LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 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-BF040618.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 5.404 560 564 568 rBY 1249629 1102605 10.53% 2.643%
2 6.428 734 738 741 rBVY 1392750 1129505 10.79% 2.707%
3 6.569 758 762 766 rVB 1389323 1186351 11.33% 2.843%
4 6.804 799 802 806 rVB 1005358 872163 8.33% 2.090%
5 6.963 825 829 832 rBVY 1146416 930394 8.89% 2.230%
6 7.369 894 898 901 rVB 782738 654054 6.25% 1.568%
7 7.398 901 903 907 rVB 169998 152650 1.46% 0.366%
8 8.069 1015 1017 1018 rVvVv 361877 285188 2.72% 0.684%
9 8.092 1018 1021 1024 rVV 1436324 1217078 11.63% 2.917%
10 8.145 1026 1030 1033 rvB2 111725 145129 1.39% 0.348%

11 8.380 1065 1070 1074 rVvV5 111461 152527 1.46% 0.366%
12 8.510 1088 1092 1094 rBV3 119690 108494 1.04% 0.260%
13 8.592 1103 1106 1109 rBV2 161441 135550 1.29% 0.325%
14 8.680 1118 1121 1125 rBV 469602 365876 3.50% 0.877%
15 8.910 1157 1160 1163 rBV2 127906 115130 1.10% 0.276%

16 9.045 1179 1183 1187 rVB2 85385 123706 1.18% 0.296%
17 9.110 1191 1194 1196 rVvV2 141025 121926 1.16% 0.292%
18 9.163 1200 1203 1208 rVB 1557250 1328557 12.69% 3.184%
19 9.245 1213 1217 1220 rBV 513732 425000 4._.06% 1.019%
20 9.563 1267 1271 1274 rBV3 239443 307541 2.94% 0.737%

21 9.774 1304 1307 1311 rVB 495771 378065 3.61% 0.906%
22 9.845 1311 1319 1323 rBV 1272425 1195981 11.42% 2.866%
23 10.098 1358 1362 1366 rBV5 95353 120887 1.15% 0.290%
24 10.274 1389 1392 1395 rVB 443084 342016 3.27% 0.820%
25 10.498 1425 1430 1436 rBvV 133554 195464 1.87% 0.468%

26 10.633 1448 1453 1456 rVB 716717 636689 6.08% 1.526%
27 10.751 1470 1473 1481 rVB 424206 460893 4._.40% 1.105%
28 11.198 1546 1549 1552 rBV 324179 262342 2.51% 0.629%
29 11.227 1552 1554 1561 rVB 130594 136742 1.31% 0.328%
30 11.333 1569 1572 1575 rBV 1080110 915338 8.74% 2.194%

31 11.627 1619 1622 1624 rBV 256950 193689 1.85% 0.464%
32 11.733 1636 1640 1643 rBV 4407418 3996140 38.17% 9.578%
33 12.033 1688 1691 1696 rBV 204906 208717 1.99% 0.500%
34 12.433 1753 1759 1761 rBV 5653236 10468464 100.00% 25.090%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 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-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.457 1761 1763 1768 rVV2 5599302 5725624 54.69% 13.723%

36 12.527 1771 1775 1777 rBV 2135624 1720237 16.43% 4.123%
37 12.551 1777 1779 1781 rVvV 317371 257121 2.46% 0.616%
38 12.780 1812 1818 1820 rBV 346204 402841 3.85% 0.966%
39 12.927 1839 1843 1846 rBV 937058 826999 7.90% 1.982%
40 13.110 1872 1874 1879 rVvVv2 140203 181682 1.74% 0.435%

41 13.157 1879 1882 1883 rVV 159719 150915 1.44% 0.362%
42 13.174 1883 1885 1888 rVB 161800 133349 1.27% 0.320%
43 13.251 1895 1898 1900 rBV 182835 150552 1.44% 0.361%
44 13.821 1992 1995 1999 rBV3 156351 185978 1.78% 0.446%
45 13.921 2009 2012 2015 rBVY 177658 160752 1.54% 0.385%

46 13.980 2017 2022 2025 rBV2 913521 986898 9.43% 2.365%
47 15.445 2268 2271 2275 rBVY 373242 469632 4._.49% 1.126%

Sum of corrected areas: 41723431
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

TIC: BF104383.D

Abundance
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Abundance TIC: BF104383.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 4

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

6.57 27.20 ng 1186350 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 762 (6.569 min): BF104383.D (-758) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTT T T T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
S I Al N A 1A M A = [ N m/z 68.10 40.58%
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 SRS ARES AR AR
a1 o7 6.20 6.40 6.60 6.80 700
53 117 m/z 134.00 31.58%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 AR RS SRR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.14%
3144 51 8
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L LN L L L N DL B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.44%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 620 eho 660 650 700
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Nonane, 5-butyl- Concentration Rank 9

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

8.68 6.01 ng 365876 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-butvl- 184 C13H28 017312-63-9 89
2 Tridecane 184 C13H28 000629-50-5 87
3 Tetradecane 198 C14H30 000629-59-4 80
4 Hexadecane 226 Cl16H34 000544-76-3 80
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1121 (8.680 min): BF104383.D (-1118) (-) m/z 57.05 100.00%
7
43
- il
8.40 8.60 8.80 9.00
L O L B A m/z 43.10 73.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48837: Nonane, 5-butyl-
43 57 71
85 LN\M,\J"V\A/\Ah
5000 126
8.40 8.60 8.80 9.00
m/z 71.10 59.56%
M\ m‘\ ‘H\ i 9\7 112 ‘ 140 155 184
T T T T T T T e T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance N
8.40 8.60 8.80 9.00
5000 71 m/z 85.05 36.50%
29 85
99 113 127 141 155 184
T I B o o o A LA B B E B o o o B I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57 8.40 8.60 8.80 9.00
43 m/z 41.05 34.26%
71
5000 85
29
‘ 9 113 127 141 198
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 7

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

9.25 7.11 ng 425000 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64

Abundance Scan 1218 (9.251 min): BF104383.D (-1213) (-) m/z 57.05 100.00%
57
43 71
5000
99 9.00 9.20 9.40 9.60
113 126
SN | MLAS A3 198 m/z 43.10 68.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
85 9.00 9.20 9.40 9.60
29 m/z 71.05 62.24%
\‘ L s 141 155 169 183 226
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance
43 o7
71 9.00 9.20 9.40 9.60
5000 m/z 85.05 40.52%
85
29
15 99 113 127 141 155 184
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #59882: Tetradecane
57 9.00 9.20 9.40 9.60
30 m/z 41.05 32.95%
5000 85
29
---.----H----H-Jh-uk---H--i“u-“--‘--%55 }§?}8?"J|""|"" U U L L I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M

Quant Method :
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16

R.T. EstConc Area Relative to ISTD R.T.
10.50 3.27 ng 195464 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bacchotricuneatin c 342 C20H2205 066563-30-2 98

2 Heptacosane 380 C27H56 000593-49-7 86
3 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 76
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1430 (10.498 min): BF104383.D (-1425) (-) m/z 57.10 100.00%
57
5000
85
113 10.20 10.40 10.60 10.80
141 169
...:l,l.l..ll,.".l..,.-..l.gl,.... e || m/z 71.05  51.59%
miz—-> 0 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin ¢
1 112
5000 LA L L L L L L L L B
10.20 10.40 10.60 10.80
- m/z 43.10 45.17%
| H\ﬁ I, 19216 25 312 342
T T e
miz—-> 0 50 100 150 200 250 300 350
Abundance
57
e e e
10.20 10.40 10.60 10.80
5000 m/z 85.05 28.74%
85
29
113 141 169 197 225 253 281 323 351 380
e e e o B e
miz—-> 0 50 100 150 200 250 300 350
Abundance #48872: Undecane, 2,5-dimethyl- T T T
57 10.20 10.40 10.60 10.80
m/z 41.00 19.99%
5000
29 112
B O
miz—-> 0 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.75 10.07 ng 460893 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 89

Abundance Scan 1473 (10.751 min): BF104383.D (-1470) (-) m/z 57.05 100.00%

g7

5000

10.40 10.60 10.80 11.00
m/z 71.05 68.39%

141

169184 207 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L L B
4 10.40 10.60 10.80 11.00
m/z 43.10 64.18%
113
M I “ [ 141 169 197710 240
.”,””P.”P”.P”q.”wnnlunp.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R AR EA R o
85 10.40 10.60 10.80 11.00
5000 m/z 85.10 46 .06%
41
113
26 141 169 197 225 253268 296
Wmmﬁmﬁrﬂrﬁrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane T T T T T
57 10.40 10.60 10.80 11.00
m/z 41.05 30.35%
5000 85
4
) | | 18 141 160 197 226
T e e e e e e e T e e e e R e A REEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tridecane, l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.20 5.73 ng 262342 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 1549 (11.198 min): BF104383.D (-1546) (-) m/z 57.05 100.00%
57
5000 85
4
113 141 10.80 11.00 11.20 11.40 11.60
,," ol 08 182007214 m/z 71.05  67.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57
g
5000 85 AR AR DR B B
4 10. 80 11. oo 11. 20 11.40 11.60
183 m/z 43.10 67.46%
e -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 J
o 10,80 11.00 11.20 11.40 11.60
5000 m/z 85.10 46.61%
41
113
25 141 169 197 225 253 281296
ﬁmﬁmrmﬁrm‘mwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 j
Abundance #83025: Hexadecane R S S
57 10.80 11.00 11.20 11.40 11.60

m/z 41.05 30.20%

5000
4 85

25 ‘ [ 141 169184 226 -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 80 11. OO 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.23 2.99 ng 136742 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 72
2 Decane. 3-methvl- 156 C11H24 013151-34-3 68
3 Decane. 2-methvl- 156 C11H24 006975-98-0 58
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 50
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 49
Abundance Scan 1554 (11.227 min): BF104383.D (-1552) (-) m/z 57.10 100.00%
57 41
5000 43 85
184
99 113127 11,00 11.20 11.40 11.60
141
...,....,...|.,..“.-.,....~',..:|. Ao s e m/z 71.10 81.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
4357
71
5000 LR SR UM A B
85 11,00 11.20 11.40 11.60
29 m/z 85.10 47 .40%
J I ﬂg1}3127141155169183197211225239253 282
m/z--> 20 46 éo 85 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 1 R BRI SO AL B
11.00 11.20 11.40 11.60
5000 85 m/z 43.10 41.41%
29
126
14 99 156
m‘mmwmwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ﬂ\
Abundance #28427: Decane, 2-methyl- A R T
3 57 11.00 11.20 11.40 11.60
71 m/z 184.00 31.83%
5000
85
29 112
14 141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.63 4.23 ng 193689 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 1622 (11.627 min): BF104383.D (-1619) (-) m/z 57.10 100.00%
57
5000 85
4
11.40 11.60 11.80 12.00
204
0,,| 131 . Le81s5 m/z 71.05 71.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LR L UL BRI B
umnmumnm
4 s m/z 43.05 62.19%
m/z--> 25 Jo éo 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
57
11.40 11.60 11.80 12.00
5000 85 m/z 85.05 47 .31%
41
13,9 155 183 310
mmrmﬁmwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane B
57 11.40 11.60 11.80 12.00
m/z 41.10 27 .65%
5000 85
4
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 280 360 11.40 11.60 11.80 12.00

8270-BF040618 .M Tue Apr 10 12:08:56 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.73 87.32 ng 3996140 Phenanthrene-d10 11.33
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 93
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 1639 (11.727 min): BF104383.D (-1636) (-) m/z 74.00 100.00%
2
87
5000
43
143 I AL AR VAR
101115129 171185199 227 11.40 11.60 11.80 12.00
0 ,....,...E[",.w.. ':...~,..1.1.?....,|...1?7.... i b ....2~,.1...,.2.7.°., m/z 87.00 72.90%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 U AR UL B SULRLE
43 1140 11.60 11.80 12.00
7 143 m/z 43.10 32.56%

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

Abundance
74
R e LR
a7 11.40 11.60 11.80 12.00
5000 43 m/z 55.05 25.19%
29 | o7 143
10111512977 157171 185199213227 041 270
I EARa B RN ] RS SRS s R RS R Lo S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50099: Decanoic acid, methyl ester TR R T
74 11. 40 11. 60 11. 80 12. OO

m/z 41.05 24 .15%

87
43
5000
29
‘ fg 101
‘\ Ul \H \‘ pdl 115129 ‘ 157 186

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO

8270-BF040618 .M Tue Apr 10 12:08:56 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.03 4.56 ng 208717 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1690 (12.027 min): BF104383.D (-1688) (-) m/z 57.05 100.00%

57

5000

11.80 12.00 12.20 12.40
m/z 43.05  70.42%

113

141 168 187202 223 243

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57
5000
4 85 11.80 12.00 12.20 12.40

m/z 71.10 66.75%

113 141 169184 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
b EEane e
85 11.80 12.00 12.20 12.40
5000 m/z 85.10 41 .84%
41
113
26 141 169 197 225 253268 296
mﬁm‘mﬂm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane i B e et
57 11.80 12.00 12.20 12.40
m/z 55.05 25.40%
5000 4 85
Ll ‘ M3 1 169 196o11 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40

8270-BF040618.M Tue Apr 10 12:08:57 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.43 228.73 ng 10468500 Phenanthrene-d10 11.33
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 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 98

Abundance Scan 1758 (12.427 min): BF104383.D (-1753) (-) m/z 67.05 100.00%

g7 81

5000

12.20 12.40 12.60 12.80
m/z 81.05 86.06%

135150

178192206220 245 263 204

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. 40 12. 60 12. 80

5000

294 m/z 55.10 61.20%
124 150 263
164178192 220234948
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 67
81 R A Tt o e
12.20 12.40 12.60 12.80
5000 m/z 95.05 58.87%
96
10" 135149164175 262 294

mmmﬁmmwwwmr

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 R E e R R BER

12.20 12.40 12.60 12.80
m/z 41.10 51.65%

A

223
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

41

5000

124 150164178

8270-BF040618.M Tue Apr 10 12:08:57 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 15-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.46 125.10 ng 5725620 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 94
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 93
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 93
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 89
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 86
Abundance Scan 1764 (12.463 min): BF104383.D (-1761) (-) m/z 79.10 100.00%

5000

264 L, 12.20 12.40 12.60 12.80
m/z 93.10 55.36%

135 158173 191 207221236250

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester

74

12.20 12.40 12.60 12.80
m/z 80.10 37.12%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
41 A R L B
74 12.20 12.40 12.60 12.80
5000 m/z 108.10 32.28%
97
137150 180 50,7225 278 296
memmm@wﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester UG [ S ——
5 12. 20 12. 40 12. 60 12. 80
m/z 91.10 29.11%
74
5000

264 ﬂ4
138152 180 57222554 278 296

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

8270-BF040618.M Tue Apr 10 12:08:58 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 11H-Benzo[a]fluorene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.11 3.68 ng 181682 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 62
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 58
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 49
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 47
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 45

Abundance Scan 1874 (13.110 min): BF104383.D (-1872) (-) m/z 216.10 100.00%

216
5000 79

292 12.80 13.00 13.20 13.40
m/z 215.10 77 .35%

135150165 187

240 p58273

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74419: 11H-Benzo[a]fluorene
216
5000 LA L L L L L LB L |

12.80 13.00 13.20 13.40
m/z 79.00 43.29%

107
27 44 63 81 | | 122139 163 189 \ﬂ

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216
R RS s
12.80 13.00 13.20 13.40
5000 m/z 93.05 33.83%

107
39 63 81 122139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74412: Pyrene, 1-methyl- e A RERREEEES
12.80 13.00 13.20 13.40

m/z 91.00 31.78%

5000

12. 80 13. OO 13. 20 13 40

8270-BF040618.M Tue Apr 10 12:08:58 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.16 3.06 ng 150915 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 80
3 Heneicosane 296 C21H44 000629-94-7 74
4 Octadecane 254 C18H38 000593-45-3 72
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 1883 (13.162 min): BF104383.D (-1879) (-) m/z 57.10 100.00%
57
5000 kNNJ
O 1261 290 15180 1300 1350 1340
m/z 71.05 72.42%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR R LR DR
12. 80 13. oo 13. 20 13.40
m/z 43.10 72.21%
29 113
| h LT, 14T 169 197 225 253 295 323 367
m/z--> éo 160 1%0 260 2%0 300 3%0
Abundance
43
71 12:80 13.00 13.20 1340
5000 m/z 85.10 61.72%
127 155 183502 225 253 295 337
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane R AR EEEEE T
57 12.80 13.00 13.20 13.40
m/z 55.00 50.03%
85
5000
29 113
Il l‘J[ I 1?1 (169 197 225 253 296
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 351;0 12. 80 13. oo 13. 20 13 40 '

8270-BF040618.M Tue Apr 10 12:08:59 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 11H-Benzo[b]fluorene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.17 2.70 ng 133349 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 52
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 50
3 6H-Thiazolol5.4-elindole. 2.7.8-... 216 C12H12N2S 1000338-32-0 47
4 1.3.5-Triazine-2.4.6-triamine. N... 216 C10H12N6 046731-79-7 46
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 43
Abundance Scan 1884 (13.168 min): BF104383.D (-1883) (-) m/z 216.10 100.00%
216
55

74
5000

1 250 271 202 12.80 13.00 13.20 13.40

m/z 215.05 92 .04%

124 1491655,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74418: 11H-Benzo[b]fluorene
216

5000 e e
12.80 13. OO 13.20 13.40

m/z 55.00 74 .76%

107
39 63 81 122139 163 189

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

216

12.80 13.00 13.20 13.40
5000 m/z 74.00 61.08%
108

63 77 93 | 123137 163 189
mz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #74040: 6H-Thiazolo[5,4-elindole, 2,7,8-trimethy!-
216 12.80 13.00 13.20 13.40
m/z 87.00 55.46%
5000 201
42 g9 89 108 .o 174
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40

8270-BF040618.M Tue Apr 10 12:08:59 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 19 Eicosanoic acid, methyl ester Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.25 3.05 ng 150552 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Methvl stearate 298 C19H3802 000112-61-8 93
3 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 91
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90

Abundance Scan 1898 (13.251 min): BF104383.D (-1895) (-) m/z 74.00 100.00%
7
5000
43
143 -
]_gg 234 326 13.00 13.20 13.40 13.60
o n 255 m/z 86.95 78.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester
74
5000 JL****ﬁ**=FAfiTTTTﬂﬂﬂﬂ1ﬂrrr
13.00 13.20 13.40 13.60
143 26 m/z 43.10 33.95%
m/z--> ﬁo Jo 60 80 100 150 150 1éo 180 200 220 240 260 280 360 350
Abundance
74
" 13.00 13.20 13.40 13.60
5000 m/z 55.00 26.53%
43
143 208
255
27 9 115 171 199 227
mﬁmmmﬁmwwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166215: Methy| 18-methylnonadecanoate I a  BREEEEES B
7h 13.00 13.20 13.40 13.60
m/z 75.00 22.90%
5000 43
143
326
283
m/z--> :%b&smm@ﬁm&mmmmm%mmﬁﬁo' 13.00 13.20 13.40 13.60

8270-BF040618.M Tue Apr 10 12:09:00 2018 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104383.D

Aca On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample : J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Oxalic acid, isobutyl tetra... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.82 3.77 ng 185978 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 74
2 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 74
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 74
4 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 74
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 74
Abundance Scan 1995 (13.821 min): BF104383.D (-1992) (-) m/z 57.10 100.00%
57
5000
202 "' 1360 13.80 14.00 14.20
3 140
159 182 250 272290307325342 77 43.05 77 50
m/z--> 50 100 150 200 250 300 350
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57
5000 R AN SR SO B
13.60 13.80 14.00 14.20
29 85 m/z 71.10 58.52%
241
1 .‘ h‘ Lot s 106 R
m/z--> 50 100 150 200 250 300 350
Abundance
57
"' 1360 13.80 14.00 14.20
5000 m/z 55.00 49 _.79%
83
29 111 283
139 169 210 238
m/z--> 55 160 1%0 260 2%0 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester L e
57 13.60 13.80 14.00 14.20
m/z 83.10 46 .17%
5000
T 8 111
LD LT s 106 204 269
m/z--> 55 100 150 200 2%0 300 350 13%0 1580 14bo 1450

8270-BF040618.M Tue Apr 10 12:09:00 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
Data File : BF104383.D

Acq On : 9 Apr 2018 20:09

Operator : JU/SJ

Sample - J2158-01 2X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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 .57 6.57 27.2 ng 1186350 1 6.80 872163 20.0
Nonane, 5-butyl- 8.68 6.0 ng 365876 2 8.09 1217080 20.0
Hexadecane 9.25 7.1 ng 425000 3 9.85 1195980 20.0
Bacchotricuneatin c 10.50 3.3 ng 195464 3 9.85 1195980 20.0
Heptadecane 10.75 10.1 ng 460893 4 11.33 915338 20.0
Tridecane, 1-iodo- 11.20 5.7 ng 262342 4 11.33 915338 20.0
Eicosane 11.23 3.0 ng 136742 4 11.33 915338 20.0
Heneicosane 11.63 4.2 ng 193689 4 11.33 915338 20.0
Hexadecanoic acid... 11.73 87.3 ng 3996140 4 11.33 915338 20.0
Pentadecane 12.03 4.6 ng 208717 4 11.33 915338 20.0
10,13-Octadecadie... 12.43 228.7 ng 10468500 4 11.33 915338 20.0
15-Octadecenoic a... 12.46 125.1 ng 5725620 4 11.33 915338 20.0
11H-Benzo[a]fluorene 13.11 3.7 ng 181682 5 13.98 986898 20.0
Hexacosane 13.16 3.1 ng 150915 5 13.98 986898 20.0
11H-Benzo[b]fluorene 13.17 2.7 ng 133349 5 13.98 986898 20.0
Eicosanoic acid, ... 13.25 3.0 ng 150552 5 13.98 986898 20.0
Oxalic acid, isob... 13.82 3.8 ng 185978 5 13.98 986898 20.0
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