 9-methylheptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.90 8.14 ng 431319 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-methvlheptadecane 254 C18H38 026741-18-4 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 80
4 Dodecane. 2-methvl-6-propvl- 226 Cl16H34 055045-08-4 80
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 1498 (10.898 min): BF103762.D (-1495) (-) m/z 57.10 100.00%
57
43 71
5000
99 1060 10.80 1100 1120
113 127 10.60 10.80 11.00 11.20
ol Tir154 168162 199 m/z 71.10 68.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105887: 9-methylheptadecane
57
43 1 g5
5000 AU IR SUA
140 10.60 10.80 11.00 11.20
m/z 43.05 67 .49%
29 ‘ 9111
0 L l ! H\ Al \‘ [l 127 ‘ 168 196 239
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
57
43 RN SRR U
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 46.64%
29
ol 15 9 113127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane o ERAE N EE R St
a3 57 10.60 10.80 11.00 11.20
m/z 41.10 30.05%
5000 n
85
29
o N “ 9 113127141155169183197 226
m/z--> 20 45 éo 85 160 150 140 160 180 200 220 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 17
R.T. EstConc Area Relative to ISTD R.T.
11.35 4.53 ng 240145 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 1575 (11.351 min): BF103762.D (-1572) (-) m/z 57.05 100.00%
57
5000 85 J
41
113 g 11.00 11.20 11.40 11.60
o...,....;|'..|,..“..,'....'l,...'.,.ﬂ...,~....,??.9. S 24 | “m/z 71.05  71.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57
5000 85 J R AR SUARE B SRR
41 nmnmnmum
m/z 43.10 64.18%
0 Wl “ | " 1:\I\-3 | 141 169 197 225 254
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2éo 300
Abundance
57
g5 11.00 11.20 11.40 11.60
5000 a m/z 85.05 48 .35%
ol 25 M3 141 169 107010 240
mﬁmﬁwﬁmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 J
Abundance #141426: Heneicosane I B
57 11.00 11.20 11.40 11.60
m/z 41.05 27.93%
85
5000
4 )
113
0 ‘ L [ e a6 197 225 253268 296
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300 1100 1120 1140 1f60

8270-BF031518.M Tue Mar 20 14:47:53 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 10 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.89 79.18 ng 4196320 Phenanthrene-d10 11.50
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 92
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1667 (11.892 min): BF103762.D (-1661) (-) m/z 73.95 100.00%
!
87
5000
43 143 227 L NI SR SN SR
]_0]_115 129 171 185199213 241 270 11.60 11.80 12.00 12.20
0 ,....,|...T|',.~.~-.. ':...','....,..'..,|...1‘f3,7..'..,.'...',....,....,..2.“??..'.., m/z 86.95 77.56%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L I SN LN B
43 1160 11.80 12.00 12.20
7 143 m/z 43.10 25.61%
mz-> 20 4'0 6|0 80 1(')0 150 140 160 180 200 220 24'10 260
Abundance
74
87 11.60 11.80 12.00 12.20
5000 43 m/z 143.05 22 .51%
29 | o7 143
ok, 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester R e ARARE
74 11.60 11.80 12.00 12.20
a7 m/z 55.00 21.09%
5000 43

/ 129143 185
Il ) ) 1011151297 15717119109 228

N

o

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

8270-BF031518.M Tue Mar 20 14:47:54 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 11 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.02 11.41 ng 604516 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tetradecane 198 C14H30 000629-59-4 43
Abundance Scan 1689 (12.022 min): BF103762.D (-1683) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 115 192 713 R s B el
L 143157171 227 5, 256 11.80 12.00 12.20 12.40
Obrrr il m/z 59.95 75.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129
11.80 12.00 12.20 12.40
m/z 43.05 74 .00%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.80 12.00 12.20 12.40
5000 29 129 m/z 57.00 66.98%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid R e e e
43 60 73 umnmnmnm
m/z 55.00 56.22%
5000 129
29
1431571711857 242
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12.00 12.20 12.40

8270-BF031518.M Tue Mar 20 14:47:54 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.59 214.69 ng 11377900 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 99

Abundance Scan 1786 (12.592 min): BF103762.D (-1776) (-) m/z 67.05 100.00%

67 81

5000

135150 263 12.20 12.40 12.60 12.80 13.00
178 220 294

o L m/z 81.05 86.93%

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

Abundance #139716: 10,13-Octadecadienoic acid, methyl ester

6

12!20 12.I40 12!60 12.I8O 13.I00
m/z 55.05 64.14%

5000

294

124 263
o 190164178197 220234048
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 67
81 12.20 12.40 12.60 12.80 13.00
5000 m/z 95.05 59.90%

96

. 110 135149164178 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester

12.20 12.40 12.60 12.80 13.00
m/z 41.10 51.79%

41

5000

124 150164178 993

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 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103762.D

Aca On : 19 Mar 2018 18:16

Operator : JU/SJ

Sample : J1755-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.60 104.62 ng 5544490 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 93
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 93
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91

Abundance Scan 1787 (12.598 min): BF103762.D (-1787) (-)

5000

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

5000

04
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
74
5000
97
29 264
o 123138 157 180 199 222 544 296
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
5

5000

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




