LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 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 M\METHODS\8270-BM120915.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 3.881 130 135 144 rBvY 379971 520931 17.45% 2.144%
2 4.804 286 292 302 rBB 64285 87968 2.95% 0.362%
3 5.199 352 359 366 rBY 1786745 2649145 88.72% 10.901%
4 5.269 366 371 377 rVvV 392158 567963 19.02% 2.337%
5 5.351 377 385 395 rVB 689291 1449606 48.55% 5.965%
6 5.699 436 444 454 rBB 570811 873420 29.25% 3.594%
7 6.175 520 525 531 rBB 45329 63685 2.13% 0.262%
8 6.769 621 626 631 rBV 55509 79030 2.65% 0.325%
9 6.828 631 636 638 rvv 74034 105503 3.53% 0.434%
10 6.863 638 642 647 rVvV 235329 365689 12.25% 1.505%
11 7.069 672 677 681 rBV 35974 51388 1.72% 0.211%

12 7.216 696 702 710 rBV 685087 1074267 35.98% 4.421%
13 7.328 716 721 730 rvB2 133110 229840 7.70% 0.946%
14 7.681 775 781 789 rVB 155314 238898 8.00% 0.983%
15 7.792 790 800 808 rBB 64468 103079 3.45% 0.424%

16 8.004 829 836 840 rBV 623276 1039449 34.81% 4.277%
17 8.057 840 845 853 rvB 1878384 2985901 100.00% 12.287%
18 8.216 865 872 884 rVB 566377 876565 29.36% 3.607%
19 8.839 972 978 988 rVB 476677 796809 26.69% 3.279%
20 9.910 1150 1160 1166 rBv4 43349 123907 4._.15% 0.510%

21 9.969 1166 1170 1175 rBV3 25628 47706 1.60% 0.196%
22 10.469 1249 1255 1259 rBV 204347 343559 11.51% 1.414%
23 10.522 1259 1264 1276 rVB 505397 835563 27.98% 3.438%

24 10.639 1277 1284 1291 rBB2 35312 63774 2.14% 0.262%
25 11.075 1347 1358 1365 rVB5 20923 52941 1.77% 0.218%
26 11.863 1486 1492 1499 rBB 44388 73029 2.45% 0.301%
27 12.116 1525 1535 1544 rBV3 20202 48004 1.61% 0.198%
28 12.263 1552 1560 1569 rVB3 54471 96636 3.24% 0.398%
29 12.439 1581 1590 1599 rBV 97882 154022 5.16% 0.634%
30 12.539 1601 1607 1612 rBV 34041 54545 1.83% 0.224%

31 12.951 1670 1677 1684 rBV 1251739 1860114 62.30% 7.654%
32 13.792 1815 1820 1828 rBV 66979 89618 3.00% 0.369%
33 14.333 1906 1912 1919 rVB2 280795 431924 14.47% 1.777%
34 15.827 2160 2166 2173 rBV 833222 1232751 41.29% 5.073%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 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 M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.021 2192 2199 2210 rBV3 168115 323830 10.85% 1.333%

36 16.110 2210 2214 2217 rVV 17989 30463 1.02% 0.125%
37 16.180 2221 2226 2230 rVB2 25514 30535 1.02% 0.126%
38 16.357 2250 2256 2260 rBV 38528 50954 1.71% 0.210%
39 16.704 2311 2315 2321 rVB3 17888 31778 1.06% 0.131%
40 16.957 2350 2358 2363 rBV3 21801 34507 1.16% 0.142%

41 17.080 2373 2379 2386 rBVY 353059 496298 16.62% 2.042%
42 19.721 2822 2828 2833 rBV 1869853 2369403 79.35% 9.750%
43 21.280 3088 3093 3101 rBV 512935 641395 21.48% 2.639%
44 23.521 3467 3474 3482 rVB2 329027 625309 20.94% 2.573%

Sum of corrected areas: 24301701
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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: BM003808.D
5.20 8|06
1500000
1000000
5.35 7.22
5.70 8 %.22 10.52
500000 8.84 '
3.88 27
6.86
23 7.68 10.47
1 o Ao [ s oot nor
r—tr—_rt—-_ier—t—— e e e e e e e e
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM003808.D
19.72
1500000
12.95
1000000
15.83
500000
17.08
14.33
16.02
1212528554 13,79 A116.3616.706,
L e o e e R L m e o o s a a
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM003808.D
1500000
1000000
21.28
500000
23.52
O e I T e A S B o B B
Time--> 21.00 21.50 22.00 2250 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

4.80 7.36 ng 87968 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 291 (4.799 min): BM003808.D (-286) (-) m/z 43.10 100.00%
43
59
5000
101 e N
| 83 440 4.60 4.80 5.00 5.20
1 s B N — m/z 59.10 62.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS S U
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 24 . 75%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 4.80 500 5.20
5000 M m/z 58.10 16.69%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one S I LI N L
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.98%
5000
55
o Al | esm 8 - )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 440 4.60 4.80 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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-methylethyl)- Concentration Rank 17

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

6.17 5.33 ng 63685 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 91
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. 1-ethvl-4-methvl- 120 C9H12 000622-96-8 80
4 2.3-Heptadien-5-vne. 2.4-dimethvl- 120 C9H12 041898-89-9 80
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 80

Abundance Scan 524 (6.169 min): BM003808.D (-520) (-) m/z 105.10 100.00%
105
5000
120
77 I SARRE RS LU LR
39 51 4 I 91 5.80 6.00 6.20 6.40 6.60
Y NN PN SN | N /S m/z 120.10  26.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9119: Benzene, (1-methylethyl)-
105
5000 I SARRE RS RS LR
5.80 6.00 6.20 6.40 6.60
77 120 m/z 77.10 16.32%
27 39 5‘1 63 ‘ 91 |
Ol T T T T T T o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
580 600 620 6.40 6.60
5000 120 m/z 79.10 14 _15%
2z ¥ s 63 A
0 69 84 98 113
R IR IUR N IR UL UL I IR I IURIE S B SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #9134: Benzene, 1-ethyl-4-methyl- s e R
105 5.80 6.00 6.20 6.40 6.60

m/z 103.10 11.33%

5000

T [ T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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, l-ethyl-3-methyl- Concentration Rank 15

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

6.77 6.62 ng 79030 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91

Abundance Scan 626 (6.769 min): BM003808.D (-621) (- m/z 105.10 100.00%
105
5000 /\A
120 .........../.\......
39 51 5965 /| 9|1 6.40 6.60 6.80 7.00 7.20
W oW N NN NN NNV R m/z 120.10  31.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9128: Benzene, 1-ethyl-3-methyl-
105
5000 - ----u---- ----u---- -
120 6.40 6.60 6.80 7.00 7.20
o1 m/z 91.10 13.10%
18 27 B Slsges 7 il
s R S AN RS RRAS RARES RS AR AR SRS SEARS SRS
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
6.40 6.60 6.80 7.00 7.20
5000 m/z 77.10 12.18%
120
27 % Slgges g Mg g
O R R e e e o R L
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9113: Benzene, 1,2,3-trimethyl- .,....,....,..A.,....,.

6.40 6.60 6.80 7.00 7.20
m/z 79.10 9.39%

5000

N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 Benzene, l-ethyl-2-methyl- Concentration Rank 18

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

7.07 4_.30 ng 51388 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 677 (7.069 min): BM003808.D (-672) (- m/z 105.10 100.00%
105
5000
120
39 s e 9 6.80 7.00 7.20 7.40
Ol ey e b e b et M/Z 120.10  32.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9130: Benzene, 1-ethyl-2-methyl-
105
5000
120 6.80 7.00 7.20 7.40
29 . o1 m/z 77.10 12 .45%
o 2 T S8 e | es | w3
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
6.80 7.00 7.20 7.40
5000 120 m/z 91.10 12.06%
28 39 77 91
oL 14 ol g5 65 84 | 98
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9113: Benzene, 1,2,3-trimethyl-

6.80 7.00 7.20 7.40
m/z 79.00 10.91%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M

Quant Title

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

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Indane Concentration Rank 1

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

8.06 249.97 ng 2985900 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 83
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 72
4 Deltacvclene 118 C9H10 007785-10-6 72
5 Benzene, 1,1"-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59

Abundance Scan 845 (8.057 min): BM003808.D (-840) (-) m/z 117.10 100.00%
5000
63 ot 780 800 820 840
39 51 77 103 : : : :
o..,....,....,....',....i-....,:...,...-.,.?“?.l,'....,.-..H?..'.,...., m/z 118.10 54.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8676: Indane
117
5000 U S R R I
7.80 8.00 8.20 8.40
m/z 115.10 32.86%
39 .5 63 N o3
o - A . - M TN NN Y N = 1|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
A T
7.80 8.00 8.20 8.40
5000 o1 m/z 91.10 16.53%
. 27 39 45 51 58 65 - 78 a5 103
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8687: Benzene, cyclopropyl- T
117 7.80 8.00 8.20 8.40
m/z 116.10 7.29%
5000
91
39 51 65 77 ‘ 103 ‘
0"I""I"??I"'”I'"'N"ﬁ%""I"'wl'§§'ué"'lﬂ"'I"l“l""l UL SRR U R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 Indene Concentration Rank 6

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

8.22 73.38 ng 876565 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 95
3 Benzene. l-ethvnvl-4-methvl- 116 CO9H8 000766-97-2 91
4 Benzene.l-ethvnvl-2-methvl- 116 C9H8 000766-47-2 90
5 Benzene, 1,2-propadienyl- 116 C9HS8 002327-99-3 64

Abundance Scan 873 (8.222 min): BM003808.D (-865) (-) m/z 115.10 100.00%
11
5000 /\j\
63 89 7.80 8.00 820 840 8.60
39 50 58 74 :
Ol bttt 28200 Thz7 116,10 91.19%

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8166: Indene
116
5000

7.80 8.00 8.20 8.40 8.60
m/z 89.10 12.91%

63 89
ol 27 39 50 57 T 74 | 110 ||
IR e
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
115
e
7.80 8.00 8.20 8.40 8.60
5000 m/z 63.10 11.12%
89
o 27 39 51576 7 98 109
L s e e R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8175: Benzene, 1-ethynyl-4-methyl- g .... REE
1 780 800 820 840 860

m/z 117.10 8.45%

5000
. 51 88 7 89 og |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 780 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Phenol, 3-ethyl- Concentration Rank 13

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

9.91 7.21 ng 123907 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-ethvl- 122 C8H100 000620-17-7 60
2 Phenol. 2-ethvl- 122 C8H100 000090-00-6 55
3 Phenol. 4-ethvl- 122 C8H100 000123-07-9 50
4 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 46
5 1,6-Dimethylhepta-1,3,5-triene 122 C9H14 1000196-61-0 38

Abundance Scan 1160 (9.910 min): BM003808.D (-1150) (-) m/z 107.10 100.00%
107
5000
77 115122 130
39 51 63 | 94 ‘ || 9.60 9.80 10.00 10.20
Ol ekttt et e el Tmzz 130,100 33.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9600: Phenol, 3-ethyl-
107
5000 AR A "pl""l
77 122 9.60 9.80 10.00 10.20
39 m/z 122.10 33.04%
PN AN N SN S OO A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
107
9.60 9.80 10.00 10.20
5000 192 m/z 115.05 32.41%
77
;5 27 3% 51 g5 9 g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #9604: Phenol, 4-ethyl- L B
107 9.60 9.80 10.00 10.20

m/z 129.10 25.88%

5000
122
39 77
21 7 Sl 8 | 91 g9 | ‘ ) A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 Benzo[b]thiophene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.64 3.71 ng 63774 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene 134 C8H6S 000095-15-8 87
2 2-Benzothiophene # 134 C8H6S 000270-82-6 87
3 I11Benzothienol2".3":3.41cvclobu... 246 C13H1003S 034002-19-2 78
4 s-Triazololl.5-alpvridine. 6-amino- 134 C6H6N4 031052-94-5 53
5 1H-Purine, 6-methyl- 134 C6H6N4 002004-03-7 53
Abundance Scan 1284 (10.639 min): BM003808.D (-1277) (-) m/z 134.00 100.00%
134
5000
s 7% P | g 10140 10,60 1080 1106
oY Sl TS R e — m/z 105.10 14.93%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14744: Benzo[b]thiophene
134
5000 U LN SO SN B
10.40 10.60 10.80 11.00
m/z 89.00 12.01%
27 45 6\? 8\9 198 Il
mz-> 20 45 60 80 100 120 140 160 180 200 220 240
Abundance
134
" 10.40 10,60 10.80 11.00
5000 m/z 135.00 11.10%
45 63 45 89 108
O T L e B o o ST
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85658: [1]Benzothieno[2',3":3,4]cyclobuta[1,2-c]furan-1,3...
134 10.40 10.60 10.80 11.00
m/z 136.00 8.34%
5000
40 63 - 89
0 L, 5375 89 108121 \‘147159171 187200 218 246
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 10,40 10.60 10.80 11.00

8270-BM120915.M Tue Dec 29 12:35:16 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.86 4.25 ng 73029 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 97
2 N-Ethvlbenzimidovl bromide 211 C9H10BrN 041182-87-0 64
3 Stvrene 104 C8HS8 000100-42-5 60
4 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 58
5 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 58
Abundance Scan 1492 (11.863 min): BM003808.D (-1486) (-) m/z 132.10 100.00%
104 132
5000 78
39 || |‘ 11,60 11.80 12,00 12.20
0 ..,....,....,....',....,....,:'...,.!'.. et el | m/z 104.10  98.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14053: 1H-Inden-1-one, 2,3-dihydro-
104 132
5000 BRSNS R
78 1160 11.80 12.00 12.20
m/z 103.10 55.45%
I T T
m/z--> 10 20 35 40 50 60 70 80 90 100 110 120 130 140
Abundance
104
132 '“lﬂ'w'“'w'“lﬁ"
11.60 11.80 12.00 12.20
5000 m/z 78.10 39.86%
77
51
27 39 63 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4758:Styrene LI L L L BN BB
104 11.60 11.80 12.00 12.20
m/z 77.10 31.85%
5000 78
0 15 27 “ 89 97 |||
m/z--> 10 20 30 45 50 éo fo 85 90 100 110 120 130 140 11.60 11.80 12.00 12.20

8270-BM120915.M Tue Dec 29 12:35:17 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 unknownl2.26 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.26 5.63 ng 96636 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlene-tricvclol4.3.1.1(2.... 162 C12H18 1000193-95-3 45
2 Tricvclol4.3.1.1(2.5)lundec-3-en... 162 C11H140 054585-23-8 35
3 Pvridine. 2-methvl- 93 C6H7N 000109-06-8 25
4 Pvridine., 4-methvl- 93 C6H7N 000108-89-4 25
5 Pyridine, 3-methyl- 93 C6H7N 000108-99-6 25
Abundance Scan 1560 (12.263 min): BM003808.D (-1552) (-) m/z 91.10 100.00%
9
67
L& 119
5000 39 105 162
133
o1 147 12.00 12.20 12.40 12.60
o} m/z 96.10 98.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30720: 10-Methylene-tricyclo[4.3.1.1(2,5)Jundecane
6
67 79
41 L
5000 119 L SN BULSE UL B
7 53 133 12,00 12.20 12,40 12.60
105 162 m/z 67.10 75.56%
)
On |“”L“4““mhw“$v“w““l '“M'“HHHP“WH“VHW““P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
96
12,00 12.20 12.40 12.60
5000 m/z 93.10 67.10%
39 66 79 162
55
27 105 119 134 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #2453: Pyridine, 2-methyl- e R n
93 12.00 12.20 12.40 12.60
m/z 92.10 59 .55%
66
5000
39 51 78
.w}ﬁpfnndhnjk”:&.””“”q””.”w””“”w””“”q””“”w. SN SN § W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.00 12.20 12.40 12.60

8270-BM120915.M Tue Dec 29 12:35:18 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 unknownl2.44 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.44 7.13 ng 154022 Acenaphthene-d10 14.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 5-ethvl-2-methvl- 121 C8H11N 000104-90-5 38
2 p-Tolvlhvdroxvlamine 123 C7HONO 000623-10-9 38
3 Benzenemethanamine. .alpha.-meth... 121 C8H11N 000618-36-0 27
4 3.5-Octadivne 106 C8H10 016387-70-5 27
5 (R)-(-)-2-Phenylglycinol 137 C8H11NO 056613-80-0 27

Abundance Scan 1590 (12.439 min): BM003808.D (-1581) (-) m/z 106.10 100.00%

6

5000

VA
LI I L

12.20 12.40 12.60 12.80

0 m/z 43.05 56.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9326: Pyridine, 5-ethyl-2-methyl-
106
121
5000
79 12.20 12.40 12.60 12.80
39 m/z 80.10 55.79%
27 51 65 93
o M- SN B P NN | S NS SN E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
106
A B
12.20 12.40 12.60 12.80
5000 -7 123 m/z 91.10 50.25%
51 65 91
18 27 39
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9354: Benzenemethanamine, .alpha.-methyl-, (.+/-.)-
106 12.20 12.40 12.60 12.80
m/z 79.10 44 _10%
5000 79
28 42 51
0 15 ‘ 1 H “H 6\3 L “\ 91 1 ‘ 12\0
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM0O03808.D

Aca On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample : 6G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 Naphthalene, 1,2-dihydro-6-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.02 13.05 ng 323830 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dihvdro-6-methvl- 144 C11H12 002717-47-7 58
2 1H-Indene. 4.7-dimethvl- 144 C11H12 006974-97-6 49
3 1H-Indene. 1.3-dimethvl- 144 C11H12 002177-48-2 46
4 1H-Indene. l-ethenvl-2.3-dihvdro- 144 C11H12 051783-46-1 45
5 2-Ethyl-1-H-indene 144 C1l1H12 017059-50-6 45

Abundance Scan 2199 (16.021 min): BM003808.D (-2192) (-) m/z 144.10 100.00%

144

5000

15.80 16.00 16.20 16.40

(o} m/z 129.10 57.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19610: Naphthalene, 1,2-dihydro-6-methyl-
129
144
5000
15.80 16.00 16.20 16.40
95 71 115 m/z 43.10 48.91%
52 R0 T ww | |
0..Jw.h.v,.Hh,W.NW,.M.,H..P,m..\ﬂ...“...,...w...
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
129
144 e
15.80 16.00 16.20 16.40
5000 m/z 91.05 48.15%
115
39 51 63 77 88 102
O T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19596: 1H-Indene, 1,3-dimethyl- e R ma e S ]
129 15.80 16.00 16.20 16.40
m/z 143.10 44 _65%
144
5000
115
27 39 51 63 77 gg 102
Ottt e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122515\
Data File : BM0O03808.D

Acq On : 25 Dec 2015 09:55

Operator : UM/SJ

Sample - G4952-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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]
2-Pentanone, 4-hy... 4.80 7.4 ng 87968 1 7.68 238898 20.0
Benzene, (1-methy... 6.17 5.3 ng 63685 1 7.68 238898 20.0
Benzene, l-ethyl-_.. 6.77 6.6 ng 79030 1 7.68 238898 20.0
Benzene, l-ethyl-_.. 7.07 4.3 ng 51388 1 7.68 238898 20.0
Indane 8.06 250.0 ng 2985900 1 7.68 238898 20.0
Indene 8.22 73.4 ng 876565 1 7.68 238898 20.0
Phenol, 3-ethyl- 9.91 7.2 ng 123907 2 10.47 343559 20.0
Benzo[b]thiophene 10.64 3.7 ng 63774 2 10.47 343559 20.0
1H-Inden-1-one, 2... 11.86 4.3 ng 73029 2 10.47 343559 20.0
unknownl2 .26 12.26 5.6 ng 96636 2 10.47 343559 20.0
unknownl12 .44 12.44 7.1 ng 154022 3 14.33 431924 20.0
Naphthalene, 1,2-... 16.02 13.1 ng 323830 4 17.08 496298 20.0
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