LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : 6G4630-19

Misc :

ALS Vial : 12 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
1 5.187 395 400 406 rBV 50010 75953 2.55% 0.215%
2 5.657 474 480 490 rvB 294849 475305 15.94% 1.348%
3 6.592 633 639 647 rBV 70092 121629 4.08% 0.345%
4 7.085 716 723 732 rBV 102627 177980 5.97% 0.505%
5 7.255 746 752 759 rBV 194296 355188 11.91% 1.007%
6 7.643 811 818 826 rVB 547046 929254 31.17% 2.635%
7 8.013 870 881 886 rBV3 41292 85214 2.86% 0.242%
8 8.113 886 898 906 rVB 129798 244411 8.20% 0.693%
9 8.436 947 953 958 rBV 523546 942731 31.62% 2.673%
10 8.489 958 962 969 rVB 187157 317023 10.63% 0.899%

11 8.607 974 982 987 rBV 85577 140894 4.73% 0.400%
12 8.760 1002 1008 1012 rBV2 60844 105671 3.54% 0.300%
13 8.807 1012 1016 1026 rVB3 102431 193110 6.48% 0.548%
14 9.006 1045 1050 1065 rVB3 36040 78356 2.63% 0.222%
15 9.130 1065 1071 1075 rBV6 29384 66020 2.21% 0.187%

16 9.224 1082 1087 1092 rBV2 195093 331922 11.13% 0.941%
17 9.283 1092 1097 1112 rVB2 477216 1203771 40.38% 3.413%
18 9.465 1120 1128 1138 rBV9 48695 148258 4._.97% 0.420%
19 9.576 1143 1147 1159 rVB2 45545 94869 3.18% 0.269%
20 9.747 1171 1176 1183 rVB 198428 326144 10.94% 0.925%

21 9.847 1183 1193 1199 rBV10 23618 74305 2.49% 0.211%
22 9.952 1202 1211 1216 rBV2 63779 147394 4.94% 0.418%
23 10.117 1234 1239 1245 rBV4 55518 118769 3.98% 0.337%
24 10.170 1245 1248 1258 rVB2 67352 147845 4._.96% 0.419%
25 10.328 1268 1275 1282 rVB2 331497 618208 20.74% 1.753%

26 10.657 1319 1331 1336 rBv4 94371 299857 10.06% 0.850%
27 10.775 1344 1351 1358 rBV6 46343 106356 3.57% 0.302%
28 10.928 1366 1377 1382 rBV2 217781 538301 18.06% 1.526%
29 11.045 1391 1397 1400 rBV 91900 185248 6.21% 0.525%
30 11.086 1401 1404 1409 rVB3 97421 151685 5.09% 0.430%

31 11.298 1436 1440 1443 rBvV4 38670 69619 2.34% 0.197%
32 11.386 1448 1455 1461 rVVv7 87337 272281 9.13% 0.772%
33 11.509 1471 1476 1482 rVVv4 82515 157296 5.28% 0.446%
34 11.592 1486 1490 1498 rVV5 32083 68664 2.30% 0.195%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : 6G4630-19

Misc :

ALS Vial : 12 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 11.674 1500 1504 1511 rVV5 31869 58220 1.95% 0.165%
36 11.815 1519 1528 1541 rVB6 141744 501129 16.81% 1.421%
37 11.926 1542 1547 1552 rBV5 27091 65095 2.18% 0.185%
38 11.991 1554 1558 1561 rBV5 32993 60145 2.02% 0.171%

39 12.038 1562 1566 1573 rVB5 80243 157432 5.28% 0.446%
40 12.120 1575 1580 1586 rBV5 80453 169891 5.70% 0.482%

41 12.173 1586 1589 1596 rVB 62924 101371 3.40% 0.287%

42 12.244 1598 1601 1608 rVB5 45553 84571 2.84% 0.240%
43 12.332 1608 1616 1619 rBV4 29202 75314 2.53% 0.214%
44 12.408 1626 1629 1634 rVB5 48036 70183 2.35% 0.199%
45 12.473 1634 1640 1645 rBV3 190398 395167 13.25% 1.121%
46 12.526 1645 1649 1652 rBV4 65546 94578 3.17% 0.268%
47 12.690 1672 1677 1679 rBV5 37129 68260 2.29% 0.194%

48 12.726 1679 1683 1688 rVvV3 120654 188366 6.32% 0.534%
49 12.796 1689 1695 1704 rvv2 329607 613549 20.58% 1.740%
50 12.961 1719 1723 1731 rVB2 35635 76215 2.56% 0.216%

51 13.043 1731 1737 1740 rBV6 58193 113589 3.81% 0.322%
52 13.096 1740 1746 1752 rVV7 103178 226482 7.60% 0.642%
53 13.225 1766 1768 1772 rVB3 83900 109087 3.66% 0.309%
54 13.278 1772 1777 1783 rVB4 160345 317470 10.65% 0.900%
55 13.372 1786 1793 1798 rBV 1284878 2010714 67.44% 5.702%

56 13.419 1798 1801 1805 rBV2 129737 169313 5.68% 0.480%
57 13.765 1856 1860 1864 rVB3 112454 161766 5.43% 0.459%

58 13.812 1865 1868 1873 rVB6 51514 81611 2.74% 0.231%
59 13.906 1880 1884 1891 rVB6 131556 259219 8.69% 0.735%
60 13.977 1892 1896 1897 rBV2 69930 85388 2.86% 0.242%

61 14.006 1898 1901 1904 rVV3 151688 233159 7.82% 0.661%
62 14.065 1904 1911 1916 rVB5 423154 897277 30.10% 2.544%
63 14.118 1916 1920 1929 rVB6 162959 392123 13.15% 1.112%
64 14.230 1935 1939 1945 rVB6 59127 95943 3.22% 0.272%
65 14.300 1947 1951 1954 rBV2 119701 176941 5.94% 0.502%

66 14.412 1964 1970 1974 rVB3 215916 442226 14.83% 1.254%
67 14.465 1974 1979 1983 rBV5 148758 241590 8.10% 0.685%
68 14.594 1991 2001 2011 rBV 424409 1014774 34.04% 2.877%
69 14.682 2011 2016 2021 rBV2 167440 316212 10.61% 0.897%
70 14.747 2022 2027 2037 rVB4 414023 1137354 38.15% 3.225%

71 14.858 2038 2046 2049 rBV6 266521 512454 17.19%% 1.453%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : 6G4630-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

Method :
Title :
72 14.899 2049 2053 2056 rBV 169479 241010 8.08% 0.683%
73 15.087 2082 2085 2089 rVB5 76337 97570 3.27% 0.277%
74 15.140 2090 2094 2097 rBv4 114795 202170 6.78% 0.573%
75 15.246 2108 2112 2117 rBvV2 277473 442002 14.83% 1.253%

76 15.358 2127 2131 2134 rVV3 185204 251374 8.43% 0.713%
77 15.416 2136 2141 2147 rVB3 671638 1281571 42.99% 3.634%
78 15.557 2160 2165 2169 rBV5 327026 519159 17.41% 1.472%
79 15.816 2196 2209 2214 rBV9 273350 865916 29.05% 2.455%
80 15.863 2214 2217 2223 rVV5 156044 301395 10.11% 0.855%

81 15.916 2223 2226 2234 rVB5 105035 236877 7.95% 0.672%
82 16.080 2251 2254 2258 rVB3 149343 209206 7.02% 0.593%
83 16.145 2259 2265 2271 rBV3 392134 926815 31.09% 2.628%
84 16.227 2275 2279 2288 rVB2 837317 1377426 46.20% 3.906%
85 16.380 2300 2305 2310 rVB5 119563 219892 7.38% 0.624%

86 16.674 2351 2355 2359 rVB4 109814 155322 5.21% 0.440%
87 16.844 2381 2384 2387 rVB3 137416 154406 5.18% 0.438%
88 17.373 2470 2474 2479 rBV6 120397 218357 7.32% 0.619%
89 17.485 2488 2493 2503 rBV2 527915 880904 29.55% 2.498%
90 17.773 2539 2542 2549 rVB5 118518 179713 6.03% 0.510%

91 18.137 2600 2604 2605 rBV 140894 177472 5.95% 0.503%
92 18.372 2640 2644 2649 rVB3 127503 167984 5.63% 0.476%
93 19.629 2854 2858 2863 rVB 106708 141811 4.76% 0.402%
94 20.087 2930 2936 2942 rBV 2304978 2981277 100.00% 8.454%

95 20.763 3048 3051 3057 rVB 48838 69848 2.34% 0.198%
96 21.028 3093 3096 3100 rVB 60146 69424 2.33% 0.197%
97 21.386 3154 3157 3165 rVB4 44361 72478 2.43% 0.206%
98 21.539 3179 3183 3191 rVB 52240 87547 2.94% 0.248%

99 21.756 3213 3220 3228 rVB 494481 814656 27.33% 2.310%
100 25.035 3768 3778 3791 rVB 263416 778870 26.13% 2.209%

Sum of corrected areas: 35266161
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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: BG019970.D

2000000

1500000

1000000

7.64 8.44 9.28

500000

0!

Time-->
Abundance TIC: BG019970.D

20109

2000000

15000000 1337

1000000

21.76
5000004

20.751..03212395,

O e L o o o e e B LA B o L o L e i o o B B R L I 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: BG019970.D

2000000
1500000
1000000

500000
25.03

A

e T e T e e e e e e T e e 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\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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 unknown7.64 Concentration Rank 2

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

7.64 76.04 ng 929254 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 817 (7.637 min): BG019970.D (-811) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 U IR UL I
40.0 540 ‘ 770 7.40 7.60 7.80 8.00
o....,...:l'!...,!!..,:!'.'.|,....,..8?.9,..!~.,?1?‘?.°,....,....,"...,.. m/z 68.00 49.00%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 U I UL L
7.40 7.60 7.80 8.00
310 70.0 m/z 66.00 33.19%
0 ‘ 44.0 I, 6(‘) \0 86 0 | 116.0 !
miz--> B 4 5 e 7 % 90 1% 116 1% 1% 140
Abundance
132.0
9.0 1000 T 7k 780 580
5000 ' m/z 133.95 32.88%
31.0 51.0
79.0
e R RS AR AR RS RARRS RSN WSS REALN SRS RS
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- e AREEsmEEEL e L
132.0 7.40 7.60 7.80 8.00
m/z 69.00 20.80%
5000
69.0
0 7 ‘ 89.0 103.0
0....,....‘:‘”..‘.“‘” |...‘.|..‘??|....|...‘. .‘l‘..,l.l.s.f),...., b R o ST
m/z--> 30 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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 Indane Concentration Rank 4

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

8.49 25.94 ng 317023 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 64
4 1.3-Methanopentalene. 1.2.3.5-te... 118 C9H10 128600-88-4 59
5 Benzene, 1,1"-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53

Abundance Scan 962 (8.489 min): BG019970.D (-958) (-) m/z 117.00 100.00%
111.0
5000 /\/\
39.0 63.0 910 ”@56@%&66@”
51.0 77.0 103.0
0..,....,....,....',....,'...!,:'.'..,....,....',|....,....,..!.',.1.2.6.'?... m/z 118.00 51.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8676: Indane
117.0
5000 ISR AR R R
8.20 8.40 8.60 8.80
910 m/z 115.00 27 .75%
o 150 270 390 510 830 770 | 1030 |
I S S S ST I
Abundance
117.0
820 840 860 880
5000 910 m/z 91.00 17 .49%
39.0 51.0 63.0
150 270 71.0 103.0
e R S AN RS AR AR RAARA RARRN RARSS LSRN RARSS RUSN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8706: TetraCyC|0[3.3.l.0(2,8).0(4,6)]'1']0“'2'9]’]9 LI L llll L
117.0 Mosm %osm

m/z 63.00 8.42%

5000 91.0
39.0
0.w.”.“.m,”.w.”.p.”,”.w.”.“.”,”.w.”.“.”,”.w.”

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

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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, 1,3-diethyl- Concentration Rank 18

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

8.61 11.53 ng 140894 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 96
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
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 87

Abundance Scan 983 (8.613 min): BG019970.D (-974) (-) m/z 105.00 100.00%
105.0 119.0
5000 134.0
91.0
77.0 ISR SR
390 510 650 || | | 8.20 8.40 8.60 8.80 9.00
ST USRS | SO R /N O m/z 119.00  96.99%
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
5000 134.0 IR AN AR LA
8.20 8.40 860 8.80 9.00
770 910 m/z 134.00 41 .30%
27.0 390 510 450 ‘
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
Abundance
1050 119.0
820 840 8.60 8.80 9.00
5000 134.0 m/z 91.00 30.76%
91.0
270 410 g, 650 O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14329: Benzene, 1,2-diethyl- A RRERRE . Pt
105.0 119.0 8.20 8.40 8.60 8.80 9.00
m/z 77.00 19.27%
5000 134.0
91.0
150 270 390 510 650 7\‘ Ll
0” bt R SR ST P |‘||| T |‘||| U L1 SN Y 1 1 SO— ”\” -
m/z--> 10 20 30 40 50 60 70 80 95 100 110 120 130 140 8.20 840 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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 6 Benzene, 1,2-diethyl- Concentration Rank 11

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

8.81 15.80 ng 193110 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 90
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 60
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 55
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 43
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 38

Abundance Scan 1017 (8.812 min): BG019970.D (-1012) (-) m/z 105.00 100.00%
105.0 119.0
59.0
5000 43.0 880 134.0
SR [N VY S U — II/
‘ ‘ }2.0|| ‘|| ‘ | | || 8.40 860 880 9.00 9.20
S 7 A L R 1 P 1 R m/z 119.00 87.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14324: Benzene, 1,2-diethyl- i
105.0 119.0
5000 :
9L.0 1340 8.40 8.60 8.80 9.00 9.20
77. m/z 59.00 68 .82%
27.0 39.0 51.0 65.0 ‘
0'W'”?P'ml”'““”'ﬁ'”lmtﬁ'“HP'“l””lmlW'LLL'”I““W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0 119.0
8.40 860 880 9.00 9.20
5000 91.0 134.0 m/z 85.00 51.77%
39.0 510 7o
: U 65.0
150 270
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 8.40 860 880 9.00 9.20
m/z 43.00 49 _.51%
5000 134.0
91.0
203M)m0 %OTM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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, 4-ethyl-1,2-dimethyl- Concentration Rank 3

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

9.22 27.16 ng 331922 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 70
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 64
3 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 64
4 Benzene. 1-methvl-4-(l-methvleth... 134 C10H14 000099-87-6 64
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 64

Abundance Scan 1086 (9.218 min): BG019970.D (-1082) (-) m/z 119.00 100.00%
119.0
5000
91.0 134.0
39.0 51.0 65.0 77|° | 105.0 | | 1480 8.80 9.00 9.20 9.40 9.60
Obrrprrrrrrrrr el el el e bl 2480, m/z 117.00  36.12%
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 [T T
010 134.0 8.80 9.00 9.20 9.40 9.60
770 L 105.0 m/z 91.00 27.14%
150 27.0 39.0 510 650 " 4l
iz 1 % 3 4o % e 7o 80 % 10 1o 13 130 145 150
Abundance
119.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 134.00 24 _.67%
770 91.0 134.0
15,0 27.0 39.0 5.0 650 " 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14370: Benzene, 1-ethyl-2,4-dimethyl-
119.0 8.80 9.00 9.20 9.40 9.60
m/z 115.00 17.07%
5000
91.0 134.0
]50”O3m3q0 @o 0 1%0\H
| Il
m/z--> 16 25 §o Jo 55 eb fo éo 95 160 110 150 1§o 140 1éo 8.80 9.00 9.20 9.40 9.60

8270-BG120215.M Mon Dec 07 19:01:52 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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 unknown9.46 Concentration Rank 16

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

9.46 12.13 ng 148258 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1-methoxv-2-(l-methvlet... 148 C10H120 010278-02-1 38
2 Ethanone. 1-(2.5-dimethviphenvl)- 148 C10H120 002142-73-6 35
3 2-Propenal. 3-(4-methviphenvl)- 146 C10H100 001504-75-2 25
4 2-tert-Butvltoluene 148 C11H16 001074-92-6 25
5 Benzene, [(2-methyl-2-propenyl)o... 148 C10H120 005820-22-4 22

Abundance Scan 1127 (9.459 min): BG019970.D (-1120) (-) m/z 105.00 100.00%
105.0 133.1
5000 91.0 148.0

41.0 55.0 69.0

| h Ll | Lo ] | | 9.20 9.40 9.60 9.80
”I'”'I""l"'Il"I"I“I!'I'I'I!II!Ill'l"'lll!I!I"II"'l!'II!I!'|='!|"|""!'|--|--l--'!-|....| m/z 133.10 93 34%

118.9 ‘

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21758: Benzene, 1-methoxy-2-(1-methyletheny!)-
105.0 133.0
148.0
5000
770 9.20 9.40 9.60 9.80
39.0 510 m/z 91.00 50.10%
27.0 630 M 910 117.0
0 ‘ \‘\m ‘ Il LIl |
.qu.qun,uup.”P”.P”.P”q.”q”.qnu,nu,unp.npn.vuq
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105.0 133.0
9.20 9.40 9.60 9.80
5000 148.0 m/z 148.00 42 .85%
43.0 7.0
63.0
o150 270 91.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20662: 2-Propenal, 3-(4-methylphenyl)-
131.0 9.20 9.40 9.60 9.80
m/z 87.00 37.95%
5000
910 115.0 146.0
39.0 65.0 1030
51.0 77.0 ‘
0”“”.“”w””pm”“”.“”w”.wnnm.”“”..”ﬁ””,””“”.“”w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.20 9.40 9.60 9.80

8270-BG120215.M Mon Dec 07 19:01:53 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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 9 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

975 12.12ng 326144  Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1l-methvl-2-(1-methvleth... 134 C10H14 000527-84-4 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
3 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 91
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 1177 (9.753 min): BG019970.D (-1171) (-) m/z 119.00 100.00%
119.0
5000 134.0
91.0
39.0 510 650 77.0 | 103.0 9.40 9.60 9.80 10.00
Obrrprrerprrer e ottt e m/z 134.00  39.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)-
119.0
5000
340 9.40 9.60 9.80 10.00
91.0 134. m/z 91.00 17.75%
o 270 419 530 690 770 | 1030 ‘
T T T R T R R R R e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
134.0 9.40 9.60 9.80 10.00
5000 m/z 120.00 10.22%
91.0
15,0 27.0 390 510 650 77.0 105.0
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 9.40 9.60 9.80 10.00
m/z 115.00 8.34%
5000
91.0 134.0
77.0 105.0
39.0 51.0 65.0
..,%.5.'(.),.??'.?....‘,‘....i‘.‘...,.‘.‘..,...‘l‘,....‘,a...,a‘l‘a.,..‘a‘.l....,..‘..,....
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 07 19:01:54 2015

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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 1-Phenyl-1-butene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.33 22.97 ng 618208 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 60
2 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 60
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 60
4 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 60
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 60
Abundance Scan 1275 (10.328 min): BG019970.D (-1268) (-) m/z 117.00 100.00%
117.0
5000
77.0 T T T
39.0 10.00 10.20 10.40 10.60
0 oL 28 Tm/z 119.00  77.66%
m/z--> 50 100 150 200 250 300 350
Abundance #13569: 1-Phenyl-1-butene
117.0
5000
10.00 10.20 10.40 10.60
m/z 115.00 36.18%
390 77.0 ‘
0::‘:‘:i““:muhu‘:‘l““‘u‘u“u“u|||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
117.0
10.00 10.20 10.40 10.60
5000 m/z 134.00 29.90%
66.0
27.0
S L L (L B L L WL WA
m/z--> 50 100 150 200 250 300 350
Abundance #13568: 3-Phenylbut-1-ene R S
117.0 10.00 10.20 10.40 10.60
m/z 132.00 28.82%
5000
39.0 77.0
bt fot b g g A U’V N SR
m/z--> 50 100 150 200 250 300 350 10.00 10.20 10.40 10.60

8270-BG120215.M Mon Dec 07 19:01:55 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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 unknownl10.66 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.66 11.14 ng 299857 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. trimethvimethvlene- 96 C7H12 034462-28-7 47
2 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 47
3 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 47
4 3-Hepten-1-ol. (E)- 114 C7H140 002108-05-6 47
5 3-Hepten-1-ol 114 C7H140 010606-47-0 47
Abundance Scan 1331 (10.657 min): BG019970.D (-1319) (-) m/z 81.00 100.00%
81.0
97.0
55.0
5000 410 69.0
109.0 10,40 10.60 10.80 11.00
123.0 138.0
o..,....,....,....|:!|.'..,-:|!I|!||..'.|I!|:~..-'|'.'.|.,.!“.,....,....,.-...,....,...1.?.2.9., m/z 96.95 61.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2872: Cyclopropane, trimethylmethylene-
81.0
5000 410 LN BN SULLN SIS I
96.0 10.40 10.60 10.80 11.00
67.0
27.0 ‘ m/z 55.00 56.59%
OIIII”III”‘I\I””\ I ”\‘ m "H'l""'ll"'l""'|""|""|""|'"'|""|""|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
81.0
10,40 10.60 10.80 11.00
5000 67.0 m/z 41.00 50.95%
55.0 96.0
39.0 :
27.0
ol 15.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2829: Cyclohexene, 3-methyl- e RARES B S
81.0 10.40 10.60 10.80 11.00
m/z 96.00 44 . 49%
5000 e 680 96.0
070 390
0“&?%'“W““M““V“'VHWH“h““V“w'HWH“V“W'HWH“V'“l R AR U S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.40 10.60 10.80 11.00

8270-BG120215.M Mon Dec 07 19:01:56 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.39 10.12 ng 272281 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 86
2 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 47
3 2-Methvlbenzvl cvanide 131 C9HON 022364-68-7 27
4 7-Azabicvclol4.2.21deca-2.4.9-tr... 147 C9HONO 017198-06-0 25
5 Benzene, cyclobutyl- 132 C10H12 004392-30-7 22
Abundance Scan 1456 (11.392 min): BG019970.D (-1448) (-) m/z 104.00 100.00%
104.0
5000
910 146.0

11.00 11.20 11.40 11.60 11.80

39.0 51.0 63.0 78.0

01 m/z 146.00 41 .85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20759: Naphthalene, 1,2,3,4-tetrahydro-2-methy!-
104.0
91.0 11.00 11.20 11.40 11.60 11.80
39.0 131.0 m/z 91.00 33.56%
15.0 27.0 51.0 3.0 77.0 117.0 ‘
c.wuhpnwnnpnqhnﬁﬂwnﬂpu.LHJK.JM.HAHHth””“.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
104.0
T
146.0 11.00 11.20 11.40 11.60 11.80
5000 m/z 131.00 25.38%
117.0
27.0 39.0 58.0 78.0 91.0 131.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13535: 2-Methylbenzyl cyanide
104.0 11.00 11.20 11.40 11.60 11.80
m/z 115.00 21 .30%
5000 oL0 131.0
’ 116.0
77.0
o ssozrososo 070 | |
T T T T B T e e R,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11.20 11.40 11.60 11.80

8270-BG120215.M Mon Dec 07 19:01:57 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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 Cyclohexene, l1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.81 18.62 ng 501129 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. l1l-methvl- 96 C7H12 000591-49-1 52
2 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 47
3 1.17-Bicvcloheptvl 194 C14H26 023183-11-1 47
4 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 46
5 3-Cyclohexen-1-one, 2,5,5-trimet... 138 C9H140 058795-34-9 38
Abundance Scan 1527 (11.809 min): BG019970.D (-1519) (-) m/z 81.00 100.00%
55.0 81.0 97.0
5000
2P LN DR BAURN SUN B
0 131.0145.9 11.40 11.60 11.80 12.00 12.20
ol AR e, 80 | Tm/z 97.00 97.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2828: Cyclohexene, 1-methyl-
81.0
5000 39.0 55.0 96.0 11.40 11.60 11.80 12.00 12,20
‘ ‘ m/z 96.00 89.87%
0...‘.|.‘l..‘|‘. \“ ‘.‘..|‘....|....|....|....|....|....|.
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
81.0
11:40 11.60 11.80 12.00 12,20
5000 m/z 55.00 81.26%
550 96.0
39.0
15.0
L S S UL WL UL NI UL WL o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52074: l,l’—BicycIoheptyI LS BLELLEL B LN B
0 96.0 11.40 11.60 11.80 12.00 12.20
5. m/z 41.00 39.87%
5000 810
0 290 | | ‘M o 123.0138.0  166.0 1940
m/z--> 20 4'0 60 8 100 120 140 160 180 200 11140 11.60 11.80 12.00 12.20

8270-BG120215.M Mon Dec 07 19:01:57 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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 14 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.47 14.68 ng 395167 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 94
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 92
3 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 46
4 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 43
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 43

Abundance Scan 1640 (12.473 min): BG019970.D (-1634) (-) m/z 131.00 100.00%
130.0
146.0
5000 119.
95.0
360 %59 600 12.20 12.40 12.60 12.80
0 1600 179.9 m/z 118.00 70.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20756: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
131.0
146.0
5000 117.0
390 91.0 12.20 12.40 12.60 12.80
15.0 ‘ 63.0 77.0 m/z 146.00 62.24%
0 ‘ \‘u il “H A \m Mm‘“ N \‘ ) ‘ | \H ‘ A ‘\
LSRR AL L SRS DL SN VRIS DAL S
m/z--> 20 40 80 100 120 140 160 180
Abundance
131.0
146.0 12.20 12.40 12.60 12.80
5000 117.0 m/z 116.95 49 .89%
39.0 91.0
15.0 63.0 77.0
L L L B L WL L S B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21143: 1H-1,3,2-Benzodiazaborole, 2—ethy|—2,3—dihydr0— LI I L L
146.0 12.20 12.40 12.60 12.80
m/z 115.00 38.59Y%
5000 131.0
117.0
oL 270 520 760%0 | | ||
m/z--> 20 40 ' 80 100 120 140 160 180 12.20 12.40 12.60 12.80

8270-BG120215.M Mon Dec 07 19:01:58 2015

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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, 1,7-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .07 15.78 ng 897277 Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 95
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 91
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 89
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 87
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 86
Abundance Scan 1912 (14.071 min): BG019970.D (-1904) (-) m/z 156.00 100.00%
140. 0
5000
13.80 14.00 14.20 14.40
of m/z 140.95 93.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27188: Naphthalene, 1,7-dimethyl-
156.0
141.0
5000
13.80 14.00 14.20 14.40
1150 m/z 146.00 70.12%
0 : 390 | 63.0 7ﬂ\.0 101.0 ‘ \‘\ Ll \H\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0
13.80 14.00 14.20 14.40
5000 m/z 118.00 67 .59%
115.0
o70 510 760 o
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27195: Naphthalene, 1,6-dimethyl-
0 156.0 13.80 14.00 14.20 14.40
14l m/z 117.00 54 _44%
5000
115.0
m/z--> 20 40 60 80 100 120 140 160 180 13.80 14.00 14.20 14.40

8270-BG120215.M Mon Dec 07 19:01:59 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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 4-Isopropylphenylacetic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.59 17.84 ng 1014770 Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-1sopropviphenvlacetic acid 178 C11H1402 004476-28-2 89
2 Benzoic acid. 4-(1-methvlethvl)-._.. 178 C11H1402 020185-55-1 47
3 Propofol 178 C12H180 002078-54-8 47
4 Silane. triethoxvmethvl- 178 C7H1803Si 002031-67-6 47
5 N1,N1-Diethyl-3-methyl-para-phen... 178 C11H18N2 002051-79-8 47
Abundance Scan 2000 (14.588 min): BG019970.D (-1991) (-) m/z 163.00 100.00%
168.0
5000 91.0 178.0
117.0133.0
193.0 14.20 14.40 14.60 14.80 15.00
0 ; m/z 91.00 48.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41008: 4-Isopropylphenylacetic acid
117.0 163.0
5000 91.0 178.0 14.20 14.40 14.60 14.80 15.00
45.0 m/z 178.00 44 _19%
27.0 65.0 ‘ ‘ 133.0
0...|.‘...‘|.‘.“..|‘.‘...‘|..‘..|‘.‘..l|....|....ll...l....l.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
163.0
14.20 14.40 14.60 14.80 15.00
5000 oo 2% 7o 1mo m/z 117.00  35.18%
410 990
76.0
G S L S UL B L WL LI UL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41205Pr0p0f0| BRI BRI B B L B
168.0 14.20 14.40 14.60 14.80 15.00
m/z 133.00 32.69%
5000
178.0
121.0
. 41.0 590 740 901065717 1470
m/z--> 2'0 40 60 80 100 120 140 160 15';0 200 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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 unknownl5.42 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.42 22.54 ng 1281570 Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzonitrile. 2-amino-5-nitro- 163 C7H5N302 017420-30-3 30
2 1H-Benzimidazole. 5-nitro- 163 C7H5N302 000094-52-0 30
3 Benzene. 1-(1l-hvdroxvethvl)-4-is... 178 C12H180 040150-92-3 22
4 Benzene. 1-(1.1-dimethvlethvl)-4._... 178 C12H180 003395-87-7 22
5 1H-Indene, 2,3-dihydro-5-nitro- 163 C9HINO2 007436-07-9 22
Abundance Scan 2142 (15.422 min): BG019970.D (-2136) (-) m/z 163.00 100.00%
163.0
5000 91.0  117.0 192.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
15.00 15.20 15.40 15.60 15.80
0 m/z 117.00 45 .88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31355; Benzonitrile, 2-amino-5-nitro-
163.0
90.0
5000 AL AR B BN B
117.0 15.00 15,20 15.40 15.60 15.80
63.0 133.0 m/z 91.00 45 _55Y%
0'¥59'=ﬁi9'l'll”'l"“'lL"I"J'P"'Il'”l""l'”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
163.0
UL SUNIUN B B
15.00 15.20 15.40 15.60 15.80
90.0
5000 117.0 m/z 192.00  39.55%
63.0 133.0
0'}%q'ﬁ%?"W""P"'P"'P"'P"'I”"I”"I”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41250: Benzene, 1-(1- hydroxyethyl) -4-isobutyl- aE e e
17.0 163.0 15.00 15.20 15.40 15.60 15.80
m/z 149.00 36.65%
43.0
5000
91.0
1350
m/z--> 20 40 60 80 100 120 140 160 180 200 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl15.82 Concentration Rank 13

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

15.82 15.23 ng 865916 Acenaphthene-d10 14.75

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dihvdronaphthalene 130 C10H10 000612-17-9 25
2 (BEY-4-Chloro-3-methvl-1.3-hexadiene 130 C7H11CI 105949-71-1 25
3 1H-Indene. 3-methvl- 130 C10H10 000767-60-2 25
4 Cvcloproplalindene. 1.la.6.6a-te... 130 C10H10 015677-15-3 25
5 1-Indolinecarboxaldehyde, 2-hydr... 177 C1O0H11NO2 013303-69-0 18

Abundance Scan 2210 (15.822 min): BG019970.D (-2196) (-) m/z 130.00 100.00%
130.0
5000
15.60 15.80 16.00 16.20
(o m/z 91.00 54 _.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12671: 1,4-Dihydronaphthalene
130.0
5000 LA L B L L L L L LB
15. 60 15. 80 16. OO 16. 20
64.0 m/z 129.00 52.25%
olzo B L ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
95.0
130.0 N —
67.0 15.60 15.80 16.00 16.20
5000 m/z 177.00 49 .54%
39.0
S R e T S SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12666: 1H-Indene, 3-methyl- L B o
130.0 15.60 15.80 16.00 16.20
m/z 131.00 40.65%
5000
51.0 770
27.0 \ \‘ M 1020 | \‘
0.“...ﬁ.......“..w...w...w...w...w..”,..”,.. et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15. 60 15. 80 16. OO 16. 20

8270-BG120215.M Mon Dec 07 19:02:03 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120615\
Data File : BG019970.D

Aca On : 6 Dec 2015 17:02

Operator : UM/NP

Sample : G4630-19

Misc :

ALS Vial : 12 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 1-Naphthalenecarboxylic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.15 21.04 ng 926815 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 94
2 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 47
3 Cinnamic acid. .alpha...beta.-di... 176 C11H1202 1000151-56-4 46
4 N.N-Dimethvlthiocarbamic acid. 3... 235 C13H17NOS 1000197-43-1 38
5 2-Butene, 3-chloro-1-phenyl-, (Z)- 166 C10H11CI 016608-68-7 35
Abundance Scan 2266 (16.151 min): BG019970.D (-2259) (-) m/z 131.00 100.00%
131.0

5000

15.80 16.00 16.20 16.40
0 196.1 _222.0 m/z 176.00  64.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39811: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131.0
_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_f

5000
9.0 4450 15.80 16.00 16.20 16.40

39.0 63.0

51.0
270 ‘ m/z 115.00 40.10%
75.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
131.0
e B
15.80 16.00 16.20 16.40
5000 91.0 176.0 m/z 158.00 37.85%
115.0
51.0
158.0
oLttt e e Al e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39778: Cinnamic acid, .alpha.,.beta.-dimethyl-
176.0 15.80 16.00 16.20 16.40
m/z 117.00 28.00%
115.0
5000 91.0 158.0
270 51.0 TF,Q
0-|~--|~--|Z%b--~|--~|--~|--~|------w---w-- e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120615\
Data File : BG019970.D

Acq On : 6 Dec 2015 17:02

Operator : UM/NP

Sample - G4630-19

Misc :

ALS Vial : 12 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]
unknown? .64 7.64 76.0 ng 929254 1 8.11 244411 20.0
Indane 8.49 25.9 ng 317023 1 8.11 244411 20.0
Benzene, 1,3-diet... 8.61 11.5 ng 140894 1 8.11 244411 20.0
Benzene, 1,2-diet... 8.81 15.8 ng 193110 1 8.11 244411 20.0
Benzene, 4-ethyl-_._. 9.22 27.2 ng 331922 1 8.11 244411 20.0
unknown9 .46 9.46 12.1 ng 148258 1 8.11 244411 20.0
Benzene, 1l-methyl... 9.75 12.1 ng 326144 2 10.93 538301 20.0
1-Phenyl-1-butene 10.33 23.0 ng 618208 2 10.93 538301 20.0
unknownl10.66 10.66 11.1 ng 299857 2 10.93 538301 20.0
Naphthalene, 1,2,... 11.39 10.1 ng 272281 2 10.93 538301 20.0
Cyclohexene, 1-me... 11.81 18.6 ng 501129 2 10.93 538301 20.0
Naphthalene, 1,2,... 12.47 14.7 ng 395167 2 10.93 538301 20.0
Naphthalene, 1,7-... 14.07 15.8 ng 897277 3 14.75 1137350 20.0
4-1sopropylphenyl ... 14.59 17.8 ng 1014770 3 14.75 1137350 20.0
unknownl15.42 15.42 22.5 ng 1281570 3 14.75 1137350 20.0
unknownl15.82 15.82 15.2 ng 865916 3 14.75 1137350 20.0
1-Naphthalenecarb... 16.15 21.0 ng 926815 4 17.48 880904 20.0
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