LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 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-BF122116.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 4.093 191 193 196 rBv 44999 67282 1.16% 0.120%
2 4.801 252 255 263 rBV 768429 1035528 17.93% 1.854%
3 5.259 293 295 298 rBVY 2388990 2666875 46.16% 4_.774%
4 5.647 323 329 332 rBV2 33124 74175 1.28% 0.133%
5 5.807 339 343 345 rBV2 57850 108960 1.89% 0.195%
6 5.899 349 351 354 rVB3 50677 75284 1.30% 0.135%
7 6.173 372 375 380 rVB3 37925 81899 1.42% 0.147%
8 6.253 380 382 385 rBV2 39248 61211 1.06% 0.110%
9 6.322 385 388 393 rBY 1883588 1924640 33.32% 3.446%
10 6.436 395 398 400 rBVY 5032877 5066058 87.70% 9.069%
11 6.619 410 414 416 rBvV2 42859 91208 1.58% 0.163%

12 6.664 416 418 419 rBvV 891305 1211125 20.96% 2.168%
13 6.813 429 431 434 rBV 4044028 4304167 74.51% 7.705%
14 6.916 436 440 442 rBvV 119374 150172 2.60% 0.269%

15 7.007 447 448 450 rVB2 87050 75555 1.31% 0.135%
16 7.053 450 452 454 rBV2 85990 118728 2.06% 0.213%
17 7.099 454 456 458 rVB3 45040 58505 1.01% 0.105%
18 7.179 462 463 464 rBvV 51299 65560 1.13% 0.117%

19 7.236 464 468 470 rVB 3181869 4131253 71.51% 7.396%
20 7.316 472 475 477 rVB3 93884 146293 2.53% 0.262%

21 7.362 477 479 480 rBvV 65053 103608 1.79% 0.185%
22 7.442 483 486 487 rBv2 130873 170579 2.95% 0.305%
23 7.465 487 488 491 rVB2 119743 134698 2.33% 0.241%
24 7.522 491 493 497 rBv4 49793 134337 2.33% 0.240%

25 7.579 497 498 501 rBV2 59437 99753 1.73% 0.179%
26 7.636 501 503 505 rvB2 73492 88959 1.54% 0.159%
27 7.693 505 508 509 rBv2 37698 63789 1.10% 0.114%
28 7.773 512 515 517 rBV3 45108 73230 1.27% 0.131%
29 7.865 520 523 524 rBV3 39513 65081 1.13% 0.117%
30 7.887 524 525 527 rBV2 78840 77077 1.33% 0.138%

31 7.945 527 530 533 rvv 1817028 1766547 30.58% 3.163%
32 8.025 536 537 538 rvB 138606 95565 1.65% 0.171%
33 8.390 566 569 571 rBv2 102159 197760 3.42% 0.354%
34 8.482 575 577 581 rBV 93839 160931 2.79% 0.288%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 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-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.562 581 584 587 rBv4 57181 113446 1.96% 0.203%

36 8.676 593 594 599 rBvV 136156 180457 3.12% 0.323%
37 8.756 599 601 603 rvv 108248 118962 2.06% 0.213%
38 8.859 606 610 612 rVB5 35054 87750 1.52% 0.157%
39 8.973 618 620 622 rBV 123431 162346 2.81% 0.291%
40 9.030 622 625 627 rVB 5185080 5776902 100.00% 10.342%

41 9.122 629 633 634 rBvV3 68942 154790 2.68% 0.277%
42 9.202 639 640 645 rVB3 82657 190899 3.30% 0.342%
43 9.362 652 654 656 rBv2 60204 101330 1.75% 0.181%
44 9.430 658 660 662 rvB3 137126 153507 2.66% 0.275%

45 9.602 673 675 677 rVB3 45214 70763 1.22% 0.127%
46 9.693 677 683 685 rBVY 1822936 1776217 30.75% 3.180%
47 10.013 709 711 713 rBV3 55283 58685 1.02% 0.105%
48 10.368 740 742 745 rBV3 40912 64883 1.12% 0.116%

49 10.482 749 752 755 rBV3 2747239 3324369 57.55% 5.951%
50 10.631 762 765 767 rBV 529551 642165 11.12% 1.150%

51 10.676 767 769 770 rVV 1094196 1026490 17.77% 1.838%
52 10.711 770 772 774 rVvV2 1092030 1532440 26.53% 2.743%
53 10.745 774 775 778 rvvV2 1056388 1503187 26.02% 2.691%
54 10.802 778 780 783 rvv2 400366 996921 17.26% 1.785%
55 10.859 783 785 786 rvV 732770 993056 17.19% 1.778%

56 10.893 786 788 789 rVV 1147336 1139792 19.73% 2.040%
57 10.928 789 791 794 rVvv2 528534 842583 14.59% 1.508%
58 11.019 796 799 800 rvv2 96146 159385 2.76% 0.285%
59 11.053 800 802 803 rvv 142314 214679 3.72% 0.384%
60 11.122 807 808 810 rvv2 121427 154779 2.68% 0.277%

61 11.179 810 813 815 rvB 1078613 1408744 24.39%% 2.522%
62 11.488 838 840 842 rVB 137061 152932 2.65% 0.274%
63 11.728 858 861 866 rvB3 177687 289358 5.01% 0.518%
64 12.505 927 929 933 rBV 232997 258663 4.48% 0.463%
65 12.596 935 937 940 rvB2 119190 123878 2.14% 0.222%

66 12.756 949 951 954 rBV 3308009 4780129 82.75% 8.558%
67 13.294 997 998 1000 rBV 56158 64706 1.12% 0.116%
68 13.339 1000 1002 1004 rVVv2 136823 143440 2.48% 0.257%
69 13.797 1040 1042 1045 rBV 1043464 1201273 20.79% 2.151%
70 14.448 1097 1099 1102 rBV 58567 88238 1.53% 0.158%

71 14.642 1114 1116 1119 rVB 46516 64103 1.11% 0.115%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 15.168 1160 1162 1165 rBV 678363 995847 17.24% 1.783%

Sum of corrected areas: 55858486
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092094.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.80 17.10 ng 1035530 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 255 (4.801 min): BF092094.D (-252) (-) m/z 43.05 100.00%
48
59
5000
101 SR RS N U
51| o7 83 | 440 4.60 4.80 5.00 5.20
A m/z 59.10 60.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRI RS R L
59 4.40 4.60 4.80 5.00 5.20
m/z 101.00 21.79%
15 31 101
‘ \M‘ L1 51 \‘ 83 L ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 4.80 500 520
5000 M m/z 58.10 15.11%
68
50 126 142
Wmmwwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3950: 2,3-Butanedione, monooxime
43 4.40 4.60 4.80 5.00 5.20
m/z 41.10 8.81%
5000
101
15 58
28 69 84 |
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|O 9'0 1(')0 11'0 12'0 150 14'10 ' 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.44 Concentration Rank 1

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

6.44 83.66 ng 5066060 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 398 (6.436 min): BF092094.D (-395) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTTT T T T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80
.,....,....-|l!.‘.‘.7,::..??...',....,..?‘?,....,.':..,.1.1?.,....,"...,.. m/z 68.05 42.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR RN AN
620 640 6.60 6.80
0
3 5 Sﬁ 78 m/z 134.00 33.80%
1 | !
mz-> 20 30 40 80 80 70 80 90 100 110 130 130 140
Abundance
132
117 620 640 6.60 6.80
5000 m/z 66.10 25.43%
39 91
51 65
27 58 M g4 | g 105 125
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e e
132 6.20 6.40 6.60 6.80
o7 m/z 69.05 16.39%
5000 0
31 52
Mo 78 e | 105 16
m/z--> 20 30 40 50 60 70 8 90 100 110 150 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 1,3-diethyl- Concentration Rank 15

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

6.92 2.48 ng 150172 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 96
2 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 95
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91

Abundance Scan 440 (6.916 min): BF092094.D (-436) (-) m/z 105.10 100.00%
105 139
5000 134
91
41 51 o 65 o 6.60 6.80 7.00 7.20
..,....,....,....','....i':.?ﬁ.'.'..,...|!|,?.4..-,:~...,.|!.|.,..'=|.,'....,..'..,.... m/z 119.10 94 _54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14331: Benzene, 1,3-diethyl-
105 119
5000 134
6.60 6.80 7.00 7.20
o7 39 77 91 m/z 134.10 46.57%
7 51
"I""P"h\"'JP'"ib'?ﬁ'??'l“'M“"'“J“"I'Hl'l“'“l'}%z"“'l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
105 USSR SRR SRS SR
6.60 6.80 7.00 7.20
5000 134 m/z 91.10 27.19%
91
27 41 51565 7
15 58 98 127

mmmmq—wwwmrm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14329: Benzene, 1,2-diethyl- AL
6.60 6.80 7.00 7.20
m/z 76.95 17 .35%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown8.39 Concentration Rank 18

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

8.39 2.24 ng 197760 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 35
2 10-MethvlInonadecane 282 C20H42 056862-62-5 27
3 2-Undecene. 5-methvl- 168 C12H24 056851-34-4 22
4 1-Decene. 3.4-dimethvl- 168 C12H24 050871-03-9 22
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 22

Abundance Scan 569 (8.390 min): BF092094.D (-566) (-) m/z 57.10 100.00%
g7
71

5000

8.00 8.20 8.40 8.60 8.80
m/z 71.10 69.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45584: Undecane, 2,6-dimethyl-
57

5000 43 71 S L a mEEUE LS
8.00 820 840 860 8.80
98
29
T | 8 118150041 155160 184

m/z 43.10 53.67%
AN R LR UL BN SRS SRR LA WAL LY SRR R LA

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

Abundance
57
e
43 7L o 8.00 820 840 860 8.80
5000 m/z 97.10  49.88%
99 154
29
113126 1 43 267
S AP WY S T —-
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #34755: 2-Undecene, 5-methyl- B
57 800 820 840 860 8.80
5| 7 m/z 69.10  48.60%
5000
29 112

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 800 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl0.63 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.63 9.12 ng 642165 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetamidotropone 163 C9H9ONO2 006422-12-4 47
2 Anisole. o-octvl- 220 C15H240 020056-59-1 43
3 4-(p-Methoxvphenvl)-1-butanol 180 C11H1602 022135-50-8 38
4 1.2-Bis(p-acetoxvphenvlethanedione 326 C18H1406 093655-79-9 38
5 Benzene, (1-methoxy-4-methyl-3-p... 190 C13H180 068705-86-2 35
Abundance Scan 765 (10.631 min): BF092094.D (-762) (-) m/z 121.05 100.00%
21
5000 107
163
41 57 77 91 134 14 17|7188 205 220 10.40 10.60 10.80 11.00
Oyt bbb il S e b T e m/z 107.00 45 _.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31429: 2-Acetamidotropone
121
5000
163 10.40 10.60 10.80 11.00
43 93 m/z 163.10 33.42%
15 28 | 54 %77 104 | 134148
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance
121
10.40 10.60 10.80 11.00
5000 01 m/z 177.05 13.97%
220
45, 6577 108 | 134147
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42459: 4-(p-Methoxyphenyl)-1-butanol
121 10.40 10.60 10.80 11.00
m/z 122.05 8.21%
5000
180
15 27 39 51 65 77 91103 | 134147 15
m/z--> 20 40 60 8|0 1(')0 120 140 160 180 200 220 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-(1,1,3,3-tetramet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.68 14.57 ng 1026490 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 87
2 1-n-Hexvladamantane 220 C16H28 022458-75-9 64
3 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 64
4 4-tert-Butvlphenvl acetate 192 C12H1602 003056-64-2 64
5 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 64
Abundance Scan 769 (10.676 min): BF092094.D (-767) (-) m/z 135.05 100.00%
135
5000
41 gﬁm 10.40 10.60 10.80 11.00
Ol 8 Oy | 152160 189205220 “5777107.00  15.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
10.40 10.60 10.80 11.00
o7 m/z 136.10 10.38%
a8 M s T | s 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135
10.40 10.60 10.80 11.00
5000 m/z 41.10 7.61%
55 /9 107 177 220
WTWWWWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #158927: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-... A BamEs B S
135 10.40 10.60 10.80 11.00
m/z 121.10 6.08%
5000
107
41 57 74 917 161 188206 231247 281 300
m/z--> 20 4'0 6|0 80 1(')0 120 140 160 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00

8270-BF122116.M Thu Jan 05 07:30:34 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-(6-Methyl-2-pyridyl)propa... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.71 21.76 ng 1532440 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-(6-Methvl-2-pvridvl)propan-2-one 149 CY9H11NO 065702-08-1 53

2 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 38
3 Benzeneacetaldehvde. 2-methoxv-.... 178 C11H1402 053155-90-1 35
4 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 35
5 Phenol, 4-butyl- 150 C10H140 001638-22-8 30
Abundance Scan 772 (10.711 min): BF092094.D (-770) (-) m/z 149.10 100.00%
107 149
121
5000
55 135 191
41 77 91 10.40 10.60 10.80 11.00
220 : - : :
Okl | 86 Ll g )l 161275 | 208 220 m/z 107.00 95.51%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22590: 1-(6-Methyl-2-pyridyl)propan-2-one
107
5000
43 10.40 10.60 10.80 11.00
10 m/z 121.10 61.43%
| 54 %0 79 92 | 451134 7
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149
10.40 10.60 10.80 11.00
5000 m/z 191.05 24 .46%
93 134
27 42 53 65 77 107 191
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41129: Benzeneacetaldehyde, 2-methoxy-.alpha.,5-dimethy!- T TP T
149 10.40 10.60 10.80 11.00
m/z 55.10 18.25%
5000
0 . ot e ., 178
65 105 ‘
,.2.7..,..5.1.,....,....,....,....,....16.1...,....,....,.. e
mz-> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00

8270-BF122116.M Thu Jan 05 07:30:34 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Ethanone, 2-ethoxy-1,2-diph... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.80 14.15 ng 996921 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 2-ethoxv-1.2-diphenvl- 240 C16H1602 000574-09-4 53
2 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 53
3 1.5.6.7-Tetrahvdro-4-indolone 135 C8H9NO 013754-86-4 53
4 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 43
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 43
Abundance Scan 780 (10.802 min): BF092094.D (-778) (-) m/z 135.10 100.00%
107 ¥
121
5000 163
177
65 77 95 ‘ 10.40 10.60 10.80 11.00 11.20
Ol A S b el AL 247 L L 198207220 777107.00 81.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82497: Ethanone, 2-ethoxy-1,2-diphenyl-
135
10.40 10.60 10.80 11.00 11.20
& m/z 121.00 50.73%
15 29 5163 \‘ 91 |, 152165178 195 240
m/z--> ﬁo 45 éo 85 160 120 110 1éo 180 200 220 250
Abundance
135
10.40 10.60 10.80 11.00 11.20
5000 m/z 163.10 36.75%
a1 107
95 150
27 | 536577 119
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14996: 1,5,6,7-Tetrahydro-4-indolone

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
79 107 135 10.40 10.60 10.80 11.00 11.20
m/z 177.10 28.76%

5000
28
15 0 65 92 | 120 |

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00 11.20

8270-BF122116.M Thu Jan 05 07:30:35 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4-tert-Butylphenyl acetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.89 16.18 ng 1139790 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 78
2 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 78
3 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78

4 Trichloroacetic acid. l-adamantv... 310 C13H17CI1302 1000282-92-0 64
5 3"-Methoxy-N-methyl-2-oxo0-2-phen... 325 C13H12F5NO3 1000099-92-9 50

Abundance Scan 788 (10.893 min): BF092094.D (-786) (-) m/z 135.10 100.00%
5000
41 107 10.60 10.80 11.00 11.20
55 77 91 149 : : : :
Obrrr e 25 17 OL | 121 ) 199162176 191205 220234 | 777167 .00 15.93%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50307: 4-tert-Butylphenyl acetate
135
5000
150 10.60 10.80 11.00 11.20
m/z 136.10 10.29%
15 20 B 63 77 9}‘ \ " 121 \ 177 192
T T e e =
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135
10.60 10.80 11.00 11.20
5000 m/z 41.10 6.78%
150
41 107
27 55 77191 gy 163177 192206219 235 250
T = I =ttt
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)- Al EEAE S R
135 10.60 10.80 11.00 11.20
m/z 95.00 4 _.58%
5000
107
15284 37 7701 "121 | 149 175 191206
L NN MEMEENR MM
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20

8270-BF122116.M Thu Jan 05 07:30:35 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-Cyclopentadiene, 5,5-di... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.93 11.96 ng 842583 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentadiene. 5.5-dimethv... 178 C1l3H22 1000163-88-0 64
2 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 50
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 47
4 1-Methvl-3-ethvladamantane 178 C13H22 001687-34-9 40
5 2-t-Butyl-5-[hydroxy-(2,4,6-trim... 306 C18H2604 092572-63-9 38
Abundance Scan 791 (10.928 min): BF092094.D (-789) (-) m/z 149.10 100.00%
149
5000 69 107 I\/W
av 5 121 o a0 110 saa
87 1 1 11.00 11
133
S— | bbbt L 250 [l 160171 184196207 220 | ns77 69,10 50.70%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41341: 1,3-Cyclopentadiene, 5,5-dimethyl-1,2-Dipropyl- AWL
149
5000 R R LA SRR I
107 10,60 10.80 11.00 11.20
178 m/z 107.00 44 _25%
20 41 53 67 79 91 | 121135 | 44 L
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149
107 10.60 10.80 11.00 11.20
5000 m/z 55.10 19.28%
39 52 79
27 65 94 120 135
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69543: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)- R R EamEsmmaas
149 10.60 10.80 11.00 11.20
m/z 41.10 16.38%
5000
ST 77 o1 109121435 005 220
mz> % 40 80 9 100 130 140 180 180 200 250 10.60 10.80 11.00 11.20

8270-BF122116.M Thu Jan 05 07:30:36 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Bromo-3"-methoxyacetophenone Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.02 2.26 ng 159385 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo-3~"-methoxvacetophenone 228 C9H9Bro02 005000-65-7 72
2 Methanol. (cvclohexvl)(2.3-dimet... 218 C15H220 349498-47-1 59
3 Carbamic acid. N-T1l.l1-bis(triflu... 413 C19H25F6N0O2 296242-69-8 59
4 Chloroacetic acid. l-adamantvime... 242 C13H19Cl102 083813-49-4 53
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 53

Abundance Scan 799 (11.019 min): BF092094.D (-796) (-) m/z 135.10 100.00%
135
5000
107
41 9 | 10.60 10.80 11.00 11.20 11.40
67 161177
e S b g 10193 16230 e 26 . 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75461: 2-Bromo-3'-methoxyacetophenone
135
10.60 10.80 11.00 11.20 11.40
77 107 m/z 93.10 13.06%
228
,27,50,“,‘,‘, e TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135
10.60 10.80 11.00 11.20 11.40
5000 m/z 41.10 9.04%
91107
55
9 7 151 201218
WWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #158927: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-... I RmmaEma s e
135 10.60 10.80 11.00 11.20 11.40
m/z 136.10 8.38%
5000
107
41 57 74 917 261 188206 281247 281 300
m/z--> 20 4'0 6|0 80 1(')0 120 140 160 180 200 220 240 260 280 300 10.60 10.80 11.00 11.20 11.40

8270-BF122116.M Thu Jan 05 07:30:37 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl11l.05 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.05 3.05 ng 214679 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphenol. 6- 152 C10H160 003570-04-5 14
2 Cvclopentanecarbonitrile. 2-imino- 108 C6H8N2 002321-76-8 14
3 5.8-Decadien-2-one. 5.9-dimethyl... 180 C12H200 130876-99-2 14
4 Camphene 136 C10H16 000079-92-5 14
5 Spiro[2.4]heptane, 4-methylene- 108 C8H12 024308-54-1 11

Abundance Scan 802 (11.053 min): BF092094.D (-800) (-) m/z 93.10 100.00%

B 107

5000

10.80 11.00 11.20 11.40
m/z 107.10 83.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23931: Camphenol, 6-
% 108
5000
a1 10.80 11.00 11.20 11.40
7 m/z 94.05 60.16%
‘ 53 65 ‘
...,....,w.thJk..w..:w,ud..u..??T....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107
R R e b e e
10.80 11.00 11.20 11.40
5000 m/z 80.05 57 .56%
41 53 80
15 27 68 o3
I B e o o I AL I o L B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42629: 5,8-Decadien-2-one, 5,9-dimethyl-, (E)- B B e e e e
3 107 10.80 11.00 11.20 11.40
m/z 163.10 56.13%
122
5000 69
81
27 | o 93
TT I rrrr [ rrrrrrrr[rrrr[rrrr[rrrrprrrr _'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40

8270-BF122116.M Thu Jan 05 07:30:37 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl11.12 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.12 2.20 ng 154779 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 46
2 Phenol. 2-(1.1-dimethvilethvI)- 150 C10H140 000088-18-6 43
3 o-Toluvlic acid. l-adamantvImeth... 284 C19H2402 1000292-22-6 35
4 2H-Indol-2-one. 1.3-dihvdro-5-hv... 149 C8H7NO2 003416-18-0 35
5 Pentane-2,4-dione, 3-(1l-adamantyl)- 234 C15H2202 102402-84-6 30
Abundance Scan 808 (11.122 min): BF092094.D (-807) (-) m/z 149.10 100.00%
149
135
107
5000 121
4155 77 g 10.80 11.00 11.20 11.40
191205
ek TSI 234 /7 135.100  75.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22641: Phenol, m-tert-butyl-
135
107
5000
150 10.80 11.00 11.20 11.40
9 m/z 107.00 55.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
135
107 R A EBARRERRAR
10.80 11.00 11.20 11.40
5000 m/z 121.10 46 .40%
150
91
41
27 63 /7 121
mﬁ#ﬁwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108909: o-Toluylic acid, 1-adamantylmethy! ester S EEEEE e AERE R
149 10.80 11.00 11.20 11.40
m/z 105.00 16.18%
5000 135
91 119
41 ‘\ ] ‘ I \‘ 284
”.P”.P.”,”.WH.W.H.P.”..”,”.q.”..”...”,”.q”.q.” T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.80 11.00 11.20 11.40

8270-BF122116.M Thu Jan 05 07:30:38 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzoic acid, 2-hydroxy-, p... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.49 2.17 ng 152932 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-hvdroxv-. phenvl... 228 C14H1203 000118-58-1 81
2 Benzaldehvde. 2-hvdroxv-4-(phenv... 228 C14H1203 052085-14-0 72
3 4-Benzvloxvbenzoic acid 228 C14H1203 001486-51-7 72
4 Benzene. l-nitro-4-(phenvImethoxv)- 229 C13H11NO3 001145-76-2 58
5 Benzaldehyde, 5-benzyloxy-2-fluoro- 230 C14H11FO2 103438-92-2 58
Abundance Scan 840 (11.488 min): BF092094.D (-838) (-) m/z 91.00 100.00%
o
5000 ,«k,~AVV,_,vv_AL~_,_~_V_~___~
65 1190 1140 11.60 11.80
39 228 11.20 11.40 11.60 11.80
Ol b f0 107 121 138 150 167179 20221671 7z 65.00  12.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75003: Benzoic acid, 2-hydroxy-, phenylmethy! ester
91
5000 L SURULE BUULIL BN SUR
11.20 11.40 1160 11.80
- m/z 92.00 9.68%
273981 [ 77 | 107121 165 184 210 >
m/z--> 20 45 éo 80 100 120 140 160 180 200 220
Abundance
91
11,20 11.40 11.60 11.80
5000 m/z 228.10 7.83%
65
39
27 7 51 78 109 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74957: 4-Benzyloxybenzoic acid S Emman n
il 11.20 11.40 11.60 11.80
m/z 39.10 4._49%
e JAV&WAAMwwvAwaﬂ\An/xWAA
65
273951 | 77 | 109121 137 152 181 208 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11.40 1160 11.80

8270-BF122116.M Thu Jan 05 07:30:38 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.73 4_.11 ng 289358 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
Abundance Scan 861 (11.728 min): BF092094.D (-858) (-) m/z 73.00 100.00%
43 607
5000
[V D
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
L 11.40 11.60 11.80 12.00
e el m/z 60.00 78.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
60 78
43
5000 A R e R
29 11.40 11.60 11.80 12.00
‘ . 115129 171 214 m/z 43.05  76.36%
Y P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 U L U SUNILN SRS
11.40 11.60 11.80 12.00
5000 129 m/z 57.10 64.59%
29 87 185
115 143 __171 228
N 1 Y e .~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56047: Dodecanoic acid R R ma AR
60 78 11.40 11.60 11.80 12.00
m/z 41.10 59.59Y%
43
5000
29 129 200
‘ T7 lo111> ‘ 143157171
15“‘“""\”"“ ‘.‘ |‘l‘i- H‘I""*"I"" Wl ”\”1|8|5” e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo

8270-BF122116.M Thu Jan 05 07:30:39 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.51 4.31 ng 258663 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 89
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tridecane 184 C13H28 000629-50-5 25

Abundance Scan 929 (12.505 min): BF092094.D (-927) (-) m/z 73.00 100.00%

5000

57 1B h

185 241 R i e
199213227 12.20 12.40 12.60 12.80

m/z 43.10 96.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

SN
w
&)}
~
w

5000 129 R BREEsmEme
29 12. 20 12. 40 12 60 12.80

m/z 57.10 82.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
51 e
12.20 12.40 12.60 12.80
5000 29 129 m/z 60.00 79.29%
87 185
1011° | 1435171 g 228
WWWWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid RN B o
43 73 12.20 12.40 12.60 12.80
m/z 55.10 73.34%
51
5000
29
129 171 214
ST N B sttt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092094.D

Aca On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample : 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Ethanol, 2-butoxy-, phospha... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.34 2.39 ng 143440 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 58
2 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 14
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 14
4 Butanoic acid. 2-methvl-. 2-meth... 158 C9H1802 002445-67-2 14
5 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 12
Abundance Scan 1002 (13.339 min): BF092094.D (-1000) (-) m/z 57.05 100.00%
57
T ¢m
5000 125
155 199 USRNSSR SRS BN
\ Il JI s I 7 o55 299 13.00 13.20 13.40 13.60
S DI VIS P L m/z 45.05 65.27%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #155889: Ethanol, 2-butoxy-, phosphate (3:1)
57 ’
5000 85 USSR UARREE
- 125 13.00 13.20 13.40 13.60
’ 153 199227 299 m/z 56.10 63.95%
‘ i ] \’ - M 177 \ |25 325 355 307
m/z--> 0 50 200 250 300 350 400
Abundance
57
13.00 1320 13.40 13.60
5000 m/z 85.05 54 _59%
29 85
mz-> 0 50 100 150 200 250 300 350 400
Abundance #3915: Pentane, 2,2-dimethyl- B R R S
57 13.00 13.20 13.40 13.60
m/z 125.00 41.31%
5000 85
29
m/z--> 0 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010417\
Data File : BF092094.D

Acq On : 5 Jan 2017 3:22

Operator : UM/SJ

Sample - 11004-18

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.80 17.1 ng 1035530 1 6.66 1211130 20.0
unknown6 .44 6.44 83.7 ng 5066060 1 6.66 1211130 20.0
Benzene, 1,3-diet... 6.92 2.5 ng 150172 1 6.66 1211130 20.0
unknown8 .39 8.39 2.2 ng 197760 2 7.94 1766550 20.0
unknown10.63 10.63 9.1 ng 642165 4 11.18 1408740 20.0
Phenol, 4-(1,1,3,... 10.68 14.6 ng 1026490 4 11.18 1408740 20.0
1-(6-Methyl-2-pyr... 10.71 21.8 ng 1532440 4 11.18 1408740 20.0
Ethanone, 2-ethox... 10.80 14.2 ng 996921 4 11.18 1408740 20.0
4-tert-Butylpheny... 10.89 16.2 ng 1139790 4 11.18 1408740 20.0
1,3-Cyclopentadie... 10.93 12.0 ng 842583 4 11.18 1408740 20.0
2-Bromo-3"-methox... 11.02 2.3 ng 159385 4 11.18 1408740 20.0
unknownl1l.05 11.05 3.0 ng 214679 4 11.18 1408740 20.0
unknownl11.12 11.12 2.2 ng 154779 4 11.18 1408740 20.0
Benzoic acid, 2-h... 11.49 2.2 ng 152932 4 11.18 1408740 20.0
Tridecanoic acid 11.73 4.1 ng 289358 4 11.18 1408740 20.0
Pentadecanoic acid 12.51 4.3 ng 258663 5 13.80 1201270 20.0
Ethanol, 2-butoxy... 13.34 2.4 ng 143440 5 13.80 1201270 20.0
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