LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 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 5.270 409 414 424 rVB 116406 202354 3.24% 0.750%
2 5.752 489 496 511 rBV2 430251 754601 12.09% 2.796%
3 7.374 766 772 785 rVB 355684 690662 11.07% 2.559%
4 7.744 826 835 843 rBV 788084 1456960 23.35% 5.399%
5 8.214 907 915 924 rVB 203245 357900 5.74% 1.326%
6 8.537 958 970 980 rBV 658606 1172081 18.78% 4.343%
7 9.395 1109 1116 1127 rBV 663740 1233549 19.77% 4_.571%
8 10.206 1248 1254 1260 rBV7 56760 125100 2.00% 0.464%
9 10.411 1283 1289 1296 rBv4 54063 107275 1.72% 0.398%
10 11.040 1390 1396 1408 rVB2 268108 543866 8.72% 2.015%
11 11.134 1408 1412 1420 rVB3 52189 104589 1.68% 0.388%
12 11.927 1541 1547 1554 rBV9 33482 73971 1.19% 0.274%
13 12.033 1556 1565 1572 rBvV9 20940 70267 1.13% 0.260%
14 12.562 1650 1655 1662 rVB6 47092 92910 1.49% 0.344%
15 12.667 1669 1673 1681 rVB7 32950 72269 1.16% 0.268%
16 12.902 1708 1713 1719 rVvv4 61044 122617 1.96% 0.454%
17 13.325 1778 1785 1789 rBV6 38149 74134 1.19% 0.275%
18 13.461 1800 1808 1816 rBVY 1936389 2963817 47.50% 10.983%
19 13.713 1845 1851 1856 rBV10 35283 70787 1.13% 0.262%

20 14.019 1899 1903 1911 rBV1O0 54665 125532 2.01% 0.465%

21 14.171 1921 1929 1932 rBVS8 52581 139849 2.24% 0.518%

22 14.271 1942 1946 1951 rBvV4 59531 96369 1.54% 0.357%
23 14.835 2032 2042 2051 rBV 471196 866038 13.88% 3.209%
24 14.965 2060 2064 2068 rBV5 42360 71818 1.15% 0.266%

25 15.282 2114 2118 2123 rBV7 70821 121481 1.95% 0.450%

26 15.394 2134 2137 2141 rVV2 59203 83822 1.34% 0.311%
27 15.446 2141 2146 2153 rVB10 83479 190931 3.06% 0.708%
28 15.705 2183 2190 2196 rBv4 113270 234073 3.75% 0.867%

29 15.752 2196 2198 2208 rVB10 52803 94964 1.52% 0.352%
30 15.864 2213 2217 2225 rBV10 36649 67684 1.08% 0.251%
31 16.081 2250 2254 2260 rBV9 38578 63206 1.01% 0.234%

32 16.187 2267 2272 2279 rBV2 190685 358415 5.74% 1.328%
33 16.328 2289 2296 2309 rVB 2115953 3395117 54.41% 12.581%
34 16.492 2320 2324 2333 rVB 42472 98982 1.59% 0.367%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 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
35 16.862 2383 2387 2395 rVB 31773 65406 1.05% 0.242%
36 17.585 2504 2510 2518 rVB2 599651 991540 15.89% 3.674%
37 17.914 2564 2566 2575 rVB4 39649 68513 1.10% 0.254%
38 18.425 2649 2653 2657 rBV2 79257 99926 1.60% 0.370%

39 19.677 2860 2866 2871 rBV3 58813 127646 2.05% 0.473%
40 20.164 2943 2949 2956 rVB 4910515 6240246 100.00% 23.123%

41 20.905 3072 3075 3085 rVBS8 49622 84858 1.36% 0.314%
42 21.122 3106 3112 3118 rBV4 37038 92527 1.48% 0.343%
43 21.874 3234 3240 3248 rVB 811811 1443818 23.14% 5.350%
44 25.288 3811 3821 3832 rVB3 462752 1399851 22.43% 5.187%
45 26.657 4048 4054 4056 rBV3 42635 74334 1.19% 0.275%

Sum of corrected areas: 26986655
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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

Abundance TIC: BG025387.D

4000000
3000000
2000000

1000000 7.74 9.39

575 8.54
7.37 11.04
527 | I} JL 821 ﬂ ﬂ 102041 JL13 11293 1236

1SS S IS S | G W | N\ SN & WS SO o S

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG025387.D

20.16

4000000

3000000

16.33

2000000

1000000 21.87

31371410127 14,98 5E3%n 6 el : 17,91 1843 1968 || 20.90.12

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: BG025387.D

4000000

3000000

2000000

1000000
25.29

26.66
T T T T T T T T T T T T T T o o o T e o e e e e o 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\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 3

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

5.27 11.31 ng 202354 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-0Octanol 130 C8H180 000589-98-0 28
3 1.2-Butanediol 90 C4H1002 000584-03-2 25
4 3-Pentanol 88 C5H120 000584-02-1 25
5 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 23

Abundance Scan 414 (5.270 min): BG025387.D (-409) (-) m/z 43.10 100.00%
431
5000
1ot 500 520 540 560
Ot oS 2777 33983774 4643 | "m/z 59.10 67.44%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U L IR L

5.00 5.20 540 5.60
m/z 101.10 17.69%

101.0
0 gl ]
L e . L e RN
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
59.0
5.00 520 5.40 5.60
5000 m/z 58.10 12.44%
101.0
14.0
O L e e o B ML e e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2288: 1,2-Butanediol
59.0 500 520 5.40 5.60
m/z 41.10 8.61%
5000
15. “
o+t e
m/z--> 0 50 100 150 200 250 300 350 400 450 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 1
R.T. EstConc Area Relative to ISTD R.T.
7.74 81.42 ng 1456960 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 16
Abundance Scan 834 (7.738 min): BG025387.D (-826) (-) m/z 132.10 100.00%

132.1
68.1
5000

740 760 780 800

0 k .I,l. A 2208 2821 3062 4367 AN1 "m/z 68.10 54.45%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 LI L L L L LB LB LB |

7.40 7.60 7.80 8.00

69.0
‘ m/z 66.10 40.43%
N T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
R AW mmm S
69.0 7.40 7.60 7.80 8.00
5000 m/z 134.00 31.37%
31.0
ot e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R A mmET
132.0 740 760 780 800

m/z 69.10 26.73%

5000
67.0
ol JHW‘M b

-
m/z--> 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 : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.41 3.94 ng 107275 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 87
2 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 87
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 87
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 87
Abundance Scan 1289 (10.411 min): BG025387.D (-1283) (-) m/z 117.10 100.00%
117.1
5000
510 l 10.00 10.20 10.40 10.60 10.80
197.2 292.4333, . . . ) )
ob e rhpotthh g 3972, 2924333.237434183 1700 70995 10 36.94%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000
10.00 10.20 10.40 10.60 10.80
77.1 m/z 132.10 29.47%
Ol.2.7‘:?k‘“.‘M.““h.‘.‘l‘M..‘“.‘.lu...|.... L B R RS R
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
117.0
10.00 10.20 10.40 10.60 10.80
5000 m/z 91.10 25.02%
51.0
L U B B B B B L S SRR R
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14046: Benzene, 2-butenyl-
117.0 10.00 10.20 10.40 10.60 10.80
m/z 51.00 15.25%
5000
65.0
Olgﬁqﬁﬂitﬂ'”'l'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”
mz-> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.20 10.40 10.60 10.80
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
1113 3.8 ng 104589  Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzene. 1-methvl-3-(1-methvl-2-... 146 C11H14 052161-57-6 58
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 58

004912-92-9 53
001559-81-5 53
017059-48-2 53

3 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14

Abundance Scan 1411 (11.128 min): BG025387.D (-1408) (-) m/z 131.05 100.00%
1301.1
5000
431 10.80 11.00 11.20 11.40
851 177.9 256.6 342.9 505.1 : : : :
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21678: Benzene, 1-methyl-3-(1-methyl-2-propenyl)-
131.0
5000
10.80 11.00 11.20 11.40
m/z 146.20 20.77%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
131.0
10.80 11.00 11.20 11.40
5000 m/z 91.05 19.56%
210 770
O T T T T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0 10.80 11.00 11.20 11.40
m/z 43.10 15.39%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10. 80 11. 00 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 Benzene, 2-ethenyl-1,3,5-tr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.72 ng 73971 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 Cl1l1H14 000769-25-5 60
2 Benzene. (1l-methvl-1-butenvI)- 146 C11H14 053172-84-2 53
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 53
4 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 52
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 50
Abundance Scan 1548 (11.933 min): BG025387.D (-1541) (-) m/z 131.10 100.00%
1311
5000
51.1 91.0
185.1 225.9 memm 11.60 11.80 12.00 12.20
0 I L B m/z 146.10 48 .26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
5000 91.0
11.60 11.80 12.00 12.20
39.0 ‘ m/z 117.00 36.34%
0:‘“‘L‘M““H““““‘u“||||||||||||||||||||||||
m/z--> 50 150 200 250 300 350 400
Abundance
131.0
91.0 11.60 11.80 12.00 12.20
5000 ' m/z 115.10 31.66%
51.0
015.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 11.60 11.80 12.00 12.20
m/z 90.95 24 .04%
5000 91.0
390
0....,...u 'h. — T LA R e s R,
m/z--> 50 100 150 200 250 300 350 400 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 unknownl12.03 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.03 2.58ng 70267  Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 4-Butvi-5-methvlpvrazalone 154 C8HIAN20 1000289-28-0 46

2 Ethvl 3.3.3-trifluoro-2-13-(4-fl... 308 C12H12F4N203 1000225-31-7 40
3 Ethvl 3.3.3-trifluoro-2-13-(2-fl... 308 C12H12F4N203 1000225-32-1 40

4 4-Amino-6-hvdroxvovrimidine 111 C4H5N30 001193-22-2 38
5 (2)-Dodec-5-en-4-olide 196 C12H2002 1000370-40-2 38
Abundance Scan 1565 (12.033 min): BG025387.D (-1556) (-) m/z 111.00 100.00%
43.1 111.0
5000
176.0 220.0 274.3 469.5 11.80 12.00 12.20 12.40
0 Jv"HJrL[‘TLrlw‘ﬂ—rv—.ﬂ—v—rv—vJﬂﬂ—rﬁﬂﬂﬂ—rv—Vﬂﬂjﬂ—Vﬂ—*—rv—.—r m/Z 43.10 88.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #27499: 4-Butyl-5-methylpyrazalone
111.0
5000 LA B L L L L L L
11.80 12.00 12.20 12.40
154.0 m/z 55.10 32.90%
41.0 ‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
111.0
N EEEE e e AR
11.80 12.00 12.20 12.40
5000 m/z 83.00 22.94%
57.0 1520  215.0 263.0 308.0
T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #150705: Ethyl 3,3,3-trifluoro-2-[3-(2-fluorophenylureido...
111.0 11.80 12.00 12.20 12.40
m/z 44.05 19.30%
5000
o 440 |1 11610 217.0 263.0 308.0
T A o o o o AL L A o o o o o o o B NI B R N EEEE S s E R
m/z--> 50 100 150 200 250 300 350 400 450 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 Benzene, (1-methylenebutyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.56 3.42 ng 92910 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlenebutvl)- 146 C11H14 005676-32-4 70
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 64
3 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100 006072-57-7 58
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 53
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 52
Abundance Scan 1655 (12.562 min): BG025387.D (-1650) (-) m/z 131.10 100.00%
13f.1
5000
392 g4
" 1740 o423 515.7 12.20 12.40 12.60 12.80
0 e m/z 118.10 78.95%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21616: Benzene, (1-methylenebutyl)-
118.0
5000
12.20 12.40 12.60 12.80
T T m/z 146.10 48.08%
0 h “HHH\‘\\M\ |‘“;‘|‘||||||||||||||||||||||||||||||||||||||
mz-> 0 150 200 250 300 350 400 450 500
Abundance
131.0
12.20 12.40 12.60 12.80
5000 m/z 115.10 39.94%
91.0
39.0
e S B L I B U S S S S S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21578: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
131.0 12.20 12.40 12.60 12.80
m/z 117.05 39.67%
5000 51.0
07 “Llﬁf'il LIS LIS SIS UL S WL S S
mz-> 0 50 100 150 200 250 300 350 400 450 500 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\Methods\8270-BG122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl2.67 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.67 2.66 ng 72269 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Pvridinethione 111 C5H5NS 002637-34-5 35
2 2-Cvclopenten-1-one. 3-methoxv-4... 126 C7H1002 007180-61-2 25
3 Ethanone. 1-(3-thienvD)- 126 C6H60S 001468-83-3 22
4 Ethvl 4-methvl-5-imidazolecarbox... 154 C7H10N202 051605-32-4 22
5 Ethanone, 1-(2-thienyl)- 126 C6H60S 000088-15-3 14
Abundance Scan 1673 (12.667 min): BG025387.D (-1669) (-) m/z 108.95 100.00%
411 )
5000
8193 3701414, 4750 5257 12.40 12.60 12.80 13.00
0 m/z 111.10 97 .58%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6077: 2(1H)-Pyridinethione
67.0 111.0
5000
12.40 12.60 12.80 13.00
m/z 41.10 92.32%
27\'%\ io il b
S L B B L W B WL B L B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
111.0
| 12:40 12,60 12,80 13.00
5000 69.0 m/z 67.10 76.28%
S L B B L W B WL B S B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11135: Ethanone, 1-(3-thienyl)- AR EREEE B
111.0 12.40 12.60 12.80 13.00
m/z 81.10 60.95%
5000
43.0
ot e e e e e e S,
m/z--> 6 éo 160 1%0 260 250 360 3%0 460 4%0 560 12.40 12. 60 12.80 13. oo

8270-BG122116.-M Fri Dec 23 10:16:26 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 Benzocycloheptatriene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.90 4_.51 ng 122617 Naphthalene-d8 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzocvcloheptatriene 142 C11H10 000264-09-5 59
2 1l.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 58
3 3.5-Difluorobenzaldehvde 142 C7H4F20 032085-88-4 53
4 3.4-Difluorobenzaldehvde 142 C7H4F20 034036-07-2 53
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 46
Abundance Scan 1713 (12.902 min): BG025387.D (-1708) (-) m/z 141.10 100.00%
141.1 F
5000
77 193.2 295.0 362.4 455.3 499.1 12.60 12.80 13.00 13.20

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19231: Benzocycloheptatriene
141.0
5000

12.60 12.80 13.00 13.20
63.0 m/z 115.05 29.83%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
141.0

12.60 12. 80 13. 00 13.20

o

5000 m/z 118.10 22.41%
63.0
O T T T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19575: 3,5-Difluorobenzaldehyde
141.0 12.60 12.80 13.00 13.20
m/z 39.10 15.07%
63.0
5000
o260 [0 4 N —
m/z--> 50 100 150 200 250 300 350 400 450 500 12 60 12. 80 13. OO 13 20

8270-BG122116.-M Fri Dec 23 10:16:27 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 unknownl14.02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.02 2.90 ng 125532 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-EthvIl-N-methvl-4-nitrosobenzen... 164 C9H12N20 036479-98-8 43
2 Pvridine. 4-(2H-tetrazol-5-vI)- 147 CG6H5N5 1000315-87-3 30
3 3.4-Dimethvlbenzenacetic acid 164 C10H1202 017283-16-8 27
4 4-Methvl-benzoic acid N"-(3-oxo-... 234 C12H14N203 1000301-06-8 22
5 1H-Indole, 2,3-dihydro-6-nitro- 164 C8H8N202 019727-83-4 22
Abundance Scan 1903 (14.019 min): BG025387.D (-1899) (-) m/z 119.10 100.00%
118.1
5000
286.2 328.0 415.8 13.80 14.00 14.20 14.40
(o} ! e m/z 91.10 83.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #34210: N-Ethyl-N-methyl-4-nitrosobenzenamine
119.0  164.0
5000 RN S SURELL RN B
13.80 14.00 14.20 14.40
420 77.0 m/z 164.10 65.04%
O—v—*ULl‘“M.M‘”.“‘m. ‘lh‘l\mlm .“H‘.h‘k .". — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
510 13.80 14.00 14.20 14.40
5000 ' m/z 105.10 55.29%
o 87.0 149.0
m/z--> 55 160 150 260 250 360 3%0 460
Abundance #33335: 3,4-Dimethylbenzenacetic acid R BAREEEEE S
118.0 13.80 14.00 14.20 14.40
m/z 104.10 45 _.36%
5000
164.0
51.0 ‘ ‘
o IMNJ“F%QMM L
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40

8270-BG122116.-M Fri Dec 23 10:16:28 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 Naphthalene, 2,7-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .17 3.23 ng 139849 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 83
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 70
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 60
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 53
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 53
Abundance Scan 1929 (14.171 min): BG025387.D (-1921) (-) m/z 141.05 100.00%
1411
90.1
5000
39.1
188.1  243.1280.9 379.4 422.5460.3 13.80 14.00 14.20 14.40
o s e e m/z 156.00 82.97%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #28480: Naphthalene, 2,7-dimethyl-
156.0
5000
13.80 14.00 14.20 14.40
770 m/z 90.10 65.46%
39.0 1150
0 I\IH\H‘“\II A‘.‘.|‘....l....l....l....l....l....l..
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
156.0
13.80 14.00 14.20 14.40
5000 m/z 118.00 64 .32%
115.0
0'%%qquq'l""I""I""I""I""I""I""P'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #28488: Naphthalene, 2,6-dimethyl-
156.0 13.80 14.00 14.20 14.40
m/z 91.10 42 _55%
5000
o S N S A B e S S L e
m/z--> 50 100 150 200 250 300 350 400 450 13.80 14.00 14.20 14.40

8270-BG122116.-M Fri Dec 23 10:16:28 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 unknownl5.28 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.28 2.81 ng 121481 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 41
2 Phenol. 2-(1l.1-dimethvlethvI)- 150 C10H140 000088-18-6 38
3 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 35
4 2-Ethvl-4-methvlanisole 150 C10H140 079744-78-8 25
5 Phthalic acid, monoethyl ester 194 C10H1004 002306-33-4 25

Abundance Scan 2118 (15.282 min): BG025387.D (-2114) (-) m/z 149.10 100.00%

1

5000
280.9 3553 4328 539.7 15.00 15.20 15.40 15.60
0 m/z 135.05 92.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23712: Phenol, p-tert-butyl-
135.0
5000
15.00 15.20 15.40 15.60
m/z 107.10 62.22%
41.0 o1
O,H.L;Jﬂlh.u”l............ M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
135.0
T T
15.00 15.20 15.40 15.60
5000 m/z 77.00 51.43%
410 910
O e T T e T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23717: Phenol, m-tert-butyl- R BREEE S
135.0 15.00 15.20 15.40 15.60
m/z 104 .05 46.60%
5000
41.0
10
I S wf gl W el VA I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.20 15.40 15.60

8270-BG122116.-M Fri Dec 23 10:16:29 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.45 4.41 ng 190931 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 90
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 90
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 83
4 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 64
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 59
Abundance Scan 2147 (15.452 min): BG025387.D (-2141) (-) m/z 155.10 100.00%
1

5000
207.2250.8  329.1 419.3461.0  542.9 15.20 15.40 15.60 15.80
(0} m/z 170.20 66.24%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170.0
5000

15.20 15.40 15.60 15.80
m/z 51.05 60.87%

27.0 76.0 1280}

O TR A o o o LA e o e e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
170.0
R S N
15.20 15.40 15.60 15.80
5000 m/z 128.10 52.99%

270 76.0 128.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38378: Naphthalene, 1,4,6-trimethyl- A EaEEE S D
170.0 15.20 15.40 15.60 15.80

m/z 176.00 50.43%

5000

39.0 840 1280]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.20 15.40 15.60 15.80

8270-BG122116.-M Fri Dec 23 10:16:29 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 Naphthalene, 5-ethyl-1,2,3,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.71 5.41 ng 234073 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 5-ethvl-1.2.3.4-tet... 160 C12H16 042775-75-7 53
2 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 50
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 47
4 Cinnamvl cinnamate 264 C18H1602 000122-69-0 47
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 47
Abundance Scan 2191 (15.711 min): BG025387.D (-2183) (-) m/z 131.05 100.00%
1311 176.1
5000
91.1
sl 224.2262.8 456.8 499.5 1540 15.60 15.80 16.00
o A T e m/z 176.10 78.64%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30912: Naphthalene, 5-ethyl-1,2,3,4-tetrahydro-
131.0
5000
15.40 15.60 15.80 16.00
91.0 m/z 115.05 60.01%
390 | )
R S I L L L B S
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
131.0
15.40 15.60 15.80 16.00
5000 m/z 117.10 32.41%
91.0
39.0
S L L S UL B S WL S
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl- AN mat
131.0 15.40 15.60 15.80 16.00
m/z 91.10 30.35%
5000
27.0 91.0
OI“LhrHHJfA'""”I"'W""P"'I”"I'”'I"”I' LRI BN BN SUNE
mz--> 0 50 100 150 200 250 300 350 400 450 500 15.40 15.60 15.80 16.00

8270-BG122116.-M Fri Dec 23 10:16:30 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 unknownl5.75 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.75 2.19 ng 94964 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trimethvl-T2-T2-12-T2-T2-T2-T2-T... 690 C30H66013Si2 1000352-05-8 22
2 Ethvl acetoacetvlcarbamate 173 C7H11NO4 007190-58-1 16
3 Benzenamine. 2.5-dichloro-4-nitro- 206 C6H4CI2N202 006627-34-5 14
4 Butanedioic acid. hydroxyv-. diet... 190 C8H1405 000626-11-9 10
5 Benzene, 1-(chloromethyl)-2-ethe... 152 C9H9CI 022570-84-9 10
Abundance Scan 2198 (15.752 min): BG025387.D (-2196) (-) m/z 131.10 100.00%
131.1
176.1
51.0
5000 9.0
367.2 446.7 1540 15.60 15.80 16.00
o} m/z 117.05 91.87%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #242751: Trimethyl-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-tri...
117.0
73.0
5000 L DA D B SURILEE B
161.0 15140 1560 15.80 16.00
m/z 176.05 68.40%
o 290J JM“M d“ | | | 2050 2490 2930 337.0 3810
miz--> 0 55 160 1%0 260 2%0 360 350 460 4%0
Abundance
131.0
43.0
15.40 15.60 15.80 16.00
5000 85.0 173.0 m/z 115.10 59.38%
L L A L U UL UL UL BB
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #66332: Benzenamine, 2,5-dichloro-4-nitro- A BA RS B
176.0 15.40 15.60 15.80 16.00
m/z 51.05 57.13%
124.0
5000
62.0
0 zanﬂMJh*JllM'”ﬁ'?'w""w'"|”"|'”'|' L DN SRR BRI UL I
miz--> 0 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00

8270-BG122116.-M Fri Dec 23 10:16:31 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 1-Naphthalenecarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.19 8.28 ng 358415 Acenaphthene-d10 14.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 74
2 Benzene. (3-chloro-1-methvl-1-pr... 166 C10H11ClI 1000327-43-7 38
3 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 35
4 Propanedinitrile., (2.3-dihvdro-1... 196 C13H12N2 069564-96-1 35
5 Benzoimidazol-1-yl-acetic acid 176 C9H8N202 1000317-79-2 30
Abundance Scan 2273 (16.193 min): BG025387.D (-2267) (-) m/z 131.05 100.00%
13f.1
176.0
5000
91.1
511 15.80 16.00 16,20 16.40 16.60
o ordl b 2344 2761 3208 3711 4189 | m/z 176.00  68.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #42410: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131.0
176.0
5000 91.0
510 15.80 16.00 16.20 16.40 16.60
' m/z 115.10 55.60%
o “ﬁ‘f““.‘|“l“‘.““|“.‘.‘..|....|....|....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance
131.0
15.80 16.00 16,20 16.40 16.60
5000 m/z 158.05 50.03%
91.0
510 166.0
L U L WA UL UL UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0 15.80 16.00 16.20 16.40 16.60
m/z 130.10 30.22%
91.0
5000
51.0 l
01.5"9.”.“.‘1.‘.,“.i‘.”‘.‘,....,....,....,....,....,...
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40 16.60

8270-BG122116.-M Fri Dec 23 10:16:31 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 unknownl18.43 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.43 2.02 ng 99926 Phenanthrene-d10 17.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
2 Tetradecanoic acid 228 C14H2802 000544-63-8 46
3 Dodecanoic acid 200 C12H2402 000143-07-7 35
4 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 35
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 35
Abundance Scan 2654 (18.431 min): BG025387.D (-2649) (-) m/z 73.05 100.00%
73.0
5000
129.1 213.1 R R DR R B
171. 256.1 3196 3685 508.8 18.20 18.40 18.60 18.80
o — ' m/z 41.10 47.11%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 RN UL BRI BN U
18.20 18.40 18.60 18.80
171.0213.0 256.0 m/z 55.15 45 _.05%

0! ‘:“‘hl“i‘““:h:|‘|‘||‘|\|‘||||||‘|||||||||||||||||||||||||||

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
R N R A REEmmas
18.20 18.40 18.60 18.80
5000 129.0 m/z 60.00 43.09%
185.0
294 228.0
O e LA o o LA B i i S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61117: Dodecanoic acid
73.0 18.20 18.40 18.60 18.80
m/z 43.10 40.26%
5000
29. 129.0
200.0
O+ R N R A REEmmas
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025387.D

Aca On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample : H6199-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1I\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 unknownl19.68 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.68 2.57 ng 127646 Phenanthrene-d10 17.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Propvltetrahvdro-2H-thiopvran-... 158 C8H140S 201991-53-9 49
2 Tetraethvlene alvcol 194 C8H1805 000112-60-7 43
3 2-Methvlbutane-1.4-diol. 3-(l-et... 192 C9H2004 088481-54-3 43
4 11.13-Dihvdroxv-tetradec-5-enoic... 272 C15H2804 1000193-81-4 43
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI302 1000115-31-4 38
Abundance Scan 2867 (19.683 min): BG025387.D (-2860) (-) m/z 73.05 100.00%
73.0
5000
1291 yg55 41 1940 19.60 19.80 20.00
: . 320.3 401.2 446.9491.4 ) : : : :
- 23 "m/z 45.10 82.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30114: 6-Propyltetrahydro-2H-thiopyran-2-one
45.0
87.0
5000 158.0 19.40 19.60 19.80 20.00
‘ m/z 55.10 48 .77%
0||||‘|‘ hm‘“‘:‘uuuluuuu|||||||||||||||||||||||||||||||||
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0
1940 19.60 19.80 20.00
5000 m/z 57.10 31.44Y%
89.0
0 133.0
m/z--> 6 55 160 1%0 200 250 300 3éo 400 4%0 560 séo
Abundance #55038: 2-Methylbutane-1,4-diol, 3-(1-ethoxyethoxy)- R B e
73.0 19.40 19.60 19.80 20.00
m/z 43.10 30.37%
5000
31.
0 115.0 161 0
mz> 0 50 100 150 200 280 300 30 40 440 50 550 1940 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
Data File : BG025387.D

Acq On : 22 Dec 2016 13:28

Operator : UM/SJ

Sample - H6199-03

Misc :

ALS Vial : 22 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... 5.27 11.3 ng 202354 1 8.21 357900 20.0
unknown7 .74 7.74 81.4 ng 1456960 1 8.21 357900 20.0
Benzene, 1-methyl... 10.41 3.9 ng 107275 2 11.04 543866 20.0
Benzene, 1-methyl... 11.13 3.9 ng 104589 2 11.04 543866 20.0
Benzene, 2-etheny... 11.93 2.7 ng 73971 2 11.04 543866 20.0
unknown12.03 12.03 2.6 ng 70267 2 11.04 543866 20.0
Benzene, (1-methy... 12.56 3.4 ng 92910 2 11.04 543866 20.0
unknownl2 .67 12.67 2.7 ng 72269 2 11.04 543866 20.0
Benzocycloheptatr... 12.90 4.5 ng 122617 2 11.04 543866 20.0
unknownl14 .02 14.02 2.9 ng 125532 3 14.84 866038 20.0
Naphthalene, 2,7-... 14.17 3.2 ng 139849 3 14.84 866038 20.0
unknownl15.28 15.28 2.8 ng 121481 3 14.84 866038 20.0
Naphthalene, 1,6,... 15.45 4.4 ng 190931 3 14.84 866038 20.0
Naphthalene, 5-et... 15.71 5.4 ng 234073 3 14.84 866038 20.0
unknownl15.75 15.75 2.2 ng 94964 3 14.84 866038 20.0
1-Naphthalenecarb... 16.19 8.3 ng 358415 3 14.84 866038 20.0
unknownl18.43 18.43 2.0 ng 99926 4 17.59 991540 20.0
unknownl19.68 19.68 2.6 ng 127646 4 17.59 991540 20.0
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