LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

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:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 3.814 161 166 173 rBvV 502931 737896 6.88% 0.396%
2 4.630 301 305 312 rVB 133544 220759 2.06% 0.118%
3 4.754 318 326 336 rBV6 70721 158221 1.48% 0.085%
4 5.224 397 406 410 rVV3 162698 299078 2.79% 0.161%
5 5.271 410 414 419 rvv2 162889 293962 2.74% 0.158%
6 5.324 419 423 430 rvv4 183721 395420 3.69% 0.212%
7 5.700 479 487 496 rBV 1195928 2115504 19.72% 1.136%
8 6.017 537 541 543 rBVY3 103624 167695 1.56% 0.090%
9 6.217 570 575 580 rBV2 182874 293586 2.74% 0.158%
10 6.317 586 592 596 rBV4 107618 183275 1.71% 0.098%

11 6.399 603 606 611 rvB3 136846 193895 1.81% 0.104%
12 6.599 632 640 641 rBv4 172888 300208 2.80% 0.161%
13 6.622 641 644 648 rvVv 270485 398101 3.71% 0.214%
14 6.652 648 649 658 rvB4 137398 217650 2.03% 0.117%
15 6.734 658 663 668 rBv3 110447 182553 1.70% 0.098%

16 6.804 668 675 683 rVvB3 294822 618141 5.76% 0.332%
17 6.881 683 688 696 rvB4 128137 237244 2.21% 0.127%
18 6.963 696 702 708 rBv2 440190 911154 8.50% 0.489%
19 7.034 708 714 722 rVB4 185577 494123 4.61% 0.265%
20 7.128 722 730 734 rBv2 159077 282311 2.63% 0.152%

21 7.192 734 741 744 rBV5 159257 290368 2.71% 0.156%
22 7.227 744 747 753 rVB3 180804 287705 2.68% 0.154%
23 7.316 753 762 773 rBV2 924864 2594332 24.19% 1.393%
24 7.404 773 777 782 rVB 111191 185820 1.73% 0.100%
25 7.480 782 790 794 rBV7 110364 255010 2.38% 0.137%

26 7.539 794 800 804 rBV3 487639 1028958 9.59% 0.552%
27 7.686 818 825 835 rBV 2288035 4483724 41.81% 2.407%
28 7.815 844 847 851 rBV3 88832 149339 1.39% 0.080%
29 7.880 855 858 862 rvB4 126682 159376 1.49% 0.086%
30 8.032 880 884 890 rvB4 239634 494076 4.61% 0.265%

31 8.103 890 896 900 rBVv3 396133 804394 7.50% 0.432%
32 8.156 900 905 916 rvv4 687615 1847625 17.23% 0.992%
33 8.244 916 920 928 rVB4 252477 637449 5.94% 0.342%
34 8.408 938 948 951 rBV6 449039 1282818 11.96% 0.689%
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LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

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 G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.479 954 960 964 rBV 1854550 3590199 33.47% 1.927%

36 8.585 975 978 981 rvB3 191012 227436 2.12% 0.122%
37 8.620 982 984 992 rVB5 275296 557438 5.20% 0.299%
38 8.714 992 1000 1009 rVvB3 374637 867717 8.09% 0.466%
39 8.814 1009 1017 1020 rBv4 270093 643031 6.00% 0.345%
40 8.861 1021 1025 1036 rVB4 364318 738954 6.89% 0.397%

41 8.955 1036 1041 1050 rBV7 376970 912497 8.51% 0.490%
42 9.055 1050 1058 1071 rVvB9 373129 1373279 12.80% 0.737%
43 9.225 1082 1087 1089 rBV2 540592 892276 8.32% 0.479%
44 9.266 1090 1094 1098 rVvVv 913609 1663202 15.51% 0.893%
45 9.331 1099 1105 1111 rVV 2214257 4904393 45.73% 2.633%

46 9.501 1129 1134 1137 rBV5 80664 172584 1.61% 0.093%
47 9.542 1137 1141 1145 rVB6 286483 434448 4._05% 0.233%
48 9.589 1145 1149 1154 rBv4 233541 335336 3.13% 0.180%
49 9.730 1169 1173 1176 rBv4 143002 206864 1.93% 0.111%
50 9.789 1180 1183 1190 rVB7 226912 459666 4._.29% 0.247%

51 9.971 1204 1214 1222 rBV4 1483015 4331771 40.39% 2.325%
52 10.130 1236 1241 1244 rBV4 233241 422665 3.94% 0.227%
53 10.206 1244 1254 1264 rVB4 778664 2154357 20.09% 1.156%
54 10.336 1271 1276 1278 rBV6 429548 698803 6.52% 0.375%
55 10.371 1278 1282 1292 rVV7 906776 2386234 22.25% 1.281%

56 10.441 1292 1294 1301 rVB8 204106 399254 3.72% 0.214%
57 10.524 1303 1308 1309 rBV5 196650 292154 2.72% 0.157%
58 10.571 1311 1316 1327 rVV9 325908 873086 8.14% 0.469%
59 10.706 1336 1339 1342 rBV3 218585 328515 3.06% 0.176%
60 10.753 1342 1347 1357 rVV5 1540098 4318237 40.26% 2.318%

61 10.835 1357 1361 1367 rVB4 692783 1326876 12.37% 0.712%
62 10.894 1367 1371 1374 rBV5 121011 202410 1.89% 0.109%
63 10.982 1377 1386 1392 rBV2 1506972 3461828 32.28% 1.858%
64 11.223 1416 1427 1431 rBV4 906876 2577088 24.03% 1.383%
65 11.317 1439 1443 1444 rBV3 187399 275932 2.57% 0.148%

66 11.446 1461 1465 1469 rBV4 321252 674439 6.29% 0.362%
67 11.569 1477 1486 1492 rVB3 2258108 6199901 57.81% 3.328%
68 11.799 1521 1525 1527 rBV2 260510 452426 4.22% 0.243%
69 12.022 1559 1563 1568 rVB4 871458 1522943 14.20% 0.817%
70 12.086 1570 1574 1581 rVB6 624582 1519915 14.17% 0.816%

71 12.239 1596 1600 1605 rVB 1108441 1600388 14.92% 0.859%
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LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

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 G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 12.433 1629 1633 1637 rBv2 306988 489910 4_.57% 0.263%
73 12.521 1643 1648 1651 rBV3 699009 1386277 12.93% 0.744%
74 12.809 1690 1697 1703 rBV7 1478020 4017488 37.46% 2.156%
75 12.974 1719 1725 1730 rBVv6 820663 2298967 21.44% 1.234%

76 13.079 1737 1743 1749 rBV6 1376817 3331349 31.06% 1.788%
77 13.238 1765 1770 1772 rBV5 1065779 1950409 18.19% 1.047%
78 13.291 1774 1779 1784 rVB5 2392450 5263369 49.07% 2.825%
79 13.350 1785 1789 1790 rBV4 580626 852442 7.95% 0.458%
80 13.420 1796 1801 1809 rVB 5884069 10386031 96.84% 5.575%

81 13.508 1811 1816 1820 rBV4 1209859 2197222 20.49% 1.179%
82 13.608 1828 1833 1837 rBV4 1285471 2838280 26.46% 1.523%
83 13.920 1881 1886 1894 rVB3 2262666 5485178 51.14% 2.944%
84 14.031 1901 1905 1909 rVB4 970826 1467305 13.68% 0.788%
85 14.143 1915 1924 1930 rBV4 1255216 4783597 44 _.60% 2.568%

86 14.207 1932 1935 1940 rVB4 1252300 2002741 18.67% 1.075%
87 14.513 1979 1987 1990 rBV8 1250052 3489266 32.53% 1.873%
88 14.795 2030 2035 2046 rVB4 2570230 5423357 50.57% 2.911%
89 14.889 2046 2051 2056 rBV4 1536628 2817986 26.27% 1.513%
90 14.960 2058 2063 2068 rBV5 1428113 2770954 25.84% 1.487%

91 15.289 2112 2119 2123 rBV2 2222711 4923988 45.91% 2.643%
92 15.394 2129 2137 2141 rBV2 1829105 4191812 39.08% 2.250%
93 15.453 2142 2147 2152 rVV4 3232762 6175253 57.58% 3.315%
94 15.512 2152 2157 2162 rVB5 2116303 3827981 35.69% 2.055%
95 16.305 2286 2292 2296 rVB2 4271537 6786413 63.27% 3.643%

96 17.562 2502 2506 2512 rVB2 1708810 2666039 24.86% 1.431%
97 19.707 2868 2871 2875 rBv4 780703 903711 8.43% 0.485%
98 20.159 2943 2948 2954 rVB 7987613 10725284 100.00% 5.757%
99 21.851 3231 3236 3245 rVB 1737417 2937263 27.39% 1.577%
100 25.206 3800 3807 3818 rVB2 898782 2710472 25.27% 1.455%

Sum of corrected areas: 186300656

8270-BG0O70816.M Mon Jul 11 17:01:57 2016 Page: 3



Data Path :

Data File : BG022936.D
Aca On - 8 Jul 2016
Operator : UM/SJ
Sample - H3853-01
Misc :

ALS Vial : 34

Quant Method
Quant Title

TIC Library :
TIC Integration Paramete

LSC Report - Integrated Chromatogram

18:45

C:\DATABASENNISTO2.L
LSCINT.P

rs:

Sample Multiplier: 1

V:\HPCHEM1I\BNA G\DATA\BGO70916\

: Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknown7.69 Concentration Rank 1

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

7.69 48_.54 ng 4483720 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 18
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 826 (7.692 min): BG022936.D (-818) (-) m/z 132.00 100.00%
132
68
5000
o Tk 760 70 8h0
ol 177 207 239267294 335 420 458 533 n/7z 68.05 56_43%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI R UL R L
740 7.60 7.80 8.00
m/z 66.10 41.18%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 97 m/z 134.00 36.38%
3 10
O L o L WL SR WL B BN S B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14013: 1H-Benzimidazole, 2-methyl- R e A RRRE
132 740 7.60 7.80 8.00

m/z 69.10 29.68%

5000
63 104
0 2.81.ljw)HL
L e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknown8.41 Concentration Rank 17

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

8.41 13.89 ng 1282820 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 27
2 Butanoic acid. ethvl ester 116 C6H1202 000105-54-4 25
3 1.3-Dioxane. 4.4-dimethvl- 116 C6H1202 000766-15-4 22
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 18
5 Nonanoic acid, ethyl ester 186 C11H2202 000123-29-5 14

Abundance Scan 948 (8.408 min): BG022936.D (-938) (-) m/z 73.10 100.00%
5000
97
24 8.00 8.20 8.40 8.60 8.80
of Wi 169198216 281 82530 42 "n/z 43.10 85.07%
m/z--> 100 150 200 250 300 350 400
Abundance #20008: Hexanoic acid, 2-ethyl-
73
5000 RS SRS LR AR R
101 800 8.20 8.40 8.60 8.80
m/z 88.00 59.85%
H L H 145
0 “;"I""I""I"" LA UNRLELE AR U
m/z--> 100 150 200 250 300 350 400
Abundance
43 71
800 820 840 860 8.80
5000 m/z 57.10 59.06%
15 101
L S L W WL L L W B B
miz--> 0 50 100 150 200 250 300 350 400
Abundance #7904: 1,3-Dioxane, 4,4-dimethyl-
43 8.00 8.20 8.40 8.60 8.80
m/z 41.10 55.42%
5000
4, 101
0 }dhi '"J'I""I”"I"" LA UNRLELE AL U IR SR RS AR
miz--> 0 50 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknown9.05 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.05 14.87 ng 1373280 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dimethvilcvclohexanol 128 C8H160 003809-32-3 46
2 Cvclohexanol. 3.5-dimethvl- 128 C8H160 005441-52-1 38
3 3.4-Dimethvilcvclohexanol 128 C8H160 005715-23-1 35
4 Z-1-Methoxv-2-hexene 114 C7H140 1000279-60-9 30
5 2-Octen-4-ol 128 C8H160 004798-61-2 25
Abundance Scan 1057 (9.049 min): BG022936.D (-1050) (-) m/z 71.10 100.00%

5000

1

8.80 9.00 9.20 9.40
m/z 43.10 78 .00%

o 142 188 221248 280 344 379 416

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12156: 2,5-Dimethylcyclohexanol

&

5000 LA B L L L L L
8.80 9.00 9.20 9.40
110 m/z 41.10 34.77%
m/z--> O 5 100 150 200 250 300 350 400 450 500
Abundance
71
e B AR S
8.80 9.00 9.20 9.40
5000 m/z 109.10 32.85%
41 110
oA A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12162: 3,4-Dimethylcyclohexanol e mam At S b T
7 8.80 9.00 9.20 9.40
41 m/z 95.10 32.75%
5000 110
oy e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Benzenemethanol, .alpha.,.a... Concentration Rank 11

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

9.27 18.00 ng 1663200 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha...alpha.... 136 C9H120 000617-94-7 64
2 .alpha.-Ethvl-_alpha.-methvlbenz... 150 C10H140 001565-75-9 53
3 Benzene. 1-(2-bromoethvl)-4-meth... 214 C9H11BrO 014425-64-0 53
4 dl-2-Phenvl-1.2-propanediol 152 C9H1202 004217-66-7 53
5 Benzeneacetic acid, .alpha.-meth... 166 C9H1003 001701-77-5 50

Abundance Scan 1095 (9.272 min): BG022936.D (-1090) (-) m/z 43.10 100.00%
43 121
5000
i T obo 030 S S
o! JA4168 208 298 285 826 872 4% "m/z 121.10 84.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #15946: Benzenemethanol, .alpha.,.alpha.-dimethyl-
43
5000 L R L UL UL
121 9.00 9.20 9.40 9.60
77 m/z 59.10 32.71%
0 “”’ﬂ“w'P?“V"|""|""|""|""|""|""|
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
121
9.00 9.20 9.40 9.60
5000 m/z 77.10 22 .92%
77
08 150
e S L U WA UL WL S B
m/z--> 50 100 150 200 250 300 350 400
Abundance #66029: Benzene, 1-(2-bromoethyl)-4-methoxy-
121 9.00 9.20 9.40 9.60
m/z 41.10 16.26%
5000
216
91
27 65 167 193
m/z--> 50 100 150 200 250 300 350 400 ' 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 6 2(3H)-Furanone, dihydro-4,4... Concentration Rank 4

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

9.97 25.03 ng 4331770 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. dihvdro-4.4.5.5-__.. 142 C8H1402 016466-24-3 68
2 2.2.5.5-Tetramethvltetrahvdro-3-... 142 C8H1402 005455-94-7 43
3 3-Octanol 130 C8H180 000589-98-0 43
4 2-Chloro-2.4-dimethvlpentane 134 C7H15CI 035951-33-8 43
5 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 25

Abundance Scan 1214 (9.971 min): BG022936.D (-1204) (-) m/z 56.10 100.00%
56
83

5000

-

9.60 9.80 10.00 10.20

155 207 248 298327355383 430 467 536

0 m/z 59.05 83.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19048: 2(3H)-Furanone, dihydro-4,4,5,5-tetramethyl-
59
127
9.60 9.80 10.00 10.20
27 m/z 83.10 82.16%
L %8
O+ 1 v e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56
A B o e
9.60 9.80 10.00 10.20
5000 m/z 43.10 68.33%
114
29 g4 | 142
ot i L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13189: 3-Octanol A RAREE RS L
5 9.60 9.80 10.00 10.20
m/z 55.10 53.29%
5000
29 101
0 .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9. 60 980 10. OO 10.20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknownl10.21 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.21 12.45 ng 2154360 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-(ethenvloxy)-2-methvl- 114 C7H140 029281-39-8 27
2 Cvclopropanecarboxvlic acid. 2-e... 198 C12H2202 103604-31-5 27
3 4-Dodecene 168 C12H24 002030-84-4 27
4 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 25
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 22
Abundance Scan 1255 (10.212 min): BG022936.D (-1244) (-) m/z 55.10 100.00%
5000 85 141
9.80 10.00 10.20 10.40 10.60
0 L) 469193 225251 303324 369 422 | n/z 69.10  93.70%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #7411: Butane, 2-(ethenyloxy)-2-methyl-
43
5000 R SR B B BN
= 9. 80 10. 00 10. 20 10 40 10. 60
m/z 41.10 67.81%
‘ 114
0 :.I-S.H.“.‘”l‘..“.‘.‘l.‘...|....|.... e
miz--> 0 50 100 150 200 250 300 350 400
Abundance
41
69 USRS BN BN
9.80 10.00 10.20 10.40 10.60
5000 m/z 43.10 63.23%
112
L S L B B UL U BRI
miz--> 0 50 100 150 200 250 300 350 400
Abundance #34702: 4-Dodecene [TT T T[T T T T[T T T T[T T [TT
55 9.80 10.00 10.20 10.40 10.60
m/z 85.10 51.47%
5000
29 83
L] a0 268
miz--> 0 §o 160 1éo 260 250 360 3%0 460 ! 980 1000 1020 1040 1060

8270-BG070816.-M Mon Jul 11 17:02:04 2016
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknownl10.37 Concentration Rank 18

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

10.37 13.79 ng 2386230 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 38
2 Benzene. l1-methvl-2-(1-methvleth... 134 C10H14 000527-84-4 35
3 Benzene. l1-methvl-4-(l1-methvleth... 134 C10H14 000099-87-6 35
4 Benzene. l1l-butenvl-. (BE)- 132 C10H12 001005-64-7 35

5 Benzene,

1-methyl-3-(1-methyleth... 134 C10H14

000535-77-3 35

Abundance Scan 1282 (10.371 min): BG022936.D (-1278) (-) m/z 119.10 100.00%
81 119
5000
39 10.00 10.20 10.40 10.60
o {22182 221 269298 354383 432 513 | "m/z 81.10 88.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14361: Benzene, 1,2,4,5-tetramethyl-
119
5000 LA L L L L L B
10.00 10.20 10.40 10.60
o1 m/z 117.10 82.08%
39
P P
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
119
10.00 10.20 10.40 10.60
5000 m/z 83.10 58.30%
91
41
O T T T T T T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14399: Benzene, 1-methyl-4-(1-methylethyl)- T T T T e T
119 10.00 10.20 10.40 10.60
m/z 115.10 35.70%
5000
91
39 d ‘
o bl oo i i i i i i i e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.20 10.40 10.60

8270-BG070816.-M Mon Jul 11 17:02:05 2016
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknownl10.75 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.75 24 .95 ng 4318240 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha...alpha.... 150 C10H140 001197-01-9 43
2 Benzenamine. 2.4.6-trimethvl- 135 C9H13N 000088-05-1 38
3 Ethanone. 2-bromo-1-(4-methoxvph... 228 C9H9Bro02 002632-13-5 37
4 27" -Methoxv-N-methvl-2-oxo-2-phen... 325 C13H12F5N03 1000099-93-0 35
5 p-Methoxybenzoic acid, 3,5-diflu... 264 C14H10F203 1000292-64-7 35
Abundance Scan 1347 (10.753 min): BG022936.D (-1342) (-) m/z 43.10 100.00%

5000

)

10.40 10.60 10.80 11.00
m/z 135.10 50.34%

o 179207 240268 350 452 488
m/z--> 0 50 100 150 200 250 300 350 400 450 500

541

Abundance #22787: Benzenemethanol, .alpha.,.alpha.,4-trimethy!-
43
135
5000 T IIII|IIII|IIII/|\IIII|I
10. 40 10.60 10.80 11.00
o1 m/z 91.10 21.32%

0,...‘.,“.‘.‘.‘.‘,‘.“..‘.,....,....,.... s a man a
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
135

10. 40 10 60 10. 80 11.00

5000 m/z 99.10 20.29%
39 91
R S B S BN S RN SRR BN S RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75483: Ethanone, 2-bromo-1-(4-methoxyphenyl)- B
135 10.40 10.60 10.80 11.00

m/z 55.10 13.41%

5000

77

107
15 501l [ 111 230

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10. 40 10 60 10. 80 11. OO
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknownll.22 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.22 14.89 ng 2577090 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-0Octen-1-ol. 3.7-dimethvl- 156 C10H200 000106-22-9 35
2 HeptafluorobutvrvlcampholvImethane 364 C15H19F702 1000098-96-6 35
3 2.3.6-Trimethvlhept-3-en-1-ol 156 C10H200 1000111-56-8 35
4 Cvclopentvlcarbonvl-urea 156 C7H12N202 089852-04-0 27
5 Pentanoic acid, 4-methyl-4-nitro... 175 C7H13NO4 016507-02-1 27
Abundance Scan 1427 (11.223 min): BG022936.D (-1416) (-) m/z 69.10 100.00%
2000 WA
HREURA AL SN IR B
11.00 11.20 11.40 11.60
ol 170 207232 264 295 329 446471 m/z 55.10 78 31%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #26994: 6-Octen-1-ol, 3,7-dimethyl-
69
41
5000 L B SIS BN S
11.00 11.20 11. 40 11. 60
m/z 95.10 51.63%
1 i,
RECTTRI RY “-‘--.----.----.----.----.----.----.----.
miz--> 0 50 150 200 250 300 350 400 450
Abundance
69
" 11/00 11,20 11.40 11.60
5000 % 081 m/z 41.10 48.61%
123 239 321 362
L s L L S U B WL L I
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #26996: 2,3,6-Trimethylhept-3-en-1-ol R B e
69 11.00 11.20 11.40 11.60
m/z 96.10 44 _52%
5000
41
‘ 95 155 156 Mﬁ\“fv"Aw““\//\kﬂfﬁj\“/\th
0 ”"ih‘&h“““'I”"I"'W""I'”'I"'W""I'”'I HREURA AR SN IR B
miz--> 0 50 100 150 200 250 300 350 400 450 11.00 11.20 11.40 11.60

8270-BG070816.-M Mon Jul 11 17:02:07 2016 Page: 13



Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknownll1.57 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.57 35.82 ng 6199900 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Bicvclooctvl 222 C16H30 006708-17-4 47
2 Cvclooctane. cvclohexvl- 194 C14H26 092369-78-3 45
3 Cvclooctane. ethvl- 140 C10H20 013152-02-8 43
4 2.4.6-Trimethvl-1.5-diazabicvclo... 126 C7H14N2 1000283-21-2 43
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 43
Abundance Scan 1486 (11.569 min): BG022936.D (-1477) (-) m/z 69.10 100.00%
6o 111
s000 A /\J/\,,~_v////\A~«,w/\f”\vnx
138 1120 1140 1160 11.80
0 162 207 249 281 318346 389 441 m/z 111.10 88.77%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71114: 1,1"-Bicycloocty!
69 111
11.20 11.40 11.60 11.80
41 m/z 55.10 60.65%
0 I “ gLl 207
LR S UL AL UARLRLEL UURLLAL UURLELEL SURLELE SURLELE U
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55 111
8 1120 1140 1160 11.80
5000 m/z 67.10 47 .18%
29
0 137 166 194
LR S AL AL UARLRLEL UURLLELN UURLELEL SURLELEL SURLELE U
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #17299: Cyclooctane, ethyl- R B e
69 11.20 11.40 11.60 11.80
m/z 41.10 45 _59%
111
0 wﬂttt*“ll'}?1'"w""|""|"'w""|""|' LN B SUNIL UL
m/z--> 50 100 150 200 250 300 350 400 450 11.20 11.40 11.60 11.80

8270-BG070816.-M Mon Jul 11 17:02:08 2016
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknownl12.81 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.81 23.21 ng 4017490 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvldec-3-ene 154 C11H22 036969-75-2 25
2 Cvclohexane carboxvlic acid hvdr... 142 C7H14N20 038941-47-8 25
3 1-Undecen-3-vne 150 C11H18 074744-28-8 25
4 1.4-Cyclooctadiene 108 C8H12 001073-07-0 25
5 Cyclohexanecarboxylic acid, 4-fo... 232 C14H1603 146606-04-4 22
Abundance Scan 1697 (12.809 min): BG022936.D (-1690) (-) m/z 83.10 100.00%
109
5000 oS
136
12.40 12.60 12.80 13.00 13.20
o! I LL : 19‘,‘21.7 21 284 L 4% "m/z 69.10 56.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #25828: 3-Methyldec-3-ene
55
83
5000 AR SRR U
nmnmnmmmmw
29 154 m/z 109.10 54.47%
125
0|‘|U‘|‘h|“|‘|‘“|194|‘|||‘|||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
83
55 LRI SRR BAN SUNIL I
12.40 12.60 12.80 13.00 13.20
5000 m/z 79.10 52.53%
111
142
L L A L UL B S B
m/z--> 50 100 150 200 250 300 350 400
Abundance #22863: 1-Undecen-3-yne A B e
79 12.40 12.60 12.80 13.00 13.20
m/z 55.10 51.19%
41
5000
107
\ 135
0! .‘.,.ﬂ..,”..,.... R B B e o R R S S
m/z--> 50 100 150 200 2m mo m 400 nmnmnmmmmw
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknownl3.29 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.29 19.41 ng 5263370 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(l1-cvclohexen-1-vI)- 124 C8H120 000932-66-1 30
2 benzldlisozazole. 3-ethvl- 147 CO9HONO 066033-77-0 18
3 Benzonitrile. 2-hvdroxv- 119 C7H5NO 000611-20-1 11
4 Cvclohexene.l1-(2-propenvl)- 122 C9H14 013511-13-2 11
5 Benzeneacetic acid, .alpha.-ethyl- 164 C10H1202 000090-27-7 11
Abundance Scan 1779 (13.291 min): BG022936.D (-1774) (-) m/z 81.10 100.00%
1 119
41
5000 147
13.00 13.20 13.40 13.60
o .\L AL 194 251 285314341 403 478 516 “n/z 91.10  83.60%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10210: Ethanone, 1-(1-cyclohexen-1-yl)-
43 81
109
5000 R R PR B S
Bmmmnmnm
m/z 119.10 82.57%
15
Olu‘.““.“.“l‘m.‘m. .|l...|....|.... i Lo B man e
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
119
91
147 13.00 13.20 13.40 13.60
5000 m/z 79.10 57.72%
63
L S B L L L B I I L W
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8853: Benzonitrile, 2-hydroxy- R EEEEE S S
119 13.00 13.20 13.40 13.60
m/z 41.10 54 _47%
91
5000
0I"'”'i"‘”"'lI rryrrrryrrrry T T T T T T T T T T T T T T T T T T T T T T TrTyTTTTT T T T T T T T
miz--> 0 50 100 150 200 250 300 350 400 450 500 13. oo 13 20 13. 40 13. 60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.92 20.23 ng 5485180 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.6-trimethvl- 164 C10H1202 000480-63-7 87
2 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 47
3 2.4-Azetidinedione. 3-ethvl-3-ph... 189 C11H11NO2 042282-82-6 38
4 4-0Oxazolecarboxvlic acid. 4.5-di... 233 C13H15NO3 037592-54-4 35
5 7-Methylindan-1-one 146 C10H100 039627-61-7 32

Abundance Scan 1886 (13.920 min): BG022936.D (-1881) (-) m/z 146.05 100.00%
146
5000
911]7
13.60 13.80 14.00 14.20
I— J'J- i k1188 222258278 336 370399429 806 | "n/z 164.10 55.57%
m/z--> 50 150 200 250 300 350 400 450 500
Abundance #31597: Benzoic acid, 2,4,6-trimethyl-
146
5000
19 13.60 13.80 14.00 14.20
o m/z 117.05 41 .73%
0 .1.8‘.U‘ih“.”‘.“‘”ﬁ.“|h.“l..‘lu‘...luuuu R B R M e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
164
119
13.60 13.80 14.00 14.20
5000 m/z 118.10 39.81%
91
REL 51
m/z--> 55 160 1%0 260 250 360 3%0 460 4%0 560
Abundance #48576: 2,4-Azetidinedione, 3-ethyl-3-phenyl-
117146 13.60 13.80 14.00 14.20
m/z 119.10 36.90%
5000
0 ,'*,,189, N — N O
m/z--> 50 100 150 200 250 300 350 400 450 500 13.60 13. 80 14.00 14.20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknownl4.14 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.14 17.64 ng 4783600 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxirane. 2-(chloromethvl)-2-cvcl... 174 C9H15CIO 121505-39-3 22

2 Iridomvrmecin 168 C10H1602 000485-43-8 22
3 benzldlisozazole. 3-ethvl- 147 C9HONO 066033-77-0 15
4 1H-1.5-Benzodiazepine. 2.3.4.5-t... 162 C10H14N2 040358-34-7 14
5 Methyl 5-methyl-2-ethenyl-cycloh... 182 C11H1802 1000144-54-1 11
Abundance Scan 1924 (14.143 min): BG022936.D (-1915) (-) m/z 95.10 100.00%
9
43 25
5000 162
13.80 14.00 14.20 14.40
0 91222255 202321 404 463492 542 n77119.10  87.29%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #39135: Oxirane, 2-(chloromethyl)-2-cyclohexyl-
5 119
5000
13.80 14.00 14.20 14.40
‘ m/z 81.10 86.10%
. “ H\u L
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
67 95
! AR AARAR AR BARRE
13.80 14.00 14.20 14.40
5000 m/z 91.10 78.17%
1p3 168
S S B I B B BN B S R SRR
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #21585: benz[d]isozazole, 3-ethyl- R E e B
119 13.80 14.00 14.20 14.40
a m/z 125.10 71.60%
147
5000
63
0"*FLﬂ'f'"' SRS SEEBUPEAEE SEARY SERRS SRR BN SRARE AR AR BARRE N
miz--> 50 100 150 200 250 300 350 400 450 500 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknownl4.51 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.51 12.87 ng 3489270 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.6-trimethvl-. ... 178 C11H1402 002282-84-0 25
2 2-Propenoic acid. 3-(4-hvdroxvph... 178 C10H1003 003943-97-3 25
3 2-Propenoic acid. 3-(3-hvdroxvph... 178 C10H1003 003943-95-1 25
4 Acetohvdrazide. 2-(2-isopropvl-5... 310 C19H22N202 111303-67-4 22
5 Benzaldehyde, O-ethyloxime 149 C9H11NO 013858-87-2 22
Abundance Scan 1986 (14.507 min): BG022936.D (-1979) (-) m/z 147.05 100.00%
91 147
5000
14.20 14.40 14.60 14.80
o 223250281 318 376 424 493 549 m/z 149.00 93.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41106: Benzoic acid, 2,4,6-trimethyl-, methy! ester
147
5000 178 LR SR B B R
119 14.20 14.40 14.60 14.80
91 m/z 91.10 89.57%
0..‘”‘ 1 "..l“.‘“...l..‘.. L MMM NS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
147
178 14.20 14.40 14.60 14.80
5000 m/z 77.10 84 .83%
119
91
63
o 29
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #40883: 2-Propenoic acid, 3-(3-hydroxyphenyl)-, methyl ester R RAREEEEEEEEEEE
147 14.20 14.40 14.60 14.80
178 m/z 145.10 65.81%
5000
91119
39
0'“J'i‘d“'l"“l}"""""' A PRI BRI S N LA BN B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Adamantane-1-carboxylic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.29 18.16 ng 4923990 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane-1-carboxvlic acid 180 C11H1602 000828-51-3 95
2 1-Adamantvl methvl ketone 178 C12H180 001660-04-4 93
3 Tricvclol3.3.1.1(3.7)ldecane. 1-... 181 C10H15NO02 007575-82-8 80
4 Tricvclol3.3.1.1(3.7)-1decane. 1... 214 C10H15Br 000768-90-1 80
5 2-lodoadamantane 262 C10H151 018971-91-0 72
Abundance Scan 2119 (15.289 min): BG022936.D (-2112) (-) m/z 135.10 100.00%
135
5000
79
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v-
41 l 07 180 15.00 15.20 15.40 15.60
ol d b Ul dy 7211 256 300 338 378 493 537 | nzo 79 10 34.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #42445: Adamantane-1-carboxylic acid
135
5000 LI B SUMRL ML B
15.00 15.20 15.40 15.60
79 m/z 93.10 29 .54%
41 ‘ F°7 180
N O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
135
15.00 15.20 15.40 15.60
5000 m/z 77.10 15.90%
43 79
107 178
O L Lo I e e e I Ot
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43293: Tricyclo[3.3.1.1(3,7)]decane, 1-nitro- R R R
135 15.00 15.20 15.40 15.60
m/z 91.10 14 .88%
5000
79
* l o7
0 IIIIIM'JJ"'I""IIIII rrrTyTTTTTTT T T T T T T T T T T T T T T T T rTrTyTTTTTT T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Tricyclo[4.3.1.1(3,8)]Jundec... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.39 15.46 ng 4191810 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol4.3.1.1(3.8)1undecane. ... 184 C11H17ClI 027011-46-7 52
2 1-Methvl-3-ethvladamantane 178 C13H22 001687-34-9 50
3 3-Methvl-1-adamantaneacetic acid 208 C13H2002 014202-13-2 50
5-(3-MethvlbutvD)-2-pvridinecarb... 193 C11H15NO2 049751-50-0 47
5 Cyclopentyl-methyl-phosphinic ac... 286 C16H3102P 1000194-56-2 47
Abundance Scan 2136 (15.388 min): BG022936.D (-2129) (-) m/z 149.10 100.00%
149
5000 93
41 15.00 15.20 15.40 15.60 15.80
12 179
Ol '.L,Jl.m.“.' ,'l fobr | L}.208238 281 314 347 362415 470 524 | 175 93.10  40.88%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45165: Tricyclo[4.3.1.1(3,8)]undecane, 1-chloro-
149
5000 AL SRR DU SO B
15.00 15,20 15.40 15.60 15.80
m/z 107.10 18.85%
. 3m \\ N
mz-> 0 100 150 200 250 300 350 400 450 500
Abundance
149
15.00 15.20 15.40 15.60 15.80
5000 m/z 91.10 16.34%
93
55 121 | 178
O R T T o B T TR LA ot
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61469: 3-Methyl-1-adamantaneacetic acid A B o
149 15.00 15.20 15.40 15.60 15.80
m/z 79.10 15.83%
5000
% 193
41
miz-> 0 50 100 150 200 250 300 350 400 450 500 15.00 15,20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknownl5.45 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.45 22.77 ng 6175250 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzimidazole. 2-ethoxv-. 3-oxide 178 C9H10N202 016007-57-1 38
2 Tricvclol4.2.2.2(2.5)1dodecan-3-one 178 C12H180 068177-17-3 38
3 5-Methvlene-4.5.6.6a-tetrahvdro-... 134 C9H100 1000193-02-7 35
4 Cvclohexane. 1.3-butadienvlidene- 134 C10H14 053864-08-7 25
5 2-Ethyl-6-isopropyl pyridine 149 C10H15N 074701-47-6 15
Abundance Scan 2146 (15.447 min): BG022936.D (-2142) (-) m/z 134.10 100.00%
79 134
5000
15.20 15.40 15.60 15.80
ol 94 224252278307 363 402 455 n/z _ 79.10 88.87%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #41703: Benzimidazole, 2-ethoxy-, 3-oxide
134
178
5000 106 LR SR I LS B
15.20 15.40 15.60 15.80
m/z 91.10 74 .74%
51 ‘ ‘
ok b
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
134
" 15.20 15.40 15.60 15.80
5000 4167 m/z 77.05 58.14%
97 178
O L I A B S WL I B W B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14841: 5-Methylene-4,5,6,6a-tetrahydro-3ah-pentalen-1-one A A RRREE R
134 15.20 15.40 15.60 15.80
o1 m/z 93.10 54 _.22%
5000
39
0 IIJILIH'J'['I'"'"I""IIIII rrrryrrTTTTTTTT T T T T T T T T T T T T U DA R R A
mz-> 0 50 100 150 200 250 300 350 400 450 500 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022936.D

Aca On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknownl5.51 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.51 14.12 ng 3827980 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Diethvl-p-nitroaniline 194 C10H14N202 002216-15-1 46
2 1.4-Bisl.alpha.-methoxvethvllben... 194 C12H1802 129770-42-9 25
3 4-Butvlbenzoic acid. heptadecvl ... 416 C28H4802 1000292-21-3 22
4 4-Butvlbenzoic acid. hexadecvl e... 402 C27H4602 1000292-32-9 22
5 4-Butylbenzoic acid, tetradecyl ... 374 C25H4202 1000292-32-7 22
Abundance Scan 2157 (15.512 min): BG022936.D (-2152) (-) m/z 179.10 100.00%
179
133
93
5000
22 06 241 283310341 384 497 541 15.20 15.40 15.60 15.580
0 m/z 133.10 76.91%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #51503: N,N-Diethyl-p-nitroaniline
179
5000 USRI AR BN U
133 1520 15.40 15.60 15.80
5 m/z 93.10 52.13%
0 Izlglllulﬂllwl\‘lhll\l‘ ‘.l R R RRARE R SRR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
179
15.20 15.40 15.60 15.80
5000 m/z 91.10 42 .00%
82 149
43 117
G L S B S S WL B WAL S W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #159688: 4-Butylbenzoic acid, heptadecy! ester T
179 15.20 15.40 15.60 15.80
m/z 77.10 33.62%
5000
136
o222 2t 238 416
m/z--> 50 100 150 200 250 300 350 400 450 500 1520 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_G\DATA\BG070916\
Data File : BG022936.D

Acq On : 8 Jul 2016 18:45

Operator : UM/SJ

Sample - H3853-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.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]
unknown7 .69 7.69 48.5 ng 4483720 1 8.16 1847630 20.0
unknown8.41 8.41 13.9 ng 1282820 1 8.16 1847630 20.0
unknown9 .05 9.05 14.9 ng 1373280 1 8.16 1847630 20.0
Benzenemethanol, ... 9.27 18.0 ng 1663200 1 8.16 1847630 20.0
2(3H)-Furanone, d... 9.97 25.0 ng 4331770 2 10.98 3461830 20.0
unknown10.21 10.21 12.4 ng 2154360 2 10.98 3461830 20.0
unknown10.37 10.37 13.8 ng 2386230 2 10.98 3461830 20.0
unknown10.75 10.75 24.9 ng 4318240 2 10.98 3461830 20.0
unknownll.22 11.22 14.9 ng 2577090 2 10.98 3461830 20.0
unknownl1l .57 11.57 35.8 ng 6199900 2 10.98 3461830 20.0
unknownl12 .81 12.81 23.2 ng 4017490 2 10.98 3461830 20.0
unknownl13.29 13.29 19.4 ng 5263370 3 14.80 5423360 20.0
Benzoic acid, 2,4... 13.92 20.2 ng 5485180 3 14.80 5423360 20.0
unknownl4 .14 14.14 17.6 ng 4783600 3 14.80 5423360 20.0
unknownl4 .51 14 .51 12.9 ng 3489270 3 14.80 5423360 20.0
Adamantane-1-carb... 15.29 18.2 ng 4923990 3 14.80 5423360 20.0
Tricyclo[4.3.1.1(... 15.39 15.5 ng 4191810 3 14.80 5423360 20.0
unknown15.45 15.45 22.8 ng 6175250 3 14.80 5423360 20.0
unknownl15.51 15.51 14.1 ng 3827980 3 14.80 5423360 20.0
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