LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 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-BG122116.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 5.275 408 415 422 rBV 141778 231610 3.95% 0.504%
2 5.751 487 496 503 rBV 449514 760322 12.98% 1.655%
3 7.373 765 772 783 rBV2 295947 622459 10.63% 1.355%
4 7.602 805 811 818 rBV6 33448 69065 1.18% 0.150%
5 7.743 828 835 847 rVB 818057 1492621 25.48% 3.249%
6 8.213 901 915 923 rBV 218623 469541 8.02% 1.022%
7 8.536 955 970 976 rBV 718402 1403231 23.95% 3.055%
8 8.677 990 994 1002 rVB9 31083 59040 1.01% 0.129%
9 8.912 1022 1034 1042 rVBS8 93251 289773 4 ._.95% 0.631%
10 9.124 1063 1070 1077 rBvV7 24986 66953 1.14% 0.146%

11 9.235 1083 1089 1093 rBV5 84557 167387 2.86% 0.364%
12 9.394 1109 1116 1131 rBV 786820 1642775 28.04% 3.576%
13 9.664 1156 1162 1166 rVB5 51585 95677 1.63% 0.208%
14 9.835 1187 1191 1198 rVB3 62303 105254 1.80% 0.229%
15 10.052 1215 1228 1238 rBV10 76486 310448 5.30% 0.676%

16 10.181 1244 1250 1253 rBV7 49496 112812 1.93% 0.246%
17 10.299 1268 1270 1275 rVB6 47469 69517 1.19% 0.151%
18 10.381 1277 1284 1286 rBV4 74528 152960 2.61% 0.333%
19 10.422 1286 1291 1296 rVB3 168005 304911 5.20% 0.664%
20 10.563 1308 1315 1321 rBV10 60637 165072 2.82% 0.359%

21 10.628 1322 1326 1333 rVB7 72673 143464 2.45% 0.312%
22 10.763 1342 1349 1354 rBV7 123369 268986 4_59% 0.586%
23 10.875 1362 1368 1375 rBV5 82781 200808 3.43% 0.437%
24 10.945 1376 1380 1385 rVv7 65433 126654 2.16% 0.276%
25 11.039 1385 1396 1406 rVB 342469 807100 13.78% 1.757%

26 11.198 1416 1423 1434 rVB6 197679 481353 8.22% 1.048%
27 11.333 1434 1446 1453 rBV9 97948 385214 6.58% 0.839%
28 11.433 1458 1463 1468 rBV6 113485 250014 4.27% 0.544%
29 11.556 1480 1484 1488 rBV5 45605 61985 1.06% 0.135%
30 11.609 1488 1493 1496 rBV5 68466 136147 2.32% 0.296%

31 11.703 1505 1509 1517 rVB5 65719 138921 2.37% 0.302%
32 11.785 1517 1523 1528 rBV5 89331 209863 3.58% 0.457%
33 11.838 1528 1532 1536 rBV6 44502 71616 1.22% 0.156%
34 11.915 1538 1545 1552 rBV8 201866 556143 9.49% 1.211%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 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-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.038 1558 1566 1571 rBV3 99692 239828 4._.09% 0.522%

36 12.114 1575 1579 1591 rVB3 90167 244111 4_.17% 0.531%
37 12.220 1592 1597 1598 rBV5 84456 110429 1.89% 0.240%
38 12.361 1618 1621 1628 rVB5 99270 180853 3.09% 0.394%
39 12.437 1629 1634 1636 rBV6 68207 108828 1.86% 0.237%
40 12.473 1636 1640 1644 rVV3 97818 166505 2.84% 0.362%

41 12.625 1663 1666 1670 rBV5 123008 180126 3.07% 0.392%
42 12.731 1680 1684 1690 rBV9 106691 226091 3.86% 0.492%
43 12.831 1696 1701 1707 rVB3 432501 774760 13.23% 1.687%
44 12.908 1710 1714 1720 rVB8 105901 210376 3.59% 0.458%
45 12.978 1720 1726 1736 rBV6 156923 476760 8.14% 1.038%

46 13.160 1749 1757 1758 rBV7 147683 312097 5.33% 0.679%
47 13.190 1758 1762 1769 rVB8 124371 322843 5.51% 0.703%
48 13.331 1782 1786 1789 rBV3 156699 257364 4_.39% 0.560%
49 13.460 1801 1808 1814 rBV 2004108 3121496 53.28% 6.795%
50 13.519 1814 1818 1822 rBV2 310102 473059 8.08% 1.030%

51 13.665 1838 1843 1847 rBV7 125363 262783 4._.49% 0.572%
52 13.806 1863 1867 1873 rBV6 79994 157584 2.69% 0.343%
53 13.918 1881 1886 1890 rBV8 108542 212564 3.63% 0.463%
54 14.083 1910 1914 1918 rBV5 116882 172867 2.95% 0.376%
55 14.153 1919 1926 1929 rBV7 131672 361106 6.16% 0.786%

56 14.276 1943 1947 1953 rVB 135802 223647 3.82% 0.487%
57 14.371 1959 1963 1969 rBVS8 90281 219460 3.75% 0.478%
58 14.541 1989 1992 2003 rVB8 107105 271410 4.63% 0.591%
59 14.635 2004 2008 2011 rBV5 119050 209286 3.57% 0.456%
60 14.841 2038 2043 2049 rVB 544946 870050 14.85% 1.894%

61 15.158 2093 2097 2102 rBVS8 82353 170614 2.91% 0.371%
62 15.316 2120 2124 2128 rBV6 98219 161463 2.76% 0.351%
63 15.428 2129 2143 2149 rVV 1393036 2906953 49.62% 6.328%
64 15.493 2150 2154 2160 rVB5 158926 322454 5.50% 0.702%
65 15.622 2173 2176 2182 rVB7 198447 325002 5.55% 0.708%

66 15.681 2182 2186 2188 rBV4 113690 156424 2.67% 0.341%
67 15.781 2200 2203 2208 rVB5 94299 146024 2.49% 0.318%
68 15.880 2215 2220 2226 rBV9 168945 432371 7.38% 0.941%
69 15.939 2226 2230 2235 rVB2 257198 395581 6.75% 0.861%
70 16.104 2253 2258 2262 rBV4 298427 561580 9.59% 1.223%

71 16.268 2282 2286 2290 rVB 263271 357305 6.10% 0.778%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 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-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 16.327 2290 2296 2308 rBVY 2072017 3843705 65.61% 8.367%
73 16.468 2313 2320 2324 rBv2 279021 543690 9.28% 1.184%
74 16.756 2365 2369 2375 rBv6é 122113 229488 3.92% 0.500%
75 16.879 2386 2390 2399 rBV9 97841 228710 3.90% 0.498%

76 17.050 2417 2419 2424 rBV5 91378 132903 2.27% 0.289%
77 17.226 2445 2449 2455 rVB7 136077 261787 4._.47% 0.570%
78 17.408 2477 2480 2484 rBV3 67544 99798 1.70% 0.217%
79 17.584 2505 2510 2518 rVB 676363 1006662 17.18% 2.191%
80 18.219 2614 2618 2630 rVB2 154918 275115 4._.70% 0.599%

81 18.425 2649 2653 2661 rVB4 154252 237743 4._.06% 0.518%
82 18.830 2716 2722 2729 rBV 834198 1341988 22.91% 2.921%

83 19.682 2864 2867 2870 rVB4 58086 59067 1.01% 0.129%
84 20.164 2943 2949 2956 rVB 4422962 5858240 100.00% 12.753%
85 21.456 3165 3169 3174 rVBS8 54957 92752 1.58% 0.202%

86 21.873 3234 3240 3248 rVB 883469 1488841 25.41% 3.241%
87 25.287 3810 3821 3831 rVB2 482944 1504394 25.68% 3.275%

Sum of corrected areas: 45936633
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

04
Time-->

3.00 350 4.00 450 5.00 550 6.00

TIC: BG025383.D

528 1

7.50 8.00 8.

6.50 7.00

Abundance

4000000

3000000

2000000

1000000

TIC: BG025383.D

20.16

16.33

13.46

21.87

21£6

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

4000000

3000000

2000000

1000000

TIC: BG025383.D

25.29

0

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\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

528 9.87ng 231610  1,4-Dichlorobenzene-da 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
cetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
-Octanol 130 C8H180 000589-98-0 33
.2-Butanediol 90 C4H1002 000584-03-2 25
,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

abrwNPE
NFPWZ>N

Abundance Scan 416 (5.281 min): BG025383.D (-408) (-) m/z 43.05 100.00%

43.0
5000
101.1

5.00 5.20 5.40 5.60
0 I 7 S— ,l S A%73 1902 240.8270.5 3060 8552 | “n/z 59.10  61.23%

f
m/z--> 0 50 100 150 200 250 300 350
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

5.00 5.20 5.40 5.60
m/z 101.10 18.26%

‘ 101.0
o
m/iz--> 0 50 100 150 200 250 300 350
Abundance
43.0
R N RAREEmE SR m e
5.00 5.20 5.40 5.60
5000 m/z 58.05 11.83%
101.0
14.0 72.0
O T I e e e e e e e ERLANLE o o o e s
m/iz--> 0 50 100 150 200 250 300 350
Abundance #13627: 3-Octanol
59.0 5.00 5.20 5.40 5.60
m/z 41.10 7.19%
5000
29.0 101.0
m/iz--> 0 50 100 150 200 250 300 350 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.74 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.74 63.58 ng 1492620 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 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
Abundance Scan 834 (7.737 min): BG025383.D (-828) (-) m/z 132.05 100.00%

132.1
68.0
5000

740 760 780 800

0 b A 1886 2982 8338 Aeae m/z 68.05 53.49%
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 LI L L L L L B L L I

7.40 7.60 7.80 8.00
m/z 66.10  44.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
e P e
7.40 7.60 7.80 8.00
5000 m/z 134.00 33.66%
63.0
15.0
oA A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl- R e e ma
132.0 740 760 780 800

m/z 69.05 25.68%

m/z--> O 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00

2
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 3-Buten-2-ol, 2,3-dimethyl- Concentration Rank 8

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

8.91 12.34 ng 289773 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-ol. 2.3-dimethvl- 100 C6H120 010473-13-9 50
2 Oxalic acid. isohexvl nonvl ester 300 C17H3204 1000309-33-2 35
3 Oxirane., 2.2-dimethvl-3-propvl- 114 C7H140 017612-35-0 32
4 2H-Pvran. 2-T(1-butvl-2-propvnvl... 196 C12H2002 000831-83-4 27
5 2-Pyrrolidinone 85 C4H7NO 000616-45-5 27

Abundance Scan 1034 (8.912 min): BG025383.D (-1022) (-) m/z 85.10 100.00%
43.1 851
5000
140.1 8.60 8.80 9.00 9.20
ol b 2202813 sS4l h/z 59.10  95.59%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #3924: 3-Buten-2-ol, 2,3-dimethyl-
85.0
43.0
5000
8.60 8.80 9.00 9.20
m/z 43.10 79.00%
0'”NJNH‘“i""l"“l""l"”l""l"”l""l'
m'z-> 0 50 100 150 200 250 300 350 400 450
Abundance
85.0
40 b0 650 90 550
5000 m/z 41.10 70.19%
171.0
O |}?§?|' T '???9"| L U B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7596: Oxirane, 2,2-dimethyl-3-propyl- T T T
43.0| g5 8.60 8.80 9.00 9.20
m/z 69.10 45 _45%
5000
O |lj"|”"|""|”"|""|'”' TTTT T T R U R S LA
m'z-> 0 50 100 150 200 250 300 350 400 450 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknownl10.05 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.05 7.69 ng 310448 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1"-(1.4-butanediv... 222 C16H30 006165-44-2 49
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 47
3 Cvclohexane. pentvl- 154 C11H22 004292-92-6 47
4 5-Cvano-1.2.3-thiadiazole 111 C3HN3S 057352-02-0 45
5 Pyridine, 2,3,4,5-tetrahydro- 83 C5HO9N 000505-18-0 43

Abundance Scan 1228 (10.052 min): BG025383.D (-1215) (-) m/z 83.10 100.00%

83.1

5000 41.

253 206.8 284.9 334.0 4522 507.5 9.80 10.00 10.20 10.40

0 m/z 55.05 71.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #79572: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0
5000 41. L e
9.80 10.00 10.20 10.40
1390 m/z 67.10 64.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83.0
AR e
9.80 10.00 10.20 10.40
5000{ 410 m/z 82.05 57 .06%
140.0
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27051: Cyclohexane, pentyl- i Bama T e L
83.0 9.80 10.00 10.20 10.40
m/z 41.10 41.13%
5000
41.
154.0
I I S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknownl10.42 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.42 7.56 ng 304911 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 43
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 38
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 38
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 38
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 38

Abundance Scan 1291 (10.422 min): BG025383.D (-1286) (-) m/z 119.05 100.00%
119.1
5000
a1 7 10.20 10.40 10.60 10.80
ol A%60 2098 2794 3302 37100 n777117.10  68.32%
m/z--> 0 50 100 150 200 250 300 350
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 RN BN BN RN B
10.20 10.40 10.60 10.80
770 m/z 134.15 28.83%
00 T
0 |..“.‘.‘i“.”.”.‘.|‘N.Hl.‘.|....|.... T
m/z--> 0 50 100 150 200 250 300 350
Abundance
119.0
10.20 10.40 10.60 10.80
5000 m/z 91.10 27 .74%
0 %q '?%ﬁ'ﬁ?o'l"" [rrro [Tttt
m/z--> 0 50 100 150 200 250 300 350
Abundance #14047: Benzene, 2-butenyl-
117.0 10.20 10.40 10.60 10.80
m/z 70.10 22 .33%
5000
39.0
1 ‘ 78.0
m/z--> 0 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80

8270-BG122116.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknownl11.20 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.20 11.93 ng 481353 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octenal. 3.7-dimethvl-. (R)- 154 C10H180 002385-77-5 43
2 Pentanoic acid. 4-methvl-4-nitro... 175 C7H13NO4 016507-02-1 35
3 2-Pentenoic acid. 2-methvl- 114 C6H1002 003142-72-1 35
4 2-Pentene. 3-methvl-. (2)- 84 CG6H12 000922-62-3 30
5 3-Hexene, 2,2,5,5-tetramethyl-, ... 140 C10H20 000692-47-7 30
Abundance Scan 1423 (11.198 min): BG025383.D (-1416) (-) m/z 69.10 100.00%
1
5000
10.80 11.00 11.20 11.40 11.60
ol CL 228 "m/z 55.10 88.37%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26751: 6-Octenal, 3,7-dimethyl-, (R)-
41.0
5000 950 LA L L L L L L L L L
10. 80 11. oo 11. 20 11. 40 11.60
m/z 41.10 70.14%
N
o A
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
10,80 11.00 11.20 11.40 11.60
5000 m/z 95.10 45 .28%
129.0
S S o L B L B B S S WS B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7234: 2-Pentenoic acid, 2-methyl- R R e e
69.0 10.80 11.00 11.20 11.40 11.60
114.0 m/z 39.10 41 .93%
5000
0 R e
miz--> 0 50 100 150 200 250 300 350 400 450 500 mmnmnmumnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl11.33 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.33 9.55 ng 385214 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mannofuranoside. methvl 6-deoxv-... 276 C12H2007 029839-03-0 27
2 8-Nonvnoic acid. methvl ester 168 C10H1602 007003-48-7 25
3 Hexanoic acid. 5-methvl-. methvl... 144 C8H1602 002177-83-5 16
4 1.6-Octadiene. 5.7-dimethvl-. (R)- 138 C10H18 085006-04-8 14
5 Allyl n-propyl sulphide 116 C6H12S 1000342-31-5 14
Abundance Scan 1446 (11.333 min): BG025383.D (-1434) (-) m/z 55.10 100.00%
1
5000
145.2 UL SO BRI U
4 2410 11.00 11.20 11.40 11.60
o 1812 281.1 m/z 41.10  77.17%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #123857: Mannofuranoside, methyl 6-deoxy-2-O-methyl-, diac...
74.0
116.0
5000 UL SRR BUARURE B SRS
11.00 11.20 11.40 11.60
28.0 m/z 74.10 64 .19%
0 .“‘.““k‘l”lu H‘H‘}???..lu.?4..5{0....|....|....|....|....
miz--> 0 50 150 200 250 300 350 400 450
Abundance
74.0
11.00 11.20 11.40 11.60
5000 m/z 69.10 60.66%
27.0
0 111.0  168.0
miz--> 0 55 160 1éo 260 2%0 360 3%0 460 4éo
Abundance #20989: Hexanoic acid, 5-methyl-, methyl ester R B
74.0 11.00 11.20 11.40 11.60
m/z 39.10 36.76%
5000
27.0 Hl 13.0
0 ”WtI"“'HJ"'I'”'I'"'I""P"'I""I"'W"" UL DU BRI UGS
miz--> 0 50 100 150 200 250 300 350 400 450 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Trichloroacetic acid, 1-cyc... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.91 13.78 ng 556143 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. 1-cvclopen... 258 C9H13C1302 1000282-57-1 64
2 Carbonic acid. neopentvl cvclohe... 228 C13H2403 1000357-85-8 49
3 1.17-Bicvcloheptvl 194 C14H26 023183-11-1 47
4 1.3-Pentadiene. 2.4-dimethvl- 96 C7H12 001000-86-8 46
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 43
Abundance Scan 1544 (11.909 min): BG025383.D (-1538) (-) m/z 81.05 100.00%
81.0
41.1]
5000

11.60 11.80 12.00 12.20

23.0 170.1 239.1 329.6 412.5 486.0

0 : . . : . m/z 55.10 86.12%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109501: Trichloroacetic acid, 1-cyclopentylethyl ester
55.0 97.0
5000 LA L L L L L LB LB |

11.60 11.80 12.00 12.20
m/z 97.10 81.38%

olt \\I‘u d HL i .‘

148.0 201.0
I T B T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
97.0
55.0 Y
11.60 11.80 12.00 12.20
5000 m/z 96.10 56.33%
172.0
oAy
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #56482: 1,1'-Bicycloheptyl e
55.0 96.0 11.60 11.80 12.00 12.20
: m/z 41.10 53.91%
5000
m/z--> 50 100 150 200 250 300 350 400 450 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl12.83 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.83 19.20 ng 774760 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 49
2 1H-Inden-1-one. octahvdro-7a-met... 152 C10H160 017428-83-0 43
3 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 38
4 2-Decalone.cé&t 152 C10H160 004832-17-1 38
5 Bicyclo[3.3.2]decan-9-one 152 C10H160 028054-91-3 30
Abundance Scan 1701 (12.831 min): BG025383.D (-1696) (-) m/z 55.10 100.00%
54.1
5000 108.1
‘ 1521
12.60 12.80 13.00 13.20
oLy -ﬂ.-l.', 208 252 443047841 7z 81.10 68.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #25231: 2(1H)-Naphthalenone, octahydro-, trans-
55.0 108.0
152.0
5000 RN SN SULELLE SN U

12:60 12.80 13.00 13.20
m/z 74.10 64.74%

‘H\‘ u L HLH
T

ol ...,.”.,....,”..,....“...,...w....
m/z--> 50 150 200 250 300 350 400 450
Abundance
81.0
41.0 12.60 12.80 13.00 13.20
5000 m/z 67.10 51.47%
152.0
O R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #25429: trans-Decalin, 2-methyl- e A EaREEEEEEES S
81.0 12.60 12.80 13.00 13.20
m/z 108.05 47 .89%
41.0 152.0
5000
0.L.,.uuﬁlﬁ..ﬂ”..,....,”..,....“...,...w.... e e
m/z--> 50 100 150 200 250 300 350 400 450 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknownl12.98 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.98 10.96 ng 476760 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octenoic acid. 3.7-dimethvl- 170 C10H1802 000502-47-6 38
2 3-Ethvl-3-octene 140 C10H20 019781-31-8 27
3 3.4-Diethvl-3-hexene 140 C10H20 000868-46-2 27
4 3.4-Diethvl-2-hexene 140 C10H20 1000113-54-8 27
5 3-Octene, 2,6-dimethyl- 140 C10H20 006874-28-8 25
Abundance Scan 1726 (12.978 min): BG025383.D (-1720) (-) m/z 55.10 100.00%
A1
5000
169.1 12:60 12,80 13.00 13.20
463.6 547.0
o 2073 3532 m/z 69.10 75.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37983: 6-Octenoic acid, 3,7-dimethyl-
69.0
5000 NN VAR B
nmnmmmnm
170.0 m/z 41.10 57 .45%
AT
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
12:60 12,80 13.00 13.20
5000 m/z 109.05 55.57%
111.0
L R B S WA L B L W S WA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17977: 3,4-Diethyl-3-hexene e REREE RS S
64.0 12.60 12.80 13.00 13.20
m/z 97.10 49 _.15%
5000
111.0
27“* L
- e e A maa B
m/z--> c') 5'0 1(')0 1&'30 200 250 300 3&1,0 400 4&'30 5(')0 5&1;0 12. 60 12. 80 13. 00 13. 20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknownl3.52 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.52 10.87 ng 473059 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (5-Amino-3H-imidazol-4-vDaceton... 122 C5H6N4 1000191-16-3 38
2 Benzenepropanol. 3-methoxv- 166 C10H1402 007252-82-6 30
3 Benzeneethanol. 2-methoxv-.alpha... 166 C10H1402 015541-26-1 27
4 Bicvclol3.3.11Tnonan-9-ol 140 C9H160 015598-80-8 27
5 1-Methylcycloheptene 110 C8H14 055308-20-8 25
Abundance Scan 1818 (13.519 min): BG025383.D (-1814) (-) m/z 55.10 100.00%
581 1221
5000 166.2
13.20 13.40 13.60 13.80
ob - AR i L 28083270 4083 5206 77 122.10  95.58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #9772: (5-Amino-3H-imidazol-4-yl)acetonitrile
122.0
28.0
5000 67.0 USRI BN U
13.20 13.40 13.60 13.80
m/z 81.10 71.84%
0 .“.“N‘,A“.“.“l.Hl. DS SMRM DS
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
122.0
13.20 13.40 13.60 13.80
5000 166.0 m/z 67.10 65.73%
77.0
S L L L UL S L WL WL B I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #34895: Benzeneethanol, 2-methoxy-.alpha.-methyl- I R R AR
122.0 13.20 13.40 13.60 13.80
m/z 41.10 64 .06%
5000
45.0 \ 166.0
0 JJFJA'F““'ﬂJ'”l"“|"'w"'w"'w"'w"'w"' NN AR NN IR
m/z--> 50 100 150 200 250 300 350 400 450 500 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknownl4.15 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.15 8.30 ng 361106 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octen-2-vn-4-ol 124 C8H120 1000196-87-1 14
2 Bicvclol2.2.1Theptane. 2-ethvl- 124 C9H16 002146-41-0 11
3 Bicvclol2.2.1Theptane. 2-butvl- 152 C11H20 061177-16-0 11
4 6-Methvl-2-heptvne 110 C8H14 051065-64-6 10
5 Ethanone, 1-bicyclo[2.2.1]hept-2... 138 C9H140 000824-59-9 10
Abundance Scan 1925 (14.147 min): BG025383.D (-1919) (-) m/z 95.10 100.00%
95.1
5000 1l
55.1
184.1 13.80 14.00 14.20 14.40
254.5 . 395.5
0 3232 4140 %438 L7 132.10  95.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #10487: 5-Octen-2-yn-4-ol
95.0
5000
41.0 13.80 14.00 14.20 14.40
H m/z 131.05 71.24%
0.H.‘l“i“”“.“‘”u.‘h“l“....|................l....l....l....l....l.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
95.0
13.80 14.00 14.20 14.40
5000 m/z 103.05 60.35%
41.0
S S L B S L S W B S W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #25443: Bicyclo[2.2.1]heptane, 2-butyl- AR Aaan piE e
95.0 13.80 14.00 14.20 14.40
m/z 109.10 51.47%
5000
41.0
i1520
)R ' . IIIII o ———————. .
m/z--> 50 100 150 200 250 300 350 400 450 500 1380 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 1H-Indazol-5-amine, 3-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.43 66.82 ng 2906950 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indazol-5-amine. 3-methvl- 147 C8HON3 1000338-20-2 50
2 (3-MethoxvphenvDacetonitrile 147 C9HONO 019924-43-7 50
3 Benzene. 1.4-bis(l-methvlethvl)- 162 C12H18 000100-18-5 47
4 Benzoic acid. 4-propvl-. 4-cvano... 265 C17H15NO2 056131-49-8 43
5 Benzoic acid, 4-propyl-, 4-cyano... 283 C17H14FNO2 086776-51-4 43

Abundance Scan 2143 (15.428 min): BG025383.D (-2129) (-) m/z 147.10 100.00%
147.1
5000
911 192.1
b ] “ 15,20 15.40 15.60 15.80
ol ..!L, iy ,'Il. A L 242 3420 4290 5226 n777 91,10 33.00%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22490: 1H-Indazol-5-amine, 3-methyl-
147.0
5000 LB B UL S B
1520 15.40 1560 15.80
105.0 m/z 192.10 28.62%
52.0 ‘
OIIIIH\‘\ \M‘\ ““l:‘:luuuuluuuu R R e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
147.0
15.20 15.40 15.60 15.80
5000 77.0 m/z 117.10 25.52%
27.0
O L L I W L L S B LI W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32279: Benzene, 1,4-bis(1-methylethyl)- T T T T T
147.0 15.20 15.40 15.60 15.80
m/z 105.05 20.68%
5000
43.0 91.0 J
OIHMHLH'LL'LI'”'I”""'W"”I'”'I”"P"W"' LRI AL IR DA U
mz-> 0 50 100 150 200 250 300 350 400 450 500 1520 15.40 15.60 15.80

8270-BG122116.-M Fri Dec 23 10:14:52 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknownl5.62 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.62 7.47 ng 325002 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Dimethvl-4-methvlenecvclohexane 124 C9H16 006007-96-1 46
2 3-Cvclohexene-1-carboxaldehvde. ... 124 C8H120 000931-96-4 43
3 3-0Octvne. 7-methvl- 124 C9H16 037050-06-9 35
4 Santolina epoxide 152 C10H160 060485-45-2 27
5 Cyclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 25
Abundance Scan 2176 (15.622 min): BG025383.D (-2173) (-) m/z 95.10 100.00%
1
196.2
5000
15.40 15.60 15.80 16.00
ol i, 2200 2058 38 767,10 87.78%
m/z--> 50 100 150 200 250 300
Abundance #10718: 1,1-Dimethyl-4-methylenecyclohexane
67.0 109.0
5000 LR LR BRI SULBURE SR
15.40 15.60 15.80 16.00
‘ m/z 109.10 87 .29%
0....|....| A ——— — —
m/z--> 50 100 150 200 250 300
Abundance
670 5 R SR B SO B
124.0 15.40 15.60 15.80 16.00
5000 41.0 ' m/z 196.20 71.56%
15.0
OIIIII""I""""""I""""I
m/z--> 50 100 150 200 250 300
Abundance #10628: 3-Octyne, 7-methyl-
41.0 67.0 15.40 15.60 15.80 16.00
109.0 m/z 41.10 71.02%
5000
0‘15'0 .“ \HLH | N ——— ——— N — R R e
m/z--> 50 100 150 200 250 300 15.40 15.60 15.80 16.00

8270-BG122116.-M Fri Dec 23 10:14:52 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknownl5.88 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.88 9.94 ng 432371 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4a(2H)-Naphthalenemethanol. octa... 168 C11H200 099992-19-5 35
2 2-Butvne-1.4-diol. 1.4-bis-0-(9-... 326 C20H32B202 1000150-45-1 27
3 3-Benzvlsulfonvl-2.6.6-trimethvl... 292 C17H2402S 1000242-12-7 27
4 Phenol. 3-(dimethvlamino)- 137 C8H11NO 000099-07-0 14
5 Benzenaminium, 3-hydroxy-N,N,N-t... 279 C9H14INO 002498-27-3 14
Abundance Scan 2220 (15.880 min): BG025383.D (-2215) (-) m/z 136.10 100.00%
1
5000
15.60 15.80 16.00 16.20
. 447.7
ol z-hs.l..,z???.,...?ﬁz:“...,....',. m/z 81.10 95.66%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #36678: 4a(2H)-Naphthalenemethanol, octahydro-
81.0  137.0
50007 41.0 L DA SUNILS SN SR
15.60 15.80 16.00 16.20
m/z 95.10 90.13%
0 JM“J"I”"I"'W""I"”I""I”"I'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
67.0
109.0 15.60 15.80 16.00 16.20
5000 m/z 137.15 82.07%
326.0
29.0 147.0 189.0
0 258.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137716: 3-Benzylsulfonyl-2,6,6-trimethylbicyclo(3.1.1)heptan R B AREE BEE
136.0 15.60 15.80 16.00 16.20
81.0 m/z 67.10 78.23%
5000
41.0
ol 201.0237.0 292.0
S ORI DL UL SRR SURLELL S SR B L DA SUNILS SN B
m/z--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Cinnamyl cinnamate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.94 9.09 ng 395581 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 53
2 2-Propenal. 3-(4-methviphenvl)- 146 C10H100 001504-75-2 47
3 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 47
4 1H-Indene. 2.3-dihvdro-4-propvl- 160 C12H16 092013-16-6 42
5 3-Pentenoic acid, 4-phenyl- 176 C11H1202 053774-19-9 40
Abundance Scan 2230 (15.939 min): BG025383.D (-2226) (-) m/z 131.10 100.00%
131.1
5000
e 212.5 264.1303.0 358.8 404.6 479.6 15,60 1580 16,00 16.20
o : ' ; ' : : m/z 176.10 46.46%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #114231: Cinnamy| cinnamate
131.0
5000 L UNM U SR SRR
15.60 15.80 16.00 16.20
m/z 117.05 45 .54%
I 2190 o, o
0 ”';?'AJIJ“'I¥pﬂl't'W""P"'l”"I'”'I"”
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
131.0
15:60 15.80 16.00 16.20
5000 91.0 m/z 115.10 33.94%
39.0
L L L W L UL WL WL S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #21623: Benzene, (1-methyl-1-butenyl)- R o A REEE R
131.0 15.60 15.80 16.00 16.20
m/z 91.10 28.06%
91.0
5000
51.0 l
OlﬁﬂhyﬂiquJ'“"”l"'w""w"'l”"|'”'|"” L UNM R S SRR
mz-> 0 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 3,5-Dimethyl-1-dimethylviny... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.10 12.91 ng 561580 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvl-1-dimethvivinvisily... 206 C12H180Si 1000307-91-8 58
2 4H-Inden-4-one. 1.2.3.5.6.7-hexa... 206 C14H220 033704-61-9 52
3 4°-Diethvlaminoacetanilide 206 C12H18N20 005326-57-8 46
4 Phenol. 2.6-bis(l.1-dimethvlethvl)- 206 C14H220 000128-39-2 46
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 43
Abundance Scan 2257 (16.098 min): BG025383.D (-2253) (-) m/z 191.05 100.00%
191.1
5000 911 1331
501 o L 15.80 16.00 16.20 16.40
o i 200 2578 33693660 m/z 133.10 47.68%
m/z--> 50 100 150 200 250 300 350
Abundance #65875: 3,5-Dimethyl-1-dimethylvinylsilyloxybenzene
191.0
5000 SR AU BN B
15.80 16.00 16.20 16.40
163.0 m/z 91.10 40.57%
o 501%0550 | |
m/z--> 50 100 150 200 250 300 350
Abundance
191.0
15.80 16.00 16.20 16.40
5000 m/z 177.10 35.04%
135.0 62
550 107.0
L L s L WL S L L WL
m/z--> 50 100 150 200 250 300 350
Abundance #65832: 4'-Diethylaminoacetanilide
191.0 15.80 16.00 16.20 16.40
m/z 206.10 33.04%
5000
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Phenol, 2,5-bis(1-methylpro... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.47 10.80 ng 543690 Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.5-bis(1-methvipropvl)- 206 C14H220 054932-77-3 53
2 Octamethvl-1.4-cvclohexadiene 192 C14H24 172684-93-4 52
3 Spirolcvclopentaldl-1.3.2-dioxab... 206 C12H19B02 062238-26-0 50
4 Benzene. 1-(l1-carboxvethvl)-4-(1... 206 C12H1403 1000161-22-9 47
5 4-Propylbenzaldehyde diethyl acetal 222 C14H2202 089557-35-7 46
Abundance Scan 2320 (16.468 min): BG025383.D (-2313) (-) m/z 177.10 100.00%
177.1
5000
o 135.0
411 { ' 16.20 16.40 16.60 16.80
oLk b 'l.'h 142212668 327.3 3760 4885 5408 Th,777506.10  37.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66101: Phenol, 2,5-bis(1-methylpropyl)-
177.0
5000 AU SN R SRR
16.20 16.40 16.60 16.80
m/z 163.10 36.58%
570 121.0
Obr e T T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
177.0
16.20 16.40 16.60 16.80
5000 m/z 91.10 26.23%
410 g10 1350
Ob e T T T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #65878: Spiro[cyclopenta[d]-1,3,2-dioxaborin-4(5H),1'-cycl... L e EMLELELE e e
177.0 16.20 16.40 16.60 16.80
m/z 135.00 16.33%
5000
0L 280 7?012}0 ,
m/z--> 55 100 1%0 200 250 300 350 400 450 500 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025383.D

Aca On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Benzeneacetic acid, .alpha.... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.83 26.66 ng 1341990 Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid. .alpha.-phenvl- 212 C14H1202 000117-34-0 90
2 Felbinac 212 C14H1202 005728-52-9 90
3 Benzene. 1.17-(ethoxvmethvlene)bis- 212 C15H160 005670-78-0 80
4 Benzoic acid. 4-(phenvimethvl)- 212 C14H1202 000620-86-0 78
5 4-Propyl-1,1"-diphenyl 196 C15H16 010289-45-9 64
Abundance Scan 2722 (18.830 min): BG025383.D (-2716) (-) m/z 167.10 100.00%
167.1
5000 212.1 /\\N_
630 115.1 1860 18.80 19.00 19.20
Ob ikt pr bbbl 2700 326.9867.3 4372 4873 1 Ty/z 212.05  46.41%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71234: Benzeneacetic acid, .alpha.-phenyl-
167.0
5000 LR BN SRR SULILILN UL

18,60 18.80 19.00 19.20
212.0 m/z 165.05  39.85%

280 820 128.0 \
O - ] T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
167.0

18.60 18.80 19.00 19.20

5000 212.0 m/z 168.10 16.42%
63.0 115.0
e L B L L B B I B B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71367: Benzene, 1,1'-(ethoxymethylene)bis- I REREE AR e
167.0 18.60 18.80 19.00 19.20

m/z 152.05 15.99%

105.0
5000 212.0
510% ‘
\MJJ L Li
L L L L e

o

[
m/z--> 50 100 150 200 250 300 350 400 450 500 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
Data File : BG025383.D

Acq On : 22 Dec 2016 10:50

Operator : UM/SJ

Sample : H6166-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.28 9.9 ng 231610 1 8.21 469541 20.0
unknown7 .74 7.74 63.6 ng 1492620 1 8.21 469541 20.0
3-Buten-2-ol, 2,3... 8.91 12.3 ng 289773 1 8.21 469541 20.0
unknown10.05 10.05 7.7 ng 310448 2 11.04 807100 20.0
unknown10.42 10.42 7.6 ng 304911 2 11.04 807100 20.0
unknownl1l1.20 11.20 11.9 ng 481353 2 11.04 807100 20.0
unknownl1l.33 11.33 9.6 ng 385214 2 11.04 807100 20.0
Trichloroacetic a... 11.91 13.8 ng 556143 2 11.04 807100 20.0
unknownl12 .83 12.83 19.2 ng 774760 2 11.04 807100 20.0
unknownl12 .98 12.98 11.0 ng 476760 3 14.84 870050 20.0
unknownl13.52 13.52 10.9 ng 473059 3 14.84 870050 20.0
unknownl14 .15 14.15 8.3 ng 361106 3 14.84 870050 20.0
1H-Indazol-5-amin... 15.43 66.8 ng 2906950 3 14.84 870050 20.0
unknownl15.62 15.62 7.5 ng 325002 3 14.84 870050 20.0
unknownl15.88 15.88 9.9 ng 432371 3 14.84 870050 20.0
Cinnamyl cinnamate 15.94 9.1 ng 395581 3 14.84 870050 20.0
3,5-Dimethyl-1-di... 16.10 12.9 ng 561580 3 14.84 870050 20.0
Phenol, 2,5-bis(1... 16.47 10.8 ng 543690 4 17.58 1006660 20.0
Benzeneacetic aci... 18.83 26.7 ng 1341990 4 17.58 1006660 20.0
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