LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 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-BF032818.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 5.604 594 598 614 rBV 56521 224510 1.74% 0.539%
2 6.604 764 768 785 rBV 124066 427884 3.32% 1.028%
3 6.739 788 791 796 rvV 248295 380159 2.95% 0.913%
4 6.781 796 798 811 rVB3 76261 137413 1.07% 0.330%
5 6.969 826 830 849 rBV 426290 689638 5.35% 1.656%
6 7.122 852 856 864 rvVv 244069 303854 2.36% 0.730%
7 7.539 922 927 932 rBV2 227086 326395 2.53% 0.784%
8 8.210 1038 1041 1045 rBv2 214440 234826 1.82% 0.564%
9 8.245 1045 1047 1052 rvVv 732577 870679 6.76% 2.091%
10 8.286 1052 1054 1057 rvVv 193943 172066 1.34% 0.413%

11 8.522 1091 1094 1099 rVB4 128244 152783 1.19% 0.367%
12 8.745 1129 1132 1136 rBV2 162478 170518 1.32% 0.410%
13 8.816 1141 1144 1149 rVvVv 327333 294351 2.28% 0.707%
14 9.063 1183 1186 1190 rBV3 174637 189486 1.47% 0.455%
15 9.180 1203 1206 1209 rBV2 134173 128885 1.00% 0.310%

16 9.316 1226 1229 1238 rBV 590746 680830 5.28% 1.635%
17 9.380 1238 1240 1245 rVB 413780 370755 2.88% 0.890%
18 9.704 1291 1295 1300 rVv4 171644 240287 1.86% 0.577%
19 9.916 1328 1331 1335 rVB 466196 407979 3.17% 0.980%
20 10.004 1343 1346 1351 rBV2 818143 778708 6.04% 1.870%

21 10.416 1412 1416 1418 rBV 481333 408355 3.17% 0.981%
22 10.633 1448 1453 1455 rBV 195218 213480 1.66% 0.513%
23 10.798 1478 1481 1489 rVV 214786 319281 2.48% 0.767%
24 10.886 1493 1496 1506 rVB 494082 601748 4.67% 1.445%
25 11.339 1569 1573 1575 rBV 327869 300110 2.33% 0.721%

26 11.363 1575 1577 1585 rVB 140170 186807 1.45% 0.449%
27 11.504 1597 1601 1604 rBV 635996 738350 5.73% 1.773%
28 11.763 1642 1645 1648 rBV 286913 227418 1.76% 0.546%
29 11.874 1659 1664 1667 rBV 4715958 4797822 37.23% 11.524%
30 12.174 1712 1715 1717 rBV 204852 193327 1.50% 0.464%

31 12.580 1776 1784 1786 rBV 5823655 12887167 100.00% 30.953%
32 12.604 1786 1788 1793 rVV2 5759432 6395059 49.62% 15.360%
33 12.668 1795 1799 1802 rVV 2524388 2258445 17.52% 5.424%
34 12.721 1803 1808 1817 rBV2 452748 739624 5.74% 1.776%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\

Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

3?22'6 i J1754-11 5X CL-02-032718-A
ALS Vial : 25 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-BF032818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.957 1846 1848 1854 rVB 306725 324776 2.52% 0.780%

36 13.086 1867 1870 1873 rBV 457791 410158 3.18% 0.985%
37 13.263 1896 1900 1903 rVV4 155491 280635 2.18% 0.674%
38 13.386 1918 1921 1924 rBV 314068 312529 2.43% 0.751%
39 14.057 2032 2035 2039 rBvV 246787 232086 1.80% 0.557%
40 14.157 2047 2052 2055 rBV2 690684 871917 6.77% 2.094%

41 14.586 2122 2125 2134 rBV3 132610 237975 1.85% 0.572%
42 15.051 2200 2204 2215 rVB 612122 969697 7.52% 2.329%
43 15.704 2311 2315 2328 rVB 315852 545829 4.24% 1.311%

Sum of corrected areas: 41634601
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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\BF032818\

BF104031.D

29 Mar 2018 00:40

JussJ

J1754-11 5X

25 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF104031.D

5.60

6.97

6.68¢'%8

7.12
A

7.54

0

Time-->

4.00

4.50

5.00

5.50

T
6.00

2.50

3.00

3.50

6.50

7.00

7.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF104031.D

11.87

10.42 10.89

10.630.8|

12.67

()

T
Time--> 8.00

11.50

10.50 11.00

12.00

12.50

13.00 13.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF104031.D

14.16 15.05

14.0 15.70

14.59

Time-->

14.00

17.50

16.50 17.00

15.50 16.00

14.50 15.00

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.74 Concentration Rank 7

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

6.74 11.02 ng 380159 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 791 (6.739 min): BF104031.D (-788) (-) m/z 131.95 100.00%
5000 68 ﬁ\\‘u_
96 PUARABENARBERAREE SN
O o B I L L Rl LT o e IO m/z 68.05 37.06%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
3 78 m/z 134.00 31.15%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 65.95 22.03%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132 6.40 6.60 6.80 7.00
m/z 96.00 15.69%
97
5000
70
31
oI st S | 7T oss | 105 me | J;: FP
m/z--> 30 40 50 60 7'0 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\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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

Concentration Rank 14

Peak Number 3 Nonane, 5-butyl-

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

8.82 6.76 ng 294351 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-butvl- 184 C13H28 017312-63-9 91
2 Hexadecane 226 C16H34 000544-76-3 87
3 Tridecane 184 C13H28 000629-50-5 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1145 (8.822 min): BF104031.D (-1141) (-) m/z 57.05 100.00%
43
5000
97
112 131 8.40 860 8.80 9.00 9.20
Ol il 146 163 184 m/z 43.10 66.77%

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

Abundance #48837: Nonane, 5-butyl-
43 57 71
85
5000 126
0 Il “ L9 112 | 140155 184
e B R
miz—-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
71
5000
85
29
o 99 113 127 141 155 169 183 226
N = L= BRI

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

Abundance #48831: Tridecane
43 57 8.40 8.60 8.80 9.00 9.20
m/z 41.10 31.18%
5000 n
29 85
h‘ LA ‘ 99 113 127 141 155 184
e e T e L S S

840 8.60 880 900 9.20

m/z 71.10 58.25%

8.40 8.60 8.80 9.00 9.20

m/z 85.10 37.02%

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

840 8.60 880 900 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Tetradecane Concentration Rank 10

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

9.38 9.52 ng 370755 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 86
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 86

Abundance Scan 1240 (9.380 min): BF104031.D (-1238) (-) m/z 57.10 100.00%
57
43
71
5000 85
9 113 9.00 9.20 9.40 9.60 9.80
) IN— / el i S 2T 141195 A7 198 Tnjz  43.10  75.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57
43
71
5000 85 NSRS SRR
9.00 9.20 9.40 9.60 9.80
29 m/z 71.10 62.17%
99
oLt L S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
B 9.00 9.20 940 9.60 9.80
5000 - m/z 85.10 39.61%
29 141
. % 113 169
m/z--> 25 Jo éo éo 160 120 140 160 1éo 260 250
Abundance #83027: Hexadecane S S e A e
57 9.00 9.20 9.40 9.60 9.80
34 m/z 41.10 35.78%
5000 85
29 99
ol 14 N -4 141 155 169 183 107 226
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250 900 950 940 9%0 9%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Nonadecane Concentration Rank 16

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

9.70 6.17 ng 240287 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 64
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 64
3 Hexacosane 366 C26H54 000630-01-3 64
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 59
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 59

Abundance Scan 1294 (9.698 min): BF104031.D (-1291) (-) m/z 57.10 100.00%
57
3 13 .. 19 '9.40 9.60 9.80 10.00
0 e m/z 71.05 88.50%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57

5000 e Sty
9.40 9.60 9.80 10.00

29 m/z 43.10 79.78%
ANES N EEL U A R
m/z--> 50 100 150 200 250 300 350
Abundance
43
R e e T
71 9.40 9.60 9.80 10.00
5000 m/z 41.05 45.56%
9 127
o 155 183202 225 253 295 337
L T e e RN~
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane E EEERE EE S
57 9.40 9.60 9.80 10.00
m/z 85.10 44 _54Y%
5000 85
29
. ‘ h I t\1}3“1§1 169 197 225 253 295 323 367
D 0 P 3 A e o e e 1 PR e R
m/z--> 50 100 150 200 250 300 350 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Pentadecane Concentration Rank 9

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

9.92 10.48 ng 407979 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
4 Decane. 2.4.6-trimethvl- 184 C13H28 062108-27-4 78
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1332 (9.922 min): BF104031.D (-1328) (-) m/z 57.05 100.00%
57
43 | 71

5000

9.60 9.80 10.00 10.20

113 139145159 374

(o} m/z 71.10 69.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 LA L L L L L L LB L |
85 9.60 9.80 10.00 10.20
29 m/z 43.10 65.30%
99
L B Al B B i AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 R B amaaa e e
71 9.60 9.80 10.00 10.20
5000 85 m/z 85.10 48 .09%
29
ol 15 9 113 127 141 155 169 198
L o L B i B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propyl- e e e A BRI
43 57 9.60 9.80 10.00 10.20
m/z 41.10 30.89%
71
5000 85
99 140
o bl 113 1277 154166 182105 226
e et e R B B
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\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 8
R.T. EstConc Area Relative to ISTD R.T.
10.42 10.49 ng 408355 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 99
2 Hexadecane 226 C16H34 000544-76-3 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
Abundance Scan 1417 (10.422 min): BF104031.D (-1412) (-) m/z 57.10 100.00%
57
o 1 L\mAA/MAAﬂ_/»AA\“HNAVMM_AJ
3 113 155 10.20 10.40 10.60 10.80
ol h 1S 10 226 T 10 65, 00%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
1
g5 112
5000 UL AR R B
10.20 10.40 10.60 10.80
132 m/z 43.10 62.12%
o T 1781t 216 2as 312 342
m/z--> §o 160 1éo 200 250 360 '
Abundance
57
"' 1020 10.40 1060 10.80
5000 85 m/z 85.10 50.39%
) 29 113 141 169 197 226
m/z--> o 'gol ' "160" "150" "260" "250" "360" !
Abundance #94346: Heptadecane LI L N L R B L I
57 10.20 10.40 10.60 10.80
m/z 41.10 30.69%
85
5000
29
0 \‘ ! J\ | I\ J 1il‘-3 | 1?1 i 169 197 240
m/z--> §o 160 150 200 2éo 300 ' 1050 1d4o 10%0 1&80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.89 16.30 ng 601748 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1497 (10.892 min): BF104031.D (-1493) (-) m/z 57.10 100.00%
57
5000 85
41
‘ 113 10.60 10.80 11.00 11.20

el ) 20T 167188 210 240 e M/Z 71.05  76.13%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38316: Dodecane
43
71
5000 LA L L L L LB

10.60 10.80 11.00 11.20
m/z 43.05  63.34%

2

| 98 127 170
| TR |

[

O A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57
AR EEE RS RS
10.60 10.80 11.00 11.20
5000 a5 m/z 85.10 46.30%
29

113 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152416: Tridecane, 1-iodo- T T T T
57 10.60 10.80 11.00 11.20
m/z 41.10 29.71%
5000 85
113 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.34 8.13 ng 300110 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 87
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 1573 (11.339 min): BF104031.D (-1569) (-) m/z 57.10 100.00%

57
43 | 11

5000

)

9% e
113127141 155168 183196 211 11.00 11.20 11.40 11.60

0 m/z 71.10 71.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57
43 71
85 )
5000 LA LI L L L B L |
11.00 11.20 11.40 11.60
29 99 m/z 43.10 67.06%
113
Jis | | 19127141155 169183107011 240
”.“.”,”.w.”.“.”,”.W.H.P.”,”...”...” S AREEREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57 J
R R e
11.00 11.20 11.40 11.60
5000 1 m/z 85.10 52.59%
85
29
o 99 113127141155 169183197 226
i m maa  a E e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 J
Abundance #59880: Tetradecane R B e e e
57 11.00 11.20 11.40 11.60
43 m/z 41.05 29.57%
71
5000 85
29
99
oL 15 “ | 7y 118127141155169 198
”.“.”,”.q.”.“.”,”.W.H.P.” AN A mam s R o B T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 00 11. 20 11.40 11.60

8270-BF032818.M Thu Mar 29 16:31:17 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 17
R.T. EstConc Area Relative to ISTD R.T.
11.76 6.16 ng 227418 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 Heptacosane 380 C27H56 000593-49-7 74
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 1645 (11.763 min): BF104031.D (-1642) (-) m/z 57.10 100.00%
g7
5000
4
11.40 11.60 11.80 12.00
0...,....',"... ; 141 161 182197 227 268 n/z 71.05 69 _.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LN AL BURELLE BRI IR B
nmnmnmnm
4 s m/z 43.10 64.32%
ol 28 L W10 97 225 253 2s1206
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 49.15%
41
183
o 113159 155 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo- B RE s et
57 11.40 11.60 11.80 12.00
m/z 41.10 28.44%
5000 85
4
155
0...“h.ﬁ..l,.m.,n..k%}i.u”,.nt T E——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00

8270-BF032818.M Thu Mar 29 16:31:18 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.
11.87 129.96 ng 4797820 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 1663 (11.869 min): BF104031.D (-1659) (-) m/z 74.00 100.00%
!
87
5000
43
Tl 101115 1291T3157171185 199213227 241255 270 I Ilgl.éol I:I.;I.BIOI I:I.IZOIOI I:I.I22IOI -
Ot il 33577 | 1577799218 1 241296 270 m/z 87.00 73.37%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 LI B SN SR B
43 11.60 11.80 12.00 12.20
7 143 m/z 43.10 31.09%
. ‘ T‘ ||| 101115129 | 157171185199713227 541 270
0 S0 T M A AR e At
Abundance
74
87 11.60 11.80 12.00 12.20
5000 43 m/z 55.10 25.46%
29 | o7 143
ok, 101115129 157171135199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester e T
74 11.60 11.80 12.00 12.20
a7 m/z 41.05 23.51%
5000 43
7 143
mz-> 20 4'0 6|0 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF032818.M Thu Mar 29 16:31:18 2018

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.58 349.08 ng 12887200 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 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99

Abundance Scan 1784 (12.580 min): BF104031.D (-1776) (-) m/z 67.05 100.00%

67 81
5000

178 220 263 294 12:20 12.40 1260 12.80
) 192206220234 m/z 81.10 85.09%

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

67 8

5000

12.20 12.40 12.60 12.80
m/z 55.05 62.04%

294

263

150164178199506220234949

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 67
81 L s
12.20 12.40 12.60 12.80
5000 95 m/z 95.10 57 .49%
109
. 123 149164178 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
41 6/7 12.20 12.40 12.60 12.80
81 m/z 41.10 52.37%
5000 95
109 294
123
. L L earsianp0602003 263 .
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-BF032818.M Thu Mar 29 16:31:19 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.60 173.23 ng 6395060 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 70
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 68
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 68
4 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 60
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 60

Abundance Scan 1787 (12.598 min): BF104031.D (-1786) (-) m/z 55.10 100.00%

7
5000

12. 20 12. 40 12 60 12. 80 13. 00
(o} m/z 74.05 91.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 M

Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

69

12. 20 12. 40 12 60 12. 80 13. 00

5000

”115 m/z 69.10 78 .78%
180
o 41 166190 55722235 20478 296
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
6 1220 12.40 12,60 12.80 13.00
5000 m/z 41.10 76.40%

87
29 111125 - 264
o 143 166180 5077236 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester

12.20 12.40 12.60 12.80 13.00

69 m/Zz 83.10 72 .28%
0! L B B EREa
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

8270-BF032818.M Thu Mar 29 16:31:19 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 15 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.67 61.18 ng 2258450 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
5 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 87

Abundance Scan 1799 (12.668 min): BF104031.D (-1795) (-) m/z 74.00 100.00%
!
5000
43
143 -
97 199 12.40 12.60 12.80 13.00
298
0...,....,....',..l'..,'.--!..-,..1'.1.?..'..,I....' 22 L2 S8 Tm/z 87.00  75.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000
143 - 298 12.40 12.60 12.80 13.00
43 ‘ 199 m/z 43.10 31.82%
9
0 ...,?Y..,“...iﬁw,..\w.‘ ,m..h,..l.l.?..‘..,;...‘,.1.7.1. TN S AW - (L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12.40 12.60 12.80 13.00
5000 m/z 55.05 24 _A7%
28 43
143 255 298
o 59 101 125 171 19 o 271
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95859: Methyl tetradecanoate T T T
74 12.40 12.60 12.80 13.00
m/z 41.10 21.04%
5000
=° 143 %
ol N S N S e R [ SO I PU—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,40 12.60 12.80 13.00

8270-BF032818.M Thu Mar 29 16:31:19 2018

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Pyrene, 1-methyl- Concentration Rank 15

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

13.26 6.44 ng 280635 Chrysene-di12 14.16

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l1-methvl- 216 C17H12 002381-21-7 86
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 70
3 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 60
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 58
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 50

Abundance

m/z 216.10 100.00%

Scan 1900 (13.263 min): BF104031.D (-1896) (-)
216

5000 79 93

189

292

121136 13.00 13.20 13.40 13.60

m/z 215.10 85.25%

163

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

Abundance #74416: Pyrene, 1-methyl-
216
5000 LA L L L L L B
13.00 13.20 13.40 13.60
m/z 79.00 45_.24%
108 189
ol 39 6377 9 | 122137 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216
R S REEmE s
13.00 13.20 13.40 13.60
5000 o m/z 93.05 44.39%

189
ol 53 67 81 | 111 163

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

Abundance #74422: 11H-Benzo[b]fluorene L T e
216 13.00 13.20 13.40 13.60
m/z 91.00 35.45%
5000
108
139 163 189
ol M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. OO 13.20 13.40 13.60

8270-BF032818.M Thu Mar 29 16:31:20 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Eicosanoic acid, methyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.39 7.17 ng 312529 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 86
4 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 83
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 68

Abundance Scan 1922 (13.392 min): BF104031.D (-1918) (-) m/z 73.95 100.00%
74
5000 43
13.00 13.20 13.40 13.60 13.80
o} m/z 87.00 83.39Y%
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 13.80
43 143 326 m/z 216.10 54.28%
m/z--> 25 45 éo éo 100 120 140 160 180 200 220 240 260 280 300 350
Abundance
74
13.00 13.20 13.40 13.60 13.80
5000 m/z 43.10 36.75%
43
143
o 101 ;o5 171 199 227 270
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 B B E e
74 13.00 13.20 13.40 13.60 13.80
m/z 215.10 33.25%
5000
43
143 oy 284
0...Eu”ﬂ”.w.ﬁkhiﬁz.}fsuh.k”.¥§?}?ﬁ..?}?..”\”??Z.” W DS AL T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1wmnmmm%mmo

8270-BF032818.M Thu Mar 29 16:31:21 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 20

R.T. EstConc Area Relative to ISTD R.T.
14.06 5.32 ng 232086 Chrysene-di12 14.16
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 95
3 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 90
4 Methvl stearate 298 C19H3802 000112-61-8 90
5 Octadecanoic acid, 10-methyl-, m... 312 C20H4002 002490-19-9 87

Abundance Scan 2036 (14.063 min): BF104031.D (-2032) (-) m/z 74.00 100.00%
%
5000 43
13.80 14.00 14.20 14.40
0 m/z 87.00 83.18%
m/z--> 50 100 150 200 250 300 350
Abundance #186930: Docosanoic acid, methyl ester
74
43
5000
13.80 14.00 14.20 14.40
o 143 354 m/z 43.10 36.61%
0 15 | ‘L il \M \‘\H L 1\15 | 171 ! 1?9 227 2§5 283 3]‘-1‘ |
m/z--> 55 160 150 260 250 360 3éo
Abundance
74
13,80 14.00 14.20 14.40
5000 m/z 55.00 29.05%
T 143 32
. 18 9115 153185 213 241 269
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #166215: Methy| 18-methylnonadecanoate B EERR Bam e L
74 13.80 14.00 14.20 14.40
m/z 143.10 27 .68%
5000 43
143
326
97 28
ol15 . j I‘JI | LS \ n TP AT s | 1 - s
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40

8270-BF032818.M Thu Mar 29 16:31:21 2018 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 2-Methylchrysene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.59 5.46 ng 237975 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlchrvsene 242 C19H14 003351-32-4 70
2 Benzlalanthracene. 1-methvl- 242 C19H14 002498-77-3 64
3 Chrvsene. 1-methvl- 242 C19H14 003351-28-8 58
4 Chrvsene. 6-methvl- 242 C19H14 001705-85-7 58
5 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 52

Abundance Scan 2126 (14.592 min): BF104031.D (-2122) (-) m/z 57.10 100.00%

5000
113 137 LA I
3 166 187207 280 308327346 369 14.20 14.40 14.60 14.80 15.00
0 m/z 55.10 81.87%
m/z--> 50 100 150 200 250 300 350
Abundance #96032: 2-Methylchrysene
242
5000 | BLNLIL L BN L L LB B
14.20 14.40 14.60 14.80 15.00
120 m/z 43.10 80.57%
0 28 63 gds 4 h 150 187 2‘:‘\-5” h“
—— et
m/z--> 50 100 150 200 250 300 350
Abundance
242
R e EERE RS R a
14.20 14.40 14.60 14.80 15.00
5000 m/z 71.10 68.73%

39 57 78 100120139 163 189 215

e L e e e B e B s e e o e
m/z--> 50 100 150 200

T |
250 300 350

Abundance #96037: Chrysene, 1-methyl- A B R e
242 14.20 14.40 14.60 14.80 15.00
m/z 45.00 58.24%
5000
120
o 63 95 | 139 163 187 215 I
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104031.D

Aca On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 3-(Dimethylamino)propyl iso... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.05 35.53 ng 969697 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
2 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
3 l-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
4 1-Nonanamine. N.N-dimethvl- 171 C11H25N 017373-27-2 72
5 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64
Abundance Scan 2204 (15.051 min): BF104031.D (-2200) (-) m/z 58.10 100.00%
58
5000
8 112 134157 1450 1500 1520 1940
Ol eyl 112136°77 185 213236 267 307 336 304386 nz7 72 05 7.81%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #20564: 3-(Dimethylamino)propy! isothiocyanate
58
5000

14.80 15.00 15.20 15.40
m/z 59.05 5.72%

101
m/z--> 100 150 200 250 300 350 400
Abundance
58
14.80 15.00 15.20 15.40
5000 m/z 55.10 5.51%
0 29 84 128 Mmk/km
AL B e I LA B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethyl- I a  BREEEEES B
58 14.80 15.00 15.20 15.40

m/z 41.10 4_97%

18 84 129 157

Ol o P S

m/z--> 0 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032818\
Data File : BF104031.D

Acq On : 29 Mar 2018 00:40

Operator : JU/SJ

Sample : J1754-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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 .74 6.74 11.0 ng 380159 1 6.97 689638 20.0
Nonane, 5-butyl- 8.82 6.8 ng 294351 2 8.25 870679 20.0
Tetradecane 9.38 9.5 ng 370755 3 10.00 778708 20.0
Nonadecane 9.70 6.2 ng 240287 3 10.00 778708 20.0
Pentadecane 9.92 10.5 ng 407979 3 10.00 778708 20.0
Bacchotricuneatin c 10.42 10.5 ng 408355 3 10.00 778708 20.0
Dodecane 10.89 16.3 ng 601748 4 11.50 738350 20.0
Heptadecane 11.34 8.1 ng 300110 4 11.50 738350 20.0
Heneicosane 11.76 6.2 ng 227418 4 11.50 738350 20.0
Hexadecanoic acid... 11.87 130.0 ng 4797820 4 11.50 738350 20.0
10,13-Octadecadie... 12.58 349.1 ng 12887200 4 11.50 738350 20.0
9-Octadecenoic ac... 12.60 173.2 ng 6395060 4 11.50 738350 20.0
Methyl stearate 12.67 61.2 ng 2258450 4 11.50 738350 20.0
Pyrene, l-methyl- 13.26 6.4 ng 280635 5 14.16 871917 20.0
Eicosanoic acid, ... 13.39 7.2 ng 312529 5 14.16 871917 20.0
Docosanoic acid, ... 14.06 5.3 ng 232086 5 14.16 871917 20.0
2-Methylchrysene 14.59 5.5 ng 237975 5 14.16 871917 20.0
3-(Dimethylamino)... 15.05 35.5 ng 969697 6 15.70 545829 20.0
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