LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 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 G\METHODS\8270-BG041316.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

3.878 172 177 187 rVB 63802 109164 5.85% 0.514%
4.601 295 300 309 rBV3 12360 25054 1.34% 0.118%
rBv3 23919 52029 2.79% 0.245%
5.512 448 455 465 rBvV 95632 166039 8.90% 0.782%
5.770 492 499 507 rVB 277505 463437 24.84% 2.183%
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6.446 608 614 616 rBv2 15574 27891 1.49% 0.131%
6.892 682 690 696 rvB2 18919 36111 1.94% 0.170%
rBv 189271 359428 19.26% 1.693%
7.609 798 812 824 rBV5 42275 117625 6.30% 0.554%
7.750 828 836 842 rBV 497693 900499 48.26% 4.241%
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11 8.214 909 915 926 rBV 129180 229119 12.28% 1.079%
12 8.303 926 930 933 rBvV2 19513 31708 1.70% 0.149%
13 8.467 947 958 963 rBV 57464 134158 7.19% 0.632%
14 8.543 963 971 984 rVB 413415 795568 42.64% 3.747%
15 8.684 993 995 1002 rVB4 13274 22686 1.22% 0.107%

16 8.996 1031 1048 1062 rVB4 45320 204916 10.98% 0.965%
17 9.243 1062 1090 1092 rBV3 93776 375657 20.13% 1.769%
18 9.384 1112 1114 1123 rVB 383904 569304 30.51% 2.681%
19 9.507 1129 1135 1146 rVB6 43428 128635 6.89% 0.606%

20 9.601 1146 1151 1154 rBV3 29514 46462 2.49% 0.219%
21 9.642 1154 1158 1166 rVB4 33381 66779 3.58% 0.315%
22 9.777 1174 1181 1187 rBV3 36075 76745 4_.11% 0.361%

23 9.871 1187 1197 1202 rBV 94884 187832 10.07% 0.885%
24 9.954 1204 1211 1214 rBV2 75099 141603 7.59% 0.667%
25 10.024 1219 1223 1241 rVB7 47182 142770 7.65% 0.672%

26 10.224 1245 1257 1269 rBV 186994 488774 26.20% 2.302%

27 10.500 1301 1304 1309 rVB2 19343 26704 1.43% 0.126%
28 10.571 1309 1316 1320 rBV6 25065 58529 3.14% 0.276%
29 10.653 1324 1330 1336 rVB2 77545 137753 7.38% 0.649%
30 10.764 1343 1349 1354 rBV5 37533 72194 3.87% 0.340%
31 10.811 1354 1357 1363 rVB4 40403 65602 3.52% 0.309%
32 10.882 1364 1369 1373 rBV3 23395 40204 2.15% 0.189%
33 10.952 1375 1381 1388 rBV5 35927 78809 4.22% 0.371%

34 11.035 1388 1395 1405 rVB 202661 399233 21.40% 1.880%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 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-BG041316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 11.182 1407 1420 1426 rBVS8 61779 176915 9.48% 0.833%

36 11.305 1435 1441 1444 rBVS5 63533 133953 7.18% 0.631%

37 11.434 1459 1463 1466 rBV5 17482 26829 1.44% 0.126%
38 11.481 1466 1471 1479 rVB5 81118 195414 10.47% 0.920%
39 11.558 1480 1484 1489 rVB7 25195 39003 2.09% 0.184%
40 11.610 1489 1493 1497 rBV3 37274 63323 3.39% 0.298%
41 11.722 1509 1512 1517 rVB4 44511 75627 4._05% 0.356%

42 11.787 1518 1523 1528 rBV7 57355 126555 6.78% 0.596%
43 11.851 1529 1534 1540 rVV6 81666 182273 9.77% 0.858%
44 11.910 1540 1544 1550 rVB4 82967 150504 8.07% 0.709%

45 12.075 1567 1572 1577 rVB5 52997 93564 5.01% 0.441%
46 12.274 1602 1606 1611 rVB 51205 86500 4.64% 0.407%
47 12.321 1611 1614 1616 rBV3 20529 26018 1.39% 0.123%
48 12.357 1616 1620 1625 rVB2 44538 70933 3.80% 0.334%
49 12.421 1628 1631 1633 rBV4 17765 21739 1.17% 0.102%

50 12.692 1669 1677 1680 rBV6 68049 162654 8.72% 0.766%

51 12.727 1680 1683 1689 rVV8 39542 73448 3.94% 0.346%
52 12.838 1699 1702 1706 rVB2 78010 113270 6.07% 0.533%
53 12.885 1706 1710 1718 rVB5 68236 127766 6.85% 0.602%
54 12.968 1718 1724 1729 rBV4 92553 209200 11.21% 0.985%
55 13.062 1736 1740 1742 rBV2 39412 54419 2.92% 0.256%

56 13.450 1800 1806 1812 rVB 1047816 1640261 87.91% 7.725%
57 13.502 1812 1815 1819 rBvV4 81674 124814 6.69% 0.588%
58 13.655 1837 1841 1850 rVBS8 99296 211726 11.35% 0.997%
59 13.837 1870 1872 1877 rVB4 54341 64762 3.47% 0.305%
60 13.967 1889 1894 1899 rBV3 92262 159688 8.56% 0.752%

61 14.019 1899 1903 1907 rBv4 74625 110337 5.91% 0.520%
62 14.061 1907 1910 1913 rBV5 56734 87629 4._70% 0.413%
63 14.155 1922 1926 1927 rBV2 67686 89224 4.78% 0.420%
64 14.260 1939 1944 1950 rVB2 121809 297430 15.94% 1.401%
65 14.466 1970 1979 1986 rBV3 480912 978576 52.45% 4._.609%

66 14.771 2028 2031 2034 rBV 89498 142524 7.64% 0.671%
67 14.824 2035 2040 2050 rVB2 261996 528342 28.32% 2.488%
68 15.253 2109 2113 2117 rVB 131152 201058 10.78% 0.947%
69 15.347 2124 2129 2132 rBV2 148899 296497 15.89% 1.396%
70 15.424 2137 2142 2146 rVVv2 230389 398858 21.38% 1.878%

71 15.477 2147 2151 2158 rVB6 165536 305442 16.37% 1.439%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 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-BG041316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 16.011 2237 2242 2255 rVB3 303248 1020668 54.71% 4.807%
73 16.264 2281 2285 2287 rBV 142461 201791 10.82% 0.950%
74 16.305 2287 2292 2297 rVB 748665 1115675 59.80% 5.254%
75 16.358 2297 2301 2305 rBv2 198473 309574 16.59% 1.458%

76 16.522 2325 2329 2335 rVB 286153 456701 24.48% 2.151%
77 17.562 2501 2506 2517 rVB 353868 606129 32.49% 2.855%
78 17.915 2563 2566 2573 rBV2 161354 228519 12.25% 1.076%
79 18.450 2654 2657 2661 rVB 174595 197048 10.56% 0.928%
80 20.148 2941 2946 2953 rVB 1457105 1865749 100.00% 8.787%

81 21.834 3230 3233 3240 rVB 380449 605120 32.43% 2.850%

Sum of corrected areas: 21233070
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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: BG021696.D

2000000

1500000

1000000

500000 i 8.54

511

O o I eas seo || 781 e owte) wiiseld TIERE, 0R
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG021696.D

20.15
2000000

1500000

13.45

21.83
1000000

500000

O e L o o o L o o e o L o o o o LA e o o o

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG021696.D

2000000
1500000

1000000

500000‘\\\~MN\NMA‘“““-—-—~u-~W_w~ﬂLw-*w‘

e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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-Butanol, 2,3-dimethyl- Concentration Rank 17

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

3.88 9.53 ng 109164 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 83
2 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 78
3 Propane. l-ethoxv- 88 C5H120 000628-32-0 53
4 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 50
5 3-Heptanol 116 C7H160 000589-82-2 40

Abundance Scan 177 (3.878 min): BG021696.D (-172) (-) m/z 59.00 100.00%
59.0
5000
i w0 O "ok ok o Ak
0 ...,....,....,....l,:.'.??'.g.-.'.;....|,....,....,..9.8.'?...., m/z 87.00 23.29%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4378: 2-Butanol, 2,3-dimethyl-
59.0
5000 L AR LN UL A
410 870 3.60 3.80 4.00 4.20
150 310 “ 69.0 { m/z 41.00 23.23%
0 | I, 1]l 51.0 77.0 101.0
“'|“"w"w"“l'“'|“"w"w"”|'“'|“"w"w
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
59.0
360 380 400 420
5000 m/z 43.00 22_.17%
=0 87.0
15.0 310 69.0 '
mz> 10 20 30 40 50 60 70 8 90 100
Abundance #2076: Propane, 1-ethoxy- N LA
31.0 59.0 3.60 3.80 4.00 4.20
m/z 69.00 17.33%
5000
43.0
88.0
\‘ 1 ‘\ ‘ . 73.0
G L S U UL S I UL IS UL S
m/z--> 10 20 30 40 50 60 70 8 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 3 unknown7.61 Concentration Rank 14

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

7.61 10.27 ng 117625 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aspartic acid 133 C4H7N0O4 000056-84-8 43
2 Urea. ethvl- 88 C3H8N20 000625-52-5 38
3 Hvdroxvpivalic acid 118 C5H1003 004835-90-9 38
4 2-Amino-3-methoxv-2-methvl-propi... 133 C5H11NO3 064298-94-8 37
5 Sulfide, allyl methyl 88 C4H8S 010152-76-8 35

Abundance Scan 812 (7.609 min): BG021696.D (-798) (-) m/z 88.00 100.00%
d.0
73.0
43.0
5000 56.0
105.0 R I I R
|| ||| ||I | 120.0 7.20 7.40 7.60 7.80 8.00
0.”,””,””,””,””,”hrldinm,uwumhw“m,””,mnlnh,“. m/z 73.00 78.02%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14097: Aspartic acid
88.0
43.0 0.0
5000
7.20 7.40 7.60 7.80 8.00
m/z 43.00 64.14%
0 1l 56.0 | | 99.0 115.0
miz--> 0 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance
30.0
88.0 720 7.0 7.60 7.80 8.00
5000 44.0 73.0 m/z 41.00 52.49%
ol 20 17.0 60.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8424: Hydroxypivalic acid LA R B R e
73.0 84.0 7.20 7.40 7.60 7.80 8.00
m/z 56.00 36.36%
5000
41.0
27. 55.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 unknown7.75 Concentration Rank 1

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

7.75 78.61 ng 900499 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 836 (7.750 min): BG021696.D (-828) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 54,0 9.0 J 740 7.60 7.80 8.00
0 e B o m/z 68.00 45 _.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ML L L IR I
7.40 7.60 7.80 8.00
310 510 m/z 134.00 32.46%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 i 75 7k shy
5000 ggo 1160 m/z 66.00 29.04%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- R e
132.0 7.40 7.60 7.80 8.00
m/z 69.00 17 .54%
5000
63.0 81.0
0 3]\-0 50"0\ m‘ Ly | ‘\ | 99'\0\11%0 |
mz-> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Hexanoic acid, 2,2-dimethyl- Concentration Rank 10

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

8.47 11.71 ng 134158 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2.2-dimethvl- 144 C8H1602 000813-72-9 50
2 Butanoic acid. 2.2-diethvl- 144 C8H1602 000813-58-1 37
3 Butoxvacetic acid 132 C6H1203 002516-93-0 32
4 Methvl propionate 88 C4H802 000554-12-1 27
5 Heptane, 3-(chloromethyl)- 148 C8H17CI 000123-04-6 27

Abundance Scan 958 (8.467 min): BG021696.D (-947) (-) m/z 57.00 100.00%
57.0
88.0
5000 41.0
73.0

8.20 8.40 8.60 8.80

99.1
M | | |

0..,....,....,....|;!.'..,-.'.ll!',....,....,....-,....|,'....,....,..1.2.9,'.0...,....,.. m/z 88.00 66.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20045: Hexanoic acid, 2,2-dimethyl-
57.0
88.0
5000 LI L L L L LB LB
43.0 8.20 8.40 8.60 8.80
290 3.0 9.0 m/z 41.00 45.04%
0 H | \‘ . ‘\ 1 m ‘ 1L ! 115.0 129.0 145.0
T T R T e T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57.0
T T
43.0 8.20 8.40 8.60 8.80
5000 ‘ m/z 43.00 39.28%
73.0 88.0
99.0
290 116.0
0 "7 129.0 145.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13789: Butoxyacetic acid A B R R
57.0 8.20 8.40 8.60 8.80
m/z 87.00 26.10%
5000 41.0
29.0 73.0
87.0
150 u‘ ‘ 10401150 1330
O PP P P oo P T T T e e e

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

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Butanoic acid, 3-methyl-, 1... Concentration Rank 6

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

9.00 17.89 ng 204916 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl-. 1-meth... 144 C8H1602 032665-23-9 53
2 Pentanoic acid. l1-methvlethvl ester 144 C8H1602 018362-97-5 42
3 Ethanol. 2-T2-T(tetrahvdro-2H-pv... 190 C9H1804 002163-11-3 22
4 1-Pentanol. 2.3-dimethvl- 116 C7H160 010143-23-4 22
5 Ethanol, 2-(2-butoxyethoxy)-, ac... 204 C10H2004 000124-17-4 12

Abundance Scan 1049 (9.002 min): BG021696.D (-1031) (-) m/z 43.00 100.00%
43.0 6Q.0
85.0
5000
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
101.0 128.9 8.60 8.80 9.00 9.20 9.40
of T e m/z 60.00 93.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20145: Butanoic acid, 3-methyl-, 1-methylethyl ester
43.0
60.0 85.0
5000
8.60 8.80 9.00 9.20 9.40
27.0 103.0 m/z 85.00 77.99%
0 |.‘l‘..‘i‘l‘..‘l“|‘....lu“...lH....l:lu-2.9..0.|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0
85.0 8.60 8.80 9.00 9.20 9.40
5000 57.0 m/z 87.00 66.10%
27.0
103.0
129.0
L e B L U UL L ML WL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49630: Ethanol, 2-[2-[(tetrahydro-2H-pyran-2-yl)oxy]ethoxy]-
85.0 8.60 8.80 9.00 9.20 9.40
m/z 41.00 66.08%
45.0
5000
29.0 67.0 ‘ 101.0
0 M\ \H‘ ‘m\ ‘ ‘\ Il 115'0129'0 145.0 161.0 189.0
Trrryprrrryrrrryrrrryrrrryrrrrrrrrr T T —rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 unknown9.24 Concentration Rank 5

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

9.24 32.79 ng 375657 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1.2-diethvl- 88 C4H12N2 001615-80-1 43
2 Acetaldehvde N-formvl-N-methvlhv... 100 C4H8N20 016568-02-8 22
3 Propanoic acid. 3-ethoxv-. ethvl... 146 C7H1403 000763-69-9 22
4 Butanoic acid. 4-ethoxv-. methvl... 146 C7H1403 029006-04-0 16
5 3-Octanol 130 C8H180 000589-98-0 14

Abundance Scan 1090 (9.243 min): BG021696.D (-1062) (-) m/z 57.05 100.00%
.0

5000

-

9.00 9.20 9.40 9.60

o m/z 41.00 68.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1944: Hydrazine, 1,2-diethyl-
31.0
5000 LI L L L L B
44.0 73.0 9.00 9.20 9.40 9.60
m/z 43.00 60.02%
0...,....,....,l...i‘l‘.‘..,...‘a,....,‘....,....‘,....,....,....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
30.0 59.0
_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l'
420 9.00 9.20 9.40 9.60
5000 ’ m/z 59.00 52.48%

10 850 1000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21048: Propanoic acid, 3-ethoxy-, ethyl ester e AR RRER
290 59.0 9.00 9.20 9.40 9.60
' m/z 88.00 43.02%
71.0
5000
43.0 1010 4479
15.0 8.0
NI N N =TS V=1°
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60

8270-BG041316.M Mon Apr 18 14:16:27 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 9 unknown9.51 Concentration Rank 12

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

9.51 11.23 ng 128635 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 43
2 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 43
3 Ethanone. 1-(1-methvlcvclohexvl)- 140 C9H160 002890-62-2 43
4 Cvclohexane. 1-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 43
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 006069-98-3 38

Abundance Scan 1135 (9.507 min): BG021696.D (-1129) (-) m/z 97.00 100.00%
55.0 97.0
5000 41.0 69.0
127.0
| 1 T‘M’ 1110 142.0 9.20 9.40 9.60 9.80
obrrerrrrerreerrere sl bl UL ) 2420 m/z 55.00 95.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6652: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 USRS SRR
41.0 112.0 9.20 9.40 9.60 9.80
69.0 m/z 41.00 42 _.33%
21.0 ‘ 83.0
0'”&?%'Jh”'“m”I”mP'“P”'Hhﬁ”l“””l””P'“P”'P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55.0 97.0
920 940 9.60 9.80
5000 m/z 69.00 42 _.22%
41.0
112.0
27.0 69.0
15.0 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18048: Ethanone, 1-(1-methylcyclohexyl)- B aE ma B e
58.0 97.0 9.20 9.40 9.60 9.80
m/z 43.00 34 .94%
- \g_-«/////\JVV“\VAVA_JAV/\/AV
43.0
. 20 g | 080 | 1250 1400
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 9.20 9.40 9.60 9.80

8270-BG041316.M Mon Apr 18 14:16:28 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 18

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

9.87 9.41 ng 187832 Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 90
2 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 83
3 Propanoic acid. 2.2-dimethvl-. h... 200 C12H2402 017660-61-6 38
4 Propanoic acid. 2.2-dimethvl-. h... 186 C11H2202 005434-57-1 35
5 Hexanal, 3,5,5-trimethyl- 142 C9H180 005435-64-3 23

Abundance Scan 1197 (9.871 min): BG021696.D (-1187) (-) m/z 57.00 100.00%
5%.0
5000 410 83.0
| || | 690 10‘?0 1250 1434 9.60 9.80 10.00 10.20
O”P'”P”W””Mm'P”W””P”'PhW”mP”W”'WJ”P”W”'W””P” m/z 41.00 37.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28806: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000 R R RN SR R
10 83.0 9.60 9.80 10.00 10.20
. 0
9.0 103.0 m/z 83.05 35.34Y%
0 150 \‘ | “ \‘ 690 I H‘ 12\50 1430
2> 1o B B o 5 o b B0 9 150 110 130 1% 100 155 160
Abundance
57.0
"'9.60 9.80 10.00 10.20
5000 83.0 m/z 55.95 22 .32%
41.0
20.0 103.0
oL 150 69.0 125.0 1430 155
WWTWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #56123: Propanoic acid, 2,2-dimethyl-, hepty! ester e e R AR RE R
57.0 9.60 9.80 10.00 10.20
m/z 55.00 18.06%
5000 41.0
103.0
29.0 700 85.0
0 | | I, | N 115.0 143.0 157.0
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 100 110 120 130 140 1éo 1('30 9%0 980 10. oo 10'20

8270-BG041316.M Mon Apr 18 14:16:29 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 11 unknownl11.18 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.18 8.86 ng 176915 Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid. 2-methvl-. (BE)- 114 C6H1002 016957-70-3 42
2 2-Pentenoic acid. 4-methvl- 114 C6H1002 010321-71-8 38
3 Pentane. 3-methvlene- 84 C6H12 000760-21-4 38
4 Furan. 2.3-dihvdro-3-methvl- 84 C5H80 001708-27-6 38
5 2-Pentene, 3-methyl-, (E)- 84 CG6H12 000616-12-6 30
Abundance Scan 1420 (11.182 min): BG021696.D (-1407) (-) m/z 69.00 100.00%
64.0
41.0 55.0
5000 84.0 96.0 1149
I 10,80 11.00 1120 11.40
O e Y m/z 55.00 70.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7085: 2-Pentenoic acid, 2-methyl-, (E)-
41.0 69.0
5000 114.0 AL B BUMLA B B
10. 80 11. 00 11.20 11.40
27.0 3.0 m/z 41.00 70.08%
99.0
0”'&?ﬂ'”W”'W””I””P'”P”'fﬁﬂ'“ﬁ””l””P'”P”'P”W'”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41.0 69.0
10,80 11.00 1120 11.40
5000 114.0 m/z 96.00 48.10%
27.0 56.0 99.0
81.0
15.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1472: Pentane, 3-methylene- L e B
41.0 69.0 10.80 11.00 11.20 11.40
55.0 m/z 84.00 47 .49%
5000 84.0
27.0
OHWH“PJL“J'“¢MHPNWH“P“WH“V“W““P“W““V“W““v' U PR SR AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10. 80 11. 00 11.20 11.40

8270-BG041316.M Mon Apr 18 14:16:29 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.48 9.79 ng 195414 Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 53
2 2.4.6-Trimethvl-1_.5-diazabicvclo... 126 C7H14N2 1000283-21-2 47
3 Cvclohexane. l1l-ethvl-1.3-dimethy... 140 C10H20 062238-29-3 47
4 Cvclohexane. l-ethvl-1.4-dimethyv... 140 C10H20 062238-32-8 47
5 Cyclohexane, l-ethyl-1,3-dimethy... 140 C10H20 062238-31-7 43
Abundance Scan 1471 (11.481 min): BG021696 D (-1466) (-) m/z 69.00 100.00%
69.0 111.0
55.0 87.0
5000 410
Ll 120.0140.9 166 o 11,20 11.40 11,60 11.80
ol AR O PR Y S i il m/z 111.00 91.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11238: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
55.0
5000 41.0 LA BN B SR
83.0 11.20 11.40 11.60 11.80
70 ' m/z 55.00 73.32%
O'W%ﬁgP'JI””I”'W'”'P'”I”'W'”'E?QP'”I”"ﬁ???'”I”'W”'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69.0 111.0
11,20 11.40 1160 11.80
5000 42.0 m/z 86.95 71.92%
150 28.0 56.0 83.0 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17406: Cyclohexane, 1-ethyl-1,3-dimethyl-, trans- B
69.0 11.20 11.40 11.60 11.80
m/z 41.00 51.06%
111.0
55.0
5000
41.0
29.0 “ 83.0 950 125.0
O T T T e e e e R I e o L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11,20 11,40 11.60 11.80

8270-BG041316.M Mon Apr 18 14:16:30 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 unknownl1l1.85 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

11.85 9.13 ng 182273 Naphthalene-d8 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 5-methvl-2-(1l-meth... 154 C10H180 007786-67-6 38
2 3-Ethvl-6-heptafluorobutvrvlioxvo... 354 C14H21F702 1000215-97-4 35
3 6-Octenal. 3.7-dimethvl- 154 C10H180 000106-23-0 30
4 2-Nonen-4-one 140 C9H160 032064-72-5 27
5 Cyclohexane, (1,2-dimethylbutyl)- 168 C12H24 061142-37-8 27

Abundance Scan 1534 (11.851 min): BG021696.D (-1529) (-) m/z 69.00 100.00%

41. .0

5000

136.0

154.9 170.1 11.60 11.80 12.00 12.20
m/z 55.00 98.77%

o

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #25630: Cyclohexanol, 5-methyl-2-(1-methyletheny!)-
41.0 69.0
55.0 :
81.0
5000 95.0 121.0 L B B B
11. 60 11. 80 12. OO 12 20
109.0 136.0 m/z 41.00 98.06%
P R
o 11T O
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
69.0
43.0 M
55.0 11.60 11.80 12.00 12.20
5000 84.0 m/z 43.00 76.63%
111.0
169.0
o 97.0 1310 1500
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25481: 6-Octenal, 3,7-dimethyl- R A BAR T B S
41.0 69.0 11.60 11.80 12.00 12.20
m/z 60.00 60.66%
55.0
5000
27.0 95.0
121
oty 120 1300 san0
S A O Y [ O SOV LA T A,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.60 11.80 12.00 12.20

8270-BG041316.M Mon Apr 18 14:16:31 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14._.47 37.04 ng 978576 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 99
2 2-Butanone. 3-(4-tert-butvipheno... 220 C14H2002 160875-28-5 64
N-T4-(Ethvl-methvl-amino)-phenvl... 192 C11H16N20 099981-45-0 49
4 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 000079-77-6 49
5 4(1H)-Pteridinone, 2-amino-7-met... 177 C7H7N50 013040-58-9 46
Abundance Scan 1980 (14.472 min): BG021696.D (-1970) (-) m/z 177.10 100.00%
177.1
5000 41.0

220.1

198.1 14.20 14.40 14.60 14.80
01 ' m/z 41.00 49.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69380: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0
220.0

41.0
5000 .
67.0 135.0 1420 1440 1460 14.80

m/z 135.00 36.53%

I | |
0 159.0
,.”.pu N‘H ah ”“u“quwﬂ “P”.M}%.?N”.””
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
177.0

14.20 14. 40 14. 60 14.80

o

5000 57.0 m/z 220.10 36.24%
410 0L0 57 00 220.0
0 75.0 159.0 203.0
R A T Bt e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50254: N-[4-(Ethyl-methyl-amino)-phenyl]-acetamide R R
177.0 14.20 14.40 14.60 14.80

m/z 67.00 36.21%

5000
149.0
1190 ‘ ‘ 193.0
il |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14. 20 14. 40 14. 60 14. 80

8270-BG041316.M Mon Apr 18 14:16:32 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 1-Methyl-3-ethyladamantane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.35 11.22 ng 296497 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-3-ethvladamantane 178 C13H22 001687-34-9 74
2 Adamantane. 1-isothiocvanato-3-m... 207 C12H17NS 136860-48-5 64
3 Phenol. 2-(1.1-dimethvlethvl)-4-_.__ 164 C11H160 002409-55-4 50
4 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 50
5 Cis-1,4-dimethyladamantane 164 C12H20 024145-89-9 50

Abundance Scan 2129 (15.347 min): BG021696.D (-2124) (-) m/z 149.05 100.00%
14h.1
5000 93.0
40 70 || a1 | 1m0 s 1500 15,20 1540 1560
bt i S T 20800 Th/z 93.00  36.64%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41336: 1-Methyl-3-ethyladamantane
149.0
5000 UL SRR B UL B
93.0 15.00 15.20 15.40 15.60
' m/z 107.00 17.87%
0 i ° LA A O W | 1780
e D " N N NN
Abundance
149.0
15.00 15.20 15.40 1560
5000 93.0 m/z 91.00 14.46%
41.0 207.0
o 570 0 121.0 178.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31883: Phenol, 2-(1,1-dimethylethyl)-4-methyl- R R RREEEEa
149.0 15.00 15.20 15.40 15.60
m/z 79.00 14.21%
121.0
5000
91.0
41.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.20 15.40 15.60

8270-BG041316.M Mon Apr 18 14:16:32 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 unknownl5.42 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.42 15.10 ng 398858 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Tetradecen-5-vne. (2)- 192 C14H24 074663-68-6 38
2 Adamantane-1l1-carboxvlic acid 180 C11H1602 000828-51-3 38
3 1-Adamantvl bromomethvl ketone 256 C12H17BroO 005122-82-7 27
4 4-Tridecen-6-vne. (2)- 178 C13H22 074744-42-6 25
5 2-Methyl-1-nonene-3-yne 136 C10H16 070058-00-3 25

Abundance Scan 2141 (15.418 min): BG021696.D (-2137) (-) m/z 134.00 100.00%

.0

5000

L

15.20 15.40 15.60 15.80
0f m/z 79.00 78.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50565: 3-Tetradecen-5-yne, (2)-
79.0

41.0

15.20 15.40 15.60 15.80
135.0 m/z 135.00 65.57%

0 21. “ 163.0 192.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135.0

15.20 15. 40 15. 60 15.80

5000

5000 m/z 162.00 58.34%
79.0
41.0 107.0
o 18.0 180.0

A B WA B R RAmE S H R o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91762: 1-Adamantyl bromomethy! ketone T T e T
135.0 15. 20 15. 40 15. 60 15. 80

m/z 91.00 50.34%

- WV\/\/\\/\MM
93.0

150 410 6701 | 1959 | 1@° 256.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 unknownl5.48 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.48 11.56 ng 305442 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-Indazol-3-one. 1.2-dihvdro-5-... 179 C7H5N303 061346-19-8 43
2 N.N-Diethvl-p-nitroaniline 194 C10H14N202 002216-15-1 38
3 4-Ethoxv-2-(methvlamino)tropone 179 C10H13NO2 1000241-45-1 38
4 Benzoic acid. 2-acetvl-3-methoxv- 194 C10H1004 120714-42-3 27
5 (p-Butyrylphenoxy)acetic acid 222 C12H1404 001141-96-4 27
Abundance Scan 2152 (15.482 min): BG021696.D (-2147) (-) m/z 179.00 100.00%
179.0
5000
1| 1520 1540 160 1560
0! - m/z 93.00 49 .24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42048: 3H-Indazol-3-one, 1,2-dihydro-5-nitro-
179.0
5000 LR SURBLL B UL U
133.0 1520 15.40 15.60 15.80
510 105.0 149.0 m/z 133.00 38.12%
280 ) \H‘ ‘ \
U L S U UL L S B SR SRR SRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
179.0
15,20 15.40 15.60 15.80
5000 m/z 176.05 28 .55%
133.0 151.0
. 200 5109 770 1090 ' 195.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #41821: 4-Ethoxy-2-(methylamino)tropone R AREEE S e E s e R
179.0 15.20 15.40 15.60 15.80
m/z 41.00 24 .29%
5000
122.0
94.0 150.0
0 15.0 39 0 65 0 L1 ‘\ Il H\ ‘
m/z--> 20 4'0 6|0 80 100 120 140 1('30 180 200 ' 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Adamantane, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.01 38.64 ng 1020670 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 52
2 Cis-1.4-dimethvladamantane 164 C12H20 024145-89-9 50
3 1-Methvl-3-ethvladamantane 178 C13H22 001687-34-9 47
4 2-(3-Methvlbuta-1.3-dienvlDcvclo... 164 C11H160 1000191-75-5 47
5 Pyridinium, 1-(acetylamino)-2,6-... 164 C9H12N20 031020-35-6 46
Abundance Scan 2242 (16.011 min): BG021696.D (-2237) (-) m/z 149.10 100.00%
149.1
5000
1771941 0o || 1560 1580 16,00 1620 1640
0 ; m/z 163.10 72 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31982: Adamantane, 1,3-dimethyl-
149.0
5000 AU B
93.0 1560 15.80 16.00 16.20 16.40
210 m/z 93.00 32.22%
67.0
0Illsl'(l)l\l\lI‘IIIIHIII\\IIIHI‘III\III‘II]-IZIII(I)IIIII‘IIIIIII R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149.0
15.60 15.80 16.00 16.20 16.40
5000 m/z 107.00 31.44%
93.0
55.0
U o 1 R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41336: 1-Methyl-3-ethyladamantane A B
149.0 15.60 15.80 16.00 16.20 16.40
m/z 79.00 25.06%
5000
93.0
55.0 | 121.0 | 178.0
0||||||||||||“|||‘|‘|Ml‘::‘:‘:l::::l::::||||‘||||‘||||||||||||| R B L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1560 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 N-Acetyl-L-tyrosinamide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.36 10.21 ng 309574 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Acetvl-L-tvrosinamide 222 C11H14N203 001948-71-6 59
2 I-Tvrophanamide 180 C9H12N202 1000131-25-3 53
3 Propanal. 2-(4-ethoxvphenvIl)-2-m._. 192 C12H1602 093622-71-0 50
4 1.3-Dimethvladamantan-5-carboxvl... 236 C15H2402 063263-09-2 50
5 6-Amino-2,4-dimethyl-5,7-diazabe... 163 C8HIN30 022727-43-1 50
Abundance Scan 2301 (16.358 min): BG021696.D (-2297) (-) m/z 163.10 100.00%
168.1
5000
410 107.0
79.0 193.1 e b S St T et
135.0 16.00 16.20 16.40 16.60
o ' MM m/z 107.00  39.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #70404: N-Acetyl-L-tyrosinamide
107.0 163.0
5000 UL SRR A SRS B
43.0 136.0 16.00 16.20 16.40 16.60
77.0 ' m/z 41.00 32.42%
. ,1,5,9,,,,‘Il,u,I,,,\,\HI,,\,,\I,m 2220
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance
163.0
16.00 16.20 16.40 16.60
5000 107.0 m/z 93.00 30.20%
a0 170 136.0 181.0
O o R i S e e e O O e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50349: Propanal, 2-(4-ethoxyphenyl)-2-methy!- e BEAREEEE
168.0 16.00 16.20 16.40 16.60
m/z 162.05 25.81%
5000
135.0
107.0 192.0
410 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041516\
Data File : BG021696.D

Aca On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample : H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 1,3-Diethyladamantane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.52 15.07 ng 456701 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Diethvladamantane 192 Cl1l4H24 025074-51-5 87
2 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 64
3 1.3-Dimethvl-5-n-propvl-adamantane 206 C15H26 019385-87-6 64
4 1.3-Dimethvladamantan-5-carboxvl... 236 C15H2402 063263-09-2 64
5 1,3-Dimethyl-5-n-hexyladamantane 248 C18H32 052873-50-4 64
Abundance Scan 2329 (16.522 min): BG021696.D (-2325) (-) m/z 163.10 100.00%
168.1
5000
107.0
410 79.0 1690 16140 16160 1680
135.0 193.1 16.20 16.40 16.60 16.80
obfo W a1300, | R aer 2670 1707967 60 31.62%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50562: 1,3-Diethyladamantane
163.0
5000 SRR BARBR IR RS
16.20 16.40 16.60 16.80
107.0 m/z 93.00 15.87%
55.0 710 L 133.0 192.0
O III‘I\ I\I\IIHII\I\I |‘||| S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
163.0
16.20 16.40 16,60 16.80
5000 107.0 m/z 164.10 13.57%
55.0 79.0 135.0
O B R e o e e o e B e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60310: 1,3-Dimethyl-5-n-propyl-adamantane R R ma AR
163.0 16.20 16.40 16.60 16.80
m/z 79.00 12.03%
5000
107.0
. 55.0 81.0 135.0 | 1910
s 4 o % 10 14 1% 1% 300 26 2% 16.20 16.40 16,60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041516\
Data File : BG021696.D

Acq On : 15 Apr 2016 21:56

Operator : UM/SJ

Sample - H2549-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316_.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-Butanol, 2,3-di... 3.88 9.5 ng 109164 1 8.21 229119 20.0
unknown7 .61 7.61 10.3 ng 117625 1 8.21 229119 20.0
unknown7 .75 7.75 78.6 ng 900499 1 8.21 229119 20.0
Hexanoic acid, 2,... 8.47 11.7 ng 134158 1 8.21 229119 20.0
Butanoic acid, 3-... 9.00 17.9 ng 204916 1 8.21 229119 20.0
unknown9 .24 9.24 32.8 ng 375657 1 8.21 229119 20.0
unknown9 .51 9.51 11.2 ng 128635 1 8.21 229119 20.0
Hexanoic acid, 3,... 9.87 9.4 ng 187832 2 11.03 399233 20.0
unknownl11.18 11.18 8.9 ng 176915 2 11.03 399233 20.0
Cyclohexane, 1,1,... 11.48 9.8 ng 195414 2 11.03 399233 20.0
unknownl1l.85 11.85 9.1 ng 182273 2 11.03 399233 20.0
2,5-Cyclohexadien... 14.47 37.0 ng 978576 3 14.82 528342 20.0
1-Methyl-3-ethyla... 15.35 11.2 ng 296497 3 14.82 528342 20.0
unknownl15.42 15.42 15.1 ng 398858 3 14.82 528342 20.0
unknown15.48 15.48 11.6 ng 305442 3 14.82 528342 20.0
Adamantane, 1,3-d... 16.01 38.6 ng 1020670 3 14.82 528342 20.0
N-Acetyl-L-tyrosi... 16.36 10.2 ng 309574 4 17.56 606129 20.0
1,3-Diethyladaman... 16.52 15.1 ng 456701 4 17.56 606129 20.0

8270-BG041316.M Mon Apr 18 14:16:36 2016 Page: 23



