LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample : H1420-02

Misc :

ALS Vial : 23 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-BG021116.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.249 65 70 79 rBv 44066 76528 5.48% 1.112%
2 3.325 79 83 93 rvB 22068 30945 2.22% 0.450%
3 5.323 418 423 431 rVB 16565 24650 1.77% 0.358%
4 5.792 497 503 512 rBV 114737 184232 13.19% 2.677%
5 6.732 657 663 669 rBB 8712 14039 1.01% 0.204%
6 7.232 741 748 755 rBB2 10403 15420 1.10% 0.224%
7 7.402 769 777 787 rBB 79123 134791 9.65% 1.959%
8 7.790 836 843 852 rBV 246434 415834 29.78% 6.042%
9 8.266 918 924 931 rBV 59600 98246 7.04% 1.428%
10 8.595 972 980 986 rBV 227125 389354 27.88% 5.658%
11 8.647 986 989 995 rVB 10007 14454 1.04% 0.210%
12 9.382 1107 1114 1117 rBV3 15580 26036 1.86% 0.378%
13 9.440 1117 1124 1135 rVB 187316 374027 26.79% 5.435%
14 9.905 1198 1203 1208 rVB 19721 31385 2.25% 0.456%
15 10.269 1261 1265 1273 rBVvV4 6618 14274 1.02% 0.207%
16 10.480 1295 1301 1309 rvB2 28572 49124 3.52% 0.714%
17 11.091 1392 1405 1412 rBvV 100336 205274 14.70% 2.983%
18 11.197 1419 1423 1430 rvB2 9941 15746 1.13% 0.229%
19 11.561 1479 1485 1491 rVB2 9926 16946 1.21% 0.246%
20 11.673 1498 1504 1509 rBV2 9416 15640 1.12% 0.227%
21 12.266 1600 1605 1612 rVB2 8986 14144 1.01% 0.206%
22 12.619 1658 1665 1670 rVB 18972 31447 2.25% 0.457%

23 12.947 1712 1721 1729 rBV 88008 154481 11.06% 2.245%
24 13.511 1808 1817 1823 rBV 691646 1056762 75.68% 15.355%

25 14.199 1925 1934 1940 rBV2 27813 53293 3.82% 0.774%
26 14.252 1940 1943 1950 rvv4 9506 20220 1.45% 0.294%
27 14.316 1950 1954 1961 rVB 30579 46516 3.33% 0.676%
28 14.434 1967 1974 1978 rBV3 10493 18615 1.33% 0.270%
29 14.880 2044 2050 2057 rBV2 169760 266542 19.09% 3.873%
30 15.426 2136 2143 2149 rBV 17884 27063 1.94% 0.393%
31 15.697 2185 2189 2195 rVB 11016 14167 1.01% 0.206%
32 16.202 2269 2275 2280 rBV5 7109 15470 1.11% 0.225%
33 16.361 2290 2302 2312 rBV2 455182 680768 48.76% 9.892%
34 16.554 2330 2335 2338 rBV 11568 14494 1.04% 0.211%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample : H1420-02

Misc :

ALS Vial : 23 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA G\METHODS\8270-BG021116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.618 2509 2516 2526 rBV 193968 286011 20.48% 4._.156%
36 20.197 2949 2955 2963 rBV 1093322 1396290 100.00% 20.289%
37 21.506 3174 3178 3189 rBV3 11125 22642 1.62% 0.329%

38 21.900 3237 3245 3252 rBV 189019 312228 22.36% 4_537%
39 25.278 3807 3820 3834 rBV3 102408 303967 21.77% 4.417%

Sum of corrected areas: 6882065
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample = H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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: BG020876.D

1000000

800000

600000

400000

7.79 8.59
200000 9.44

5.79 740 827 11.09

383 5.32 6.73 7.2 65 9.88 9.9010.39.48 2011567 12.2712.62

04
Time--> 3.00 3.50 400 450 500 550 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: BG020876.D

2020
1000000

800000
13.51

600000

16.36
400000

200000 14.88 17.62 21.90

12.95

1AA%3 15.485.70 16.2(116.55 21,51

O e R I B L e e o o o o o o B T L o o o e B B s 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: BG020876.D

1000000

800000

600000

400000

200000
25.28

N il i Ll L i A’ I A i i

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample = H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.33 6.30 ng 30945 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 84 (3.331 min): BG020876.D (-79) (-) m/z 73.15 100.00%
73.2
5000
431 87.2 A
55.1 AR SRR R R
| 3.00 3.20 3.40 3.60
T O O R M RN m/z 87.15  28.47%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000 A SRS A R
43.0 3.00 3.20 3.40 3.60
550 87.0 m/z 43.15 25.65%
29.0 ‘
0 In 1 ‘\ ‘ ‘ !
L AL UL SUL AL SUELRLEL UL S SURLEL SO SULI UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
3.00 3.20 3.40 3.60
5000 m/z 55.10 17.07%
45.0
29.0
O ?Zq"" |?ﬁ0'|""|""|""|"'%q%9"|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #720: N-Ethylformamide R LA RRmmEEE D
30.0 3.00 3.20 3.40 3.60
73.0 m/z 71.15 11.39%
5000
44.0 58.0
18.0 ‘
0"'w'“l|'J' RN AR RS RS RS AERRN RERRY IS SRR A R
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample = H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.32 5.02 ng 24650 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 38
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 23
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 16
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 12

Abundance Scan 423 (5.323 min): BG020876.D (-418) (-) m/z 43.10 100.00%
31
59.1
5000
101.1
| 83.2 5.00 5.20 5.40 5.|60
o) SR DY | RS ST M m/z 59.15 72.03%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U AN U R
5.00 5.20 5.40 5.60
59.0 m/z 101.05 28.14%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0 59.0
500 520 540 560
5000 18.0 m/z 58.15 20.54%
28.0
e S S S SULIURS SUSIIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R e e A
43.0 5.00 520 5.40 5.60
m/z 41.15 9.19%
5000 1010
28.0 59.0
150 ‘ 70.0 84.0
0"'w'q'V'HJL"“wl"V*Mlh"'L“"w“"w"'H"'w U AN LN R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample = H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 Benzene, (1-methylethyl)- Concentration Rank 14

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

6.73 2.86 ng 14039 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 91
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 83
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 78
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 78
5 Ether, p-methylbenzyl vinyl 148 C10H120 026437-10-5 53

Abundance Scan 663 (6.732 min): BG020876.D (-657) (-) m/z 105.15 100.00%
106.2
5000
120.2
51.0 77|'° 91.2 ‘ 640 6.60 6.80 7.00
Y N N N /NS S m/z 120.15  29.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9119: Benzene, (1-methylethyl)-
105.0
5000 ISP LA SR
6.40 6.60 6.80 7.00
770 120.0 m/z 77.05 15.34%
0 20 390 S0 eo T o0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
6.40 6.60 6.80 7.00
5000 m/z 103.05 11.16%
120.0
150 270 390 510 650 (-0 910
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9131: Benzene, 1-ethyl-3-methyl- R Eam e e ma
105.0 6.40 6.60 6.80 7.00
m/z 79.05 9.73%
5000
120.0
270 390 510 g50 770 910
0'w'“'w'“l“'h““'U”“W“ﬁw'“ww'“H“'w“N'w'“T“'w ISP SR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample = H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 Benzene, propyl- Concentration Rank 10

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

7.23 3.14 ng 15420 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 64
3 Ethanol. 2-T(phenvimethvDaminol- 151 C9H13NO 000104-63-2 43
4 Benzaldehvde. 2-methvl- 120 C8H80 000529-20-4 9
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 9

Abundance Scan 748 (7.232 min): BG020876.D (-741) (-) m/z 91.15 100.00%
91.2
5000
120.1 ISR N L I R
00 650 6.80 7.00 7.20 7.40 7.60
e m/z 120.05  22.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9107: Benzene, propyl-
91.0
5000 ISR N R I L
6.80 7.00 7.20 7.40 7.60
120.0 m/z 92.15  11.24%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0
6.80 7.00 7.20 7.40 7.60
5000 120.0 m/z 65.05 8.97%
65.0
0L15.0 39.0 209.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23860: Ethanol, 2-[(phenylmethyl)amino]- e BEamE
91.0 6.80 7.00 7.20 7.40 7.60
m/z 78.05 7.24%
5000
120.0
65.0
obis0 390 | | ‘ 151.0
m/z--> 20 40 60 8 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample = H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 6 unknown7.79 Concentration Rank 1

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

7.79 84 .65 ng 415834 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 843 (7.790 min): BG020876.D (-836) (-) m/z 132.05 100.00%
132.1
5000
68.2
o1 %.0 \ Tho 7k 1h0 500 550
Ol ittt bbbl e | M/Z 68.15  34.51%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LA R RSN R
7.40 7.60 7.80 8.00 8.20
310 510 m/z 134.05 32 .54%
oL ‘ H\ l|H|||l||‘|||||||‘lll|ll ‘. R A WAL a s s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 67.0 m/z 66.15 20.17%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil e e
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.15 12.51%
5000
105.0
oL B0  TIO | | | 15001780  206.02220
m/z--> 40 60 80 100 120 140 160 180 200 220 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample = H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 Indane Concentration Rank 13

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

8.65 2.94 ng 14454 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene. 1.1"-(l1-ethenvl-1.3-pro... 222 C17H18 061141-97-7 78
3 Benzene. l1-propenvl- 118 C9H10 000637-50-3 72
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 72
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 72

Abundance Scan 989 (8.647 min): BG020876.D (-986) (-) m/z 117.05 100.00%
117.1
5000
01 580 910 340 860 850 900
(o} s B e B m/z 118.05 57.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8676: Indane
117.0
5000 A

8.40 8.60 8.80 9.00
m/z 115.05 24 .69%

91.0
39.0 63.0
o280 . o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117.0
B
8.40 8.60 8.80 9.00
5000 m/z 116.05 15.30%
91.0
0 390 65.0 147.0 177.0 207.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 {\
Abundance #8685: Benzene, 1-propenyl- e
117.0 8.40 8.60 8.80 9.00
m/z 91.05 13.06%
5000
390 cg, ‘
I TR I
0..w..”,.”.,”..“..w..”,.”.,”........”,.”.,”.
m/z--> 20 40 60 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample = H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 unknown9.38 Concentration Rank 6

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

9.38 5.30 ng 26036 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 49
2 Benzene. l1-methvl-4-(l1-methvleth... 134 C10H14 000099-87-6 49
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 49
4 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 49
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 46

Abundance Scan 1114 (9.382 min): BG020876.D (-1107) (-) m/z 119.05 100.00%
119.1

5000
91.2 1341 ﬂj\ fJ

391 510 990 770 | 105.1 | | 9.00 9.20 9.40 9.60 9.80
O e el et m/z 117.05 56.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14400: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 /|\||||||||||||||||||||||
91.0 9.00 9.20 9.40 9.60 9.80
650 770 134.0 m/z 134.05 27.18%
39.0 51.0 103.0
S WY S ¥t | N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance /\
119.0 J
9.00 9.20 9.40 9.60 9.80
5000 m/z 115.05 25.58%
91.0
134.0
150 27.0 390 510 650 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14376: Benzene, 4-ethyl-1,2-dimethyl- AISRNSESMRSIR | 0 SENRINESN A WS
119.0 9.00 9.20 9.40 9.60 9.80

m/z 91.15 23.70%

5000
134.0

mozmiﬁ?mo 65.0 77.0 %Dl%o ‘
| | [y Ll [ Ll N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60 9.80

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample = H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 12

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

9.90 3.06 ng 31385 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
2 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 91
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 1202 (9.899 min): BG020876.D (-1198) (-) m/z 119.10 100.00%
119.1
134.1
5000 /\
\ A
91.2 A SR LR SN
39.0 511 %OTP | 1031 | 9.60 9.80 10.00 10.20
O e e e e e e e e m/z 134.10 52.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14369: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 ‘/\--u---- IR BN U
910 134.0 9.60 9.80 10.00 10.20
. - 0
00 510 650 770 105.0 m/z 91.15 15.98%
'W%RQP?K?“'““”'L'“IA'W'“MP'”I”'WJﬂ'ijL'“I”'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
9.60 9.80 10.00 10.20
5000 134.0 m/z 133.05 12.28%
91.0
270 410 539 50 77.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14365: Benzene, 2-ethyl-1,4-dimethyl-
119.0 9.60 9.80 10.00 10.20
m/z 120.05 10.50%
5000
134.0
91.0
o 15,0 27.0 390 510 650 77.0 1%0H‘ ‘
mz> 10 30 3 45 5 66 70 80 % 100 110 130 130 140 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample = H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 3-Phenylbut-1-ene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.48 4.79 ng 49124 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 50
2 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 50
3 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 50
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 46
5 Benzene, l-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 41
Abundance Scan 1301 (10.480 min): BG020876.D (-1295) (-) m/z 117.05 100.00%
117.1
5000 1341
91.0 - N [ V- O S—
390 510 650 770 105.1 | 1450 10.20 10.40 10.60 10.80
Obr et b et il e | mZz 119.05  88.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13568: 3-Phenylbut-1-ene
117.0
5000
10.20 10.40 10.60 10.80
91.0 132.0 m/z 134.05 36.18%
27.0 39‘-0 51‘-0 65.0 77‘-0 ‘ 1050 || |
ok ...‘. SN SO | PP .‘ﬁ‘.. ...l‘ N .‘ﬁ.. B |11 ST | P ——
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117.0
132.0 1020 10.40 10.60 10.80
5000 m/z 115.05 35.55%
91.0
270 390 51.0 650 77.0 103.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13620: Benzene, 1-methyl-2-(2-propenyl)-
117.0 10.20 10.40 10.60 10.80
m/z 132.05 35.51%
132.0
5000

910 105.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample = H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.62 3.06 ng 31447 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 96
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 95
3 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 90
4 _alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 64
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 58

Abundance Scan 1665 (12.619 min): BG020876.D (-1658) (-) m/z 131.05 100.00%
13f.1
118.1 146.2
5000 105.1
91.0
391 510 630 770 | || 12.40 12.60 12.80 13.00
o R W A RS N |/ S m/z 118.05 68.36%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20763: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
118.0 131.0
146.0 A
5000 LI U UL LN B
910 105.0 12.40 12.60 12.80 13.00
0 II”;‘III”:‘I\”“HI\”IIl‘l‘” |l‘i‘l‘|||||‘|ﬁ||||l‘“| “l ‘ ""‘H"'l"""'l"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance /\/\
1180 1810 ....,A.. .
12.40 12.60 12.80 13.00
0
5000 1050 m/z 117.05  47.26%
91.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20780: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene
146.0 12.40 12.60 12.80 13.00
m/z 105.05 35.82%
118.0
5000 131.0
91.0
710 30 510 e o | ws0 | ||
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00

8270-BG021116.-M Fri Feb 12 16:31:42 2016
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample = H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 Naphthalene, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.20 4.00 ng 53293 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
3 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 97
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
Abundance Scan 1934 (14.199 min): BG020876.D (-1925) (-) m/z 156.05 100.00%
141.1 15p.1
5000
115.1 ) ~----~ .”...
300 511 63.0 770 go 0 1281 il 1380 14.00 14.20 14.40 14.60
0 ' ' S | m/z 141.05 88.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27164: Naphthalene, 2,3-dimethyl-
141.0 156.0
5000 ---- ---- A ---- --
13.80 14.00 14.20 14.40 14.60
115.0 158 m/z 155.05 33.73%

51.0 63.0 76.0 ‘ :
o 280 210 B el 230 1020 L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156.0
141.0

13.80 14.00 14.20 14.40 14.60

5000 m/z 115.05 18.06%
77.0 115.0
o 27.0 39.0 51.0 630 80.0 1020 | 1280
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27187: Naphthalene, 1,8-dimethyl-
141.0 156.0 13.80 14.00 14.20 14.40 14.60
m/z 152 .05 14_.73%
5000
115.0
76.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13. 80 14. 00 14. 20 14. 40 14 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020876.D

Aca On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample = H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 wunknownl5.43 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.43 2.03 ng 27063 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hvdroxvinden-3-one-1-carboxvli... 192 C10H804 1000215-33-8 49
2 2-Carboxvcinnamic acid 192 C10H804 000612-40-8 47
3 2H-Indazol-3-amine. 2-methvl- 147 C8HIN3 097990-19-7 47
4 Benzoic acid. 4-propvl-. 4-cvano... 265 C17H15NO2 056131-49-8 47
5 Benzoic acid, 4-propyl-, 4-cyano... 283 C17H14FNO2 086776-51-4 47
Abundance Scan 2144 (15.432 min): BG020876.D (-2136) (-) m/z 147.15 100.00%
147.2
5000
910 105.1 L631 192.1
431 571 770 | | 1181 140, 1T 15.20 15.40 15.60 15.80
0...',":...',.'.'..|'|'.'...|"| ||I L MM S m/z 192.05 26.55%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #50116: 1-Hydroxyinden-3-one-1-carboxylic acid
147.0
5000 T '|"'m|"" T
129.0 15.20 15.40 15.60 15.80
m/z 105.05 20.97%
0 51.0 65‘.0 i 10%\'\0 ‘ ‘ 19\2.0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
147.0
15.20 15.40 15.60 15.80
5000 m/z 91.05 19.72%
510 77.0 9101050 1330 192.0
o 64.0 118.0 175. o
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #21534: 2H-Indazol-3-amine, 2-methyl-
147.0 15.20 15.40 15.60 15.80
m/z 117.05 18.79%
5000
77.0 104.0
132.0
0 38‘0 510 64‘0 \‘\ QQFP Al 1130 \‘ ‘\
m/z--> 40 60 80 1(')0 120 140 160 180 200 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG021116\
Data File : BG020876.D

Acq On : 12 Feb 2016 3:56

Operator : SJ/UM

Sample : H1420-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021116 .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]
Butane, 2-methoxy... 3.33 6.3 ng 30945 1 8.27 98246 20.0
2-Pentanone, 4-hy... 5.32 5.0 ng 24650 1 8.27 98246 20.0
Benzene, (1-methy... 6.73 2.9 ng 14039 1 8.27 98246 20.0
Benzene, propyl- 7.23 3.1 ng 15420 1 8.27 98246 20.0
unknown7 .79 7.79 84.7 ng 415834 1 8.27 98246 20.0
Indane 8.65 2.9 ng 14454 1 8.27 98246 20.0
unknown9 .38 9.38 5.3 ng 26036 1 8.27 98246 20.0
Benzene, 1-ethyl-.._. 9.90 3.1 ng 31385 2 11.09 205274 20.0
3-Phenylbut-1-ene 10.48 4.8 ng 49124 2 11.09 205274 20.0
Naphthalene, 1,2,... 12.62 3.1 ng 31447 2 11.09 205274 20.0
Naphthalene, 2,3-... 14.20 4.0 ng 53293 3 14.88 266542 20.0
unknownl15.43 15.43 2.0 ng 27063 3 14.88 266542 20.0
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