LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA G\METHODS\8270-BG120215.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

3.121 43 48 58 rBvV 46626 104648 4._.97% 0.846%

1

2 3.204 58 62 69 rvB 42345 63633 3.02% 0.514%
3 5.172 391 397 406 rBV 41428 66037 3.14% 0.534%
4 5.648 471 478 485 rBvV 188871 290101 13.78% 2.345%
5 6.576 631 636 646 rVB 15417 25165 1.20% 0.203%

7.246 744 750 762 rBV 126299 217764 10.34% 1.760%
7.628 808 815 823 rBV 326702 556332 26.43% 4._.497%
878 884 rvVB2 20996 33657 1.60% 0.272%
8.098 888 895 902 rvv 71640 121202 5.76% 0.980%

(@R {cNec R NNe))
\l
O
O
(o0}
(o0}
\l
N

1 8.427 943 951 957 rBV 292252 508465 24.15% 4_.110%
11 8.480 957 960 967 rVB 22766 32790 1.56% 0.265%
12 8.591 972 979 984 rBV 24525 39521 1.88% 0.319%
13 8.744 999 1005 1009 rBV2 23047 35838 1.70% 0.290%
14 8.791 1009 1013 1022 rVB2 21810 34278 1.63% 0.277%

15 9.208 1076 1084 1089 rBv2 101531 174400 8.28% 1.410%

16 9.267 1089 1094 1109 rVB2 254683 538075 25.56% 4 _350%

17 9.731 1168 1173 1180 rVB 59284 99744 4.74% 0.806%
18 10.101 1229 1236 1242 rBV3 21871 47674 2.26% 0.385%
19 10.313 1265 1272 1279 rBvV2 187211 334723 15.90% 2.706%
20 10.548 1307 1312 1316 rVV3 14775 23243 1.10% 0.188%
21 10.918 1362 1375 1380 rBV2 105525 243810 11.58% 1.971%
22 10.959 1380 1382 1388 rVV3 25119 42451 2.02% 0.343%
23 11.024 1388 1393 1402 rVB2 31097 58756 2.79% 0.475%
24 11.124 1402 1410 1418 rBv4 13137 27352 1.30% 0.221%
25 11.382 1449 1454 1462 rVB3 24703 43274 2.06% 0.350%
26 11.494 1465 1473 1477 rBV 21240 39760 1.89% 0.321%
27 11.823 1522 1529 1535 rVB3 21228 40274 1.91% 0.326%
28 12.017 1552 1562 1568 rBV 22092 40719 1.93% 0.329%
29 12.099 1568 1576 1583 rBV 51519 85819 4._.08% 0.694%
30 12.228 1589 1598 1605 rBV2 12529 33308 1.58% 0.269%
31 12.451 1629 1636 1643 rVB 59785 100187 4.76% 0.810%
32 12.563 1651 1655 1662 rVB2 26735 44109 2.10% 0.357%
33 12.781 1683 1692 1701 rBV 99285 203086 9.65% 1.642%
34 12.863 1701 1706 1707 rvv4 17578 25842 1.23% 0.209%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA G\METHODS\8270-BG120215.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.886 1707 1710 1714 rVB5 18037 27339 1.30% 0.221%
36 13.280 1771 1777 1781 rVBG6 12306 23483 1.12% 0.190%
37 13.356 1781 1790 1795 rBV 772228 1161999 55.20% 9.393%
38 13.785 1858 1863 1869 rVB3 18889 34440 1.64% 0.278%
39 13.891 1877 1881 1885 rBV6 22947 41289 1.96% 0.334%
40 13.938 1885 1889 1896 rVBS8 16289 32596 1.55% 0.263%
41 14.020 1896 1903 1904 rBV6 18183 29737 1.41% 0.240%
42 14.056 1904 1909 1913 rVV3 57023 98337 4.67% 0.795%
43 14.097 1913 1916 1924 rVB5 17157 41777 1.98% 0.338%
44 14.285 1944 1948 1951 rBV4 16596 28552 1.36% 0.231%
45 14.502 1979 1985 1989 rBV 62447 95977 4._56% 0.776%
46 14.731 2012 2024 2031 rBV2 181331 321211 15.26% 2.597%
47 14.907 2048 2054 2058 rVB3 47379 93650 4._.45% 0.757%
48 15.184 2095 2101 2103 rBVY 52510 93324 4.43% 0.754%
49 15.295 2115 2120 2124 rBV 55334 78600 3.73% 0.635%
50 15.348 2124 2129 2133 rVB5 34402 52139 2.48% 0.421%
51 15.389 2133 2136 2142 rVB3 22122 28924 1.37% 0.234%
52 15.542 2157 2162 2166 rBV2 20276 30407 1.44% 0.246%
53 15.613 2166 2174 2177 rBV3 165034 411154 19.53% 3.324%
54 15.818 2205 2209 2212 rBV3 17538 23520 1.12% 0.190%
55 15.859 2212 2216 2221 rVB 29012 37015 1.76% 0.299%
56 15.989 2231 2238 2241 rBV 39115 57357 2.72% 0.464%
57 16.030 2241 2245 2248 rBV 39263 56092 2.66% 0.453%
58 16.141 2260 2264 2268 rBV3 26672 39433 1.87% 0.319%

59 16.212 2269 2276 2281 rVV 727690 1186531 56.36% 9.592%
60 16.253 2281 2283 2288 rVB3 93226 106764 5.07% 0.863%

61 16.353 2297 2300 2304 rVB 28140 36045 1.71% 0.291%
62 16.394 2304 2307 2314 rVB5 19786 33213 1.58% 0.268%
63 16.529 2322 2330 2331 rBV7 15214 32564 1.55% 0.263%
64 17.034 2412 2416 2420 rBvV4 13334 24494 1.16% 0.198%
65 17.469 2481 2490 2501 rVB2 262005 446740 21.22% 3.611%
66 17.822 2546 2550 2555 rVB2 14080 21468 1.02% 0.174%
67 18.703 2696 2700 2708 rBV 27583 44963 2.14% 0.363%
68 19.608 2850 2854 2858 rBV5 14851 21253 1.01% 0.172%
69 19.714 2867 2872 2878 rBV 22023 37904 1.80% 0.306%

70 20.072 2927 2933 2938 rBV 1637353 2105103 100.00% 17.017%
71 21.741 3210 3217 3223 rBV 308632 499357 23.72% 4_.037%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 25.007 3762 3773 3785 rVB 161311 459611 21.83% 3.715%

Sum of corrected areas: 12370399
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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: BG020114.D

1500000

1000000

500000

7.63 8.43

0 A o A W An ~a 2~ . ~n I\ Lo, A Al I\,
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: BG020114.D

20.07
1500000
1000000
13.36 16.21
500000
17.47 21.74
14.73 1561 |
it 14 -8 B0 AT A5

0'891?7§W1.W5n“[%n ) ‘mbn$_”hm~ﬁﬁhi“3 17.03 l 17.82 18.70 19971
Time--> 3.00 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: BG020114.D

1500000
1000000
500000
25.01
(O N I I O o O B B B i B B B A EEARE BREEE

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:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 9

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

3.20 10.50 ng 63633 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1.3-Dioxolane. 2-pentadecvl- 284 C18H3602 004360-57-0 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 61 (3.198 min): BG020114.D (-58) (-) m/z 73.00 100.00%
74.0
5000 43.0
55.0 87.0
300 320 340 3.60
b et el L Tmzz 43,000 41.26%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000 U S I
43.0 3.00 320 3.40 3.60
55.0 87.0 m/z 87.00 28.91%
29.0 ‘ ‘
0 | L L1,
LI NI SN FULELEL SR SR SR UL SURLLIL SULEL SR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
73.0
300 320 340 360
5000 m/z 55.00 28.53%
43.0
oL 20 150 290 53.0  65.0 88.0
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #720: N-Ethylformamide B B
30.0 300 320 340 3.60
73.0 m/z 71.00 12.32%
5000
44.0 58.0
18.0 H
0"'l""l""ll"l' ”..Ph%.,”..,”..,”..,”..,”.. 'W""I”"I"'W"
m/z--> 0 10 20 30 40 50 60 70 80 90 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown5.17 Concentration Rank 8

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

5.17 10.90 ng 66037 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 397 (5.172 min): BG020114.D (-391) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| | 83.0 | 480 500 5.20 5.40 5.60
O B L L R R m/z 59.00 55.54Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I I L I
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.00 19.76%
‘ H\‘. \‘\ L 83'0 L
e R R R s AR AR RS RARRA RAANS LA RARRN SARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 13.19%
101.0
150 310 58.0 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13231: 3-Heptanol, 4-methyl-
59.0 4.80 500 5.20 5.40 5.60
m/z 41.00 10.98%
5000
27.0 41.0
830 1010
e L meo e oy [y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 unknown7.63 Concentration Rank 1

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

7.63 91.80 ng 556332 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9

Abundance Scan 815 (7.628 min): BG020114.D (-808) (-) m/z 132.00 100.00%
132.0
5000 68.0

7.20 7.40 7.60 7.80 8.00

01 m/z 68.00 46.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 | LI LI L L B LB LB L
7.20 7.40 7.60 7.80 8.00
0
a0 5.0 m/z 134.00 32.61%
0 ‘ 1 ‘ N !
R B e L o e e o R S RARRREsansma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
B e e e
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 30.87%

150 280 39.0 520 830 770 900 1040 .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R B A T
132.0 7.20 7.40 7.60 7.80 8.00

m/z 69.00 19.61%

5000

66.0 77.0

104.0
140 27.0 390 510 PHE 11O 594 | 1150

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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, 1l-methyl-4-propyl- Concentration Rank 20

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

8.00 5.55 ng 33657 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 83
2 2-Tolvloxirane 134 C9H100 002783-26-8 78
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 72
4 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 72
5 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 72

Abundance Scan 878 (7.998 min): BG020114.D (-874) (-) m/z 105.00 100.00%
105.0
5000
77.0 134.0 I R R AL I
0 510 g9 . 7.60 7.80 8.00 8.20 8.40
Obrrrrrrer 220 200 029 WL WO L n/z 77.00  15.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14344: Benzene, 1-methyl-4-propyl-
105.0
5000
7.60 7.80 8.00 8.20 8.40
770 134.0 m/z 134.00 13.32%
ol 150 270 0 510 eso 1 M9 | wzo |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 103.00 11.49%
134.0
77.0 91.0 119.0

27.0 39.0 51.0 650

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14339: Benzene, (1-methylpropyl)-
105.0 7.60 7.80 8.00 8.20 8.40
m/z 79.00 9.94Y%
5000
134.0
27.0 77.0 910
0 ‘ 1 39‘.\0 5-7""0 65-0 ‘\‘ L 119.0
T T T R T e e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 Benzene, 1,4-diethyl- Concentration Rank 13

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

8.59 6.52 ng 39521 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 91
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 2- ethyl -1,3-dimethyl- 134 C10H14 002870-04-4 72

Abundance Scan 979 (8.591 min): BG020114.D (-972) (-) m/z 105.00 100.00%
105.0 119.0
5000 134.0
91.0
77.0 SRR SRR SRR SRR
39.0 51.0 65.0 | I 8.20 8.40 860 8.80 9.00
Obrrprrrrrrrrr et et el ot L Tz 119,00 92.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14327: Benzene, 1,4-diethyl-
105.0 119.0
91.0 N
5000 VAR SRS SRR AR
770 134.0 820 8.40 8.60 8.80 9.00
300 510 g5 m/z 134.00 39.81%
150 770 7 7 I |
0'W'“'P'm\”'“t”'““”IAMW'“EP'”H”“IAIW'L'L'“I““W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0 119.0
820 840 8.60 8.80 9.00
5000 134.0 m/z 91.00 30.14%
91.0
150 27.0 390 510 650 70
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14331: Benzene, 1,3-diethyl-
105.0 119.0 8.20 8.40 860 8.80 9.00
m/z 77.00 18.64%
5000 134.0
91.0
270 390 510 g50 'O
0'W'”'P'm\”'““”'ﬂ'”lmhﬁ'“hP'“l””IMlW'm“L'”I““W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 840 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Bicyclo[3.2.1]Joct-2-ene, 3-... Concentration Rank 16

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

8.74 5.91 ng 35838 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.2_.11oct-2-ene. 3-methy... 134 C10H14 049826-53-1 68
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 52
3 Benzenepropanal 134 C9H100 000104-53-0 52
4 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 52
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 49

Abundance Scan 1004 (8.738 min): BG020114.D (-999) (-) m/z 91.00 100.00%
91.0
105.0 119.0
5000 134.0
77.0 HEVAV/A SV SN S W S
3ﬂ)m9 65.0 m i | 8.40 8.60 8.80 9.00
0.w.”w.”w.”.L”.Um.“”.“.”“.J“h”“.LmJ”{J”,“”,“ m/z 119.00 75.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14426: Bicyclo[3.2.1]oct-2-ene, 3-methyl-4-methylene-
91.0
5000 105.0 8.40 8.60 8.80 9.00
39.0 T80 930 > 105.00 7 g
‘ 510 es0 770 - m/z 105.00 74.42%
0'W'”'P'”I”'J”'dw”'vw”I”j“'”'vh”lm'ﬂ'”'v'”I””I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
840 8.60 880 9.00
5000 134.0 m/z 134.00 45.11%
270 390 510 50 77.0 910 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14759: Benzenepropanal R Lma e
91.0 8.40 8.60 8.80 9.00
m/z 92.00 34 .45%
134.0
5000 78.0
105.0
51.0
65.0
27.0 %9 ‘ | “ 116.0
0'W%EQP'mu“'M'”'h””lm'ﬁ'”'P'”P“”IMl"”'P'“IAHW”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00

8270-BG120215.M Mon Dec 14 16:50:37 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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, 4-ethyl-1,2-dimethyl- Concentration Rank 3

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

9.21 28.78 ng 174400 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 93
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 93
3 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 93
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 81
5 Benzene, l-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 81

Abundance Scan 1084 (9.208 min): BG020114.D (-1076) (-) m/z 119.00 100.00%
119.0
5000
91.0 134.0
39.0 5.0 65.0 77|0 10?0 | 148.1 8.80 9.00 9.20 9.40 9.60
0.w”.w””“.Jﬁ”.¢”wmhw”J,””“”.MLw”!ﬂ””yh”“”.p”. m/z 117.00 29.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14377: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 A
134.0 8.80 9.00 9.20 9.40 9.60
70 91.0 1050 m/z 134.00 28.03%
150 27.0 39.0 510 630 |/ Ll
iz 1 3 3 4o % e 7o 80 b 100 110 13 150 140 12
Abundance
119.0
/\/I\""I""I'/\"I""I"/
8.80 9.00 9.20 9.40 9.60
5000 m/z 91.00 27 .34Y%
91.0 134.0
77.0 105.0

15.0 27.0 39.0 51.0 65.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14369: Benzene, 1-ethyl-2,3-dimethyl-

119.0 8.80 9.00 9.20 9.40 9.60
m/z 115.00 15.09%

5000

91.0 134.0

77.0 105.0
39.0 51.0 65.0
15.0 27.0 =57 >0 T | ol

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.80 9.00 9.20 9.40 9.60

8270-BG120215.M Mon Dec 14 16:50:38 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 11

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

9.73 8.18 ng 99744 Naphthalene-d8 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(1l-methvleth... 134 C10H14 000527-84-4 95
2 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 94
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 1173 (9.731 min): BG020114.D (-1168) (-) m/z 119.00 100.00%
119.0
5000 134.0
91.0
39.0 51.0 65.0 77.0 103.0 9.40 9.60 9.80 10.00
o U P WSO Vot s 1 N | m/z 134.00 37.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14406: Benzene, 1-methyl-2-(1-methylethyl)-
119.0
5000 B NARRE SRR AR AR
134.0 9.40 9.60 9.80 10.00
91.0 m/z 90.95 20.09%
oL 150 270 410 sa0 €50 70 | o |
mz> Ol %0 % 40 s 6 7% 8 8 100 10 130 1% 140
Abundance
119.0
9.40 9.60 9.80 10.00
5000 134.0 m/z 117.00 10.52%
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 #14353: Benzene, 1,2,3,4-tetramethyl- \ R R DA REEEEEEE
119.0 9.40 9.60 9.80 10.00
m/z 120.00 9.43%
5000 134.0
150 270 90 510 650 770 1% w050 |
| 1 Ll |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00

8270-BG120215.M Mon Dec 14 16:50:38 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 3-Phenylbut-1-ene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
1031 27.46ng 334723 Naphthalene-d8 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlbut-i-ene 132 C1OH12 000934-10-1 83
2 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 80

3 Benzene.
4 Benzene.

1-methvl-2-(1-methvleth... 134 C10H14
1-methvl-3-(1-methvleth... 134 C10H14

000527-84-4 60
000535-77-3 60

5 Benzene, l-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 60

Abundance Scan 1272 (10.313 min): BG020114.D (-1265) (-) m/z 119.00 100.00%
119.0
5000 134.0
91.0 '
39.0 51.0 g50 /70 103.0 | | 10.00 10.20 10.40 10.60
N I SN T A1 P m/z 117.00 62.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13568: 3-Phenylbut-1-ene
117.0
5000 |||||’|J\|||||||||||||||||
10.00 10.20 10.40 10.60
91.0 132.0 m/z 134.00 34.81%
27.0 3%0 5%0 65.0 77-0 1050 | |
O T T e e T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117.0
e e
10.00 10.20 10.40 10.60
0
5000 1520 m/z 91.00 26.87%
91.0
39.0 51.0 650 /70 105.0
27.0
ol 150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14405: Benzene, 1-methyl-2-(1-methylethyl)-
119.0 10.00 10.20 10.40 10.60
m/z 115.00 23.81%
5000
00 910 134.0
15.0 27.0 0 510 65.0 77.0 103.0 |
-7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10.40 10.60

8270-BG120215.M Mon Dec 14 16:50:39 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.10 7.04 ng 85819 Naphthalene-d8 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 96
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 95
3 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 81
4 Benzene. (1l-ethvl-2-propenvl)- 146 C11H14 019947-22-9 68
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 55
Abundance Scan 1576 (12.099 min): BG020114.D (-1568) (-) m/z 131.00 100.00%
118.0 13}..0
146.0
5000
91.0 105.0

39.0 51.0 63.0 76|-9 || | | 11.80 12.00 12.20 12.40
et b b Ll Tmzz 118,00 86.62%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20765: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118.0 131.0
146.0
5000 --{\----|----|’I---|----
27.0 39.0 91.0 105.0 11.80 12.00 12.20 12.40
15.0 51.0 g3 77.0 m/z 146.00 67 .55%
c.w””,”Hp.Jﬂ.”mM:Jm.MMM.HM:”.W:WHEH”J‘LHFJA“.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
118.0 131.0
146.0
11.80 12.00 12.20 12.40
m/z 116.95 42 _35%
5000 105.0

91.0
270 390 510 30 77.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21143: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146.0 11.80 12.00 12.20 12.40
m/z 115.00 37.18%
5000 1180 1310

27.0 39.0 52.0 64.0 77.0 %91%0 L
) e iR TR RO | S ) || R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40

8270-BG120215.M Mon Dec 14 16:50:40 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 16 Naphthalene, 1,2-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .06 6.12 ng 98337 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 83
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 83
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 83
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 64
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 64
Abundance Scan 1910 (14.061 min): BG020114.D (-1904) (-) m/z 156.00 100.00%
141.0 156.0
118.0
5000 90.0

63.0 77.0

390 13.80 14.00 14.20 14.40
0 m/z 141.00 91.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27182: Naphthalene, 1,2-dimethyl-
141.0 156.0
5000
13.80 14.00 14.20 14.40
115.0 m/z 118.00 55.42%
63.0 76.0 "7128.0
o 26.0 39.0 i 89.0 102.0 | Il
T T T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
156.0
141.0
13.80 14.00 14.20 14.40
5000 m/z 90.00 47 .94Y%
115'0128.0

26.0 390 63.0 76.0 89.0 102.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27174: Naphthalene, 1,3-dimethyl- e e e M
141.0 156.0 13.80 14.00 14.20 14.40

m/z 155.00 45 _.52%

5000

115.0

76.0 128.0
3.0 | 630 80 8901050 Ll

Obrrprrrrprrerprerrerer ek et e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.80 14.00 14.20 14.40

8270-BG120215.M Mon Dec 14 16:50:40 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 unknownl1l4.50 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.50 5.98 ng 95977 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hvdroxv-3-phenvl-4H-1.2.4-tria... 161 C8H7N30 031409-47-9 42
2 1.3.2-Dioxarsenane. 2-ethvl- 178 C5H11As02 042541-31-1 35
3 2-Acetvlbenzoic acid 164 C9H803 000577-56-0 27
4 2H-I1soindole. 4.7-dimethvl- 145 C10H11IN 070187-62-1 25
5 Benzene, l-isothiocyanato-2-methyl- 149 C8H7NS 000614-69-7 22
Abundance Scan 1985 (14.502 min): BG020114.D (-1979) (-) m/z 149.00 100.00%
148.0
178.0
5000
163.0
| 14.20 14.40 14.60 14.80
o} e m/z 145.00 66 .42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30234: 4-Hydroxy-3-phenyl-4H-1,2,4-triazole
145.0
104.0
77.0
161.0
5000
14.20 14.40 14.60 14.80
280 510 oo | 1180 m/z 178.00  64.37%
ok I .‘...‘l‘..“. — .’l..l. ...“l |1|3|2'|0| .‘. — I" T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
149.0
14.20 14.40 14.60 14.80
5000 119.0 m/z 91.00 44 _46%
91.0 178.0
57.0 104.0
L L L L WL L S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32422: 2-Acetylbenzoic acid B
149.0 14.20 14.40 14.60 14.80
m/z 160.95 43 _.44%
5000
77.0 105.0
o250 L ‘_M,, L .“l‘, , ,\,\, A .‘- 10 || 1640
m/z--> 20 40 60 80 100 120 140 160 180 14.20 14.40 14.60 14.80

8270-BG120215.M Mon Dec 14 16:50:41 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 18 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.91 5.83 ng 93650 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 81
2 Ethvl m-methvlbenzoate 164 C10H1202 000120-33-2 76
3 Ethvl 4-methvlbenzoate 164 C10H1202 000094-08-6 68
4 2-Amino-5-methvI1-4(3HY-oxopvrrol... 164 C7H8N40 065062-57-9 41
5 7-Benzofuranol, 2,3-dihydro-2,2-... 164 C10H1202 001563-38-8 35
Abundance Scan 2054 (14.907 min): BG020114.D ( 2048) (-) m/z 119.00 100.00%

5000

14.60 14.80 15.00 15.20

o m/z 164.00 79.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31594: Benzoic acid, 2,4,5-trimethyl-
146.0 164.0
119.0
5000
14.60 14.80 15.00 15.20
c10 770 9101050 ‘ m/z 105.00 27 .77%
by 2i0  Meso 1|l w0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
119.0
R EAEEEEREEE SR
91.0 14.60 14.80 15.00 15.20
5000 ’ m/z 91.00 23.18%
136.0
65.0 164.0
0l 15.0 20550 78.0 105.0 149.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31543: Ethyl 4-methylbenzoate L mamE s o
119.0 14.60 14.80 15.00 15.20
m/z 146.95 20.69%
5000
91.0 1360 164.0
65.0
o 26.0 39.0 52.0 ™ J 1050 | 149.0
T T T [ T [ T e T e R e e SRR RS na
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 14.60 14.80 15.00 15. 20

8270-BG120215.M Mon Dec 14 16:50:42 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 19 3,4-Methylenedioxypropiophe... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.18 5.81 ng 93324 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Methvlenedioxvpropiophenone 178 C10H1003 028281-49-4 59
2 Benzene. 2-methoxv-4-methvIl-1-(1... 164 C11H160 001076-56-8 53
3 Benzene. l-isothiocvanato-2-methvl- 149 C8H7NS 000614-69-7 53
4 m-Tolvl isothiocvanate 149 C8H7NS 000621-30-7 50
5 2-t-Butyl-5-[hydroxy-(2,4,6-trim... 306 C18H2604 092572-63-9 50
Abundance Scan 2100 (15.178 min): BG020114.D (-2095) (-) m/z 149.00 100.00%
149.0
5000
178.0
510 77|'° 103.0 121.0 14.80 15.00 15.20 15.40
O g e bl i 0 Tm/z 178,00 27.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40829: 3,4-Methylenedioxypropiophenone
149.0
5000
65.0 121.0 14.80 15.00 15.20 15.40
29.0 178.0 m/z 77.00 14.63%
140 | \@Pd 0 \
0"'%'"'I”"I"“I""P"'I"”I""P"'I'”'I
m/z--> 20 100 120 140 160 180
Abundance
149.0
14.80 15.00 15.20 1540
5000 m/z 90.95 12.17%
164.0
91.0 119.0
39.0 65.0 134.0
L S L S L UL S S B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22530: Benzene, 1-isothiocyanato-2-methyl- P e
149.0 14.80 15.00 15.20 15.40
m/z 150.00 12.07%
5000
g1o 1170
0.0 65.0 ‘
0....,....,‘.‘.” ‘H " \ \1393”\‘”'””'””'
m/z--> 20 40 100 120 140 160 180 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121215\
Data File : BG020114.D

Aca On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample T 6G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 20 3-Pentenoic acid, 4-phenyl- Concentration Rank 5

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

15.61 25.60 ng 411154 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 62
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 52
3 Naphthalene. 5-ethyl-1.2.3.4-tet... 160 C12H16 042775-75-7 49
4 Benzene. (1l-methvl-1-butenvl)- 146 C11H14 053172-84-2 47

5 Benzene, 1-(chloromethyl)-4-(2-p... 166 C10H11CI 036875-10-2 43

Abundance Scan 2174 (15.613 min): BG020114.D (-2166) (-) m/z 131.00 100.00%
131.0
176.0
5000 115.0
91.0
160.9
390 630 150 | 191.9 15.20 15.40 15.60 15.80 16.00
0 . P b m/z 176.00 62.71%
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #39733: 3-Pentenoic acid, 4-phenyl-
131.0
5000 910 176.0
: 15.20 15.40 15.60 15.80 16.00
51.0 115.0 m/z 115.00 44 .52%
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miz--> 20 40 80 100 120 140 160 180 200
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131.0
T e e
15.20 15.40 15.60 15.80 16.00
5000 m/z 91.00 33.98%
146.0
91.0 115.0
39.0 65.0 |
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mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #29432: Naphthalene, 5-ethyl-1,2,3,4-tetrahydro- T T
131.0 15.20 15.40 15.60 15.80 16.00
m/z 117.00 30.80%
5000
160.0
91.0 1150
00 eso | T |
mz--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121215\
Data File : BG020114.D

Acq On : 11 Dec 2015 20:07

Operator : UM/SJ

Sample : G4729-11

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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... 3.20 10.5 ng 63633 1 8.10 121202 20.0
unknown5.17 5.17 10.9 ng 66037 1 8.10 121202 20.0
unknown7 .63 7.63 91.8 ng 556332 1 8.10 121202 20.0
Benzene, 1l-methyl... 8.00 5.5 ng 33657 1 8.10 121202 20.0
Benzene, 1,4-diet... 8.59 6.5 ng 39521 1 8.10 121202 20.0
Bicyclo[3.2.1]oct. .. 8.74 5.9 ng 35838 1 8.10 121202 20.0
Benzene, 4-ethyl-_._. 9.21 28.8 ng 174400 1 8.10 121202 20.0
Benzene, 1l-methyl... 9.73 8.2 ng 99744 2 10.92 243810 20.0
3-Phenylbut-1-ene 10.31 27.5 ng 334723 2 10.92 243810 20.0
Naphthalene, 1,2,... 12.10 7.0 ng 85819 2 10.92 243810 20.0
Naphthalene, 1,2-_... 14.06 6.1 ng 98337 3 14.73 321211 20.0
unknownl14 .50 14.50 6.0 ng 95977 3 14.73 321211 20.0
Benzoic acid, 2,4... 14.91 5.8 ng 93650 3 14.73 321211 20.0
3,4-Methylenediox... 15.18 5.8 ng 93324 3 14.73 321211 20.0
3-Pentenoic acid,... 15.61 25.6 ng 411154 3 14.73 321211 20.0
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