LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 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-BF012417 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.150 265 268 271 rBV 467749 628088 12.80% 1.358%
2 5.242 274 276 278 rVB 95144 91260 1.86% 0.197%
3 5.562 301 304 306 rBVY 2532276 2456411 50.07% 5.312%
4 6.590 391 394 396 rBVY 1141557 1592970 32.47% 3.445%
5 6.727 404 406 409 rBV 2927459 3894040 79.37% 8.422%
6 6.967 424 427 429 rBV 1172361 1021507 20.82% 2.209%
7 7.127 438 441 443 rBV 3622085 3523439 71.82% 7.620%
8 7.539 474 A77 479 rBV 2614097 3380684 68.91% 7.311%
9 8.259 537 540 543 rBVY 1473878 1352158 27.56% 2.924%
10 8.499 558 561 563 rBV 71459 74311 1.51% 0.161%
11 8.979 599 603 606 rBV 59565 80674 1.64% 0.174%

12 9.345 632 635 638 rBV 4622871 4905900 100.00% 10.610%
13 9.733 666 669 673 rvB 74040 108292 2.21% 0.234%
14 9.836 676 678 680 rvB2 111739 114221 2.33% 0.247%
15 10.031 692 695 697 rBV 1126268 1525531 31.10% 3.299%

16 10.236 709 713 715 rBV3 31843 86688 1.77% 0.187%
17 10.453 730 732 733 rBV2 59218 49576 1.01% 0.107%
18 10.533 737 739 741 rBV2 56594 82692 1.69% 0.179%

19 10.671 749 751 753 rBV2 74605 108997 2.22% 0.236%
20 10.819 759 764 766 rBV 2720758 3313834 67.55% 7.167%

21 10.945 772 775 777 rVB 361664 361198 7.36% 0.781%
22 10.991 777 779 781 rBVY 396805 562163 11.46% 1.216%
23 11.025 781 782 784 rVvVv2 598647 779499 15.89% 1.686%
24 11.059 784 785 789 rvVv 578946 902228 18.39% 1.951%
25 11.128 789 791 794 rvv2 284125 614707 12.53% 1.329%

26 11.174 794 795 797 rvvV2 612669 629413 12.83% 1.361%
27 11.208 797 798 801 rvv2 440721 749247 15.27% 1.620%
28 11.254 801 802 804 rVvB 425211 321720 6.56% 0.696%
29 11.379 810 813 817 rBV3 76938 147230 3.00% 0.318%
30 11.516 822 825 827 rBV 1643019 1578470 32.17% 3.414%

31 11.722 841 843 845 rBV 202440 177960 3.63% 0.385%
32 11.802 848 850 854 rVvB 203746 210909 4_30% 0.456%
33 12.042 869 871 878 rBvV 606812 740111 15.09% 1.601%
34 12.168 880 882 885 rvv 220865 220097 4._.49% 0.476%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 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-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.739 930 932 938 rBVvV2 82821 201179 4._.10% 0.435%

36 12.831 938 940 943 rvv2 863562 1064139 21.69% 2.301%
37 12.877 943 944 947 rVvV 231502 286190 5.83% 0.619%
38 12.934 947 949 952 rVB 83300 101131 2.06% 0.219%
39 12.991 952 954 959 rVvB 57329 85760 1.75% 0.185%
40 13.105 961 964 967 rBV 3854910 4651984 94.82% 10.061%

41 13.665 1011 1013 1015 rBV 142142 147418 3.00% 0.319%
42 13.882 1031 1032 1035 rBV2 91796 117687 2.40% 0.255%
43 13.997 1040 1042 1046 rVB 98572 111195 2.27% 0.240%
44 14.157 1053 1056 1058 rBV 1529385 1424952 29.05% 3.082%

45 14.774 1108 1110 1113 rVB3 34199 51658 1.05% 0.112%
46 15.288 1152 1155 1160 rVB 41646 67321 1.37% 0.146%
47 15.643 1182 1186 1188 rBV 646180 1072271 21.86% 2.319%
48 15.677 1188 1189 1194 rVB 71067 76740 1.56% 0.166%
49 16.123 1225 1228 1231 rBV 56764 96506 1.97% 0.209%
50 16.637 1270 1273 1281 rVB 64332 142368 2.90% 0.308%
51 17.254 1323 1327 1329 rBV 30577 69020 1.41% 0.149%
52 17.974 1387 1390 1395 rVB3 30666 84717 1.73% 0.183%
Sum of corrected areas: 46238461
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Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

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

5.15 12.30 ng 628088 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 268 (5.150 min): BF092545.D (-265) (-) m/z 43.10 100.00%
a3
59
5000
1o 480 500 520 540
O Sl G0 88 | m/z 59.10  58.01%
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 L AL I LI L B
59 480 500 520 540
m/z 101.10 17.45%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 41 m/z 58.10 15.22%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester B e e AR
59 4.80 5.00 5.20 5.40
m/z 41.10 9.23%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.73 Concentration Rank 1

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

6.73 76.24 ng 3894040 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 406 (6.727 min): BF092545.D (-404) (-) m/z 132.10 100.00%
5000 68
0 5 | o 9|6 o6 '6.40 6.60 6.80 7.00
0 AN N - N | N m/z 68.10  47.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 AR SRR AR
6.40 6.60 6.80 7.00
33 44 105 m/z 134.10 32.23%
60 70 ‘ ‘
0 '”I"J'I“””k”'h'P”'Jl'hy§P'"I"'W""I'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.10 31.32%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R R e Ry
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.62%
5000 98 116
) AN | VIR A N HW..LL,..“u S E— 189 SIS | VA EN—
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Acetamide, N-(2,4-dimethylp... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.95 4_.58 ng 361198 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.4-dimethviphenvl)- 163 C10H13NO 002050-43-3 52
2 3" .4"-Acetoxvlide 163 C10H13NO 002198-54-1 52
3 2-Acetamidotropone 163 C9H9ONO2 006422-12-4 47
4 1.2-Bis(p-acetoxvphenvlethanedione 326 C18H1406 093655-79-9 47
5 p-Sec-butylphenyl acetate 192 C12H1602 003245-24-7 43
Abundance Scan 775 (10.945 min): BF092545.D (-772) (-) m/z 121.10 100.00%
5000 107
163
41 177
57 77 91 134 ‘ 10.60 10.80 11.00 11.20
Ol b el i 247 L 193 220 2710710 47.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31197: Acetamide, N-(2,4-dimethylphenyl)-
121
163
5000
106 10.60 10.80 11.00 11.20
m/z 163.10 29.63%
65 77 91
0 ..1?,.2?..,‘..?‘.‘,....‘,..u.,....,‘.%3.2.,%‘.‘5?. I
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
121
163 10.60 10.80 11.00 11.20
5000 106 m/z 177.20 12.19%
43 77
oL 15 27 54 65 o1 132 146
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #31429: 2-Acetamidotropone
121 10.60 10.80 11.00 11.20
m/z 41.10 11.38%
5000 163
43 93
o 1528 | 54 77 | 104 | 134148 |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 1060 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.99 7.12 ng 562163 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 72
3 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 72
4 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 72
5 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 56
Abundance Scan 779 (10.991 min): BF092545.D (-777) (-) m/z 135.10 100.00%
5000
41 107
55 77 91 121 10.60 10.80 11.00 11.20 11.40
Ot 23 TF L[ ) 149160171 180 204 220 | 6070 16, 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
10.60 10.80 11.00 11.20 11.40
m/z 41.10 12.72%
18204 5 77 951159 | 149 175 101 206
m/z--> 20 40 60 80 160 120 110 160 180 200 220
Abundance
135
1060 10.80 1100 11.20 11.40
5000 107 m/z 136.10 10.81%
164
1527 45365 7 B 119 149
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50307: 4-tert-Butylphenyl acetate =Frerperer T T
135 10.60 10.80 11.00 11.20 11.40
m/z 43.10 6.95%
5000
150
107
ol 15 29 Bsi65 77 91 '1y9 | 177 192
m/z--> 20 40 60 80 100 120 140 1('30 180 2(')0 220 10,60 10.80 11.00 11.20 11.40
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Library Sear

ch Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownll1l.06 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.06 11.43 ng 902228 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)- 150 C10H140 000088-18-6 43
2 Phenol. 2-(1.1-dimethvlethvl)-4-_.__ 164 C11H160 002409-55-4 35
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 18
4 4-(3.4-Methvlenedioxvphenvl)-2-b... 192 C11H1203 055418-52-5 14
5 Phenol, 3-methyl-5-(1-methylethy... 207 C12H17NO2 002631-37-0 14

Abundance Scan 785 (11.059 min): BF092545.D (-784) (-) m/z 135.10 100.00%
135 149
5000
191 10.80 11.00 11.20 11.40
220
0 el 2OLL7E | 205 i m/z 121.10 94.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22689: Phenol, 2-(1,1-dimethylethyl)-
135
107
5000
150 10.80 11.00 11.20 11.40
o1 m/z 149.15 85.68%
0 15 27 H 3 65 77 ‘\\ | \19
m/z--> 20 40 éo éo 100 120 1&0 160 180 200 220
Abundance
121 149
10,80 11.00 11.20 1140
5000 m/z 107.10 78.41%
164
77 91
15 27 39 51 65 105 ' 133
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69543: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)-
149 10.80 11.00 11.20 11.40
m/z 41.10 24 .51%
5000
41 57 121
. L 7 e 100tz | 205 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl11.13 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1113 7.79ng 614707  Phenanthrene-di0 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexestrol 270 C18H2202 005635-50-7 45
2 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 43

3 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6N02 296242-69-8 40
4 m-Methoxvbenzoic acid. 2-bromo-4... 324 C14H10BrFO3 1000292-63-0 39

5 Phenol, 4,4"-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 39
Abundance Scan 791 (11.128 min): BF092545.D (-789) (-) m/z 135.10 100.00%
135
5000
a4y 107 169 183 203220 10.80 11.00 11.20 11.40
Obrrrprrredrmr e el oo 209220 e || M7z 107.10 11 42%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100743: Hexestrol
135
5000
107 10.80 11.00 11.20 11.40
m/z 136.10 10.36%
o g7 77 | 165181 212 241 270
R R R e e T R LA s xana R nana !
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135
10.80 11.00 11.20 11.40
5000 m/z 41.10 9.11%
oL15 43 g5 9l s
miz--> 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]-... R ma AR
135 10.80 11.00 11.20 11.40
m/z 95.10 4 _.80%
5000
9 107
o 41 57 74 917 | 161 188206 231247 281 300
R A a me e e R A s e K R I e e o
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 2-Methyl-4-hydroxybenzoxazole Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.17 7.97 ng 629413 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 64
2 Benzene. 1-butvl-4-methoxv- 164 C11H160 018272-84-9 38
3 Benzoic acid. 4-(2.4-dichlorophe... 310 C15H12CI1203 1000294-38-1 37
4 2H-Indol-2-one. 1.3-dihvdro-5-hv... 149 C8H7NO2 003416-18-0 35
5 4-(p-Acetoxyphenyl)-2-butanone 206 C12H1403 003572-06-3 35

Abundance Scan 795 (11.174 min): BF092545.D (-794) (-) m/z 149.10 100.00%
149
107
5000
% 7 177 10.80 11.00 11.20 11.40
3 1 80 11.00 11.20 11.
bRl e LB e 20 77 107.10  75.52%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22487: 2-Methyl-4-hydroxybenzoxazole
149
107
5000
10.80 11.00 11.20 11.40
52 3 m/z 121.10 35.33%
0f?whhv”ﬁ””Phd””Pmﬂ””P”W””P”'””P”W””P”W'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
149
10.80 11.00 11.20 11.40
5000 m/z 55.10 15.65%
121 164
41
0.2 65 106
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122650: Benzoic acid, 4-(2,4-dichlorophenoxymethyl)-, met... R RREEE B L
149 10.80 11.00 11.20 11.40
m/z 163.15 11.56%
5000
121
90
o 39 63 1051 |, | 71187 215031 249 279 310
miz-> 20 40 60 85 100 150 140 160 180 200 220 240 260 280 360 ' 10.80 11.00 11.20 11.40

8270-BF012417 .M Fri Jan 27 17:57:44 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.21 9.49 ng 749247 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 72
2 Phenol. 2-methvl-5-(1l-methvlethvl)- 150 C10H140 000499-75-2 72
3 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 72
4 Hexestrol 270 C18H2202 005635-50-7 64
5 Pentandioic acid, (p-t-butylphen... 264 C15H2004 212762-88-4 64
Abundance Scan 798 (11.208 min): BF092545.D (-797) (-) m/z 135.10 100.00%
135
5000
41 107 10.80 11.00 11.20 11.40 11.60
55 7 95 121 149 : . . . .
Ot 88 .'.'.,.|. i PBL 175 193205 220 | Fhz77107.10  18.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31858: Phenol, 4-(1,1-dimethylpropyl)-
35
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—
5000 107 10.80 11.00 11.20 11.40 11.60
m/z 41.10 11.73%
. f} 5566 ' 119 | 149 1?4
miz--> "'£o""41'o""eb""éo'"ic')c')"iéd"iié"iéé"isd"'zéé"z’éd'
Abundance
135
10.80 11.00 11.20 11.40 11.60
5000 m/z 136.10 10.12%
150
91
L 27395 657 10517
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)- I EREEREaEA SR
135 10.80 11.00 11.20 11.40 11.60
m/z 43.10 6.38%
5000
182040 % 77 95 %119 | 149 175 191 206
m/z--> 20 b 60 80 @ 120 140 160 180 200 220 10.80 11.00 11.20 11.40 11.60

8270-BF012417 .M Fri Jan 27 17:57:44 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 unknownll.25 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.25 4.08 ng 321720 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bisl3.4-methvlenedioxvbenzoyl1fu... 382 C18H10N208 240142-32-9 47
2 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 39
3 2-(2-CarboxvvinvD)pvridine. trans 149 C8H7NO2 007340-22-9 37
4 Acetamide. 2-(4-cvclohexvlphenox... 324 C20H24N202 1000263-95-6 33
5 2H-1,4-Benzoxazin-3(4H)-one 149 C8H7NO2 005466-88-6 28
Abundance Scan 802 (11.254 min): BF092545.D (-801) (-) m/z 149.10 100.00%
149
107
5000
55 11,00 1120 11.40 11.60
77 . . .
ol 26} 177 206 m/z 107.10 54._04%
m/z--> 50 100 150 200 250 300 350
Abundance #151815: Bis[3,4-methylenedioxybenzoyl]furoxan
149
5000

11.00 11.20 11.40 11.60
m/z 55.05 15.16%

65 121
ob_44 | O | | 167191 236 266 293314 382
T T T e e e
m/z--> 50 100 150 200 250 300 350
Abundance
149
s
107 11.00 11.20 11.40 11.60
5000 m/z 150.10 11.12%
52
79
27
ol o by b
m/z--> 50 100 150 200 250 300 350
Abundance #22499: 2-(2-Carboxyvinyl)pyridine, trans e A REAREEE S S S
104 149 11.00 11.20 11.40 11.60
m/z 121.10 9.71%
5000
51 79
1 e
m/z--> 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60

8270-BF012417 .M Fri Jan 27 17:57:45 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.72 2.25 ng 177960 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 86
2 Ethanol. 2-T4-(l1.1-dimethvipropv... 208 C13H2002 006382-07-6 72
3 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 64
4 6H-Purin-6-one. 2-(dimethvlamino... 179 C7H9N50 001445-15-4 38
5 1-Cyclohexyldimethylsilyloxy-2-p... 262 C16H260Si 1000282-21-3 25
Abundance Scan 843 (11.722 min): BF092545.D (-841) (-) m/z 179.10 100.00%
179
5000 135
41 57 107 110 1180 11020 19000
77 91 11.40 11.60 11.80 12.00
Obrr et et b 20, 149 165 | 197 219 235250 | 757935 10 46.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179
135
5000
104 11.40 11.60 11.80 12.00
107 m/z 57.10 14 _.43%
1527 4 57 7791 50 | qa9163 | |
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 240
Abundance
179
135 USRI SN BRI UG
11.40 11.60 11.80 12.00
5000 107 m/z 107.10 13.61%
91
AT LB L e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51653: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methy!- A BRRREE
179 11.40 11.60 11.80 12.00
m/z 180.20 12.88%
135
5000
43
15 28 64 5 107151 | 150163 | 194
0'”IJ'W'”'P'JIAHW'”'P'JI”'W'”'M'L SRS SRR PR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11.60 11.80 12.00

8270-BF012417 .M Fri Jan 27 17:57:46 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.80 2.67 ng 210909 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3.5-bis(1l.1-dimeth... 250 C15H2203 001421-49-4 94
2 4.57-Bipvrimidine. 47 .6-bis(meth._.. 250 C10H10N4S2 059549-36-9 59
3 2.4.6(1H.3H.5H)-Pvrimidinetrione... 250 C13H18N203 000726-79-4 53
N-(4-Hvdroxvphenv)-2-naphthvlamine 235 C16H13NO 000093-45-8 53
5 Hexobarbital-2(or 4)-methyl deri... 250 C13H18N203 1000123-51-5 53
Abundance Scan 850 (11.802 min): BF092545.D (-848) (-) m/z 235.20 100.00%
35

?::====__

5000
57 207
a1 250 e I
| 71 103115 131 145 163175 191 | 219 | 11.40 11.60 11.80 12.00 12.20
0,....-,'..'.-'.,..'..'-,.“.' (BTN Pl A S RSSO NS M as S N m/z 57.10 30.97%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88414: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydroxy-
235
5000 LA L L L L L L L
11.40 11.60 11.80 12.00 12.20
250 m/z 207 .20 29.33%

207
29 41 57 77 96 110 131145 161175 191 | 219 L

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

%

Abundance
235
11.40 11.60 11.80 12.00 12.20
5000 m/z 236.20 15.99%
208
45 76 107 131 149 176 193 230
o MRS RS MR A AN NS MBS RS A M S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88222: 2,4,6(1H,3H,5H)-Pyrimidinetrione, 5-(1-cyclohexen-...
235 11.40 11.60 11.80 12.00 12.20
m/z 41.10 15.82%
5000
150 165
250
41 53 g5 1 107 122 ‘ ‘ 1781 010 i
o,....wm.Ww,su.ﬁﬂ.ﬂws,wu.qm..ﬁ I ........ﬁ...h,...., I .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 40 11. 60 11. 80 12. 00 12. 20

8270-BF012417 .M Fri Jan 27 17:57:47 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.04 9.38 ng 740111 Phenanthrene-d10 11.52
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 80
Abundance Scan 871 (12.042 min): BF092545.D (-869) (-) m/z 43.10 100.00%
43 60 73
5000
85 129
| ﬂ T 115 | 143157171105 1023 0 pms || 1180 1200 1220 1240
bl m/z 73.05 90.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 78
43
5000 L UL U UL U
129 1180 12.00 12.20 12.40
97 115 185 228 m/z 60.00 88.24Y%
143 167 171
0 “ ‘\ ‘ H“ \M‘I‘H\ H‘ ||‘|||||fl-|5|7|||| |‘||1|99||2:|L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.80 12.00 12.20 12.40
5000 129 m/z 57.10 81.31%
29
85 115 171
97 143157 185 214
0 197
m/z--> 25 Jo eb éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #83683: Pentadecanoic acid B BEEEE L
43 60 7 11.80 12.00 12.20 12.40
m/z 55.10 74 .64%
29
5000
115 | 143
o M\ L mmmas gy | e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12. 20 12. 40

8270-BF012417 .M Fri Jan 27 17:57:47 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.17 2.79 ng 220097 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvpheny... 278 C17H2603 020170-32-5 93
2 Fenoxon sulfoxide 278 C10H1505PS 006552-13-2 50
3 Trimethvl(2.6 ditert.-butvlpheno... 278 C17H300Si 010416-73-6 47
4 Ethanone. I1-(2.5-diphenvl-2H-1.... 263 C16H13N30 322647-34-7 43
5 Iron, (.eta.-5-cyclopentadienyl)... 263 C15H13FeN 1000164-28-2 43
Abundance Scan 882 (12.168 min): BF092545.D (-880) (-) m/z 263.20 100.00%
263
57
5000
a1 147 278
91 129 219
| 77 115 161 185 203 | 23508 11.80 12.00 12.20 12.40
0...,‘...'l.'l....",.'...,""“'“" fhid "'I...".|.I'...||.‘...i‘....|.... i m/z 57.10 65.07%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105176: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263
5000 AUV RN B
278 11,80 12.00 12.20 12.40
57 m/z 147.10 24 .25%
. 4L 77 77 91 110 129 147161 185 203 219 535,49 |
iz A 6 80 100 130 140 1 160 200 230 230 %0 250
Abundance
263
109 11,80 12,00 12.20 12.40
5000 m/z 278.30 23.20%
278
79 127
. 63 93 140153 171 18820327723 247
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105191: Trimethyl(2,6 ditert.-butylphenoxy)silane R R
263 11.80 12.00 12.20 12.40
m/z 41.10 19.02%
5000
278
71 |
O o S o R I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 1180 12.00 12.20 12.40

8270-BF012417 .M Fri Jan 27 17:57:48 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Pentadecyne Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

12.74 255 ng 201179  Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Pentadecvne 208 C15H28 000765-13-9 93
Hexadecvne 222 C16H30 000629-74-3 91
cvclol2.2.21octane. 2-methvl- 124 C9H16 000766-53-0 91
.9-Cvclohexadecadiene 220 C16H28 004277-06-9 91
-Tetradecyne 194 C14H26 000765-10-6 87

OaORrWNPE
PR oOR e
- |

Abundance Scan 932 (12.739 min): BF092545.D (-930) (-) m/z 67.10 100.00%
5000 N\/V\/WMW
124 WO . 12.40 12,60 12.80 13.00
16 195209222 247 : : : :

Of m/z 81.10 82.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #61700: 1-Pentadecyne

Is

5000

12. 40 12. 60 12. 80 13. oo
109 m/z 55.10 71.30%

123137 151 165 179 193 208

29

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 &
67 R e e A RmmmE
12.40 12.60 12.80 13.00
5000 95 m/z 41.10 59.67%
29
109
oL 15 123137 152165 179193 207 222
T e e T e e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10365: Bicyclo[2.2.2]octane, 2-methyl- B
67 81 95 12.40 12.60 12.80 13.00
um]24 m/z 95.10 54 .02%
>0 41 JH/\N\M\/\/\MW
m/z--> 20 0 80 100 120 140 160 180 200 220 240 12. 40 12. 60 12. 80 13. 00

8270-BF012417 .M Fri Jan 27 17:57:49 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.83 13.48 ng 1064140 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 n-Decanoic acid 172 C10H2002 000334-48-5 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Hexadecane, 1-chloro- 260 C16H33ClI 004860-03-1 35

Abundance Scan 940 (12.831 min): BF092545.D (-938) (-) m/z 43.05 100.00%

4

5000

B N
57 73

12.60 12.80 13.00 13.20
m/z 57.10 81.99%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid
43

-

5000 LA B L LB L B B
12.60 12.80 13.00 13.20
2 m/z 60.00 T77.77%
iz LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 12.60 12.80 13.00 13.20
5000 m/z 72.95 77 .37%
129
171
115 214
27 g7 15, | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37189: n-Decanoic acid e
60 12.60 12.80 13.00 13.20
m/z 55.10 67 .88%
5000 41
129
1.
172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pyrrolo[1,2-a]-1,3,5-triazi... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.88 4.02 ng 286190 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9H9N304 054449-89-7 90
2 1.4-Benzenediamine. N-(1-methvlh._._. 220 C14H24N2 039563-50-3 35
3 m-Methoxvbenzoic acid. phenvl ester 228 C14H1203 065853-67-0 35
4 Phenol. 4-(1l.1-dimethvlpropvl)- 164 C11H160 000080-46-6 27
5 2-Methoxycarbonyl-2-methylbrendane 194 C12H1802 148191-16-6 27
Abundance Scan 944 (12.877 min): BF092545.D (- 943) ) m/z 135.10 100.00%
135 223
5000 ML
SRR SRR BRI BN
12.60 12.80 13.00 13.20
ol 161177 203 244 262 294 77 253 15 94 08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71811: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223
135
178
5000
151 12.60 12.80 13.00 13.20
m/z 45.10 68.70%
195
0'“v“'w“w'HWH“l““v'“vﬂ'w“w'”u“'WH“ | SR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
135
12.60 12.80 13.00 13.20
5000 m/z 57.10 32.03%
41 220
107
0 15 65 80 161177 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74978: m-Methoxybenzoic acid, pheny! ester L asamase s
135 12.60 12.80 13.00 13.20
m/z 41.10 16.23%
5000
107
ol 28 77927 152 2%8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanamide Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.67 2.07 ng 147418 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 70
2 Dodecanamide 199 C12H25NO 001120-16-7 64
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
5 Tetradecanamide 227 C14H29NO 000638-58-4 50
Abundance Scan 1013 (13.665 min): BF092545.D (-1011) (-) m/z 59.00 100.00%
59
5000
e I I I I
5 A s
100 125 199 240 13.40 13.60 13.80 14.00
o 139153167 184 226240254 283 /7 72 10 43 21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108159: Octadecanamide
59
5000 L B B BRI SULRA
43 anmnmmm
m/z 57.10 42 .46%
o157 \‘ | Ber 1}41f8142156170184198212226240255 283
m/z--> 25 45 eb éo 160 150 150 160 180 200 220 240 260 2éo
Abundance
59
13.40 13.60 13.80 14.00
5000 m/z 45.05 26.33%
2943
oL 15 86 100114128142156170184199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91513: Hexadecanamide LA B e LA
59 13.40 13.60 13.80 14.00
m/z 41.10 26.30%
43
o 2l 86100114128142156170184198212226240255
m/z--> 25 45 eb éo 160 120 140 160 180 200 220 240 2éo 2éo 1340 1360 1380 1400
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092545.D

Aca On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.64 2.66 ng 142368 Perylene-d12 15.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Hexacosane 366 C26H54 000630-01-3 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1273 (16.637 min): BF092545.D (-1270) (-) m/z 57.10 100.00%

5000 85

113 141 16.40 16.60 16.80 17.00
168190 225 253 284 355
ol LA AT 2600 2 s 2e 8 Tm/z 71.10  53.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107651: Eicosane
57
5000 LA L L L L L
85 16. 40 16 60 16. 80 17. OO
29 m/z 43.10 46.86%
L 13141 169 107 225 253 282
s — T T
m/z--> 50 lOO 150 200 250 300 350 400
Abundance
57
R B e B
16.40 16.60 16.80 17.00
5000 m/z 85.10 36.84%
85
29 13 g4
o 169 197 225 253 280 309 351 379 407 436
T T T T T T e T e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #147090: Hexacosane AN EEa TS e S
57 16.40 16.60 16.80 17.00
m/z 55.10 17 .58%
5000 g5
113
o 291 | | | 717,141 169 197 225 253 295 366
L o B A M S R B e B
m/z--> 50 100 150 200 250 300 350 400 16. 40 16 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
Data File : BF092545.D

Acq On : 27 Jan 2017 00:37

Operator : SJ/MA

Sample : 11451-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
Quant Title : 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... 5.15 12.3 ng 628088 1 6.97 1021510 20.0
unknown6.73 6.73 76.2 ng 3894040 1 6.97 1021510 20.0
Acetamide, N-(2,4... 10.95 4.6 ng 361198 4 11.52 1578470 20.0
Phenol, 4-(1,1,3,... 10.99 7.1 ng 562163 4 11.52 1578470 20.0
unknownll .06 11.06 11.4 ng 902228 4 11.52 1578470 20.0
unknown11.13 11.13 7.8 ng 614707 4 11.52 1578470 20.0
2-Methyl-4-hydrox... 11.17 8.0 ng 629413 4 11.52 1578470 20.0
Phenol, 4-(1,1-di... 11.21 9.5 ng 749247 4 11.52 1578470 20.0
unknownll.25 11.25 4.1 ng 321720 4 11.52 1578470 20.0
Ethanol, 2-[4-(1,... 11.72 2.3 ng 177960 4 11.52 1578470 20.0
Benzoic acid, 3,5... 11.80 2.7 ng 210909 4 11.52 1578470 20.0
Tetradecanoic acid 12.04 9.4 ng 740111 4 11.52 1578470 20.0
3,5-di-tert-Butyl... 12.17 2.8 ng 220097 4 11.52 1578470 20.0
1-Pentadecyne 12.74 2.5 ng 201179 4 11.52 1578470 20.0
Octadecanoic acid 12.83 13.5 ng 1064140 4 11.52 1578470 20.0
Pyrrolo[1,2-a]-1,... 12.88 4.0 ng 286190 5 14.16 1424950 20.0
Octadecanamide 13.67 2.1 ng 147418 5 14.16 1424950 20.0
Eicosane 16.64 2.7 ng 142368 6 15.64 1072270 20.0

8270-BF012417_.M Fri Jan 27 17:57:52 2017 Page: 22



