LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 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-BF072517.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 4.710 474 480 483 rBV 2390237 2941551 9.96% 1.904%
2 5.022 529 533 541 rBV 620919 836834 2.83% 0.542%
3 5.087 541 544 558 rVB 567958 607135 2.06% 0.393%
4 5.298 576 580 584 rBV 450866 421655 1.43% 0.273%
5 5.757 654 658 662 rVB 1415343 1316836 4_.46% 0.852%
6 6.016 694 702 705 rBV 317921 298826 1.01% 0.193%
7 6.093 712 715 722 rVB 330283 296215 1.00% 0.192%
8 6.151 722 725 728 rBV 679792 642804 2.18% 0.416%
9 6.263 742 744 748 rVV 708891 624871 2.12% 0.404%
10 6.322 750 754 757 rVB 974831 820603 2.78% 0.531%

11 6.434 769 773 780 rVB 675780 613349 2.08% 0.397%
12 6.516 780 787 790 rBV2 1916192 2594088 8.79% 1.679%
13 6.557 790 794 796 rvV 579534 551773 1.87% 0.357%
14 6.581 796 798 801 rvv 521302 449197 1.52% 0.291%
15 6.622 801 805 807 rvVv 360183 306278 1.04% 0.198%

16 6.669 807 813 818 rVB3 2847941 3641142 12.33% 2.357%
17 7.057 872 879 883 rBv3 499205 674001 2.28% 0.436%
18 7.457 942 947 953 rBV 739157 732795 2.48% 0.474%
19 7.522 953 958 962 rvv2 475023 617274 2.09% 0.400%
20 7.592 968 970 973 rvVv 691388 658968 2.23% 0.426%

21 7.757 995 998 1000 rvv 601384 653586 2.21% 0.423%
22 7.810 1000 1007 1010 rvVv2 4050407 5642150 19.11% 3.652%
23 7.857 1010 1015 1019 rVvB2 592828 595638 2.02% 0.386%
24 7.922 1023 1026 1028 rBV 546904 411440 1.39% 0.266%
25 7.963 1028 1033 1036 rVvV 2103341 1932401 6.55% 1.251%

26 7.998 1036 1039 1041 rVvVv 601646 533774 1.81% 0.345%
27 8.039 1041 1046 1048 rVV 3004451 3133079 10.61% 2.028%
28 8.069 1048 1051 1054 rvB 1680033 1356957 4.60% 0.878%
29 8.175 1061 1069 1072 rBV2 3847360 5770160 19.54% 3.735%
30 8.239 1072 1080 1082 rVvV 1806147 2059447 6.98% 1.333%

31 8.263 1082 1084 1086 rVvV 2327745 2211256 7.49% 1.431%
32 8.281 1086 1087 1094 rVB2 1458462 1283588 4 _.35% 0.831%
33 8.375 1097 1103 1105 rVV 1612317 1504096 5.09% 0.973%
34 8.445 1112 1115 1116 rVvV 535163 527578 1.79% 0.341%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.463 1116 1118 1120 rVV 855746 944620 3.20% 0.611%

36 8.498 1120 1124 1126 rVV2 1884159 2405786 8.15% 1.557%
37 8.534 1126 1130 1132 rVV3 532151 734482 2.49% 0.475%
38 8.569 1134 1136 1138 rVvV 1113082 928731 3.15% 0.601%
39 8.592 1138 1140 1145 rVB2 1414607 1349988 4._.57% 0.874%
40 8.657 1145 1151 1152 rBV 565874 520761 1.76% 0.337%

41 8.675 1152 1154 1160 rVV3 1052922 1349656 4._.57% 0.874%
42 8.734 1162 1164 1166 rVV 590216 582659 1.97% 0.377%
43 8.775 1169 1171 1174 rVV2 661660 596696 2.02% 0.386%
44 8.857 1181 1185 1188 rVB 825324 704618 2.39% 0.456%
45 8.951 1198 1201 1208 rVB5 301442 481460 1.63% 0.312%

46 9.192 1236 1242 1244 rBV3 186965 306210 1.04% 0.198%
47 9.528 1293 1299 1302 rBV 987288 1098122 3.72% 0.711%
48 9.786 1337 1343 1350 rvB2 991083 1379650 4.67% 0.893%
49 10.010 1378 1381 1384 rBVY 431589 369558 1.25% 0.239%
50 10.310 1425 1432 1437 rVV2 420790 567726 1.92% 0.367%

51 10.757 1493 1508 1511 rBV 3105914 7528429 25.50% 4.873%
52 10.998 1545 1549 1552 rBV 968791 860602 2.92% 0.557%
53 11.122 1565 1570 1572 rBV2 581838 606422 2.05% 0.392%
54 11.527 1630 1639 1642 rBV3 868228 2399118 8.13% 1.553%
55 11.651 1643 1660 1663 rVB 4665635 18376862 62.25% 11.894%

56 11.951 1708 1711 1713 rVB 356520 321461 1.09% 0.208%
57 11.992 1713 1718 1719 rBV 1261727 1195190 4._05% 0.774%
58 12.010 1719 1721 1724 rVV 897797 730725 2.48% 0.473%
59 12.257 1758 1763 1764 rBV 1692688 1851981 6.27% 1.199%
60 12.374 1764 1783 1785 rVV5 5132836 29522612 100.00% 19.108%

61 12.427 1788 1792 1795 rVV 3430173 4952971 16.78% 3.206%
62 12.457 1795 1797 1800 rVV2 1126114 1300536 4.41% 0.842%
63 12.492 1800 1803 1813 rVV2 1092950 2142573 7.26% 1.387%
64 12.627 1821 1826 1828 rVV 1196844 1412659 4._.79% 0.914%
65 12.704 1836 1839 1842 rBV2 931269 993021 3.36% 0.643%

66 13.069 1889 1901 1905 rBV2 2782167 7938178 26.89% 5.138%
67 13.145 1907 1914 1917 rVB2 2158150 3705619 12.55% 2.398%
68 13.486 1969 1972 1974 rVB 418287 405126 1.37% 0.262%
69 13.639 1994 1998 2005 rVB 548961 800293 2.71% 0.518%
70 14.980 2222 2226 2232 rBV 431555 539087 1.83% 0.349%

71 15.598 2326 2331 2341 rVB2 731226 1394082 4.72% 0.902%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 16.692 2508 2517 2527 rBV2 1178574 2879055 9.75% 1.863%
73 17.521 2650 2658 2668 rVB2 435789 1069272 3.62% 0.692%

Sum of corrected areas: 154507942
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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7.4§ .5
= 9.

. Ik

0
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1237

0
Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Phenol, 2-ethyl-5-methyl- Concentration Rank 12

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

7.96 59.13 ng 1932400 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 90
2 Phenol. 2-(1-methvlethvI)- 136 C9H120 000088-69-7 86
3 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 83
4 Phenol. 4-(1l-methvlethvl)- 136 C9H120 000099-89-8 83
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 80

Abundance Scan 1032 (7.957 min): BF097074.D (-1028) (-) m/z 121.05 100.00%
1241
5000
136.1
77.0 91.0
39.0 51.0 65.0 103.1 0.0 7.60 7.80 8.00 8.20
e WS S WU S N D MU | .~ 102 m/z 136.10 34.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16432: Phenol, 2-ethyl-5-methyl-
121.0
5000
136.0 7.60 7.80 8.00 8.20
39.0 770 91.0 m/z 91.05 22 .94%
e S0 es0 | 070 | ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121.0
7.60 7.80 8.00 8.20
5000 m/z 77.05 19.85%
28.0 136.0

77.0 91,0 103.0

51.0 65.0
mewmwwmnwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16437: Phenol, 3-ethyl-5-methyl-
121.0 7.60 7.80 8.00 8.20
m/z 39.00 10.04%
136.0
5000
77.0 91.0
150 27.0 390 5.0 65.0 107.0 ) |
- 1 Ly 1y m 1 1
T T e e e R e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Phenol, 4-ethyl-3-methyl- Concentration Rank 8

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

8.04 95.87 ng 3133080 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-ethvl-3-methvl- 136 C9H120 001123-94-0 94
2 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 91
3 Benzene. 1-ethvl-4-methoxv- 136 C9H120 001515-95-3 91
4 Phenol. 2-(1l-methvlethvl)- 136 C9H120 000088-69-7 91
5 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 90

Abundance Scan 1046 (8.039 min): BF097074.D (-1041) (-) m/z 121.10 100.00%
121.1
5000
136.1
390 510 650 77|-0 91|.o 1071 7.80 8.00 8.20 8.40
S Y S YN PR US| BB m/z 136.10 30.88%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16430: Phenol, 4-ethyl-3-methyl-
121.0
5000
136.0 7.80 8.00 8.20 8.40
770 910 ' m/z 91.05 13.87%
0 510 650 || 1030 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121.0
7.80 8.00 8.20 8.40
5000 m/z 77.05 12.17%
136.0
39.0 77.0 91.0
21.0 510 650 107.0
wm‘mwwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16464: Benzene, 1-ethyl-4-methoxy-
121.0 7.80 8.00 8.20 8.40
m/z 122.10 8.95%
5000
136.0
230 390 510 650 719 910 1050 | |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Phenol, 3-ethyl-5-methyl- Concentration Rank 4

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

8.17 176.57 ng 5770160 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 90
2 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 87
3 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 87
4 Phenol. 3-(l-methvlethvl)- 136 C9H120 000618-45-1 80
5 Hydrazine, 1-(4-ethylphenyl)- 136 C8H12N2 054840-34-5 80

Abundance Scan 1068 (8.169 min): BF097074.D (-1061) (-) m/z 121.05 100.00%
121.1
5000 107.1 =
77.0 910
39.0 51.0 65.0 | 150.1 7.80 8.00 8.20 8.40 8.60
Obrrrprrrrprrrrprrere i bt ettt | m/z 136.10  55.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16428: Phenol, 3-ethyl-5-methyl-
121.0
136.0
5000
7.80 8.00 8.20 8.40 8.60
m/z 107 .05 48 .29%
27.0 390 510 g5 70910 4470 0
IIII:I'-?'.(')I""‘I"'*‘I""'im'"'I"";"I"'PI'"'I"""I""‘ll""Il"'l"""l""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 77.05 26 .52%
136.0
90 . 77.0 91.0
- 65.0 107.0
mwmwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16433: Phenol, 2-ethyl-4-methyl-
121.0 7.80 8.00 8.20 8.40 8.60
m/z 91.05 22 .54%
5000 136.0
77.0 91.0
150 27.0 390 510 650 """ 970 )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Phenol, 3,4,5-trimethyl- Concentration Rank 11

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

8.24 63.02 ng 2059450 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.4.5-trimethvl- 136 C9H120 000527-54-8 91
2 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 90
3 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 90
4 Phenol. 3.4.5-trimethvl-. methvl... 193 C11H15NO2 002686-99-9 90
5 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 87

Abundance Scan 1080 (8.239 min): BF097074.D (-1072) (-) m/z 121.10 100.00%
121.1
136.1
5000
91.0
39.0 77.0
51.0 65.0 103.1 8.00 8.20 8.40 8.60
e et b 2%k Tm/z 136.10  63.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16406: Phenol, 3,4,5-trimethyl-
121.0
5000 136.0
910 8.00 8.20 8.40 8.60
39.0 770 7 m/z 135.10 25.60%
27.0 51.0 65.0
'w%%QV'Jﬁ"”N““ |“'w"“l“"v'“|'“'?9§2"“l“"v'“l'“'v"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121.0 136.0
8.00 8.20 8.40 8.60
5000 m/z 91.05 24 .51%
91.0
Wwwmmﬁwmwrmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16437: Phenol, 3-ethyl-5-methyl-
121.0 8.00 8.20 8.40 8.60
m/z 77.00 13.37%
136.0
5000
15.0 27\039\0510 65\0 77‘0 9]‘-0 10\70 | if
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 | 8.00 8.20 840 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Phenol, 2,4,6-trimethyl- Concentration Rank 10

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

8.26 67.67 ng 2211260 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 97
2 Phenol. 2.3.6-trimethvl- 136 C9H120 002416-94-6 97
3 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 96
4 Phenol. 3.4.5-trimethvl- 136 C9H120 000527-54-8 94
5 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 94

Abundance Scan 1083 (8.257 min): BF097074.D (-1082) (-) m/z 121.10 100.00%
121.1
136.1
5000
91.1
77.1
39.0 510 650 | 103.1 | 8.00 820 8.40 8.60
Ol ettt bttt el || M7z 136,10 71.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16421: Phenol, 2,4,6-trimethyl-
121.0 136.0
5000

8.00 8.20 8.40 8.60
10 m/z 91.10 34.36%

91.
39.0 77.0
15.0 27.0 °%7 510 6§0 [ ‘ 1030 N ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance
121.0 136.0
8.00 8.20 8.40 8.60
5000 m/z 77.10 19.20%
77.0 90
39.0 :
15.0 27.0 51.0 65.0 103.0
Wmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16409: Phenol, 2,3,5-trimethyl-
121.0 136.0 8.00 8.20 8.40 8.60
m/z 135.10 14 .82%
5000
91.0
39.0 77.0
50 2 e B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Phenol, 2-methyl-5-(1-methy... Concentration Rank 16

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

8.37 46.03 ng 1504100 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 91
2 Thvmol 150 C10H140 000089-83-8 91
3 3-Methvl-4-isopropviphenol 150 C10H140 003228-02-2 90
4 Benzene. 1-methoxv-4-(1-methvlet... 150 C10H140 004132-48-3 80
5 4-Acetylanisole 150 C9H1002 000100-06-1 80

Abundance Scan 1102 (8.369 min): BF097074.D (-1097) (-) m/z 135.10 100.00%
136.1
5000
91.0 107.1 150.1
41.0 53 65.0 77.0 | 1211 8.00 8.20 8.40 8.60 8.80
0"I""I'"'I""III""II""'I"I"I"'l'll""l""'I"I"I""I""I":!'I""I""'I m/z 150.10 24.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23799: Phenol, 2-methyl-5-(1-methylethyl)-
135.0
5000
150.0 8.00 8.20 8.40 8.60 8.80
910 m/z 107.10 17.73%
150 27.0 390 51.0 e50 /70 T 1070 1519

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

135.0

8.00 8.20 8.40 8.60 8.80

m/ 91.05 17 .29%
5000 150.0 z 0

91.0
27.0 39.0 510 650 770 107.0 121.0

WWWWWWWTWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #23730: 3-Methyl-4-isopropylphenoal
135.0 8.00 8.20 840 8.60 8.80
m/z 136.10 10.70%

5000
150.0
91.0
15.0 27.0 390 51.0 650 770 "/ 107.0 159 g
T T T T R T e T e e e R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60 8.80

8270-BF072517.M Thu Jul 27 13:50:57 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.76 174.96 ng 7528430 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Undecanoic acid, 10-bromo- 264 C11H21Bro02 018294-93-4 47
Abundance Scan 1509 (10.763 min): BF097074.D (-1493) (-) m/z 60.00 100.00%
6d.0
41)1
5000 129.1
| 10,40 10.60 10.80 11.00
I | m/z 72.95 94 .36%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #84454: Tetradecanoic acid
43.0 73.0
5000 129.0 228.0 DAL SRS
mmmmmmnm
670 185.0 m/z 43.05 87.44%
,,1,8}0,\l,,\ih,,‘l”\,w\,\ H\H Al .“.‘..]4.4?.(?1,6.6.9.““...,299.(?,..‘..
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
430 | 130
rolao oo Toe tvoa T
5000 129.0 m/z 57.05 73.33%
171.0
97.0 214.0
26.0 1520 197.0
m/z--> 25 4b eb éo 160 120 140 160 1éo 260 250
Abundance #61120: Dodecanoic acid
60.0 10.40 10.60 10.80 11.00
410 m/z 41.10 72.16%
5000 129.0
85.0 157.0
200.0
.1§?....,.....”.,....,%%H?,....“...,...??%P..,”..,....

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00

8270-BF072517.M Thu Jul 27 13:50:58 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 cis-9-Hexadecenoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.53 55.75 ng 2399120 Phenanthrene-d10 11.00

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 91
2 9-Hexadecenoic acid 254 C16H3002 002091-29-4 91
3 Z-11-Tetradecenoic acid 226 C14H2602 1000130-83-3 90
4 Oxacvcloheptadecan-2-one 254 C16H3002 000109-29-5 90
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 90

Abundance Scan 1639 (11.527 min): BF097074.D (-1630) (-) m/z 55.00 100.00%

5000

i

11.20 11.40 11.60 11.80

236.2
m/z 41.10 67.92%

137.1 165.1 192.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105678: cis-9-Hexadecenoic acid
55.0
5000 83.0 LI I B B B |
11.20 11.40 11.60 11.80
m/z 69.10 50.35%
29.0
LAl AM ‘H\ 137.0 1650 194.0
R R RRREsRaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0
L e e R EEREE S
11.20 11.40 11.60 11.80
5000 83.0 m/z 43.10 42 _.44%
29.0
111.0
1380 1650 194.0 21602002550
T T T T T T e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82769: Z-11-Tetradecenoic acid T T T
41.0 11.20 11.40 11.60 11.80
0
69.0 m/z 83.10 34.68%
5000
97.0
124.0
‘\\HJ“ 44,0 166015 5 208.0555 L~\__w~uk
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80

8270-BF072517.M Thu Jul 27 13:50:58 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.65 427.07 ng 18376900 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 78
5 Methyl 2,6-anhydro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 22
Abundance Scan 1660 (11.651 min): BF097074.D (-1643) (-) m/z 60.00 100.00%
6d.0
4111
5000 1291 L__
85.1
213.2 LI LRI UL UL B
| ” ||| o7 157.2 185.2 256.3 1140 1160 11.80 12.00
O Ml W ond L Ll b T Tm/z 73.05 98.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T T -LTT AR
129.0 nmnmnmnm
97.0 213.0 m/z 43.10 96.73%
L] 1570 1850
Illllll‘”ﬂlull\l : H ‘H |M ||“|‘|||‘|||||||‘|| |‘||‘|‘ i ||2|3|6'0||||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 730
11.40 11.60 11.80 12.00
5000 m/z 57.10 82.83%
129.0
97.0 171.0 214.0
’ 152.0 195.0
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid
73.0 11.40 11.60 11.80 12.00
43.0 m/z 41.10 69.20%
5000 1290
185.0 228.0
W |
|||‘|‘||‘|‘H‘ \MIII‘HI\II\I\‘I |”|‘|||‘||||1|6|6|‘|)|||||‘|||| |||||||||||| T T T
miz-> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. 00

8270-BF072517.M Thu Jul 27 13:50:59 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.26 43.04 ng 1851980 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 99
2 3.4"-Diisopropvibiphenvl 238 C18H22 061434-46-6 60
3 4.4"-Diisopropvibiphenvl 238 C18H22 018970-30-4 50
4 3.3"-Diacetvilbiphenvl 238 C16H1402 094113-07-2 50
5 2-Propenoic acid, 3-(3,4,5-trime... 238 C12H1405 000090-50-6 45

Abundance Scan 1764 (12.263 min): BF097074.D (-1758) (-) m/z 67.10 100.00%

£

5000
12.00 12.20 12.40 12.60
280.3
2511 m/z 55.05 84.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
181.0
12.00 12.20 12.40 12.60
153.0 m/z 81.10 80.36%
55.0 81.0 104.0 128,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
223.0
12.00 12.20 12.40 12.60
5000 m/z 41.05 75.68%
43.0
165.0
104.0
15.0 7.0 128.0 195.0
wmm‘mmmﬁrmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92584: 4,4'-Diisopropylbiphenyl R E
223.0 12.00 12.20 12.40 12.60
m/z 54.05 56.99%
5000
104.0 65.0
430 770 | 1280 20 1950 | |
R e B A A RARA B R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60

8270-BF072517.M Thu Jul 27 13:50:59 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 cis-13-Octadecenoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.37 737.80 ng 29522600 Chrysene-di12 13.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 91
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 83
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 74
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 64
5 6-Octadecenoic acid, (2)- 282 C18H3402 000593-39-5 64

Abundance Scan 1782 (12.369 min): BF097074.D (-1764) (-) m/z 55.10 100.00%

5000

111.1 I I s B o B B
12.00 12.20 12.40 12.60
220.2 264.3
ol 194.2 241.2

m/z 41.10 63.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129347: cis-13-Octadecenoic acid

F

5000

12foo 12f20 12!40 12.60
111.0 m/z 69.10 62 .35%

137.0 165.0 1930 222.0 2640
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_
12.00 12.20 12.40 12.60
5000 m/z 83.10 48.51%
83.0
111.0
23.0 137.0 165.0 193.0 2220 2640

wﬁmmmﬁmmﬁrwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129352: 9-Octadecenoic acid, (E)-

F

12.00 12.20 12.40 12.60
m/z 43.10 47.86%

83.0
5000
29.0

138.0

.

180.0 222.0

I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60

8270-BF072517.M Thu Jul 27 13:51:00 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.43 123.78 ng 4952970 Chrysene-di12 13.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 45
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 45
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38

Abundance Scan 1792 (12.427 min): BF097074.D (-1788) (-) m/z 55.10 100.00%

5000

.

12.20 12.40 12.60 12.80
m/z 43.10 76.84%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0

12!20 12.I4O 12!60 12.I80
m/z 73.00  71.60%

150, L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
e e
12.20 12.40 12.60 12.80
5000 129.0 m/z 57.10 69.40%
29.0 87.0
172.0
wﬁmmﬁwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid L Ema s B e
43.0 | 73.0 12.20 12.40 12.60 12.80
m/z 60.00 63.17%
5000 129.0

:

15.0
R AEEEEEE s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF072517.M Thu Jul 27 13:51:00 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 9,12-Octadecadienoic acid (... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.49 53.54 ng 2142570 Chrysene-di12 13.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 96
2 Methvl 9.12-heptadecadienoate 280 C18H3202 1000336-36-2 90
3 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 90
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 87
5 9,17-Octadecadienal, (2)- 264 C18H320 056554-35-9 86

Abundance Scan 1803 (12.492 min): BF097074.D (-1800) (-) m/z 67.10 100.00%

67.1

5000{41.1

F

123.1 280.3 12.20 12.40 12.60 12.80
149.1 : : : :

1%6.1 2312 m/z 81.10 66.24%

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

Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-

67.0

F

5000
12.20 12.40 12.60 12.80

m/z 95.10 49_77%

123.0
150.0 1820 210.0

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

280.0

F

Abundance
67.0
95.0 12.20 12.40 12.60 12.80
5000 m/z 41.10 46.70%
121.0 150.0 248.0 280.0
177.0 206.0

mmmmmmmmm

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

Abundance #178355: 2-Chloroethy! linoleate e RS EEE RS R
12.20 12.40 12.60 12.80

m/z 55.10 42 .35%

.

5000

3

I T I T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.20 12.40 12.60 12.80

8270-BF072517.M Thu Jul 27 13:51:01 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl13.07 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.07 198.38 ng 7938180 Chrysene-di12 13.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2-Dodecen-1-ol 184 C12H240 069064-37-5 46
2 Cvclododecanone 182 C12H220 000830-13-7 45
3 13-Octadecenal. (2)- 266 C18H340 058594-45-9 43
4 cis-7.cis-11-Hexadecadien-1-vl a... 280 C18H3202 052207-99-5 38
5 13-Tetradecenal 210 C14H260 085896-31-7 38

Abundance Scan 1901 (13.069 min): BF097074.D (-1889) (-) m/z 55.10 100.00%

5000

:

12.80 13.00 13.20 13.40
m/z 43.10 69.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48743: trans-2-Dodecen-1-ol

%

5000 e
82.0 12.80 13.00 13.20 13.40

m/z 57.10 68 .00%

29.0
109.0 138.0 166.0

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0
S
710 12.80 13.00 13.20 13.40
5000 98.0 m/z 41.10 64.95%
125.0 182.0
149.0
Wmmmwwwm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I

Abundance #115867: 13-Octadecenal, (2)- i B
12.80 13.00 13.20 13.40

m/z 71.10 59.84%

5000

29.0

:

166.0 195.0 223.0 248.0
e o = NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40

8270-BF072517.M Thu Jul 27 13:51:02 2017

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl13.15 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.15 92.61 ng 3705620 Chrysene-di12 13.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptafluorobvtvrvloxv-6-ethvld... 382 C16H25F702 1000215-97-2 38
2 2-Fluorophenvlamine. N-methoxvca... 169 C8H8FNO2 1000343-97-8 38
3 Fumaric acid. 2-butvl pentvl ester 242 C13H2204 1000348-64-1 35
4 T1.1"-Biphenvl1-2-amine 169 C12H11N 000090-41-5 25
5 4-Pyridinol, 2,6-dimethyl-3-[met... 169 C8H11NOS 1000251-72-8 25
Abundance Scan 1915 (13.151 min): BF097074.D (-1907) (-) m/z 169.20 100.00%
160.2

5000 55.1

-

98.1

129.1 12.80 13.00 13.20 13.40
,....,|-l.-...'|l.|.. 1911 22022431264128721 /7 55.10  42.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #203090: 3-Heptafluorobytyryloxy-6-ethyldecane
69.0

o

%

5000

12:80 13.00 13.20 13.40
m/z 69.10 35.52%

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

R

Abundance
169.0
1240 LA L L L L L L B
12.80 13.00 13.20 13.40
5000 m/z 98.10 25.63%
83.0
31.0 59.0
Tmmwn—mwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95461: Fumaric acid, 2-butyl pentyl ester R B A
169.0 12.80 13.00 13.20 13.40
m/z 155.10 25.28%
117.0
5000
56.0
29 0 82.0 ‘ ‘
H\H b SO e 890 | M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13. 00 13 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Vitamin E Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.60 51.72 ng 1394080 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 000059-02-9 95
2 dl-_.alpha.-Tocopherol 430 C29H5002 010191-41-0 94
3 (H)-.agamma.-Tocopherol. O-methvl- 430 C29H5002 1000374-72-2 76
4 1-(m-Dimethvlaminophenv)ethanol 165 C10H15NO 005339-01-5 52
5 1H-Purin-2-amine, 6-methoxy- 165 C6H7N50 020535-83-5 49
Abundance Scan 2331 (15.598 min): BF097074.D (-2326) (-) m/z 165.10 100.00%
16b.1
5000 43.1 A&
430.4 LRI R B BN B
205.1 55 9083.3 3542 396.4 15.20 15.40 15.60 15.80 16.00
m/z 43.10 43 .69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222349: Vitamin E
165.0
5000 430.0 L o i e PRV,
mmmmmmmmmm
43.0 m/z 164.10 34.21%
205.0
B0 B0 | TP 2460 2080 3440 3870 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
165.0
15,20 15.40 15.60 15.80 16.00
5000 m/z 147.10 28.69%
430 430.0
81.0 121.0 205.0 246.0 288.0 344.0
m/z--> §o 160 1éo 260 2%0 360 350 460
Abundance #222360: (+)-.gamma.-Tocopherol, O-methyl- B B B o e
165.0 15.20 15.40 15.60 15.80 16.00
430.0 m/z 57.10 23.60%
3.0 205.0
| 4 79.0 1210 ‘ | 247.0 288.0 344.0 387.0
m/z--> 5'0 1(')0 1&'30 2c')o 251;0 3(')0 3&1;0 4(')0 15. 20 15. 40 15 60 15. 80 16. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 _gamma.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.69 106.81 ng 2879060 Perylene-di12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 96
3 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 60
4 Isocholestervl methvl ether 400 C28H480 029944-53-4 53
5 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 50
Abundance Scan 2517 (16.692 min): BF097074.D (-2508) (-) m/z 43.05 100.00%
43.0
213:2 303.3
m7 =2 381.44144 16.40 16.60 16.80 17.00
et m/z 55.05 61.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 810 LA L L L L LB
145.0 414.0 16,40 16.60 16.80 17.00
2130 ., 3030 381 m/z 57.05 58.72%
el o
: \I e IUI ! h\ ] M H\ ‘H H \H‘ |" I‘dl . IHI : |4|2.|0'| : I‘\ : \‘i I‘I
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
16.40 16.60 16.80 17.00
5000 m/z 107.10 49.69%
107.0 414.0
145.0
213.0 303.0
77.0 178.0 255.0 341.0 381.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #210541: Stigmastan-3,5-diene R AR EER e R
43.0 16.40 16.60 16.80 17.00
m/z 105.10 43.84%
396.0
5000
81.0 147.0
H H\ M ]mfmom JM i 183 0213 0 25\5 0\2818 0 3540
m/z--> 150 200 250 300 350 400 16,40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097074.D

Aca On 26 Jul 2017 14:40

Operator : SJ/JU

Sample = 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Stigmast-4-en-3-one Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.52 39.67 ng 1069270 Perylene-d12 14.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 98
2 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 50
3 2.3-Diaminophenol 124 C6H8N20 059649-56-8 47
4 4.6-Dimethvl-2-pvrimidone 124 C6H8N20 000108-79-2 43
5 2-Methyl-4,5-pyrimidinediamine 124 C5H8N4 015579-63-2 43
Abundance Scan 2658 (17.521 min): BF097074.D (-2650) (-) m/z 124.05 100.00%
1
5000 J\\
293 574 5704 4124 | 1750 1740 1760 1780
m/z 43.10 59.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one
124.0
43.0
5000 229.0 412.0 17.20 17.40 17.60 17.80
8L.0 289.0 00 m/z 55.10 43.89%
61.0 :
.‘HH‘. \iﬁ \;h .“‘%9‘.1'{0. ; l‘ "‘I : ‘\ \‘ 3270| ; l — II l‘ ;
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
43.0 17.20 17.40 17.60 17.80
5000 m/z 229.15 35.82%
91.0 191.0 314.0
161.0 229.0 272.0
mz-> 50 100 150 200 250 300 350 400
Abundance #10327: 2,3-Diaminophenoal
124.0 17.20 17.40 17.60 17.80
m/z 57.10 32.70%
||||L|I|\|||'|||||||| ——T ——T ——T T R e N A
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072617\
Data File : BF097074.D

Acq On 26 Jul 2017 14:40

Operator : SJ/JU

Sample - 14443-05 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

unknownl13.15 13.15 92.6 ng 3705620
Vitamin E 15.60 51.7 ng 1394080
-gamma.-Sitosterol 16.69 106.8 ng 2879060
Stigmast-4-en-3-one 17.52 39.7 ng 1069270

13.63 800293 20.0
14.98 539087 20.0
14.98 539087 20.0
14.98 539087 20.0

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Phenol, 2-ethyl-5._.. 7.96 59.1 ng 1932400 2 7.78 653586 20.0
Phenol, 4-ethyl-3._.. 8.04 95.9 ng 3133080 2 7.78 653586 20.0
Phenol, 3-ethyl-5._.. 8.17 176.6 ng 5770160 2 7.78 653586 20.0
Phenol, 3,4,5-tri... 8.24 63.0 ng 2059450 2 7.78 653586 20.0
Phenol, 2,4,6-tri... 8.26 67.7 ng 2211260 2 7.78 653586 20.0
Phenol, 2-methyl-._._. 8.37 46.0 ng 1504100 2 7.78 653586 20.0
Tetradecanoic acid 10.76 175.0 ng 7528430 4 11.00 860602 20.0
cis-9-Hexadecenoi... 11.53 55.8 ng 2399120 4 11.00 860602 20.0
n-Hexadecanoic acid 11.65 427.1 ng 18376900 4 11.00 860602 20.0
10,18-Bisnorabiet... 12.26 43.0 ng 1851980 4 11.00 860602 20.0
cis-13-Octadeceno... 12.37 737.8 ng 29522600 5 13.63 800293 20.0
Octadecanoic acid 12.43 123.8 ng 4952970 5 13.63 800293 20.0
9,12-Octadecadien... 12.49 53.5 ng 2142570 5 13.63 800293 20.0
unknownl13.07 13.07 198.4 ng 7938180 5 13.63 800293 20.0

5
6
6
6
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