LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample : H5531-02

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:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 3.898 169 180 191 rBV3 607267 1333384 6.40% 0.756%
2 4.139 211 221 225 rBV 169146 312713 1.50% 0.177%
3 4.233 232 237 242 rBV2 168509 292559 1.40% 0.166%
4 4.380 254 262 268 rBV3 121292 254724 1.22% 0.144%
5 4.574 290 295 299 rBV4 209452 384330 1.84% 0.218%
6 4.621 299 303 308 rVV3 116482 216800 1.04% 0.123%
7 4.709 308 318 328 rVB5 232917 633858 3.04% 0.359%
8 4.868 339 345 354 rVB 239654 429161 2.06% 0.243%
9 4.950 354 359 367 rBV3 132045 226007 1.08% 0.128%
10 5.332 418 424 427 rvv2 213114 411502 1.97% 0.233%

11 5.373 427 431 435 rVV3 385319 671265 3.22% 0.380%
12 5.420 435 439 446 rVB3 399867 730035 3.50% 0.414%
13 5.661 475 480 485 rBvV2 132468 242952 1.17% 0.138%
14 5.743 485 494 500 rBV 11193420 20839806 100.00% 11.811%
15 5.802 500 504 512 rvVB 1327360 2235269 10.73% 1.267%

16 5.902 512 521 527 rBV 11684809 20715434 99.40% 11.740%
17 6.125 548 559 565 rBV5 149260 349286 1.68% 0.198%
18 6.325 589 593 607 rvB2 369750 816425 3.92% 0.463%
19 6.507 617 624 629 rBv4 148510 264079 1.27% 0.150%
20 6.730 652 662 673 rBV 1914437 3670452 17.61% 2.080%

21 6.877 682 687 698 rvB9 106160 286283 1.37% 0.162%
22 7.065 714 719 725 rBVe 201412 428201 2.05% 0.243%
23 7.224 740 746 755 rVvVB 1716600 3033695 14.56% 1.719%
24 7.394 769 775 784 rVvVv2 2899605 5265447 25.27% 2.984%
25 7.641 801 817 829 rBV 2205993 4184372 20.08% 2.371%

26 7.794 835 843 850 rBV 1915304 3537433 16.97% 2.005%
27 7.905 854 862 870 rVB 5682317 10097026 48.45% 5.722%
28 8.152 901 904 908 rvv2 187974 275099 1.32% 0.156%
29 8.264 917 923 933 rvv3 391029 802110 3.85% 0.455%
30 8.375 933 942 953 rVB 4026612 7228210 34.68% 4._.096%

31 8.593 971 979 983 rBV 1440197 2561176 12.29% 1.452%
32 8.640 983 987 995 rVB 869825 1517441 7.28% 0.860%
33 8.746 999 1005 1010 rBV2 244471 386218 1.85% 0.219%
34 8.898 1023 1031 1034 rBV2 334809 637687 3.06% 0.361%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample : H5531-02

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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.951 1034 1040 1049 rvB 1175100 2168930 10.41% 1.229%

36 9.092 1054 1064 1071 rVV 2196268 4501117 21.60% 2.551%
37 9.210 1078 1084 1089 rBV2 434435 761245 3.65% 0.431%
38 9.263 1089 1093 1101 rVB 226849 370697 1.78% 0.210%
39 9.368 1104 1111 1116 rBV3 1002967 1847425 8.86% 1.047%
40 9.445 1117 1124 1136 rVB2 1613761 3438695 16.50% 1.949%

41 9.539 1136 1140 1146 rBV6 104283 234687 1.13% 0.133%
42 9.703 1163 1168 1178 rVB3 303399 602994 2.89% 0.342%
43 9.891 1194 1200 1205 rVB 269569 443307 2.13% 0.251%
44 9.950 1205 1210 1218 rVV 434516 723465 3.47% 0.410%
45 10.150 1238 1244 1246 rBV4 159512 276245 1.33% 0.157%

46 10.244 1254 1260 1261 rBV3 254985 407546 1.96% 0.231%
47 10.320 1270 1273 1277 rBV2 120328 240358 1.15% 0.136%
48 10.420 1280 1290 1294 rVV3 448760 1290683 6.19% 0.731%
49 10.479 1294 1300 1306 rVB 897983 1676933 8.05% 0.950%
50 10.643 1314 1328 1336 rBV6 770624 2505174 12.02% 1.420%

51 10.720 1336 1341 1346 rVV 254645 467359 2.24% 0.265%
52 10.779 1346 1351 1358 rVV3 431379 788086 3.78% 0.447%
53 11.055 1393 1398 1400 rBV4 142688 219267 1.05% 0.124%
54 11.096 1400 1405 1408 rVV2 434296 808481 3.88% 0.458%
55 11.149 1408 1414 1424 rVB 2947963 5656030 27.14% 3.205%

56 11.384 1441 1454 1468 rBV4 412333 1452505 6.97% 0.823%
57 11.777 1516 1521 1531 rVB6 187192 397336 1.91% 0.225%
58 11.930 1533 1547 1555 rBV2 593336 2091807 10.04% 1.185%
59 12.048 1562 1567 1574 rBV2 315825 637617 3.06% 0.361%
60 12.142 1578 1583 1588 rVV7 115357 259932 1.25% 0.147%

61 12.459 1632 1637 1646 rVB2 653434 1160097 5.57% 0.657%
62 12.606 1651 1662 1671 rBV7 411984 1062705 5.10% 0.602%
63 12.729 1673 1683 1690 rVB 1433472 2521860 12.10% 1.429%
64 12.794 1690 1694 1701 rBV6 137257 257775 1.24% 0.146%
65 12.947 1711 1720 1730 rBV 1007907 2025218 9.72% 1.148%

66 13.088 1732 1744 1754 rVB2 1228096 3561881 17.09% 2.019%
67 13.199 1754 1763 1768 rBV5 221937 624981 3.00% 0.354%
68 13.317 1777 1783 1792 rBV5 248301 601326 2.89% 0.341%
69 13.511 1805 1816 1821 rVB 3364619 6150243 29.51% 3.486%
70 13.569 1821 1826 1831 rBV4 191417 357715 1.72% 0.203%

71 13.669 1834 1843 1847 rBV4 518363 1276931 6.13% 0.724%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample : H5531-02

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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.057 1898 1909 1913 rBV7 231320 690382 3.31% 0.391%
73 14.098 1913 1916 1919 rVvV5 151696 212390 1.02% 0.120%
74 14.139 1919 1923 1927 rVvVv3 185137 275582 1.32% 0.156%
75 14.192 1927 1932 1938 rVB4 337534 670884 3.22% 0.380%

76 14.257 1938 1943 1945 rBV2 199359 293564 1.41% 0.166%
77 14.415 1966 1970 1976 rVvv8 105405 247943 1.19% 0.141%
78 14.486 1978 1982 1988 rVB5 164422 328867 1.58% 0.186%
79 14.662 2007 2012 2019 rVB6 193495 386372 1.85% 0.219%
80 14.774 2026 2031 2036 rBvV2 257983 438226 2.10% 0.248%

81 14.844 2040 2043 2045 rVVv4 179655 275785 1.32% 0.156%
82 14.885 2045 2050 2057 rVB 802837 1354166 6.50% 0.767%
83 16.366 2295 2302 2309 rBV 3510192 5548150 26.62% 3.144%
84 17.623 2510 2516 2528 rVB2 1107734 1833220 8.80% 1.039%
85 18.470 2656 2660 2665 rBV5 135644 211439 1.01% 0.120%

86 20.203 2949 2955 2962 rBV 6727970 9600763 46.07% 5.441%
87 21.918 3240 3247 3256 rVB 1424168 2481787 11.91% 1.407%
88 25.350 3819 3831 3842 rBV2 802476 2461284 11.81% 1.395%

Sum of corrected areas: 176449896
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG024690.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Cyclohexane, methyl- Concentration Rank 19

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

3.90 33.25 ng 1333380 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvl- 98 C7H14 000108-87-2 93
2 1H-Pvrazole. 4.5-dihvdro-1.5-dim... 98 C5H10N2 005775-96-2 52
3 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 52
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 49
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 49

Abundance Scan 180 (3.898 min): BG024690.D (-169) (-) m/z 55.05 100.00%
83
5000

3.60 3.80 4.00 4.20

ol 124 160 207239 280 326 377 425 493 542 m/z 83.10 93_45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3340: Cyclohexane, methyl-
55 83
5000

3.60 3.80 4.00 4.20

27‘ m/z 41.10 65.24%
o,uw.ﬂ.d”,..”,................,”..,.”.,..”,..”,.
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83
42
3.60 3.80 4.00 4.20
5000 m/z 59.10 47 .61%
of—Hd
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3351: 2-Pentene, 2,3-dimethyl- R B AR mmams
55 g3 3.60 3.80 4.00 4.20
m/z 98.10 33.02%
5000
27
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Benzene, (1-methylethyl)- Concentration Rank 6

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

6.73 91.52 ng 3670450 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. 1-ethvl-2-methvl- 120 C9H12 000611-14-3 83
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 80
5 2,4-Nonadiyne 120 C9H12 063621-15-8 64

Abundance Scan 662 (6.730 min): BG024690.D (-652) (-) m/z 105.10 100.00%
105
5000
= 6 o0 6b0 7b0
Ol rrrk ,L] 34 ell2do 34 386 429 48 m/z 120.10 25.88%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9411: Benzene, (1-methylethyl)-
105
5000 DRSS A AR
6.40 6.60 6.80 7.00
51 77 m/z 77.10 20.36%
0 }§”thkJJ'f“|""|'“'|""|”"|"'w""|"“|'
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
105
640 6.60 6.80 7.00
5000 m/z 79.10 16.89%
39 47
O S L L WL U B (LRI WL I
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9427: Benzene, 1-ethyl-2-methyl- R R ,/
105 6.40 6.60 6.80 7.00
m/z 51.10 14 .23%
5000
5177
0 }§“'LLMlH”'“|""|'“'|""l'“'l""l'“'l""l' ISR AR SRS LA RN
m/z-> 0 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Benzene, propyl- Concentration Rank 8

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

7.22 75.64 ng 3033700 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 93
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
3 Benzeneacetaldehvde 120 C8H80 000122-78-1 62
4 1.2-Ethanediamine. N.N"-bis(phen... 240 C16H20N2 000140-28-3 59
5 6-Difluoromethyl-5-phenylmethane... 316 C12H10F2N204S 1000317-93-5 43

Abundance Scan 745 (7.218 min): BG024690.D (-740) (-) m/z 91.10 100.00%
dq1
5000
o, | 6.80 7.00 '7"26"7'/'4\16' 7'6/3
Ol e J..I..15?..1.94..?3.92.6.6.295...3?48..3.5?8....,....,...“?‘}9. m/z 120.10 19.58%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9407: Benzene, propyl-
91
5000 [Trr [ T rr[rrr o
6.80 7.00 7.20 7.40 7.60
120 m/z 65.10 13.84%
39
0“..4j..,.”.,”........” e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
91
6.80 7.00 7.20 7.40 7.60
5000 120 m/z 92.10 12.80%
39 209
e ot T Bt o i e e T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9372: Benzeneacetaldehyde
o1 6.80 7.00 7.20 7.40 7.60
m/z 78.05 7.27%
5000
120
39
-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Benzene, l-ethyl-2-methyl- Concentration Rank 5

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

7.64 104.33 ng 4184370 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 817 (7.641 min): BG024690.D (-801) (-) m/z 105.10 100.00%
105
5000
s1 ) 740 7.60 7.80 8.00
0 ...+,'~.ﬂ.|'. [ 140 177 200 244 276306 401 476 | 950,10 29.77%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105
5000 /x"'l""l""l""l"'
7.40 7.60 7.80 8.00
7 m/z 77.10 16 .50%
o7 51
0"“L#mhmlﬂ”'l"”I"'W""P"'I”"I'”'I"”
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
105
7.40 7.60 7.80 8.00
5000 m/z 91.10 15.03%
77
27 51
e S S UL UL U UL B UL BRI
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105 7.40 7.60 7.80 8.00
m/z 79.10 12.82%
5000
5177
0 '%7£LLHHI““"I”"I""I'”'I""I"”I""I"”
m/z-> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknown7.79 Concentration Rank 7

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

7.79 88.20 ng 3537430 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 842 (7.788 min): BG024690.D (-835) (-) m/z 132.00 100.00%
132
68
5000
96 A RARRE RN AR RS S
40 7.40 7.60 7.80 8.00 8.20
ol 177 221252284 344 378 462 505 544 n/z 68.10 54_61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 RN S R R R
7.40 7.60 7.80 8.00 8.20
m/z 66.05 40.95%
og 63 104
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
9 o 7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.21%
31
e S I W B L B WL WL I S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 25.23%
5000
104
63 J
o,H.UPLi.“h..“..............w.......w..”,..”,.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Benzene, 1,2,4-trimethyl- Concentration Rank 3

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

7.91 251.76 ng 10097000 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91

Abundance Scan 863 (7.911 min): BG024690.D (-854) (-) m/z 105.05 100.00%
105
5000
\
s1 1 760 7.80 8.00 8.20
ol d Ll 428 205232 267201 320 377402 431 m/z 120.10 45.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
\
5000 U S I L U
7.60 7.80 8.00 8.20
28 o 77 m/z 77.10 16.81%
0 .‘.“.‘.‘i‘“.”.mu.‘lH.“‘.‘..l....|....|....|....|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
105
7.60 7.80 8.00 8.20
5000 m/z 91.10 14.27%
39 47
L W L U UL WL L W S
m/z--> 50 100 150 200 250 300 350 400
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 7.60 7.80 8.00 8.20
m/z 119.10 14.07%
5000
77
0}Qﬁﬁw”l}f'“'w""|"'w""|"”|""|'”'
m/z--> 50 100 150 200 250 300 350 400 7.60 7.80 8.00 8.20

8270-BG102516.M Mon Nov 07 14:48:48 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Benzene, 1,2,3-trimethyl- Concentration Rank 4

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

8.38 180.23 ng 7228210 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 943 (8.381 min): BG024690.D (-933) (-) m/z 105.10 100.00%
105
5000
s L 8.00 8.0 8.40 8.60 8.80
ol i g4 175 221251 204 334 300 420 486 84T | ns 150 10 40.60%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 SRR R
8.00 8.20 8.40 8.60 8.80
m/z 77.10 16.89%
39 77
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105
8.00 820 8.40 8.60 8.80
5000 m/z 91.10 15.04%
39 77
e - e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105 8.00 8.20 8.40 8.60 8.80
m/z 119.10 14.11%
5000
mz> 0 %0 100 180 200 250 300 3o 40 40 500 20| | 800 820 840 860 850

8270-BG102516.M Mon Nov 07 14:48:49 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Indane Concentration Rank 17

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

8.64 37.84 ng 1517440 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 90
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
4 Benzene. 1-propenvl- 118 C9H10 000637-50-3 74
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 64

Abundance Scan 987 (8.640 min): BG024690.D (-983) (-) m/z 117.10 100.00%
117
5000
o1 "J\”"P"W"”I'”
39 63 8.40 8.60 8.80 9.00
O dlpll du B 140165 205 209 385381 415 | y77118.10  56.43%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #8949: Indane
117
5000 A e
8.40 8.60 8.80 9.00
39 91 m/z 115.05 27 .37%
0:I|-3||||T:)|||||||||||||||||| T
miz--> 0 50 100 150 200 250 300 350 400
Abundance
117
8.40 8.60 8.80 9.00
5000 o1 m/z 91.10 24 .84%
39 65
L L L L L L LA L B
miz--> 0 50 100 150 200 250 300 350 400
Abundance #8966: Benzene, cyclopropyl-
117 8.40 8.60 8.80 9.00
m/z 63.05 11.60%
5000 91
51
0.?‘”.,“Ju.'l.‘.,‘{....,....,....,....,....,....,..
miz--> 0 50 100 150 200 250 300 350 400 8.40 8.60 8.80 9.00

8270-BG102516.M Mon Nov 07 14:48:50 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Benzenemethanol, _alpha.-me... Concentration Rank 11

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

8.95 54.08 ng 2168930 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha.-methvl- 122 C8H100 000098-85-1 95
2 Benzenemethanol. .alpha.-methvl-... 122 C8H100 001445-91-6 94
3 Benzenemethanol. .alpha.-methvl-... 122 C8H100 001517-69-7 94
4 Mandelic acid 152 C8H803 000090-64-2 72
5 (R)-(+)-1-Phenyl-1-propanol 136 C9H120 001565-74-8 72

Abundance Scan 1040 (8.951 min): BG024690.D (-1034) (-) m/z 79.10 100.00%
79
107
5000
43
8.60 8.80 9.00 9.20
0 .,.«.11?.4,..1.8.6, 224 200 324354 396 A48 524 'm/z 107.10 75.16%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9982: Benzenemethanol, .alpha.-methyl-
79 107
5000
8.60 8.80 9.00 9.20
o1 m/z 77.10 67.64%
m}§”!"'I'”'I”"P"W"”I'”'I”"P"W"”I'”'
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
79 107
8.60 8.80 9.00 9.20
5000 43 m/z 43.10 25.74%
S O S L I W B WL S S L B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9992: Benzenemethanol, .alpha.-methyl-, (R)-
79 107 8.60 8.80 9.00 9.20
m/z 51.05 24 .33%
5000
43
S O S L I B L WL S S L B
mz-> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20

8270-BG102516.M Mon Nov 07 14:48:51 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 13 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 15

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

9.37 46.06 ng 1847430 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 76
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 70
3 Benzene. l1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 70
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 70
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 70

Abundance Scan 1111 (9.368 min): BG024690.D (-1104) (-) m/z 119.10 100.00%
43 119
5000
91
9.00 9.20 9.40 9.60 9.80
o! Aoz 250282 341369 488 4L m/z 43.10 86.86%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000 SRR RARE AR NARRE Y

9.00 9.20 940 9.60 9.80
m/z 121.10 57.73%

3\9 65\9‘1\\
0 e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
119
B RE R e e R
9.00 9.20 9.40 9.60 9.80
5000 m/z 91.10 32.55%
91
39 65
O o T o L i o L LA s e o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 9.00 9.20 9.40 9.60 9.80
m/z 77.05 30.43%
5000
91
30065 |||
o,uut}ML.HW.. o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60 9.80

8270-BG102516.M Mon Nov 07 14:48:53 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.48 41.48 ng 1676930 Naphthalene-d8 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 58
2 Benzene. l1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 58
3 o-Cvmene 134 C10H14 000527-84-4 58
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 52
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 52
Abundance Scan 1300 (10.479 min): BG024690.D (-1294) (-) m/z 119.10 100.00%
119
5000
91
41 65 10.20 10.40 10.60 10.80
0 Qldo16d 201 271290 356 | Tn/z 117.10 48.82%
m/z--> 50 100 150 200 250 300 350
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000

10.20 10.40 10.60 10.80
m/z 134.10  34.42%

91
15 39 |
B A
m/z--> 50 100 150 200 250 300 350
Abundance
119
10.20 10.40 10.60 10.80
5000 m/z 91.10 28.16%
91
15 39 65
O e B e L A e o LA e e o o e
m/z--> 50 100 150 200 250 300 350
Abundance #14806: o-Cymene
119 10.20 10.40 10.60 10.80
m/z 115.05 20.69%
5000 o1
39 65 ‘
I S
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80

8270-BG102516.M Mon Nov 07 14:48:54 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Ethanone, 1-(2-hydroxyphenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.64 61.97 ng 2505170 Naphthalene-d8 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2-hvdroxvohenvl)- 136 C8H802 000118-93-4 86
2 Acetophenone. 4"-hvdroxv- 136 C8H802 000099-93-4 70
3 Phenol. 4-(l1-methvlethv)- 136 C9H120 000099-89-8 68
4 Ethanedione. (4-hvdroxvphenvl)phe... 226 C14H1003 038469-73-7 64
5 2-Propenamide, 3-(2-furanyl)-N-p... 213 C13H11NO2 015341-86-3 47

Abundance Scan 1327 (10.637 min): BG024690.D (-1314) (-) m/z 121.00 100.00%
121
74
5000
39
10.40 10.60 10.80 11.00
0 48 193 224 293 327 365 519 n/z 74.10 59 .3%%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16326: Ethanone, 1-(2-hydroxyphenyl)-
121
5000
10.40 10.60 10.80 11.00
396593 m/z 105.10 39.68%
Ol“'Ufi“Jl"“ NI DL AL DAL S WL SIS BN
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
121
10.40 10.60 10.80 11.00
5000 m/z 136.10 38.43%
93
65
39
O S U L B B B UL L IR B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16444: Phenol, 4-(1-methylethyl)-
121 10.40 10.60 10.80 11.00

m/z 55.10 34.11%

5000
1 JW\JKW\,
wes| |||

O b i e e e e e e S e A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.40 10.60 10.80 11. OO

8270-BG102516.M Mon Nov 07 14:48:55 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownll.38 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.38 35.93 ng 1452510 Naphthalene-d8 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 3-methvl-. methv... 130 C7H1402 002177-78-8 37
2 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 25
3 Cvclopropanepropionic acid. .alp... 155 C8H13NO2 019822-83-4 23
4 dl-c-Allvlalvcine 115 C5H9NO2 007685-44-1 17
5 3,7-Decadiene, 2,9-dimethyl- 166 C12H22 074630-13-0 10
Abundance Scan 1453 (11.378 min): BG024690.D (-1441) (-) m/z 74.10 100.00%
2
5000
4 11.00 11.20 11.40 11.60
o 193221 273 311341 423 462 505 545 m/z 55.10 68 14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13557: Pentanoic acid, 3-methyl-, methy! ester
74
5000 A B DU UL B
11.00 11.20 11.40 11.60
43 m/z 83.10 37.70%
0 il \\‘ Wy 14?2130
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
74
29 11.00 11.20 11.40 11.60
5000 m/z 41.10 36.45%
0|""|""1c|)?"'|"" N S U S S S SO I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28093: Cyclopropanepropionic acid, .alpha.-amino-.beta.-m... R e e e
11.00 11.20 11.40 11.60
m/z 99.00 29.30%
5000
4l 110
o i | 140
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.20 11.40 11.60

8270-BG102516.M Mon Nov 07 14:48:56 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Benzoic acid, 3-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.93 51.75 ng 2091810 Naphthalene-d8 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-methvl- 136 C8H802 000099-04-7 96
2 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 91
3 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 59
4 Benzeneacetic acid 136 C8H802 000103-82-2 49
5 Bicyclo[4.2.0]octa-1,3,5-trien-7-ol 120 C8H80 035447-99-5 47

Abundance Scan 1547 (11.930 min): BG024690.D (-1533) (-) m/z 91.10 100.00%
il
5000 136
65 L
39 11.60 11.80 12.00 12.20
bt .ﬂ. WJLALR 162 195217 253 281302327 355 387 422 | n77 136.10  42.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #16290: Benzoic acid, 3-methyl-
il
136
5000
11.60 11.80 12.00 12.20
65 m/z 119.05 33.31%
0""E]ri"”""|""”'|""|""|""|"''|""|""|
m/z--> 50 100 150 200 250 300 350 400
Abundance
a1
136
11.60 11.80 12.00 12.20
5000 m/z 65.10 22.16%
39 5
15
S L UL L WL L L WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #46244: Propanedioic acid, phenyl-
il 11.60 11.80 12.00 12.20
m/z 63.05 16.98%
5000
136
65
39
0 "'UrJ'“‘I'""I'%ZZI L DALY UL SRR SR
m/z--> 50 100 150 200 250 300 350 400 11.60 11.80 12.00 12.20

8270-BG102516.M Mon Nov 07 14:48:57

2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.46 28.70 ng 1160100 Naphthalene-d8 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 94
2 Stvrene 104 C8HS8 000100-42-5 76
3 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 70
4 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 64
5 1,3,5,7-Cyclooctatetraene 104 C8HS8 000629-20-9 64
Abundance Scan 1637 (12.459 min): BG024690.D (-1632) (-) m/z 104.10 100.00%
104
132
5000 78
51 Y 2 WY
12.20 12.40 12.60 12.80
0 ol 4 157 188209 813 354 383 415 n/z 132.10 67.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14547: 1H-Inden-1-one, 2,3-dihydro-
104 132
5000 B AR SR RN A
51 78 12.20 12.40 12.60 12.80
m/z 103.10 49_33%
il \\ \H
0.‘.“.,‘.“.”.‘.,”...‘.,....,.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
104
12.20 12.40 12.60 12.80
5000 m/z 78.05 40.96%
27
L L UL UL L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene
104 12.20 12.40 12.60 12.80
m/z 77.10 32.37%
5000 78
51
-
o.nL,Mhi.,h...,....,.... T bt et Ao s
m/z--> 50 100 150 200 250 300 350 400 12.20 12.40 12.60 12.80

8270-BG102516.M Mon Nov 07 14:48:58 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Naphthalene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.95 50.10 ng 2025220 Naphthalene-d8 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 93
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 90
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 90
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 90
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 90
Abundance Scan 1721 (12.952 min): BG024690.D (-1711) (-) m/z 142.10 100.00%
142
5000 115
63 l 550 1080 12100 1290
89 12.60 12.80 13.00 13.20
o3yl 182207 256281 341 418443 SI7  n 57947 05 91.22%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19232: Naphthalene, 1-methyl-
142
5000 115 1260 12.80 13.00 13.20
m/z 115.10 44 _79%
27, 53 89

0..uanw,m”‘,.”.,..”,...w...w....“...“...,”.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
142

12.60 12.80 13.00 13.20

5000 m/z 63.10 12.38%
115
39 71
O T T e T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19230: Benzocycloheptatriene
141 12.60 12.80 13.00 13.20

m/z 139.05 12 _.30%

5000 115

27, 63 gg
k0 S — VRV KL GOV L U

T
m/z--> 50 100 150 200 250 300 350 400 450 500 12.60 12.80 13.00 13.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024690.D

Aca On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Benzoic acid, 2,6-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.09 52.61 ng 3561880 Acenaphthene-d10 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.6-dimethvl- 150 C9H1002 000632-46-2 93
2 Benzoic acid. 2.5-dimethvl- 150 C9H1002 000610-72-0 91
3 1H-Indene-1.2-diol. 2.3-dihvdro-... 150 C9H1002 004647-43-2 87
4 Benzoic acid. 2.4-dimethvl- 150 C9H1002 000611-01-8 81
5 o-Tolylacetic acid 150 C9H1002 000644-36-0 53
Abundance Scan 1744 (13.088 min): BG024690.D (-1732) (-) m/z 132.10 100.00%
132
104
5000 "
51
12.80 13.00 13.20 13.40
0 1,“1 l A ) 459184209235 279 322 359387 418 479 512 m/z 150.05 76.96%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #24454: Benzoic acid, 2,6-dimethyl-
132
104
5000
51 77 12.80 13.00 13.20 13.40
H m/z 104.10 71.13%
0 .‘.“‘l“.‘“h.“‘h.‘.‘l“‘...‘.‘l‘....luu..|....|....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
51 77 104
132 12.80 13.00 13.20 13.40
5000 m/z 105.10 64 .31%
R L I UL UL B L UL L WL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #24531: 1H-Indene-1,2-diol, 2,3-dihydro-, trans-
104 12.80 13.00 13.20 13.40
132 m/z 77.10 50.19%
5000 77
51
o} e s e e e AR B e e et e
m/z--> 50 100 150 200 250 300 350 400 450 500 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110416\
Data File : BG024690.D

Acq On : 5 Nov 2016 00:31

Operator : UM/SJ

Sample - H5531-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, methyl- 3.90 33.3 ng 1333380 1 8.27 802110 20.0
Benzene, (1-methy... 6.73 91.5 ng 3670450 1 8.27 802110 20.0
Benzene, propyl- 7.22 75.6 ng 3033700 1 8.27 802110 20.0
Benzene, 1-ethyl-.._. 7.64 104.3 ng 4184370 1 8.27 802110 20.0
unknown7 .79 7.79 88.2 ng 3537430 1 8.27 802110 20.0
Benzene, 1,2,4-tr... 7.91 251.8 ng 10097000 1 8.27 802110 20.0
Benzene, 1,2,3-tr... 8.38 180.2 ng 7228210 1 8.27 802110 20.0
Indane 8.64 37.8 ng 1517440 1 8.27 802110 20.0
Benzenemethanol, ... 8.95 54_.1 ng 2168930 1 8.27 802110 20.0
Benzene, l-ethyl-_._. 9.37 46.1 ng 1847430 1 8.27 802110 20.0
Benzene, 1,2,3,4-... 10.48 41.5 ng 1676930 2 11.10 808481 20.0
Ethanone, 1-(2-hy... 10.64 62.0 ng 2505170 2 11.10 808481 20.0
unknownl1l.38 11.38 35.9 ng 1452510 2 11.10 808481 20.0
Benzoic acid, 3-m... 11.93 51.8 ng 2091810 2 11.10 808481 20.0
1H-Inden-1-one, 2... 12.46 28.7 ng 1160100 2 11.10 808481 20.0
Naphthalene, 1-me... 12.95 50.1 ng 2025220 2 11.10 808481 20.0
Benzoic acid, 2,6... 13.09 52.6 ng 3561880 3 14.89 1354170 20.0
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