LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\

Data File : BF097059.D

Aca On - 26 Jul 2017 6:06 Instrument :
Operator : SJ/JU BNA_F

Sample 1 14399-02 5X ClientSampleld :
Misc i E2-N7-BASE
ALS Vial : 33 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 3.987 350 357 369 rBV2 109362 199713 2.80% 0.443%
2 4.716 476 481 493 rVB 1392735 1575263 22.05% 3.492%
3 4.916 512 515 519 rVB 74028 72869 1.02% 0.162%
4 5.034 530 535 543 rBV 178479 258963 3.62% 0.574%
5 5.098 543 546 559 rVB 448730 487315 6.82% 1.080%
6 5.304 578 581 586 rBV 136561 125087 1.75% 0.277%
7 5.393 593 596 599 rBV 88547 82681 1.16% 0.183%
8 5.763 652 659 663 rVB3 167180 200112 2.80% 0.444%
9 5.934 682 688 690 rBV3 70751 96814 1.36% 0.215%
10 6.022 698 703 705 rBV2 118738 121722 1.70% 0.270%
11 6.051 705 708 713 rVB2 67467 78832 1.10% 0.175%
12 6.098 713 716 721 rBV 111816 98122 1.37% 0.218%

13 6.157 723 726 734 rBv2 535552 580262 8.12% 1.286%
14 6.234 737 739 742 rVV 249682 233227 3.26% 0.517%
15 6.269 742 745 749 rvV 638220 581191 8.14% 1.289%

16 6.328 752 755 757 rvV 405792 378756 5.30% 0.840%
17 6.351 757 759 763 rVB 188647 163370 2.29% 0.362%
18 6.439 769 774 777 rBV 247455 238476 3.34% 0.529%
19 6.498 780 784 785 rVvV 831664 696829 9.75% 1.545%
20 6.516 785 787 791 rvV 875508 760190 10.64% 1.685%

21 6.557 791 794 797 rVvv2 287694 329397 4.61% 0.730%
22 6.581 797 798 801 rvv 90736 81952 1.15% 0.182%
23 6.622 801 805 808 rvv2 214048 220492 3.09% 0.489%
24 6.669 808 813 820 rVvB3 1204283 1662920 23.28% 3.687%

25 6.757 826 828 830 rBV 90085 72215 1.01% 0.160%
26 6.787 830 833 836 rvv2 315110 368646 5.16% 0.817%
27 6.828 839 840 843 rVB 120284 93718 1.31% 0.208%
28 6.904 849 853 857 rBV3 48602 73487 1.03% 0.163%
29 6.975 862 865 867 rvv 85377 79907 1.12% 0.177%
30 6.998 867 869 871 rvVv 94821 73784 1.03% 0.164%

31 7.045 871 877 878 rvv2 212815 229214 3.21% 0.508%
32 7.063 878 880 884 rvv2 411929 419032 5.87% 0.929%
33 7.122 888 890 893 rVvB 148614 111341 1.56% 0.247%
34 7.204 899 904 911 rBV3 106437 175249 2.45% 0.389%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\

Data File : BF097059.D

Aca On - 26 Jul 2017 6:06 Instrument :
Operator : SJ/JU BNA_F

Sample 1 14399-02 5X ClientSampleld :
Misc i E2-N7-BASE
ALS Vial : 33 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
35 7.281 915 917 919 rvv 102145 75008 1.05% 0.166%

36 7.310 919 922 925 rVB 138753 122725 1.72% 0.272%
37 7.375 930 933 937 rBV 89819 87989 1.23% 0.195%
38 7.463 943 948 954 rBV 718837 993338 13.90% 2.202%
39 7.528 954 959 963 rVvV2 644644 745933 10.44% 1.654%
40 7.581 963 968 969 rvv 390780 455770 6.38% 1.010%

41 7.598 969 971 974 rVV 1144706 1049977 14.70% 2.328%
42 7.622 974 975 978 rvv2 162789 136439 1.91% 0.302%
43 7.657 978 981 985 rVB 446393 369721 5.18% 0.820%
44 7.763 995 999 1001 rvV 1081181 948942 13.28% 2.104%
45 7.816 1001 1008 1011 rVV2 4569424 7143884 100.00% 15.838%

46 7.863 1011 1016 1022 rVB2 175548 211899 2.97% 0.470%
47 7.928 1022 1027 1029 rBv2 101197 109961 1.54% 0.244%
48 7.963 1029 1033 1036 rBvV 675336 527711 7.39% 1.170%
49 7.998 1036 1039 1042 rVB 196275 144940 2.03% 0.321%
50 8.034 1042 1045 1048 rBvV 859087 759775 10.64% 1.684%

51 8.069 1048 1051 1054 rVvB 602568 458163 6.41% 1.016%
52 8.163 1062 1067 1074 rBV 1859840 1795778 25.14% 3.981%
53 8.239 1074 1080 1082 rVVv 593709 578426 8.10% 1.282%
54 8.263 1082 1084 1085 rVVv 816925 610745 8.55% 1.354%
55 8.281 1085 1087 1094 rvv 505615 489241 6.85% 1.085%

56 8.375 1098 1103 1105 rVvVv 347785 299776 4._.20% 0.665%
57 8.445 1112 1115 1117 rBV 137780 139705 1.96% 0.310%
58 8.498 1120 1124 1127 rVV 2417712 2221464 31.10% 4.925%
59 8.528 1127 1129 1131 rVV2 145710 140052 1.96% 0.311%
60 8.551 1131 1133 1135 rVvv2 180277 153579 2.15% 0.340%

61 8.569 1135 1136 1137 rVV 156710 103504 1.45% 0.229%
62 8.598 1137 1141 1147 rVB 1682290 1632039 22.85% 3.618%

63 8.657 1147 1151 1152 rBV2 107761 94529 1.32% 0.210%
64 8.675 1152 1154 1160 rVvV3 148163 204663 2.86% 0.454%
65 8.775 1169 1171 1174 rBV2 111761 99757 1.40% 0.221%

66 8.857 1181 1185 1188 rBV 594332 465139 6.51% 1.031%
67 8.957 1198 1202 1209 rVB3 154713 194588 2.72% 0.431%
68 9.257 1250 1253 1256 rBV 106041 97651 1.37% 0.216%
69 9.504 1289 1295 1296 rBV 118068 117508 1.64% 0.261%
70 9.528 1296 1299 1303 rVB2 925536 782416 10.95% 1.735%

71 10.310 1426 1432 1442 rBV 262434 291589 4.08% 0.646%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 10.469 1457 1459 1462 rVB 152555 122483 1.71% 0.272%
73 10.522 1464 1468 1475 rVB 213268 208396 2.92% 0.462%
74 10.710 1495 1500 1506 rBV 553730 547056 7.66% 1.213%
75 10.998 1546 1549 1552 rBV 757675 643310 9.01% 1.426%

76 11.122 1565 1570 1575 rVB2 237871 319434 4._.47% 0.708%
77 11.580 1641 1648 1651 rBV 2082737 2782704 38.95% 6.169%
78 12.257 1757 1763 1766 rBV3 68644 123200 1.72% 0.273%
79 12.345 1774 1778 1782 rBV 172169 176717 2.47% 0.392%

80 12.386 1782 1785 1789 rVB2 96913 94968 1.33% 0.211%
81 12.580 1814 1818 1821 rBV 306392 259432 3.63% 0.575%
82 13.045 1893 1897 1904 rBV 59227 93734 1.31% 0.208%
83 13.504 1971 1975 1979 rBV2 71601 81002 1.13% 0.180%

84 13.621 1991 1995 1999 rBV 634019 569667 7.97% 1.263%
85 14.974 2221 2225 2229 rVB 374346 411346 5.76% 0.912%

86 15.392 2291 2296 2300 rBV2 64206 106960 1.50% 0.237%
87 15.592 2326 2330 2337 rVB2 176679 301780 4.22% 0.669%
88 16.227 2432 2438 2444 rVB9 58130 136319 1.91% 0.302%
89 16.698 2507 2518 2528 rBV5 532346 1769653 24.77% 3.923%
90 17.251 2607 2612 2619 rVB6 49408 105277 1.47% 0.233%

91 17.509 2648 2656 2666 rVB3 143460 376403 5.27% 0.834%

Sum of corrected areas: 45105313
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO072517\

BF097059.D

26 Jul 2017 6:06

SJ/Ju

14399-02 5X

33 Sample Multiplier: 1

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

C:\DATABASENNIST11.L
LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0!

Time--> 2.00

TIC: BF097059.D

4.72

2.50 3.00 3.50 4.00 4.50 5.00 6.50 7.00

Abundance

7182

4000000

3000000

2000000

1000000

TIC: BF097059.D

11.58
10.71

10. 12 58
h%wz } Ihl/\lz l 13 04 13

13.

5

0
Time-->

10.00 10. 50 11. 00 11. 50 12. 00 12. 50 13. 00 13. 50

Abundance

4000000

3000000

2000000

1000000

TIC: BF097059.D

14.97 16,70

5.59 17.51
15.39 16.23 17.25 17,

Time-->

18.00 18.50

17.00 17.50

16.00 16.50

14.00 14.50

15.00 15.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 Benzene, 1,2,3-trimethyl- Concentration Rank 15

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

6.33 10.87 ng 378756 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 755 (6.328 min): BF097059.D (-752) (-) m/z 105.10 100.00%
105.1
5000 120.1
39.0 5.0 g5 /70 910 | 6.00 6.20 6.40 6.60
et e 2402 Tm/z 120,10 A47.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
6.00 6.20 6.40 6.60
m/z 119.10 13.16%
15,0 27.0 39\'0 51\'0 65\'0 77\\0 91\.0 l |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0
120.0 6.00 6.20 6.40 6.60
5000 m/z 77.00 11.42%

15.0 27.0 39.0 51.0 65.0 77.0 91.0

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

Abundance #9420: Benzene, 1,2,4-trimethyl-

105.0 6.00 6.20 6.40 6.60

m/z 91.05 10.07%
120.0
5000
51.0 770 910
..,....,.??.‘?..ﬂq&..i‘a‘..a‘,??:(.),...l‘,....,‘a...,.‘:l.,..‘.‘.,‘....,....,....,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 3 Cyclohexanemethanol, .alpha... Concentration Rank 10

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

7.53 15.72 ng 745933 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 50
2 Cvclohexanemethanol. .alpha...al... 156 C10H200 005114-00-1 47
3 Cvclohexanemethanol. .alpha...al... 156 C10H200 007322-63-6 47
4 Methvl N-chloroacetvlcarbamate 151 C4H6CINO3 013558-70-8 43
5 o-Menthan-8-ol 156 C10H200 343855-44-7 38

Abundance Scan 959 (7.528 min): BF097059.D (-954) (-) m/z 59.00 100.00%
5d.0
5000
117.1 NS | GO ——
41.0 81.0 g51 132.1 7.20 7.40 7.60 7.80
el 200 1822 o717 10 25.40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28363: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-
59.0
5000
7.20 7.40 7.60 7.80
m/z 119.10 14.72%
200 4.0 | 700810 96.0 1000 1230 1410
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
7.20 7.40 7.60 7.80
5000 m/z 55.00 13.06%
WWTWWWWW
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28368: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,... AR A R S
59.0 7.20 7.40 7.60 7.80
m/z 41.05 11.35%
5000
200 419 || 700810 960 1090 1230 1410
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 720 740 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 4 Phenol, 4-ethyl- Concentration Rank 19

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

7.58 9.61 ng 455770 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-ethvl- 122 C8H100 000123-07-9 76
2 Phenol. 3-ethvl- 122 C8H100 000620-17-7 70
3 Phenol. 2-ethvl- 122 C8H100 000090-00-6 68
4 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 59
5 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 59

Abundance Scan 968 (7.581 min): BF097059.D (-963) (-) m/z 107.05 100.00%
0.1
5000 1221
77.0
39.0 51.0 g30 91.0 7.20 7.40 7.60 7.80 8.00

..,....,....,....',....;'.-'...,.':'..,...:',....,'.:.-.,.~..!,..|..,-.-..-)me#5n‘l# m/z 122.05  38.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9918: Phenol, 4-ethyl-
107.0

5000
122.0 7.20 7.40 7.60 7.80 8.00

m/z 77.00 21.28%

77.0
15,0 27.0 390 51.0 650 | 910

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
107.0
7.20 7.40 7.60 7.80 8.00
5000 122.0 m/z 130.05 17.73%
77.0
15.0 27.0 39.0 51.0 65.0 94.0
Wmmmwmwmﬂwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9916: Phenol, 2-ethyl-
107.0 7.20 7.40 7.60 7.80 8.00
m/z 129.10 17 .06%
5000 122.0
77.0
39.0
LR ot T [ N N [ SR |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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, 3,5-dimethyl- Concentration Rank 6

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

7.60 22.13 ng 1049980 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 94
2 Phenol. 2.4-dimethvl- 122 C8H100 000105-67-9 90
3 Phenol. 2.5-dimethvl- 122 C8H100 000095-87-4 90
4 Phenol. 2.6-dimethvl- 122 C8H100 000576-26-1 86
5 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 83

Abundance Scan 971 (7.598 min): BF097059.D (-969) (-) m/z 122.10 100.00%
122.1
107.1
5000
77.0

| ﬁo 65.0 “ 7.20 7.40 7.60 7.80 8.00
I |

..,....,....,....,....,!'.-..i.'.'..,....,....,.-...,....,.... 1460 m/z 107.10  79.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #9933: Phenol, 3,5-dimethyl-
107.0 122.0
5000
77.0 7.20 7.40 7.60 7.80 8.00
0.0 510 ‘ 91.0 m/z 121.10 46.87%
65.0
..ﬁ?PP?Z?HHH”.4M.wnmw.njpn.“”.“.dp.”,.”,””,””,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107.0 122.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 77.05 26.37%
77.0
91.0
150 270 39.0 51.0 450
wwwwmﬁmwmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9927: Phenol, 2,5-dimethyl-
107.0 122.0 7.20 7.40 7.60 7.80 8.00
m/z 79.10 20.05%
5000
77.0
39.0 510 ‘ 91.0
27.0 65.0
1 M PR | PRSI N NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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, 2,3-dimethyl- Concentration Rank 20

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

7.66 7.79 ng 369721 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 94
2 Phenol. 2.3-dimethvl- 122 C8H100 000526-75-0 93
3 Phenol. 2.4-dimethvl- 122 C8H100 000105-67-9 91
4 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 87
5 Phenol, 2-ethyl- 122 C8H100 000090-00-6 87

Abundance Scan 982 (7.663 min): BF097059.D (-978) (-) m/z 107.05 100.00%
1071 1221
5000
77.0 910
39|'° 51|° 65.0 ‘ el 7.40 7.60 7.80 8.00
..,....,....,....,....;:'...~,.'.'..,...!,....,.-:..,.'..!,....', besprerrreren | M/z 122.05  84.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9933: Phenol, 3,5-dimethy!-
107.0 122.0
5000
770 7.40 7.60 7.80 8.00
2.0 510 910 m/z 121.10 31.29%
I 7'0 il g'o 100 110 130 130 140 150
Abundance
107.0 0
7.40 7.60 7.80 8.00
5000 m/z 77.05 29.90%
77.0
39.0 51.0 91.0
Wmmﬁﬁﬁmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9929: Phenol, 2,4-dimethyl-
107.0 122.0 7.40 7.60 7.80 8.00
m/z 91.00 20.81%
5000
77.0
39.0 51.0 9”
150 270 39 510 50 | }
m/z--> 10 20 30 45 éo 60 70 80 gb 100 110 120 130 140 150 7.40 7.60 7.80 8.00

8270-BF072517 .M Wed Jul 26 17:44:06 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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, 4-(1-methylethyl)- Concentration Rank 14

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

7.96 11.12 ng 527711 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1-methvlethvl)- 136 C9H120 000099-89-8 94
2 Phenol. 2-(1-methvlethvI)- 136 C9H120 000088-69-7 90
3 Phenol. 3-(1-methvlethvI)- 136 C9H120 000618-45-1 90
4 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 90
5 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 90

Abundance Scan 1033 (7.963 min): BF097059.D (-1029) (-) m/z 121.05 100.00%
121.1
5000 136.1
77.0 911
39.0 51.0 650 103.1 7.60 7.80 8.00 8.20
WSO PSS P WS B SO S S — m/z 136.05 36.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16450: Phenol, 4-(1-methylethyl)-
121.0
5000
136.0 7.60 7.80 8.00 8.20

. 0,
770 910 1030 m/z 91.10 21.09%

150 270 390 510 650

m/z--> 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 18.71%
136.0
103.0
0

150 27.0 39.0 51.0 65.0
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #16452: Phenol, 3-(1-methylethyl)-
121.0 7.60 7.80 8.00 8.20
m/z 103.10 10.31%
5000
136.0
77.0 91.0
300 510 650 | ‘ 10?°
] | !
T T T T T 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

8270-BF072517 .M Wed Jul 26 17:44:06 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 8 Phenol, 4-ethyl-3-methyl- Concentration Rank 9

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

8.03 16.01 ng 759775 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-ethvl-3-methvl- 136 C9H120 001123-94-0 94
2 Benzene. 1-ethvl-4-methoxv- 136 C9H120 001515-95-3 91
3 Phenol. 2-(1-methvlethvI)- 136 C9H120 000088-69-7 91
4 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 91
5 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 90

Abundance Scan 1044 (8.028 min): BF097059.D (-1042) (-) m/z 121.10 100.00%
121.1
5000
136.1
3.0 510 650 77.0 91|.o 031 | 7.60 7.80 8.00 8.20 8.40
R AR R A AR RS RARRS RN AR SALSS RS AAAN ARSI BRI RN m/z 136.10 27.42%
m/z--> 10 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 7.60 7.80 8.00 8.20 8.40
770 910 ' m/z 91.00 13.75%
0810 650 | | 030 |
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 8.40
5000 m/z 77.00 12.49%
136.0

270 39.0 51.0 650 /70 910 1050
wwmwwﬁmmmm
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #16456: Phenol, 2-(1-methylethyl)-

121.0 7.60 7.80 8.00 8.20 8.40

m/z 122 .05 8.77%
5000
136.0
103.0
77.0
150 27.0 390 510 650 o0
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIII‘IIIIIIIII

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 8.40

8270-BF072517 .M Wed Jul 26 17:44:07 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 Phenol, 3-ethyl-5-methyl- Concentration Rank 18

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

8.07 9.66 ng 458163 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 91
2 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 91
3 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 90
4 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 87
5 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 86

Abundance Scan 1051 (8.069 min): BF097059.D (-1048) (-) m/z 121.10 100.00%
121.1
5000 136.1
91.1
39.0 51.0 650 o 107.1 7.80 8.00 8.20 8.40

el eeen | M/ 136.100  38.64%
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

136.0

5000
7.80 8.00 8.20 8.40

m/z 91.10 17.34%

77.0 91.0 4470

39.0
15.0 27\\'0 \ 51.0 65\'0 ‘ ‘ \ | il

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

121.0

7.80 8.00 820 8.40
5000 136.0 m/z 77.00 16.32%

77.0 910
15.0 27.0 39.0 51.0 65.0 107.0

wwwmmmm
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 7.80 8.00 8.20 8.40

m/z 107 .05 9.36%
5000
136.0
270 39.0 510 77.0 91.0
0 650
..,....,...‘.,....‘,‘....i‘a‘...,.‘.‘..,...‘:,....,‘.‘...,.1.0.7.',0..‘..,%..,...‘.,....,...

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

8270-BF072517 .M Wed Jul 26 17:44:07 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 Phenol, 2-ethyl-4-methyl- Concentration Rank 4

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

8.16 37.85 ng 1795780 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 87
2 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 87
3 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 87
4 1.3-Cvclopentadiene., 1.2.3.4.5-p... 136 C10H16 004045-44-7 72
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 72

Abundance Scan 1067 (8.163 min): BF097059.D (-1062) (-) m/z 121.10 100.00%
121.1
136.1
5000 1071
771 911
39.0 51.0 ¢5.0 | 7.80 8.00 8.20 8.40
ettt el e | M/Zz 136.100  52.86%
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
5000 136.0
7.80 8.00 8.20 8.40
270 910 m/z 107.10 36.32%
150 27.0 390 510 es0 " "/ 07O
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121.0
136.0 7.80 8.00 8.20 8.40
5000 m/z 77.10 22 .35%
150 270 390 510 650 770 910 000
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16429: Phenol, 2-ethyl-6-methyl-
121.0 7.80 8.00 8.20 8.40
m/z 91.10 20.17%
5000 136.0
39.0 77.0 91.0 :
| 51\'0 o0 1070 |
|, il L1 I | 1 L
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

8270-BF072517 .M Wed Jul 26 17:44:08 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 Phenol, 2,4,5-trimethyl- Concentration Rank 13

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

8.24 12.19 ng 578426 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4.5-trimethvl- 136 C9H120 000496-78-6 94
2 Phenol. 3.4.5-trimethvl- 136 C9H120 000527-54-8 91
3 Phenol. 3.4.5-trimethvl-., methvl._._. 193 C11H15N02 002686-99-9 91
4 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 90
5 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 90

Abundance Scan 1080 (8.239 min): BF097059.D (-1074) (-) m/z 121.05 100.00%
121.1
136.1
5000
77.0 om0
39.0 510 650 ‘" 1031 8.00 8.20 8.40 8.60
S N ¥ VSY PSR WIS MW N |10 m/z 136.10 67.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16414: Phenol, 2,4,5-trimethyl-
121.0
136.0
5000
8.00 8.20 8.40 8.60
27039-0510 650 770 91.0 m/z 135.10 26 .00%
”I””I”J\””N“”N“”PJmP'LM'”LM}S%EP'”J'”P'AP'”P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121.0
8.00 8.20 8.40 8.60
5000 136.0 m/z 91.05 22 .46%
39.0 91.0
77.0
150 270 51.0 65.0 105.0
Wmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #55324: Phenol, 3,4,5-trimethyl-, methylcarbamate
121.0 8.00 8.20 8.40 8.60
m/z 77.00 12 .59%
136.0
5000
43.0 91.0
L L ‘58\.0 I 77‘.\0 ‘ L 105.0 | 1
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

8270-BF072517 .M Wed Jul 26 17:44:08 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 Phenol, 2,4,6-trimethyl- Concentration Rank 12

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

8.26 12.87 ng 610745 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 97
2 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 97
3 Phenol. 3.4.5-trimethvl- 136 C9H120 000527-54-8 95
4 Phenol. 2.4.5-trimethvl- 136 C9H120 000496-78-6 94
5 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 94

Abundance Scan 1084 (8.263 min): BF097059.D (-1082) (-) m/z 121.10 100.00%
1251
136.1
5000
91.1
39.0 5.0 650 0 103.1 | 8.00 8.20 8.40 8.60
Obrrr e e e il et - M/z 136.10 0 71.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16421: Phenol, 2,4,6-trimethyl-
121.0 136.0
5000
8.00 8.20 8.40 8.60
91.0 m/z 91.10 24 _68%
150 270 390 510 650 770 1030 | |
LA AN RREAA IS RARES AR NS NS RS RN SRS LRSS RARSN RARSE RS

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
121.0 136.0
8.00 8.20 8.40 8.60
5000 m/z 135.10 20.23%
91.0
27.0 39.0 77.0
15.0 51.0 65.0 107.0
WWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16419: Phenol, 3,4,5-trimethyl-
121.0 136.0 8.00 8.20 8.40 8.60
m/z 77.00 13.85%
5000
77, 91.0
270 390 5.0 650 '/ | 1030 o
1 1 Ly 1 |
T T T T e T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60

8270-BF072517 .M Wed Jul 26 17:44:09 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 1,3-Cyclohexadiene, 1,5,5,6... Concentration Rank 16

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

8.28 10.31 ng 489241 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclohexadiene. 1.5.5.6-tetr... 136 C10H16 000514-94-3 72
2 Phenol. 3-(1-methvlethvl)- 136 C9H120 000618-45-1 64
3 Phenol. 2-(1-methvlethvl)- 136 C9H120 000088-69-7 64
4 Phenol. 4-(1-methvlethv)- 136 C9H120 000099-89-8 64
5 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 64

Abundance Scan 1087 (8.281 min): BF097059.D (-1085) (-) m/z 121.10 100.00%
121.1
5000
771 g1 1071 136.1

39.0 510 ¢50 | | 8.00 820 8.40 8.60
e e e || M7z 107.100 19.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #15821: 1,3-Cyclohexadiene, 1,5,5,6-tetramethyl-
121.0
105.0
5000
8.00 8.20 8.40 8.60
0
270 39.0 790 91.0 136.0 m/z 136.10 16.75%
TR vt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121.0
8.00 8.20 8.40 8.60
5000 136.0 m/z 77.10 15.97%

77.0 910 103.0
15.0 27.0 390 510 650

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

Abundance #16445: Phenol, 2-(1-methylethyl)-
121.0 8.00 820 8.40 8.60
m/z 91.05 12_.30%
5000 136.0
103.0
77.0
270 390 510 650 | gﬁo ‘
L I | L | L 1
T T T R e e e e e
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

8270-BF072517 .M Wed Jul 26 17:44:09 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 Naphthalene, 1-methyl- Concentration Rank 5

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

8.60 34.40 ng 1632040 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91

Abundance Scan 1141 (8.598 min): BF097059.D (-1137) (-) m/z 142.10 100.00%
1491
5000
115.1
e
39.0 510 630 89.0 8.20 840 860 880 9.00
b e 020 1261 Tm/z 141.10  93.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000 I R R L
115.0 8.0 840 8.60 8.80 9.00

m/z 115.10 32 .34%

270 39.0 510 630 740 890 1009 | 1260 Ll

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

Abundance
142.0
8.20 840 8.60 8.80 9.00
5000 m/z 139.05 11.95%
115.0
39.0 580 710 89.0 1020 126.0
ﬁwwmﬁmmwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19231: Benzocycloheptatriene e REREL RS
141.0 8.20 8.40 8.60 8.80 9.00
115.0 m/z 143.05 10.84%
5000
63.0 9.0
Lo 740 ] 1020 | 1280 )
L B e A RAARAREEEEEEEEE e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 8.60 8.80 9.00

8270-BF072517 .M Wed Jul 26 17:44:09 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.71 17.01 ng 547056 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 90
3 Dodecanoic acid 200 C12H2402 000143-07-7 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Octanoic acid 144 C8H1602 000124-07-2 49
Abundance Scan 1500 (10.710 min): BF097059.D (-1495) (-) m/z 60.00 100.00%

6d.0
410
5000 1291
uu e 1852 10140 1060 10,80 1100
1111 . 228.2

5 m/z 43.05  96.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84452:; Tetradecanoic acid
73.0
43.0
129.0

5000
10.40 10.60 10.80 11.00

185.0
97.0 28,0 m/z 73.00 84.69%
??\.b \ Al ,HU\. Al (BT L 2000 |
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
430 | 130
R T e
10.40 10.60 10.80 11.00
5000 129.0 m/z 41.05 76.30%
171.0
91.0 214.0
26.0 152.0 197.0
L TN e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61120: Dodecanoic acid A = —aAao
60.0 1040 1060 10.80 11.00

m/z 57.05 73 .83%

41.0
5000 129.0
85.0 157.0
111/0 200.0
.1.5.'(,).‘.‘. .w. .“.“‘.‘M.‘. P :w‘. .H. B "i" AR .‘.%E,;:?'.O. .l R

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO7
Data File : BF097059.D

Aca On 26 Jul 2017 6:06
Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 Sample Multiplier: 1

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

2517\

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 17

Peak Number 16 Phenol, 3-(2-phenylethyl)-

R.T. EstConc Area Relative to ISTD R.T.
1112 9.93ng 319434  Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Phenol. 3-(2-phenvlethvbd- 198 C14H140 033675-75-1 92
2 Oxirane. 2-methvl-3-I(phenvimeth... 178 C11H1402 116296-88-9 41

3 Pvridine. 2.3-dimethvl-
4 3-Benzvloxv-butvric acid. t-butv...
5 3-Amino-4-[4-hydroxyphenyl]butanool

107 C7HON
250 C15H2203
181 C10H15N0O2

000583-61-9 30
116761-25-2 27
1000251-64-2 25

Abundance Scan 1570 (11.122 min): BF097059.D (-1565) (-) m/z 91.05 100.00%
91.0
107.1
5000 198.1
a0 690 1080 11,00 11130 1140
128.1 178.1 : : : :
e gy L L b 1281 as20 8L L 6700 75, 90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59832: Phenol, 3-(2-phenylethyl)-
91.0
107.0
5000 ||||||||||||||||||||
198.0 10.80 11.00 11.20 11.40
m/z 85.00 75.61%
65.0
39.0 ‘ 178.0
T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0 107.0
10.80 11.00 11.20 11.40
5000 m/z 198.10 43.35%
65.0
43.0
27.0 133.0148.0  177.0
L L s S o B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5182: Pyridine, 2,3-dimethyl- B
107.0 10.80 11.00 11.20 11.40
m/z 77.10 15.87%
5000
39.0 66.0 92.0
ﬁ$M¢mwﬂw%”w”W”w”w“”wm“.
m/z--> 20 40 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40

8270-BF072517 .M Wed Jul 26 17:44:10 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 Pentadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.58 86.51 ng 2782700 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1648 (11.580 min): BF097059.D (-1641) (-) m/z 43.05 100.00%
430 730
5000
129.1
97.1 AR A UL U R
H g7tz M2 s 1120114011601180
el ' m/z 60.00 89.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
5000 129.0 BB RIS s e

11.20 11,40 11.60 11.80
m/z 73.00 87.58%

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
e o  BEEE mam e )
11.20 11.40 11.60 11.80
5000 129.0 m/z 57.10 81.77%
83.0
157.0 1850 213.0 256.0
40/0 110.0 '
AL I o o e o e e e e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0 11.20 11.40 11.60 11.80
m/z 55.05 73.81%
5000 129.0
15.0 LM N
AL e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 11
R.T. EstConc Area Relative to ISTD R.T.
15.59 14.67 ng 301780 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 000059-02-9 81
2 dl-_.alpha.-Tocopherol 430 C29H5002 010191-41-0 81
3 3.6-Dimethvl-5-0x0-1.2.3.5-tetra... 165 C8H11N30 058910-42-2 50
4 N-Cvclopentvl-2-(3H-imidazol4.5-... 276 C13H16N40S 1000295-07-4 50
5 s-Triazolo[4,3-a]pyridine-3-thio... 165 C7H7N3S 004926-22-1 46
Abundance Scan 2330 (15.592 min): BF097059.D (-2326) (-) m/z 165.05 100.00%
16b.1
5000 431

81.0 1211 205.1 430.4 15.20 15.40 15.60 15.80 16.00

m/z 43.10 50.93%

255.2288.3 3550 3964

m/z--> 50 100 150 200 250 300 350 400
Abundance #222347: Vitamin E
165.0
5000 430 | BLNLIL L BN L L LB B
4300 15.20 15.40 15.60 15.80 16.00
m/z 164.10 31.70%
85.0 205.0
(L) et 20230.02750 3410 3870
L o L A A e e e i M
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 57.05 24 .97%
43.0 430.0
’ 205.0
81.0 121.0 246.0 288.0 344.0
— T T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #34507: 3,6-Dimethyl-5-oxo-1,2,3,5-tetrahydroimidazo[1,2-a... A B R e
165.0 15.20 15.40 15.60 15.80 16.00
m/z 55.05 23.21%
5000
39,0 820 22.0
I P e N
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 _.beta.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.70 86.04 ng 1769650 Perylene-d12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 58
2 Cholestan-3-one. 4.4-dimethvl-. ... 414 C29H500 002097-85-0 55
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 55
4 Campesterol 400 C28H480 000474-62-4 25
5 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 22
Abundance Scan 2518 (16.698 min): BF097059.D (-2507) (-) m/z 43.10 100.00%
43.1
5000 95.0 . 231.2 f\fuN\ANAA~MVJ{\\ngyja_wth,ﬂ
' 16.40 16.60 16.80 17.00
s : m/z 55.05 82.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000 ' 16.40 16.60 16.80 17.00
107.0
‘ ‘ 145.0 030 4801 Tnzz 57.10  49.70%
7 255 0
—— ?H“\ ‘\‘\ ‘N\Hm “H\ \H’l\‘ﬂ HH \ ‘ . Iw‘ : |3i4il-|0| 3I8I:\I-F)M |“|
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
414.0 LR BN BN BN BULLE
95.0 16.40 16.60 16.80 17.00
5000 m/z 95.05 48 .85%
147.0 191 ¢ 259.0
328.0
m/z--> 55 160 1éo 200 250 300 3%0 460
Abundance #217434: .gamma.-Sitosterol B e o L
43.0 16.40 16.60 16.80 17.00
m/z 41.05 47 .23%
miz--> ' 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\
Data File : BF097059.D

Aca On 26 Jul 2017 6:06

Operator : SJ/JU

Sample : 14399-02 5X

Misc :

ALS Vial : 33 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 7
R.T. EstConc Area Relative to ISTD R.T.
17.51 18.30 ng 376403 Perylene-d12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 74
2 Prean-4-en-3-one. 20.21-T(methvl... 356 C22H33B03 030882-65-6 72
3 1.3-Benzenediol. 2-methvl- 124 C7H802 000608-25-3 49
4 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 49
5 Orcinol 124 C7H802 000504-15-4 49
Abundance Scan 2656 (17.509 min): BF097059.D (-2648) (-) m/z 124.05 100.00%
1281
43.1
5000
289.3 3970 370.3 412.4 17.20 17.40 17.60 17.80
m/z 43.10 58.28%
m/z--> 0 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
81.0 289.0 00 m/z 57.00 38.20%
61.0 :
.‘M“‘.% \;M AL — l‘ "‘I " ‘.‘“. \‘I " |3|27|'0|| ; l ; "‘I l‘.
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
124.0
17.20 17.40 17.60 17.80
5000 m/z 229.15 35.14%
85.0 314.0
173.0 229 0 271.0 356.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #10439: 1,3-Benzenediol, 2-methyl- L ——
124.0 17.20 17.40 17.60 17.80
m/z 55.05 34 .89%
5000
390 780
20 oal b b oo oo e
m/z--> 0 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\BF072517\
Data File : BF097059.D

Acq On 26 Jul 2017 6:06

Operator : SJ/JU

Sample - 14399-02 5X

Misc :

ALS Vial : 33 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---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, 1,2,3-tr... 6.33 10.9 ng 378756 1 6.50 696829 20.0
Cyclohexanemethan. . . 7.53 15.7 ng 745933 2 7.79 948942 20.0
Phenol, 4-ethyl- 7.58 9.6 ng 455770 2 7.79 948942 20.0
Phenol, 3,5-dimet... 7.60 22.1 ng 1049980 2 7.79 948942 20.0
Phenol, 2,3-dimet... 7.66 7.8 ng 369721 2 7.79 948942 20.0
Phenol, 4-(1-meth... 7.96 11.1 ng 527711 2 7.79 948942 20.0
Phenol, 4-ethyl-3._.. 8.03 16.0 ng 759775 2 7.79 948942 20.0
Phenol, 3-ethyl-5... 8.07 9.7 ng 458163 2 7.79 948942 20.0
Phenol, 2-ethyl-4._._. 8.16 37.9 ng 1795780 2 7.79 948942 20.0
Phenol, 2,4,5-tri... 8.24 12.2 ng 578426 2 7.79 948942 20.0
Phenol, 2,4,6-tri... 8.26 12.9 ng 610745 2 7.79 948942 20.0
1,3-Cyclohexadien. .. 8.28 10.3 ng 489241 2 7.79 948942 20.0
Naphthalene, 1-me... 8.60 34.4 ng 1632040 2 7.79 948942 20.0
Tetradecanoic acid 10.71 17.0 ng 547056 4 11.00 643310 20.0
Phenol, 3-(2-phen... 11.12 9.9 ng 319434 4 11.00 643310 20.0
Pentadecanoic acid 11.58 86.5 ng 2782700 4 11.00 643310 20.0
Vitamin E 15.59 14.7 ng 301780 6 14.97 411346 20.0
-beta.-Sitosterol 16.70 86.0 ng 1769650 6 14.97 411346 20.0
Stigmast-4-en-3-one 17.51 18.3 ng 376403 6 14.97 411346 20.0
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