LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 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-BF012218.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 3.675 265 270 275 rVB 51806 78020 2.16% 0.174%
2 4.916 478 481 486 rBV 72241 85487 2.37% 0.191%
3 5.281 540 543 548 rBV 58755 90317 2.50% 0.202%
4 5.334 548 552 567 rVB 2569005 2713452 75.26% 6.056%
5 6.145 685 690 692 rBV2 39476 52318 1.45% 0.117%
6 6.239 703 706 709 rBV 81005 92535 2.57% 0.207%
7 6.363 722 727 738 rBVY 2382917 2895553 80.31% 6.463%
8 6.492 744 749 752 rBVY 2750568 2736462 75.90% 6.108%
9 6.545 754 758 760 rBV2 102421 110700 3.07% 0.247%
10 6.716 783 787 793 rVB 946907 863332 23.94% 1.927%
11 6.769 793 796 799 rBV2 70801 61879 1.72% 0.138%

12 6.869 808 813 816 rBvV 2287552 2191227 60.77% 4.891%
13 6.981 827 832 837 rVB4 93075 141189 3.92% 0.315%

14 7.034 837 841 843 rBV2 46241 52094 1.44% 0.116%
15 7.104 847 853 856 rBV5 81682 93389 2.59% 0.208%
16 7.286 879 884 886 rBV 1657206 1693384 46.97% 3.780%
17 7.310 886 888 891 rvB 108457 89951 2.49% 0.201%
18 7.357 891 896 899 rvB6 74122 84158 2.33% 0.188%
19 7.516 921 923 926 rVB2 77652 68385 1.90% 0.153%
20 7.633 938 943 947 rBV7 42456 52402 1.45% 0.117%

21 7.739 958 961 967 rBV3 90827 130526 3.62% 0.291%
22 7.998 999 1005 1007 rBV 1248315 1094360 30.35% 2.443%
23 8.022 1007 1009 1012 rVB 405425 326140 9.05% 0.728%

24 8.281 1049 1053 1059 rBvV7 34557 52429 1.45% 0.117%
25 8.351 1061 1065 1067 rBV3 45042 60905 1.69% 0.136%
26 8.416 1073 1076 1078 rBV 68888 57382 1.59% 0.128%
27 8.586 1102 1105 1108 rBV 69530 58720 1.63% 0.131%

28 8.710 1123 1126 1129 rBV 347233 276186 7.66% 0.616%
29 8.775 1133 1137 1141 rBV 428588 562737 15.61% 1.256%
30 8.810 1141 1143 1151 rVB 372326 338149 9.38% 0.755%

31 9.016 1175 1178 1182 rBV 125394 102981 2.86% 0.230%
32 9.075 1183 1188 1191 rBV 3187935 2759558 76.54% 6.159%
33 9.151 1196 1201 1203 rBV 152008 175218 4._86% 0.391%
34 9.175 1203 1205 1209 rVvv3 94233 89992 2.50% 0.201%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 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-BF012218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.269 1218 1221 1227 rVB 79516 95204 2.64% 0.212%

36 9.339 1229 1233 1236 rVV 126474 158909 4.41% 0.355%
37 9.410 1242 1245 1247 rBV 243154 239873 6.65% 0.535%
38 9.433 1247 1249 1251 rVV 134345 126413 3.51% 0.282%
39 9.469 1252 1255 1258 rVV 598817 528877 14.67% 1.180%
40 9.527 1262 1265 1267 rVvV2 129689 106712 2.96% 0.238%

41 9.563 1269 1271 1274 rVB3 60121 54197 1.50% 0.121%
42 9.610 1276 1279 1284 rBV2 278642 265201 7.36% 0.592%
43 9.657 1284 1287 1289 rBV 144946 120451 3.34% 0.269%
44 9.680 1289 1291 1295 rBV 140658 133950 3.72% 0.299%
45 9.751 1300 1303 1306 rvVv2 1141683 1000933 27.76% 2.234%

46 9.786 1306 1309 1313 rVB 833889 744062 20.64% 1.661%
47 9.857 1318 1321 1324 rVvV2 100722 107207 2.97% 0.239%
48 9.957 1333 1338 1342 rBvV 394523 447984 12.42% 1.000%
49 10.004 1342 1346 1349 rBV3 139039 196527 5.45% 0.439%
50 10.069 1354 1357 1358 rBV2 130004 136184 3.78% 0.304%

51 10.151 1369 1371 1374 rBV3 201291 226112 6.27% 0.505%
52 10.180 1374 1376 1378 rVB2 201564 153871 4.27% 0.343%
53 10.204 1378 1380 1382 rBV2 94579 80383 2.23% 0.179%
54 10.298 1393 1396 1401 rBV 842491 759627 21.07% 1.696%
55 10.404 1411 1414 1418 rVB 408980 414367 11.49% 0.925%

56 10.451 1420 1422 1426 rVB2 169319 169078 4.69% 0.377%
57 10.545 1435 1438 1442 rBV 1237734 1154862 32.03% 2.578%
58 10.669 1454 1459 1466 rVB 963030 1214476 33.68% 2.711%
59 11.133 1535 1538 1544 rVB 1094827 1085147 30.10% 2.422%
60 11.245 1553 1557 1558 rBV 683866 753283 20.89% 1.681%

61 11.274 1558 1562 1565 rVV 3350123 3418656 94.82% 7.631%
62 11.321 1567 1570 1572 rVB 1092216 927762 25.73% 2.071%
63 11.480 1594 1597 1601 rVB2 571905 707516 19.62% 1.579%
64 11.774 1645 1647 1651 rVB 562256 478671 13.28% 1.068%
65 11.857 1659 1661 1664 rBV 692946 668864 18.55% 1.493%

66 12.480 1762 1767 1770 rBV 2697174 3605538 100.00% 8.048%
67 12.710 1800 1806 1810 rBV2 2359783 3602115 99.91% 8.040%
68 12.839 1826 1828 1830 rVB 779785 587943 16.31% 1.312%

Sum of corrected areas: 44802472
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 1

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

6.49 63.39 ng 2736460 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 4-Methvilpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.492 min): BF102420.D (-744) (-) m/z 132.00 100.00%
13%2.0
5000 68.1
96.0 P SSRBUARRSE SARE RAL
40.0 540 6.20 6.40 6.60 6.80
...,....:....,.:..,.:l-.' 80 Lagowrl Ul “m/z 68.10 36.47%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 T R e o
40 T e m/z 134.00 33.99%
‘ 79.0 '
||||||||‘||‘||||‘||‘||||‘|‘|l|||‘|‘|‘|‘|||||||‘||||1|0|7|0||||‘||||||"|||||||
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
m/ 65.95 22 .85%
5000 104.0 z o
390 520 g0 780
92.0 117.0
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 Al
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R
132.0 6.20 6.40 6.60 6.80
m/z 69.05 14 .36%
5000
33.0 44.0 00 105.0
m/z--> 30 40 5'0 6|0 70 8|0 9 100 110 12'0 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.55 Concentration Rank 18

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

6.55 2.56 ng 110700 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-ethvl- 142 C10H22 015869-86-0 49
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 47
3 Nonane 128 C9H20 000111-84-2 47
4 Hexadecane 226 C16H34 000544-76-3 47
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 43

Abundance Scan 759 (6.551 min): BF102420.D (-754) (-) m/z 57.00 100.00%
43.0 57.0
5000
620 640 660 680
m/z 43.05 93.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19161: Octane, 4-ethyl-
57.0
43.0
5000 71.0
6.20 6.40 6.60 6.80
29.0 85.0 g0 1120 m/z 41.00 49.23%
ol L e
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
71.0 6.20 6.40 6.60 6.80
5000 430 85.0 m/z 55.05 34.66%
99.0 113.0 141.0
155.0 170.0
miz--> 20 40 60 8 100 120 140 160
Abundance #12662: Nonane B B
43.0 6.20 6.40 6.60 6.80
57.0 m/z 71.00 31.84%
5000
29.0 71.0 850
15.0 \‘ \‘\ [, \‘ \‘ 9%'0 128.0
m/z--> 20 40 60 80 100 120 140 160 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.98 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.98 3.27 ng 141189 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 46

2 Indene 116 C9HS8 000095-13-6 38
3 Nonane. 2-methvl-3-methvlene- 154 C11H22 055499-08-6 38
4 3-Methvlphenvlacetvlene 116 C9HS8 000766-82-5 38
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 30
Abundance Scan 832 (6.981 min): BF102420.D (-827) (-) m/z 69.05 100.00%
55.0 69.0
115.1
41.0
5000 841
154.2
| h 9|7|-1‘ || I 139.1 6.60 6.80 7.00 7.20 7.40
reprrrrprrep e bl L LB L L Tm/z 55.05  86.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
amo 20
5000 840 llllllllllllllllllllll
6.60 6.80 7.00 7.20 7.40
29.0 m/z 115.05 76 .68%
‘ ‘ 97.0 111.0 1390 1540
”,HA,H.LL.WJHW.”Hﬂ”.mJ”“.N,””ﬂ””,ﬁéﬂn.L”.w”.w”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
116.0
i T
6.60 6.80 7.00 7.20 7.40
5000 m/z 116.10 76.61%
63.0
270 390 510 740 890 103.0
mmmﬁmﬁmmﬂwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27079: Nonane, 2-methyl-3-methylene-
69.0 6.60 6.80 7.00 7.20 7.40
m/z 57.05 68.79%
56.0
41.0
5000
84.0
290 154.0
I H‘ Il 970 1110 160 1390
B o e N ARt e T S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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, decahydro-, tr... Concentration Rank 20

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

7.10 2.16 ng 93389 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 94
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 92
3 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 60
4 1.1"-Bicvclopentvl 138 C10H18 001636-39-1 58
5 Cyclohexene, 3-methyl-6-(1-methy... 138 C10H18 001124-26-1 49

Abundance Scan 852 (7.098 min): BF102420.D (-847) (-) m/z 41.10 100.00%
41.1
67.0
55.0 95.0
81.1
5000 138.1
09.0 A E RS SRR R S
0 P 4
L e m/z 67.00 67.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16920: Naphthalene, decahydro-, trans-
67.0
138.0
41.0 82.0 96.0
5000 HRBE AL LR UL R
55.0 6.80 7.00 7.20 7.40
27.0 109.0 m/z 55.00 58.19%
'w%ﬁgv'Jm'“'ﬂh'wwﬁ'|“w“"mhj“'ﬁij"“M'“}ﬁ%el“'“'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
67.0 96.0 138.0
BLo HRBE AL L I R
6.80 7.00 7.20 7.40
5000 410 m/z 95.05 57 .95%
%5.0 109.0
27.0
123.0
Wmmﬁmmmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16915: Naphthalene, decahydro-, cis- R e AR
67.0 81.0 96.0 138.0 6.80 7.00 7.20 7.40
' m/z 57.10 53.62%
41.0
5000
5°.0 109.0
27.0 ‘
”P”W'JL””ih”ﬁh'PM“”JML”ﬁW”P”W'”ﬁQQP'JP”W””I HRBE I L I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 6 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 19

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

7.74 2.39 ng 130526 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 70
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 70
3 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 70
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 70
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 62

Abundance Scan 961 (7.739 min): BF102420.D (-958) (-) m/z 119.05 100.00%
119.1
5000 134.1

43.0 60.0 77.0

I L 91|-° 1050 || 7.40 7.60 7.80 8.00
R 1R P 1 AP YRS TS P T 1 AP m/z 134.10 43.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
7.40 7.60 7.80 8.00
1o 2O 134.0 m/z 117.10  20.69%
150 280 39 50 O i il
T T T T I e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
7.40 7.60 7.80 8.00
5000 m/z 43.05 19.22%
91.0 134.0
77.0
150 27.0 390 510 650 105.0
wwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- R EEEE e AR ma
119.0 7.40 7.60 7.80 8.00
m/z 60.00 19.10%
5000
91.0 134.0
77.0 105.0
150 270 390 510 R0 | A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Phthalic anhydride Concentration Rank 6

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

8.77 10.28 ng 562737 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 96
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 90
3 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 90
4 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 86
5 Phthalamic acid 165 C8H7NO3 000088-97-1 83

Abundance Scan 1136 (8.769 min): BF102420.D (-1133) (-) m/z 103.95 100.00%
76.0 104.0
5000 50.0
148.0 A e kA e kA 000 O b
8.40 8.60 8.80 9.00 9.20
125.1
SN N V. .'.'||.', A 8L sz 76,00 84.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23154: Phthalic anhydride
104.0
76.0
5000 .
50.0 148.0 8.40 8.60 8.80 9.00 9.20
m/z 50.00 47 .19%
I:II'ZI'(I)I?%'OII“IIIhllllllwhl\llllll ‘|||||||||||‘|||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
104.0
76.0
8.40 8.60 8.80 9.00 9.20
0
5000 0.0 m/z 74.00 17.50%
148.0
26.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #55736: Phthalic acid, monoethy! ester
26.0 104.0 8.40 8.60 8.80 9.00 9.20
' m/z 148.00 13.46%
5000 50.0
148.0
L R LR L mﬂl" T - '}%%q "|""'|"17§P'
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00 9.20

8270-BF012218_.M Fri Jan 26 14:16:52 2018 Page: 9



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Naphthalene, 1-methyl- Concentration Rank 8

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

8.81 6.18 ng 338149 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 95
2 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 86

Abundance Scan 1143 (8.810 min): BF102420.D (-1141) (-) m/z 142.10 100.00%
14p.1
5000
115.0
R
574 71.0 89.0 8.40 8.60 8.80 9.00 9.20
o 39.0 102.1 128.1 159.1  179.2 m/z 141.10 90 . 17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000
115.0 8.40 8.60 8.80 9.00 9.20
m/z 115.00 31.36%
26.0 390 @Omowomm 1280

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance
141.0
8.40 8.60 8.80 9.00 9.20
5000 1150 m/z 139.00 11.32%
63.0
26.0 390 76.0 8901020
ﬁwmmwﬁmmwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19233: Naphthalene, 2-methyl-
142.0 8.40 8.60 8.80 9.00 9.20
m/z 143.05 10.99%
5000
115.0

27.0 momomowomm 1280

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.40 8.60 8.80 9.00 9.20

8270-BF012218_.M Fri Jan 26 14:16:52 2018

Page: 10



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Cyclononane, 1,1,4,4,7,7-he... Concentration Rank 11

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

9.15 3.50 ng 175218 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononane. 1.1.4.4.7.7-hexamet... 210 C15H30 149331-19-1 91
2 Decane 142 C10H22 000124-18-5 81
3 Nonadecane 268 C19H40 000629-92-5 72
4 Octane 114 C8H18 000111-65-9 64
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 1201 (9.151 min): BF102420.D (-1196) (-) m/z 57.10 100.00%
57.1
5000
‘ 85.1
IR SR SRS AR
125.1 8.80 9.00 9.20 9.40
,....,:..'-‘l,.lj- ol JO2Q A0 1791 2102 m/z 43.05 72.52%
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #69592: Cyclononane, 1,1,4,4,7,7-hexamethy!-
71.0
0% 410 1400 880 9.00 9.0 9.40
970 m/z 71.05 50.41%
SO N ) ) WO 3 9...\,‘.... L —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
880 9.00 9.20 9.40
5000 m/z 41.10 44 _09%
71.0
99.0 142.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane B B R
57.0 8.80 9.00 9.20 9.40
m/z 55.00 35.76%
85.0
5000
29.0
| | 130 1410 1690 197.0 268.0
mz-> 20 4'0 6|0 8IO 100 120 140 160 180 200 220 240 260 880 9.00 9.20 940

8270-BF012218_.M Fri Jan 26 14:16:53 2018

Page: 11



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Naphthalene, 1,6-dimethyl- Concentration Rank 14

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

9.34 3.18 ng 158909 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 95
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 95
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 95
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 95
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95

Abundance Scan 1233 (9.339 min): BF102420.D (-1229) (-) m/z 156.10 100.00%
141171
5000
9.00 9.20 9.40 9.60
1rri192d m/z 141.05  78.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28477: Naphthalene, 1,6-dimethyl-
156.0
141.0
5000
9.00 9.20 9.40 9.60
m/z 155.10 37 .99%
510 77.0 115.0
...|2.7.'0..‘|..‘...|‘l..l“l...9.8'|O...‘.l.‘l‘..‘l‘..‘l“‘l....|....|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0
9.00 9.20 9.40 9.60
5000 m/z 115.00 20.34%
77.0 115.0
270 51O 98.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28497: Naphthalene, 1,4-dimethyl- L mEme e
141.0156.0 9.00 9.20 9.40 9.60
m/z 128.00 15.37%
5000
77.0 115.0
"w""Wﬁﬁqlw'wh'“???”'hl“$'ﬂh'wml'”'|"'w BN SR SRR SR
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF012218_.M Fri Jan 26 14:16:54 2018 Page: 12



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Naphthalene, 2,3-dimethyl- Concentration Rank 9

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

9.41 4.79 ng 239873 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 1245 (9.410 min): BF102420.D (-1242) (-) m/z 156.05 100.00%
1
5000
51.0 9.00 9.20 9.40 9.60 9.80
174119122082 | s77141.10  90.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28485: Naphthalene, 2,3-dimethyl-
156.0
5000
9.00 9.20 9.40 9.60 9.80
115.0 m/z 155.10 28.62%
e P e | W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 115.05 18.93%
115.0
270 510 760 959 139,0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28476: Naphthalene, l,4—dimethy|— LSS BLELLELE BN LN N
156.0 9.00 9.20 9.40 9.60 9.80
m/z 157.10 15.13%
5000
115.0
210 510 TT0 ggo T 1390 |
m/z--> 20 40 60 8 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80

8270-BF012218_.M Fri Jan 26 14:16:55 2018

Page: 13



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Hexadecane Concentration Rank 17

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

9.68 2.68 ng 133950 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tetradecane 198 C14H30 000629-59-4 80
3 Tridecane. 7-propvl- 226 C16H34 055045-09-5 72
4 Nonadecane 268 C19H40 000629-92-5 72
5 Dodecane 170 C12H26 000112-40-3 72

Abundance Scan 1291 (9.680 min): BF102420.D (-1289) (-) m/z 57.10 100.00%
57.1
5000

9.40 9.60 9.80 10.00

39 125.1
.,....-,':..“,..l':.,:...,19?‘.1.,....1,4?.1..1.69.2]1??.2]2}".5.2..,.... m/z 43.10 66.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0

5000 B S o o
9.40 9.60 9.80 10.00

29.0 8.0 m/z 71.10 51.39%
‘\ “ [ , 1130 1410 169.0 197.0 226.0

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

57.0

9.40 9.60 9.80 10.00
5000 85.0 m/z 85.10 34.98%

29.0

113.0  141.0 169.0 198.0
B e LA A e o e e B R

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

Abundance #83029: Tridecane, 7-propyl- A L e

43.0 9.40 9.60 9.80 10.00
m/z 41.05 33.20%

71.0
5000
140.0
99.0 183.0

bl e 2260 e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 980 10 00

8270-BF012218_.M Fri Jan 26 14:16:56 2018

Page: 14



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

10.07 2.72 ng 136184 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 96
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 96
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 95
4 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 94
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 93

Abundance Scan 1357 (10.069 min): BF102420.D (-1354) (-) m/z 170.10 100.00%

170.1

5000

55.1 83.1 193.2

9.80 10.00 10.20 10.40
m/z 155.10  92.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38371: Naphthalene, 2,3,6-trimethyl-
170.0
5000

9.80 10.00 10.20 10.40
m/z 153.10 24.06%

153.0
270 510 760 jopo 1280 T

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
170.0
9.80 10.00 10.20 10.40
5000 m/z 169.10 21.07%
153.0
270 510 760 1020 1280
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38378: Naphthalene, 1,4,6-trimethyl-
170.0 9.80 10.00 10.20 10.40
m/z 83.10 18.06%
5000
510 84.0 1030 1280 1930 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9. 80 10. OO 10 20 10 40

8270-BF012218_.M Fri Jan 26 14:16:56 2018 Page: 15



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 10

Peak Number 14 unknownl10.15

Relative to ISTD

R.T. EstConc Area
10.15 4.52 ng 226112
Hit# of 5 Tentative ID

1 Decahvdro-8a-ethvl-1.1.4a.6-tetr...
2 4-Fluorobenzoic acid. cvclopentyv...
3 4.4-Dimethoxv-2.5-cvclohexadien-. ..
4 4-Fluorobenzoic acid. 4-tridecvl...
5 Benzene-1,2,3-triamine

322
123

C16H30
C12H13F02
C8H1003
C20H31F02
C6HON3

1000100-23-6 35
1000279-05-6 27
000935-50-2 27
1000280-68-0 27
1000316-45-3 27

Abundance
128.1

711
43.1

5000

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

180

Scan 1371 (10.151 min): BF102420.D (-1369) (-)

200 220

Abundance

#79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene

. 123.0 .
69.0 95.0 207.0
5000
151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123.0
5000 95.0
410 750 141.0
57.0 208.0
B A B o o o e B I MR mmE m s ST R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance

#27434: 4,4-Dimethoxy-2,5-cyclohexadien-1-one

m/z 123.10 100.00%

9.80 10.00 10.20 10.40

m/z 71.10 71.99%

I I T T
9.80 10.00 10.20 10.40

m/z 43.10 62.02%

9.80 10.00 10.20 10.40

m/z 55.00 49 _33%

123.0 9.80 10.00 10.20 10.40
m/z 69.10 46.77%
5000
95.0
41.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40

8270-BF012218_.M Fri

Jan 26 14:16:57 2018

Page: 16



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Tridecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.40 8.28 ng 414367 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 87
2 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 87
3 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 81
4 3.5-Dimethvldodecane 198 C14H30 107770-99-0 76
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 1413 (10.398 min): BF102420.D (-1411) (-) m/z 57.10 100.00%
57.1
85.1 ki S
390 113.1 10.00 10.20 10.40 10.60 10.80
e 18811831 21022312 | s 71.10  49.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59889: Tridecane, 2-methyl-
57.0
5000 AR AR BN IR I
85.0 10.00 10,20 10.40 10.60 10.80
290‘ ‘ m/z 43.10 45_.01%
155.0
,I,‘,\,,I\,,,\,I,,H,,Il,,,\l,{lﬁom 1 B
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
10.00 10.20 10.40 10.60 10.80
5000 m/z 85.10 23.30%
29.0 85.0
112.0 155.0 184.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 M\JLV/\,M
Abundance #48867: Undecane, 3,6-dimethyl- L maan e
57.0 10.00 10.20 10.40 10.60 10.80
m/z 41.10 19.47%
29.0 85.0
O W - T 7Y
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240 10.00 10,20 10.40 10.60 10.80

8270-BF012218_.M Fri Jan 26 14:16:58 2018 Page: 17



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Dibenzofuran, 4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.45 3.38 ng 169078 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzofuran. 4-methvl- 182 C13H100 007320-53-8 90
2 9H-Fluoren-9-ol 182 C13H100 001689-64-1 83
3 I1.1"-Biphenvll-4-carboxaldehvde 182 C13H100 003218-36-8 72
4 3-(1-NaphthvDacrvlaldehvde 182 C13H100 001504-73-0 59
5 Pyridine, 4,4"-(1,2-ethenediyl)b... 182 C12H10N2 013362-78-2 59
Abundance Scan 1422 (10.451 min): BF102420.D (-1420) (-) m/z 182.10 100.00%
18p.1
5000
57.1 97.1 152.1
H) | ﬁ 0“ | 11? 1 | 2001 2342 10.20 10.40 10.60 10.80
el o ol L RIS TINIFRTEEY RS ¥ - L L m/z 181.10 99._11%
m/z--> 20 100 120 140 160 180 200 220 240
Abundance #47252. Dibenzofuran, 4-methyl-
182.0

5000
10.20 10.40 10.60 10.80
152.0 m/z 152.10 20.74%
39.0
,....,...?,Q...wl,..\.l.o,l.‘?..f?T.o.,..‘lw.,....;.... S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
181.0
R B B
10.20 10.40 10.60 10.80
5000 152.0 m/z 57.10 17.38%
76.0
270 510 980 126.0
A I o LA B e o e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #47257: [1,1'-Biphenyl]-4-carboxaldehyde R EEmmaEEs
181.0 10.20 10.40 10.60 10.80
1520 m/z 97.10 16.56%
5000
76.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.20 10 40 10. 60 10 80

8270-BF012218_.M Fri Jan 26 14:16:59 2018

Page: 18



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Tridecane, 5-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.67 32.24 ng 1214480 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
2 Tridecane. 4-methvl- 198 C14H30 026730-12-1 81
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 64
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 64
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 58
Abundance Scan 1459 (10.669 min): BF102420.D (-1454) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 VAU SN U B
140.1 169.1 10.40 10.60 10.80 11.00
.,...3.9,1'...|,..":.,-z‘...',..!|.,.'...,....,.:..,':.1.9‘.3,1.??“.3,2....2??.1.., m/z 71.10 74.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83031: Tridecane, 5-propyl-
57.0
5000 LI UL SULRLN S SR
10,40 10.60 10.80 11.00
85.0 m/z 43.10 52.36%
112.0
30.0 M i ‘ | 1410 1830 226.0
m/z--> 20 J 60 éo 160 120 140 160 180 200 220 240
Abundance
43.0
710 SRR SUNILA SR SRR
10.40 10.60 10.80 11.00
5000 m/z 85.10 28.29%
99.0
220 1260 >0 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71408: Dodecane, 2,6,11-trimethyl- R B B B e
430 | 719 10.40 10.60 10.80 11.00
' m/z 41.10 24 .25%
5000
“ 1! Ll 0 M | 141.0 169.0 197.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Bacchotricuneatin c Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.13 28.81 ng 1085150 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 52
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 49
4 Hexadecane 226 C16H34 000544-76-3 49
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 49
Abundance Scan 1537 (11.127 min): BF102420.D (-1535) (-) m/z 57.10 100.00%
57.1
5000 85.1 184.1
113.1139.1 10.80 11.00 11,20 11.40
—— ~.|", bl LA i 23022608 3020 0 Tnzz 71,10 70.31%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
710 1120
5000 L DU BRI BRI UL
10. 80 11. oo 11. 20 11.40
m/z 43.10 46 .85%
Hﬂ\l 20 “19“1-0217.0 245.0 312.0 342.0
m/z--> 56 200 250 360
Abundance
57.0
10,80 11.00 11.20 11.40
5000 85.0 m/z 184.10 43.05%
29.0
1304490 1970
m/z--> L '55' ' "160' ' "150' ' "200' - '250' B '360" -
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0 10.80 11.00 11.20 11.40
m/z 85.10 39.65%
5000 85.0
“ ’ | | L\11301410 183.0 211.0239.0 267.0 296.0
m/z--> % ﬁo 150 M 250 3& ' mmumumn%'
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012518\
Data File : BF102420.D

Aca On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample : J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.86 17.76 ng 668864  Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4H-Cvclopentaldeflphenanthrene 190 CI15H10 000203-64-5 70
2 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47

3 1-Aminocvclopentanecarboxvlic ac... 389 C20H36CINO4 1000329-17-2 17
4 1-Alanine. n-pentafluoropropionv... 389 C17H28F5N03 1000323-37-8 12

5 2-Cyano-6-methoxybenzothiazole 190 C9H6N20S 000943-03-3 9
Abundance Scan 1662 (11.863 min): BF102420.D (-1659) (-) m/z 190.10 100.00%
19p.1

5000

J

631 95.0 163.1 11,60 11.80 12.00 12.20
ol 390 133.1 2201 2571 2920 8510 65 000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.

5000
11.60 11.80 12.00 12.20
m/z 191.10 25.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
39.0 190.0

91.0 11.60 11.80 12.00 12.20
m/z 191.95 19.76%

5000 65.0 115.0 161.0
139.0
mmmmmmmm
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #207020: 1-Aminocyclopentanecarboxylic acid, N-(2-chloroet... LN I o o
190.0 11. 60 11. 80 12. 00 12. 20

m/z 187.10 19.64%

B L,___/L
41,0 630 g5 o 1100  OH0 218.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. 00 12. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_F\DATA\BF012518\
Data File : BF102420.D

Acq On : 25 Jan 2018 12:31

Operator : SJ/JU

Sample - J1256-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 .49 6.49 63.4 ng 2736460 1 6.72 863332 20.0
unknown6 .55 6.55 2.6 ng 110700 1 6.72 863332 20.0
unknown6 .98 6.98 3.3 ng 141189 1 6.72 863332 20.0
Naphthalene, deca... 7.10 2.2 ng 93389 1 6.72 863332 20.0
Benzene, l-ethyl-_.. 7.74 2.4 ng 130526 2 8.00 1094360 20.0
Phthalic anhydride 8.77 10.3 ng 562737 2 8.00 1094360 20.0
Naphthalene, 1-me... 8.81 6.2 ng 338149 2 8.00 1094360 20.0
Cyclononane, 1,1,... 9.15 3.5 ng 175218 3 9.75 1000930 20.0
Naphthalene, 1,6-... 9.34 3.2 ng 158909 3 9.75 1000930 20.0
Naphthalene, 2,3-... 9.41 4.8 ng 239873 3 9.75 1000930 20.0
Hexadecane 9.68 2.7 ng 133950 3 9.75 1000930 20.0
Naphthalene, 2,3,... 10.07 2.7 ng 136184 3 9.75 1000930 20.0
unknown10.15 10.15 4.5 ng 226112 3 9.75 1000930 20.0
Tridecane, 2-methyl- 10.40 8.3 ng 414367 3 9.75 1000930 20.0
Dibenzofuran, 4-m... 10.45 3.4 ng 169078 3 9.75 1000930 20.0
Tridecane, 5-propyl- 10.67 32.2 ng 1214480 4 11.24 753283 20.0
Bacchotricuneatin c 11.13 28.8 ng 1085150 4 11.24 753283 20.0
4H-Cyclopenta[def... 11.86 17.8 ng 668864 4 11.24 753283 20.0
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