LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM0O09961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_M\METHODS\8270-BM050517 .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 height area % max. total
1 4.904 303 309 315 rBvV 95642 149029 2.09% 0.311%
2 5.357 381 386 400 rBvVY 702715 1098773 15.44% 2.296%
3 6.245 532 537 543 rBY 62724 94099 1.32% 0.197%
4 6.951 651 657 668 rBVY 459477 799268 11.23% 1.670%
5 7.304 710 717 731 rBV 1315762 2114516 29.71% 4.418%
6 7.769 790 796 803 rBv2 328572 532378 7.48% 1.112%
7 8.086 838 850 856 rBvV 1118902 1853409 26.05% 3.872%
8 8.134 856 858 866 rvv3 83355 103151 1.45% 0.215%
9 8.245 870 877 882 rBV 118703 192817 2.71% 0.403%
10 8.439 906 910 916 rvB4 58061 88956 1.25% 0.186%

11 8.857 974 981 988 rvB2 340320 567648 7.98% 1.186%
12 8.939 988 995 1007 rBV2 1481389 2524386 35.47% 5.274%
13 9.381 1064 1070 1076 rVB 251837 377093 5.30% 0.788%
14 9.745 1125 1132 1137 rBvV4 87309 166641 2.34% 0.348%
15 9.804 1137 1142 1151 rVB 200578 362248 5.09% 0.757%

16 9.951 1160 1167 1175 rBV2 850499 1440265 20.24% 3.009%
17 10.251 1212 1218 1222 rBV2 51399 86051 1.21% 0.180%
18 10.469 1250 1255 1257 rBV3 57200 86031 1.21% 0.180%
19 10.533 1262 1266 1267 rVV 185166 264462 3.72% 0.553%
20 10.563 1267 1271 1283 rVV2 458537 1107753 15.57% 2.314%

21 10.663 1283 1288 1296 rVV 195216 343425 4._.83% 0.717%
22 10.763 1298 1305 1311 rVB2 75029 124019 1.74% 0.259%
23 10.916 1326 1331 1337 rBV2 46758 80435 1.13% 0.168%
24 11.022 1343 1349 1355 rVB2 254631 434575 6.11% 0.908%
25 11.133 1361 1368 1373 rBV 224890 372616 5.24% 0.778%

26 11.210 1377 1381 1387 rVB2 118433 201834 2.84% 0.422%
27 11.469 1419 1425 1430 rVB2 200312 339339 4.77% 0.709%
28 11.663 1452 1458 1466 rBv4 185285 414617 5.83% 0.866%
29 11.751 1467 1473 1485 rVB 234187 457787 6.43% 0.956%
30 11.880 1491 1495 1501 rVB 83065 132188 1.86% 0.276%

31 11.945 1501 1506 1514 rBV2 132500 253447 3.56% 0.529%
32 12.110 1526 1534 1542 rVB 454736 783417 11.01% 1.637%
33 12.186 1542 1547 1553 rVB3 50387 87995 1.24% 0.184%
34 12.422 1580 1587 1591 rBvV4 52547 95275 1.34% 0.199%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM0O09961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.474 1591 1596 1601 rBV2 184564 323090 4._.54% 0.675%

36 12.551 1607 1609 1615 rVB3 61563 85095 1.20% 0.178%
37 12.733 1636 1640 1646 rVB5 54606 101363 1.42% 0.212%
38 12.886 1661 1666 1674 rBV5 78167 162098 2.28% 0.339%
39 12.951 1674 1677 1684 rVV2 66119 104444 1.47% 0.218%
40 13.033 1684 1691 1698 rVB 2568087 3699338 51.99% 7.729%

41 13.351 1739 1745 1749 rVV2 127454 226429 3.18% 0.473%
42 13.404 1749 1754 1758 rVV5 105648 201586 2.83% 0.421%
43 13.445 1758 1761 1763 rVV 132907 199152 2.80% 0.416%
44 13.468 1763 1765 1773 rVB 136255 198449 2.79% 0.415%
45 13.574 1778 1783 1785 rBV2 375800 556653 7.82% 1.163%

46 13.733 1801 1810 1816 rBV 563860 1117423 15.70% 2.334%
47 13.816 1821 1824 1829 rVB4 65134 90950 1.28% 0.190%
48 13.880 1830 1835 1839 rBV2 51526 83440 1.17% 0.174%
49 13.974 1846 1851 1855 rBV 321533 522566 7.34% 1.092%
50 14.010 1855 1857 1862 rVB 184045 192881 2.71% 0.403%

51 14.145 1870 1880 1885 rBV 237355 358373 5.04% 0.749%
52 14.421 1922 1927 1933 rBV2 677590 1095876 15.40% 2.289%
53 14.486 1933 1938 1946 rVB3 134566 288988 4._.06% 0.604%
54 14.621 1956 1961 1971 rVB3 79605 206518 2.90% 0.431%
55 14.821 1983 1995 2002 rVB3 184259 393546 5.53% 0.822%

56 14.898 2002 2008 2012 rBV 118191 177268 2.49% 0.370%
57 15.039 2026 2032 2038 rBV3 118829 248936 3.50% 0.520%
58 15.092 2038 2041 2045 rVB2 83013 109419 1.54% 0.229%
59 15.215 2052 2062 2064 rBV6 75999 183226 2.57% 0.383%
60 15.245 2064 2067 2074 rVB5 85825 126831 1.78% 0.265%

61 15.474 2100 2106 2111 rBV3 195604 351696 4.94% 0.735%
62 15.598 2119 2127 2131 rBV 257426 424766 5.97% 0.887%
63 15.927 2176 2183 2195 rBV 2542322 3655941 51.38% 7.638%
64 16.174 2221 2225 2230 rVB5 61351 96896 1.36% 0.202%
65 16.462 2266 2274 2276 rBVS8 45452 109608 1.54% 0.229%

66 16.533 2281 2286 2291 rVV3 107346 151180 2.12% 0.316%
67 16.727 2316 2319 2328 rVB9 33868 95418 1.34% 0.199%
68 17.180 2391 2396 2401 rBV2 998913 1400956 19.69% 2.927%
69 17.221 2401 2403 2409 rVB 90204 109611 1.54% 0.229%
70 18.056 2539 2545 2549 rBV8 103635 175686 2.47% 0.367%

71 18.362 2593 2597 2603 rVB2 54764 90047 1.27% 0.188%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM0O09961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_M\METHODS\8270-BM050517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 18.509 2616 2622 2628 rVB3 242744 370105 5.20% 0.773%
73 18.809 2670 2673 2676 rBV3 55824 76810 1.08% 0.160%
74 18.839 2676 2678 2683 rVB3 66281 78792 1.11% 0.165%

75 18.968 2693 2700 2705 rVB3 108337 236771 3.33% 0.495%

76 19.127 2720 2727 2733 rBV 78155 147248 2.07% 0.308%

77 19.186 2734 2737 2741 rVV6 64812 93362 1.31% 0.195%
78 19.233 2741 2745 2750 rVB3 48884 80616 1.13% 0.168%
79 19.474 2784 2786 2790 rVB4 67578 76096 1.07% 0.159%

80 19.803 2836 2842 2848 rBV 6168136 7116042 100.00% 14.867%
81 21.056 3051 3055 3060 rBv4 95482 116349 1.64% 0.243%
82 21.256 3086 3089 3093 rVB 124641 118738 1.67% 0.248%

83 21.368 3103 3108 3113 rBV 1567747 1900934 26.71% 3.971%
84 23.668 3493 3499 3505 rVB 845534 1608412 22.60% 3.360%

Sum of corrected areas: 47865961
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM009961.D
6000000

5000000

4000000

3000000

2000000

1000000

4.90

04 A A o o n A a A\ oo i A on AR
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM009961.D

6000000 19,80

5000000
4000000

3000000 13.03 15.93

2000000

17.18

1000000
73 14.42

12.11 13
ci’@?-l&é@mm&# 1 14114934 AamaraP 270 || 1512868873 11.22 18,0618 5> IO B0 47
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Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM009961.D
6000000

5000000
4000000
3000000

2000000 21.37

23.67
1000000 ﬂ
21.64

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 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\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 unknown7.30 Concentration Rank 1

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

7.30 79.44 ng 2114520 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 35
2 3-Penten-1-yne, (2)- 66 C5H6 001574-40-9 35
3 1,3-Cyclopentadiene 66 C5H6 000542-92-7 35
4 1-Penten-3-yne 66 C5H6 000646-05-9 35
5 2,4-Hexadienenitrile 93 C6H7N 001516-01-4 25

Abundance Scan 716 (7.298 min): BM009961.D (-710) (-) m/z 132.00 100.00%
68
5000
40 ¢, 96 L UL UL I I
g | 5 7.00 7.20 7.40 7.60
oo AW 27 "m/z 68.10 66.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #365: 3-Penten-1-yne, (E)-
66
39
5000 U AL L I R
7.00 7.20 7.40 7.60
m/z 66.10 54 .75%
Gl ﬁl |
il L il
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
66
R AR LR AR AR
7.00 7.20 7.40 7.60
5000 39 m/z 134.00 33.75%
27 51
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #362: 1,3-Cyclopentadiene R B
66 7.00 7.20 7.40 7.60
m/z 69.10 29.91%
5000 a9
'|?7”|'?}w""|”"|"”|""w"'|'”'|"'w"" U LS L I R
m/z--> 20 40 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Benzene, 1,4-diethyl- Concentration Rank 13

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

8.25 7.24 ng 192817 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 92
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 83
4 Benzene, l-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 81
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 80

Abundance Scan 878 (8.251 min): BM009961.D (-870) (-) m/z 105.00 100.00%

105 119

5000

7
39 51 65 8.00 8.20 8.40 8.60
m/z 119.10 91.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14327: Benzene, 1,4-diethyl-
105 119
91
5000
134 8.00 8.20 8.40 8.60
39 51 m/z 134.10 42 .90%
i | |
w..”,.h.m ‘.‘M.J“J:wﬂ.ﬂ,.”u N
m/z--> 0 20 60 80 100 120 140 160 180 200
Abundance
105 119
L e I o N
8.00 8.20 8.40 8.60
5000 o1 134 m/z 91.10 36.74%

7
5 27 39 51 @5

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14363: Benzene, 1-ethyl-2,3-dimethyl-
119 8.00 8.20 8.40 8.60
m/z 77.00 22 .64%
5000
134

91 105
27 39 51 65 77
2 5% % Wbl

m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA_M\DATA\BMO050617\
BMO09961.D

07 May 2017 03:27

SJ/MA

12997-02

29 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
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

... Concentration Rank 4

Peak Number

4 Benzene, 1-methyl-2-(1-meth

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

8.86 21.33 ng 567648 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 94
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 81
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 81
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 81
5 Benzene, l-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 81

Abundance Scan 982 (8.863 min): BM009961.D (-974) (-) m/z 119.10 100.00%
119
5000 o1
39 134
| | 1?5 | 127| 8.60 8.80 9.00 9.20
..““.“”.“”.ﬁ”.uh:uh““.ﬁ, Ju.”.h““.ﬂ'“”,””,” m/z 117.10 50.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: Benzene, 1-methyl-2-(1-methylethyl)-
119
5000 o1 A L UL I L
8.60 8.80 9.00 9.20
0 o 134 m/z 91.10 36.47%
51
"v%?'w'??w"““"w“'?ﬁﬂﬂ“l"h|'“'|'“'}ﬂ%'|“tkl“"l“"w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
8.60 8.80 9.00 9.20
5000 m/z 115.00 27 .51%
91 134
7 105
15 27 39 515565 98 127
wwwmmmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14370: Benzene, 1-ethyl-2,4-dimethyl-
119 8.60 8.80 9.00 9.20
m/z 134.10 26 .34%
5000
91 134
"v%?w"ﬁﬁ'“?ﬁ'“'|“'?ﬁ'g'w"jh"'w"gqﬁﬁﬁl'Jm"}%z"'w" ﬁA"'I""I”" [T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 15

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

9.38 6.81 ng 377093 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 95
2 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93

Abundance Scan 1070 (9.381 min): BM009961.D (-1064) (-) m/z 119.05 100.00%
119
5000 134
91
39 51 65 77 103 147 9.00 9.20 9.40 9.60 9.80
SN MR ¥ NASOS PRRRON RNAR 1 ISR N. m/z 134.10 37.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)-
119

!

5000

9.00 9.20 9.40 9.60 9.80
m/z 90.95 23 .33%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
9.00 9.20 9.40 9.60 9.80
5000 m/z 39.05 11.82%
91 134
27 41 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14355: Benzene, 1,2,4,5-tetramethyl-

9.00 9.20 9.40 9.60 9.80
m/z 77.05 11.42%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 2-ethenyl-1,4-dime... Concentration Rank 18

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

9.80 6.54 ng 362248 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 93
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 91
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
4 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 91
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 91

Abundance Scan 1141 (9.798 min): BM009961.D (-1137) (-) m/z 117.05 100.00%
117
5000 132
39 Sl es 77 9L o | . 9.40 9.60 9.80 10.00 10.20
L s o m/z 132.10 37 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000 LU I LN UL B
o1 9.40 9.60 9.80 10.00 10.20
0
39 T—GS'U ‘ ‘ ‘ m/z 115.05 30.98%
lly . \H‘ N A ol ‘ JU
m/z--> 25 ' 60 80 100 120 140 160 180 200
Abundance
117
9.40 9.60 9.80 10.00 10.20
5000 132 m/z 131.10 16.48%
91
27 39 51 &5 77 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13568: 3-Phenylbut-1-ene
117 9.40 9.60 9.80 10.00 10.20
m/z 51.00 15.93%
5000
91 132
27 3? 5& 65 17 ‘ 05 ||
| I il L ! Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1l-methyl-2-(2-prop... Concentration Rank 3

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

9.95 26.00 ng 1440270 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 89
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 89
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 76

Abundance Scan 1167 (9.951 min): BM009961.D (-1160) (-) m/z 117.10 100.00%
117
5000
o1 132 Y\ A
39 51 63 77 s 9.60 9.80 10.00 10.20
A 2% m/z 119.10 38.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13621: Benzene, 1-methyl-2-(2-propenyl)-
117
5000
o1 132 9.60 9.80 10.00 10.20
30 51 65 77 ‘ 105 m/z 115.10 35.91%
”1|5||2\|7| .‘luu“l‘. ,“l‘..”:“‘,..‘:.,“l‘..l‘,.‘l“.‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
130 9.60 9.80 10.00 10.20
5000 m/z 132.10 29.73%
91
77
39 51 65 105
15 27
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13599: Benzene, (2-methyl-1-propenyl)- e e e e
117 9.60 9.80 10.00 10.20
m/z 91.10 24 _25%
132
5000 91
39 51 65 44
..1.5,.2‘:7. .‘,‘..“r.‘,“l‘..”;”,..‘:.1,9:3...‘,.l“.‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20

8270-BM0O50517.M Mon May 08 18:49:08 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.66 6.20 ng 343425 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 94
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
5 _alpha.,.beta., .beta.-Trimethyls... 146 C11H14 000769-57-3 91
Abundance Scan 1288 (10.663 min): BM009961.D (-1283) (-) m/z 131.10 100.00%
131
5000
o1 115 146
39 51 65 77 102 160 10.40 10.60 10.80 11.00
m/z 146.10 26 .56%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20742: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131
5000
146 10.40 10.60 10.80 11.00
91 115 m/z 115.00 26 .42%
S S
| L A 11 | ! | nin L
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
146 10.40 10.60 10.80 11.00
5000 o1 m/z 91.05 18.77%
115
27 39 53 65 77 103
mwrmwmﬁmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20741: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131 10.40 10.60 10.80 11.00
m/z 116.00 14 _.84%
5000
o1 146
G- -S| I
! 1l 1 | A L ol i
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.40 10.60 10.80 11.00

8270-BM0O50517.M Mon May 08 18:49:09 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.02 7.85 ng 434575 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 87
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000530-93-8 59
3 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 49
4 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 45
5 Butanedioic acid, phenyl- 194 C10H1004 000635-51-8 38
Abundance Scan 1349 (11.022 min): BM009961.D (-1343) (-) m/z 104.10 100.00%
104
5000
o1 115 146
131
39 51 63 7|8 | | | ‘ 10.80 11.00 11.20 11.40
reprereprrerrrrerere el et el Ml TmZZ 91,100 35.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20759: Naphthalene, l,2,3,4—tetrah¥bdro—2—methyl—
104
5000 146
91 10.80 11.00 11.20 11.40
131 m/z 146.10 31.76%
c W o |
| L I f1m 11 Il ll A il Al il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
104
146
10.80 11.00 11.20 11.40
5000 m/z 115.05 23.65%
117
39 5958 g 78 01 131
Wwwmmﬂmﬁmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13541: 2-Methylbenzyl cyanide
104 10.80 11.00 11.20 11.40

m/z 131.20 18.27%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40

8270-BM0O50517.M Mon May 08 18:49:10 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzene, (2-methyl-1-butenyl)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.13 6.73 ng 372616 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 90
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 89
4 _.alpha.,.beta.,.beta.-Trimethyls... 146 C11H14 000769-57-3 81
5 1H-Indene,2,3-dihydro-2,2-dimethyl- 146 C11H14 020836-11-7 81

Abundance Scan 1367 (11.127 min): BM009961.D (-1361) (-) m/z 131.10 100.00%
131
5000
o 146
115
39 S 63 77 104 10.80 11.00 11.20 11.40
m/z 91.10 40.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20721: Benzene, (2-methyl-1-butenyl)-
131
146
5000 9
10.80 11.00 11.20 11.40
115 m/z 146.10 32.66%
7 % s & T as |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
10.80 11.00 11.20 11.40
5000 m/z 115.00 23.21%
146
91 118
15 27 39 51 63 77 104
mwmmwmmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20719: Benzene, (1-methyl-1-butenyl)-
131 10.80 11.00 11.20 11.40
m/z 117.10 21.11%
91
5000
146
o7 39 1 63 7 103 T
...,.1.?.,...‘.,....‘,‘....ﬁ‘l‘...,:‘l‘.‘.,.Hl‘,....‘,l...,l‘a‘..,..‘.‘a,...‘”,l...,..‘.‘.,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40

8270-BM0O50517.M Mon May 08 18:49:10 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 _alpha.,.beta.,_beta.-Trime... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.47 6.13 ng 339339 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.,.beta.,_beta.-Trimethyls... 146 C11H14 000769-57-3 96
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 94
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
Abundance Scan 1425 (11.469 min): BM009961.D (-1419) (- m/z 131.05 100.00%
131
5000
146
o1 115
39 51 63 77 105 11.20 11.40 11.60 11.80
m/z 146.10 34.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20750: .alpha.,.beta.,.beta.- Trimethylstyrene
131
146
5000 01
11.20 11.40 11.60 11.80
9 51 g 77 105 115 m/z 115.00 23.16%
S I I S Y 1| N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
11.20 11.40 11.60 11.80
5000 m/z 91.05 16.13%
146
91
27 39 51 64 77 103 115
mmﬂmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20748: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 11.20 11.40 11.60 11.80
m/z 128.00 16.09%
5000
146
27 39 g 91 115
"'w%?w"m|'“'w“"ﬂ“'wéi'f“TZv"wt'“l}ﬂél“Mw"Awl“'|“M'v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.20 11.40 11.60 11.80

8270-BM0O50517.M Mon May 08 18:49:11 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.66 7.49 ng 414617 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.,.beta.,_beta.-Trimethyls... 146 C11H14 000769-57-3 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 90
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
Abundance Scan 1458 (11.663 min): BM009961.D (-1452) (-) m/z 131.10 100.00%
5000
146
91 115
39 51 63 77 103 160 11.40 11.60 11.80 12.00
m/z 146.10 30.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20750: .alpha.,.beta.,.beta.- Trimethylstyrene
131
146
5000 o1
11.40 11.60 11.80 12.00
3? 51 g 17 1OSJ_TL; ‘ m/z 115.00 20.79%
Y Y A PR Y [
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
11.40 11.60 11.80 12.00
5000 m/z 91.00 18.36%
146
115

15 27 3 81 63 77 9 g

mmmmmﬂmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #20743: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131 11.40 11.60 11.80 12.00
m/z 128.00 18.04%
5000
146
7P e m § st
o 1 | L i I
T T T e T R e o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.40 11.60 11.80 12.00

8270-BM0O50517.M Mon May 08 18:49:12 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.75 8.27 ng 457787 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 53
4 _.alpha.,.beta.,.beta.-Trimethyls... 146 C11H14 000769-57-3 49
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 49
Abundance Scan 1473 (11.751 min): BM009961.D (-1467) (- m/z 131.05 100.00%
131
118
146
5000
11.40 11.60 11.80 12.00
m/z 118.10 76 .69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20765: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118 131
146
5000 LN SURIURA UL SN
27 39 91 105 11.40 11.60 11.80 12.00
15 51 77 m/z 146.05 59.11%
- |""'|"H‘|"'H""' “l‘...l.m \H\l‘l\ |||||l||||l‘||| ”ll‘ll”\I‘IIHIIH‘I‘IIII”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
118 131
146
11.40 11.60 11.80 12.00
m/z 117.05 38.46%
5000 N 105 g
o7 39 51 g 77
wrwwwmmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20739: Benzene, 2-ethenyl-1,3,5-trimethyl-
146 11.40 11.60 11.80 12.00
131 m/z 115.00 33.39%
5000
91
115
15 27 P Sl 65 77 o Lzl
m/z--> 10 20 35 40 50 60 75 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00

8270-BM0O50517.M Mon May 08 18:49:13 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.57 10.16 ng 556653 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
Abundance Scan 1782 (13.568 min): BM009961.D (-1778) (-) m/z 156.10 100.00%
141 1%6
5000 jL\
51 63 77 115 128 LN N N B N B B I
89 102 174 13.20 13.40 13.60 13.80
m/z 141.05 85.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27195: Naphthalene, 1,6-dimethyl-
11 1%
5000
13.20 13.40 13.60 13.80
115 15 m/z 155.10 38.71%
a4 2 S e |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
141 NN BN UG
13.20 13.40 13.60 13.80
5000 m/z 115.00 21.41%
77 115 128
15 27 39 51 63 89 102
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27169: Naphthalene, 1,7-dimethyl- AR R R s RS L
147 156 13.20 13.40 13.60 13.80
m/z 128.10 21.36%
5000
115
51 63 77 128
s 2 3 e | e AW L |
m/z--> 20 40 60 80 100 120 140 160 180 13.20 13.40 13.60 13.80

8270-BM0O50517.M Mon May 08 18:49:13 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.73 20.39 ng 1117420 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
Abundance Scan 1809 (13.727 min): BM009961.D (-1801) (-) m/z 156.10 100.00%
141 30
5000
115 158
39 51 63 76 13.40 13.60 13.80 14.00
87 102 : . . .
Lﬁt”uﬂ,...lﬁ....,?(’.?. m/z 141.00 78.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27164: Naphthalene, 2,3-dimethyl-
141 156
5000
13.40 13.60 13.80 14.00
s 76 115 159 m/z 155.00 32.54%
s ®SE D e | oy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
141 196
13.40 13.60 13.80 14.00
5000 m/z 114.95 23.74%
115
128
15 27 39 51 83 77 g9 10
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27198: Naphthalene, 1,5-dimethyl- T
141 156 13.40 13.60 13.80 14.00
m/z 127 .95 19.70%
5000
76 115
51 63
sz ® 3 L e | W AWAL LY we LL
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00

8270-BM0O50517.M Mon May 08 18:49:14 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.97 9.54 ng 522566 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
Abundance Scan 1850 (13.968 min): BM009961.D (-1846) (-) m/z 141.05 100.00%
141 156
5000
115 g
39 51 63 76 13.60 13.80 14.00 14.20
87 : : : :
% LJ“J', AR 27 Tw/z 156.10  92.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27173: Naphthalene, 1,5-dimethyl-
156
141
5000
13.60 13.80 14.00 14.20
115 m/z 115.00 25.24%
15 27 39 51 63 17 g9 10p "M% |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141 RN AU BRI U
13.60 13.80 14.00 14.20
5000 m/z 155.10 19.31%
115
15 27 39 51 63 76 g9 102 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27194: Naphthalene, 1,6-dimethyl-
156 13.60 13.80 14.00 14.20
m/z 128.05 18.52%
141
5000
77 115
sa ® R Y yewe PR
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,8-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.14 6.54 ng 358373 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
4 Naphthalene, 1l-ethyl- 156 C12H12 001127-76-0 94
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 94
Abundance Scan 1879 (14.139 min): BM009961.D (-1870) (-) m/z 141.05 100.00%
141
156
5000
115
39 51 63 77 1 3.80 14.00 14.20 14.40
89 102 13.80 14.00 14.20 14.4
| ol 274 m/z 156.10  76.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27168: Naphthalene, 1,8-dimethyl-
156
5000 e U IS RN AR
13.80 14.00 14.20 14.40
115 m/z 115.00 30.75%
15 27 30 51 63 70 g9 109 77128 | )
miz--> 20 40 60 80 100 120 140 160 180
Abundance
156
14l AU SRR U
13.80 14.00 14.20 14.40
5000 m/z 128.00 20.25%
115
27 39 51 63 76 g9 102 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27179: Naphthalene, 2,3-dimethyl- TR
156 13.80 14.00 14.20 14.40
141 m/z 155.05 16.83%
5000
115
omm @ e P
m/z--> 20 40 60 80 100 120 140 160 180 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
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 19 Naphthalene, 2,3,6-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .82 7.18 ng 393546 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 92
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 83
3 Azulene, 4,6,8-trimethyl- 170 C13H14 000941-81-1 64
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 64
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 64

Abundance Scan 1995 (14.821 min): BM009961.D (-1983) (-) m/z 155.10 100.00%

185170

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36212: Naphthalene, 2,3,6-trimethyl-
170
155

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
155
170
5000
128
mﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36205: Azulene, 4,6,8-trimethy!-
155170
5000
128
39 8377 102

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

14.60 14.80 15.00 15.20

m/z 170.10 90.83%

14.60 14.80 15.00 15.20

m/z 168.10 75.43%

14.60 14.80 15.00 15.20

m/z 139.00 37 .24%

14.60 14.80 15.00 15.20

m/z 169.10 32.45%

14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-propenyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.60 7.75 ng 424766 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 76
2 1-1sopropenylnaphthalene 168 C13H12 001855-47-6 70
3 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 60
4 1,1"-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 58
5 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 53
Abundance Scan 2127 (15.598 min): BM009961.D (-2119) (-) m/z 168.05 100.00%
148
153
5000

15.20 15.40 15.60 15.80 16.00
m/z 153.05 62.07%

115 458139

98 207

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34880: Naphthalene, 1-(2-propenyl)-
168
153
5000
115 141 15.20 15.40 15.60 15.80 16.00
7 36 63 83 128 ‘ ‘ m/z 167.10 59.31%
51
Y VY R OO VPR SN O N WP | NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
153
168 15.20 15.40 15.60 15.80 16.00
5000 m/z 165.05 38.85%
27 30 51 63 83 105 196139
T o o o L N o e e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34874: 1,1'-Biphenyl, 3-methyl-
168 15.20 15.40 15.60 15.80 16.00
m/z 152.05 33.62%
5000
152
39 51 63 82 115
LI U W o 0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM0O09961.D

Acq On : 07 May 2017 03:27

Operator : SJ/MA

Sample : 12997-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .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? .30 7.30 79.4 ng 2114520 1 7.77 532378 20.0
Benzene, 1,4-diet... 8.25 7.2 ng 192817 1 7.77 532378 20.0
Benzene, 1l-methyl... 8.86 21.3 ng 567648 1 7.77 532378 20.0
Benzene, 1l-methyl... 9.38 6.8 ng 377093 2 10.56 1107750 20.0
Benzene, 2-etheny... 9.80 6.5 ng 362248 2 10.56 1107750 20.0
Benzene, 1l-methyl... 9.95 26.0 ng 1440270 2 10.56 1107750 20.0
1H-Indene, 2,3-di... 10.66 6.2 ng 343425 2 10.56 1107750 20.0
Naphthalene, 1,2,... 11.02 7.8 ng 434575 2 10.56 1107750 20.0
Benzene, (2-methy... 11.13 6.7 ng 372616 2 10.56 1107750 20.0
.alpha., .beta.,.b... 11.47 6.1 ng 339339 2 10.56 1107750 20.0
1H-Indene, 2,3-di... 11.66 7.5 ng 414617 2 10.56 1107750 20.0
Naphthalene, 1,2,... 11.75 8.3 ng 457787 2 10.56 1107750 20.0
Naphthalene, 1,6-... 13.57 10.2 ng 556653 3 14.42 1095880 20.0
Naphthalene, 2,3-... 13.73 20.4 ng 1117420 3 14.42 1095880 20.0
Naphthalene, 1,5-... 13.97 9.5 ng 522566 3 14.42 1095880 20.0
Naphthalene, 1,8-... 14.14 6.5 ng 358373 3 14.42 1095880 20.0
Naphthalene, 2,3,... 14.82 7.2 ng 393546 3 14.42 1095880 20.0
Naphthalene, 1-(2... 15.60 7.8 ng 424766 3 14.42 1095880 20.0
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