LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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

4.904 304 309 319 rBV 97790 162567 1.91% 0.361%
5.357 380 386 399 rBV 840053 1307252 15.37% 2.906%
81364 121992 1.43% 0.271%
6.739 614 621 627 rBvV 86249 133856 1.57% 0.298%
6.951 651 657 670 rBvV 534203 890350 10.47% 1.979%
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7.304 710 717 732 rVB 1620343 2609538 30.68% 5.801%
7.769 789 796 803 rBV 394908 624863 7.35% 1.389%
1450628 2321573 27.30% 5.160%
8.133 855 858 866 rvB 282989 417351 4.91% 0.928%
8.245 871 877 884 rBV 92577 136836 1.61% 0.304%
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11 8.857 976 981 988 rVB3 116184 195421 2.30% 0.434%
12 8.939 988 995 1010 rBV 1519797 2604278 30.62% 5.789%
13 9.380 1065 1070 1077 rVB 134167 209936 2.47% 0.467%
14 9.745 1127 1132 1138 rBV5 59401 119642 1.41% 0.266%
15 9.804 1138 1142 1153 rVB2 93933 182942 2.15% 0.407%

16 9.951 1157 1167 1175 rBV2 216188 398916 4.69% 0.887%
17 10.563 1258 1271 1283 rVB 510091 1208743 14.21% 2.687%
18 10.663 1283 1288 1294 rVB2 114710 184698 2.17% 0.411%
19 11.022 1344 1349 1356 rVB2 215402 345996 4_.07% 0.769%
20 11.133 1361 1368 1373 rBV2 160505 284693 3.35% 0.633%

21 11.210 1377 1381 1389 rVB4 49233 94520 1.11% 0.210%
22 11.469 1418 1425 1430 rVB2 114482 207713 2.44% 0.462%
23 11.663 1453 1458 1469 rBV3 113913 249623 2.94% 0.555%
24 11.751 1469 1473 1480 rVB4 55595 103148 1.21% 0.229%
25 11.880 1491 1495 1501 rVB4 71426 115088 1.35% 0.256%

26 11.945 1501 1506 1510 rBV3 72097 147653 1.74% 0.328%
27 12.110 1526 1534 1542 rVB2 169063 324723 3.82% 0.722%
28 12.474 1591 1596 1601 rBV2 146071 257545 3.03% 0.572%
29 12.657 1618 1627 1631 rBV10 38033 104245 1.23% 0.232%
30 12.886 1661 1666 1670 rBV7 43804 90314 1.06% 0.201%

31 13.033 1684 1691 1698 rVB 3219616 4615148 54.27% 10.259%
32 13.345 1739 1744 1749 rVB3 88275 167464 1.97% 0.372%
33 13.404 1749 1754 1761 rBv4 80131 142154 1.67% 0.316%
34 13.580 1777 1784 1786 rBV5 82382 150058 1.76% 0.334%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 13.733 1801 1810 1814 rBV3 113619 259956 3.06% 0.578%

36 13.768 1814 1816 1821 rVB3 61976 89368 1.05% 0.199%
37 13.974 1847 1851 1854 rBV2 115643 183153 2.15% 0.407%
38 14.010 1854 1857 1861 rVB2 108441 147279 1.73% 0.327%
39 14.145 1875 1880 1890 rBV2 118047 181207 2.13% 0.403%
40 14.421 1921 1927 1933 rBV2 823355 1316902 15.48% 2.927%

41 14.492 1935 1939 1945 rVB2 76854 164363 1.93% 0.365%
42 14.827 1991 1996 2002 rVB5 100133 191295 2.25% 0.425%
43 15.039 2026 2032 2035 rBV2 121702 208132 2.45% 0.463%
44 15.251 2064 2068 2075 rVB6 87163 152896 1.80% 0.340%
45 15.474 2101 2106 2110 rBV3 123135 194120 2.28% 0.431%

46 15.604 2122 2128 2132 rBV2 231084 362670 4._.26% 0.806%
47 15.927 2175 2183 2195 rVB 3172592 4634574 54.49% 10.302%
48 16.168 2220 2224 2232 rVB6 69959 136223 1.60% 0.303%
49 16.462 2266 2274 2275 rBV7 41734 99437 1.17% 0.221%
50 16.533 2282 2286 2290 rBvV4 98529 137321 1.61% 0.305%

51 17.180 2387 2396 2402 rBV2 1159730 1639090 19.27% 3.643%
52 17.392 2426 2432 2442 rVBS8 54387 119986 1.41% 0.267%
53 18.056 2541 2545 2556 rVB4 131797 235460 2.77% 0.523%
54 18.503 2617 2621 2627 rVB3 139609 208054 2.45% 0.462%
55 18.968 2694 2700 2706 rVB3 76186 171485 2.02% 0.381%

56 19.339 2759 2763 2769 rBV4 104305 126309 1.49% 0.281%
57 19.480 2783 2787 2790 rBV 155072 170835 2.01% 0.380%
58 19.803 2836 2842 2847 rBV 7175272 8504597 100.00% 18.904%
59 20.527 2962 2965 2968 rVB2 101142 110845 1.30% 0.246%
60 21.050 3051 3054 3059 rVB2 210414 241794 2.84% 0.537%

61 21.368 3103 3108 3114 rBV 1678982 2071102 24.35% 4.604%
62 23.668 3493 3499 3507 rVB 909005 1698721 19.97% 3.776%

Sum of corrected areas: 44988013
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

04
Time-->

TIC: BM009962.D

8.94

:l‘c
9.00

350 400 450 500 550 6.00 650 700 750 8.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

]B@\.ll 12@5.6@.84

TIC: BM009962.D
19,80

13.03 15.93

17.18
14.42

133mmmmmjk4914.85.%.z§.15760 20.5
BB 58 /A I RoSE,

16.1718683 A17,3g 18.06 18.50 18.97 1918448

Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM009962.D

21.37
23.67

21.05

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 : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

4.90 5.20 ng 162567 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 1,1-Dimethyl-2-[2-methyl-1-(meth... 174 C8H18N202 097812-29-8 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 308 (4.898 min): BM009962.D (-304) (-) m/z 43.10 100.00%
43
5000 5
101 460 4.80 5.00 5.20
49
e LA T8 . "m/z 59.10 51.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SRR L SRR
4.60 4.80 5.00 5.20
59 m/z 58.10 14.63%
21 37| 53 ‘ 67 77 83 a1 ‘1?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
31
4.60 4.80 5.00 5.20
5000 41 m/z 101.00 12.30%
73
15 47 53 87 102
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime L aa ma
43 4.60 4.80 5.00 5.20
m/z 41.10 11.64%
5000
101
15 53137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 2 Benzene, (1-methylethyl)- Concentration Rank 16

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

6.25 3.90 ng 121992 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 83
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 80
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 80
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 64

Abundance Scan 538 (6.251 min): BM009962.D (-532) (-) m/z 105.10 100.00%
105
5000
77 120 LN I I I L B
39 51 91 | 007 6.00 6.20 6.40 6.60
e Tm/z 77.000 21.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9112: Benzene, (1-methylethyl)-
105
5000
120 6.00 6.20 6.40 6.60
51 77 m/z 120.10 18.46%
39 91
'}?|?7"V"*'??'“ML"h'|LM"|"'"|""|""|""|""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
600 620 6.40 6.60
5000 120 m/z 51.00 17.36%
15 27 39 51 g5 77 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9111: Benzene, 1,2,4-trimethyl-
105 6.00 6.20 6.40 6.60
m/z 79.10 15.75%
5000 120
28 39 51 77 91
|:|I-‘4|.||‘|||‘|‘||“i‘||6‘|ﬁuumluu‘||| ||‘|“|‘||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 3 Benzene, propyl- Concentration Rank 12

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

6.74 4.28 ng 133856 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 Propanenitrile, 3-[(phenylmethyl._.. 160 C10H12N2 000706-03-6 64
4 Benzeneacetaldehyde 120 C8H80 000122-78-1 62
5 Hydrazinecarboxylic acid, phenyl... 166 C8H10N202 005331-43-1 53

Abundance Scan 621 (6.739 min): BM009962.D (-614) (-) m/z 91.10 100.00%
g1
5000
65 120 LS RARSE LSS RS SRS
39 51 77 105 | 6.40 6.60 6.80 7.00
S R N Y - — m/z 65.00 18.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9108: Benzene, propyl-
91
5000 AA"I'ﬂ"I" SN RARRE
6.40 6.60 6.80 7.00
65 120 m/z 120.10 16.75%
15 27 PO [ B 10
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
120 6.40 6.60 680 7.00
5000 m/z 92.10 11.10%
65
28 39 51 77 105 132 165 209
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29230: Propanenitrile, 3-[(phenylmethyl)amino]- b T e
g1 6.40 6.60 6.80 7.00
m/z 51.05 7.29%
5000 120
65
e 0 w2 10
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 4 unknown7.30 Concentration Rank 1

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

7.30 83.52 ng 2609540 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,7-Methano-1H-indene, 3a,4,7,7a... 132 C10H12 000077-73-6 42
2 1-Penten-3-yne 66 C5H6 000646-05-9 38
3 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 25
4 1,3-Cyclopentadiene 66 C5H6 000542-92-7 25
5 1,4,4a,8a-Tetrahydro-1,4-methano... 174 C11H1002 001200-89-1 25

Abundance Scan 716 (7.298 min): BM009962.D (-710) (-) m/z 132.00 100.00%
32
68
5000
40 5y 96 R I L I I
g 06 147 007 7.00 7.20 7.40 7.60
0 m/z 68.10 62.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13637: 4,7-Methano-1H-indene, 3a,4,7,7a-tetrahydro-
66
5000 L L AL R R
132 7.00 7.20 7.40 7.60
91 117 m/z 66.00 50.78%
4\1 o1 \‘ 7\7\ ‘ 1(\)5 ! li
Ll 1, n I L 1
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
66
R ARSI R AR
39 7.00 7.20 7.40 7.60
5000 m/z 134.00 30.71%
27 51
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #365: 3-Penten-1-yne, (E)- R mma
66 7.00 7.20 7.40 7.60
m/z 69.05 29.91%
39
5000
2r | ?} |
i ) Al
mz-> 20 40 60 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 : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 6 Indane Concentration Rank 3

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

8.13 13.36 ng 417351 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Bicyclo[4.2.0]octa-1,3,5-triene, ... 118 C9H10 055337-80-9 72
3 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
4 cis-.beta.-Methylstyrene 118 C9H10 000766-90-5 60
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 59

Abundance Scan 857 (8.128 min): BM009962.D (-855) (-) m/z 117.10 100.00%
117
5000 /J\
JAY
63 91 e AR MR
P 77 | w0s 207 7.80 800 820 8.40
s B B m/z 118.10 47 .88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8676: Indane
117
5000 AR SR R R
7.80 8.00 8.20 8.40
o1 m/z 115.00 22 .33%
15 27 3951 63 77 | 103 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
780 8.00 820 840
5000 m/z 91.00 21.04%
91
27 39 51 63 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8690: Benzene, cyclopropyl-
117 7.80 8.00 8.20 8.40
m/z 63.00 17.30%
5000 o1
65 78 103
T 'I??'ﬁ?'?%'lv"NI'JI'Ih"'q" U PN DN DA B
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 7 Benzene, 1,2-diethyl- Concentration Rank 11

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

8.25 4.38 ng 136836 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 83
3 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 81
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 58
5 Benzene, tert-butyl- 134 C10H14 000098-06-6 58

Abundance Scan 878 (8.251 min): BM009962.D (-871) (-) m/z 105.10 100.00%
105 119
5000
77 91 134
39 L IR UL LR I
| 51 63 | I 8.00 8.20 8.40 8.60
SRS Y RS ' S S N 1 S m/z 119.10 87.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14329: Benzene, 1,2-diethyl-
105 119
5000 134 IR AR AR R L
o1 8.00 820 8.40 8.60
77 m/z 134.10 33.62%
39 &1
..,.%.5.,..?‘?,....‘,‘....i‘.‘..sﬁ.‘??.,...‘l‘,....,a‘.%S.‘H.,..‘.‘al..l.2.7,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
800 820 8.40 860
5000 134 m/z 91.10 30.45%
91
77
15 27 39 515565 98 127
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14327: Benzene, 1,4-diethyl-
105 119 8.00 8.20 8.40 8.60
m/z 77.10 26.50%
5000 a1 134
39 51 4
27 65
..,.%.5.,....,....,....,...5.8,....,....,....,....,....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Library Search Compound Report

Z:\HPCHEM1I\BNA_M\DATA\BMO050617\
BM0O09962.D

07 May 2017 04:03

SJ/MA

12997-03

30 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 8 1-Phenyl-1-butene Concentration Rank 5

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

8.86 6.25 ng 195421 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 90
2 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 60
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 60
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 55
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 55

Abundance Scan 982 (8.863 min): BM009962.D (-976) (-) m/z 117.10 100.00%
117
5000
63 o1 132
3|9 5|1 I 7|7 105 ‘I | 8.60 8.80 9.00 9.20
SNBSS PRSI PP USSR 1 RS | SR | R m/z 119.10 58.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13569: 1-Phenyl-1-butene
117
5000 132
o1 8.60 8.80 9.00 9.20
. 7 m/z 115.00 38.14%
B e T | s N

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

Abundance

5000

15

117

91
o7 39 51 63 77 103

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

132

Abundance

5000

#13595: Benzene, (2-methyl-1-propenyl)-
117
91

27 39 51 ﬂS

77
84, 103110])

132

8.60 8.80 9.00 9.20

m/z 91.00 36.01%

8.60 8.80 9.00 9.20

m/z 132.10 28.09%

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

A
LIBLEL L L L LL

8.60 8.80 9.00 9.20

8270-BM050517.

M Mon May 08 18:49:36 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 9 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 17

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

9.38 3.47 ng 209936 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 93
2 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 93
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91

Abundance Scan 1070 (9.380 min): BM009962.D (-1065) (-) m/z 119.05 100.00%
119
5000
134
47 Ol
39 5 65 | | 103 207 9.00 9.20 9.40 9.60 9.80
b e 207 /7 134,10 0 30.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14405: Benzene, 1-methyl-2-(1-methylethyl)-
119
5000 /ll'e"l"' T T T T
9.00 9.20 9.40 9.60 9.80
01 134 m/z 90.95 22_.07%
15 27 ﬁg 51 65 77 | 103
| | A Ly " l
miz--> % 40 6 8 100 130 1o 180 1ho 20
Abundance
119
9.00 9.20 9.40 9.60 9.80
5000 m/z 77.10 16.34%
o1 134
27 41 g3 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14357: Benzene, 1,2,3,4-tetramethyl-
119 9.00 9.20 9.40 9.60 9.80
m/z 39.05 12 .86%
134
5000
a B e s
| L1 | ] |
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80

8270-BM0O50517.M Mon May 08 18:49:37 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 10 3-Phenylbut-1-ene Concentration Rank 4

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

9.95 6.60 ng 398916 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 94
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 93
3 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 92
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 89

Abundance Scan 1167 (9.951 min): BM009962.D (-1157) (-) m/z 117.10 100.00%
117
5000
132
51 77 AR SRR BN RN
L |I | 103 I s 9.60 9.80 10.00 10.20
e e e Al “nv.”wh.WMm,”.L.wpm.“”w.. m/z 119.10 40.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13568: 3-Phenylbut-1-ene
117
5000
9.60 9.80 10.00 10.20
91 132 m/z 115.00 32.24%
27 ﬁg ﬁl 65 7] 105
! Ll I Ll

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

Abundance
117
132 9.60 9.80 10.00 10.20
5000 m/z 132.10 31.86%
91
o7 39 51 e 77 103
wwwm—wﬁwﬁmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13588: Benzene, 1-ethenyl-4-ethyl- SRR VL N WD N7 MM
117 9.60 9.80 10.00 10.20

m/z 91.00 21.74%
5000 132

91
15 27 39 51 6 7T T 103

|
T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 9.80 10.00 10.20

8270-BM0O50517.M Mon May 08 18:49:38 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 11 Benzene, (2-methyl-1-butenyl)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.66 3.06 ng 184698 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 94
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 Cl11H14 017059-48-2 94
4 Benzene, l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91
5 1H-Indene,2,3-dihydro-2,2-dimethyl- 146 C11H14 020836-11-7 91

Abundance Scan 1288 (10.663 min): BM009962.D (-1283) (-) m/z 131.05 100.00%
131
5000
39 51 63 77 | 105 || | 10.40 10.60 10.80 11.00
et bl bt | MZZ 146.10 0 25.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20721: Benzene, (2-methyl-1-buteny!)-
131
146
5000 9
10.40 10.60 10.80 11.00
115 m/z 115.00 21.88%
65 77
..,..%.7,...;.)"?....,?:.3..,..‘.l,...‘a,.8.4..‘,2...,1.(‘)::‘3..,..‘.‘a,...‘l‘il...,..‘.‘.,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
10.40 10.60 10.80 11.00
5000 146 m/z 91.10 17.70%

27 30 s 65 77 9 g0 1O

Wmm‘wwwwmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #20743: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131 10.40 10.60 10.80 11.00
m/z 116.05 13.60%
5000
146
27 39 51 91 115
S O N O A SN [ <
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.40 10.60 10.80 11.00

8270-BM0O50517.M Mon May 08 18:49:38 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 12 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.02 5.72 ng 345996 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 Naphth[1,2-b]Joxirene, l1la,2,3,7b-... 146 C10H100 002461-34-9 53
4 Styrene 104 C8HS8 000100-42-5 27
5 Acetic acid, 2-phenylethyl ester 164 C10H1202 000103-45-7 27
Abundance Scan 1349 (11.022 min): BM009962.D (-1344) (-) m/z 104.05 100.00%
104
5000
o1 146
115 A S e e

78

3|9 5|1 %3 0 | || 13|1 10.80 11.00 11.20 11.40
S OSSN PN S S NSV PRSI S S S R m/z 146.05 41_47%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #20761: Naphthalene, 1,2,3,4-tetrahydro-2-methy!-
104
5000 146
01 10.80 11.00 11.20 11.40
1s 131 m/z 91.05 34_.26%
39 51 78
i vl N ..‘:‘l,...‘l‘,‘...l?,g..m.,...
m/z--> 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 114.95 21.45%
117
7 39 5158 78 91 131
mmmmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20682: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104 10.80 11.00 11.20 11.40
m/z 103.10 17.15%
5000 146
117
27 39 5158¢g 78 91 131
.,....‘,....‘,.ll.i‘a..l,.‘a‘..,...‘l,....‘,.... a"..,..‘ll‘,....,‘....,...‘.,...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40

8270-BM050517.M Mon May 08 18:49:39 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 1H-Indene,2,3-dihydro-2,2-d... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.13 4.71 ng 284693 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 94
3 1H-Indene,2,3-dihydro-2,2-dimethyl- 146 C11H14 020836-11-7 90
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 76
5 Benzene, l-methyl-3-(1-methyl-2-_._. 146 C11H14 052161-57-6 70
Abundance Scan 1367 (11.127 min): BM009962.D (-1361) (-) m/z 131.05 100.00%
131
5000
o1 117 146
39 51 65 77 103 10.80 11.00 11.20 11.40
m/z 91.10 36.13%
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 31.76%
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 117.05 31.25%
146
91 118
15 27 39 51 63 77 104
WTWWWWWWTWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20737: 1H-Indene,2,3-dihydro-2,2-dimethyl-
131 10.80 11.00 11.20 11.40
m/z 115.00 29.81%
146
5000
a 115
5\1 6\5 " ‘ 195 M\ Il ‘ 11
mz-> 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 18:49:40 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 14 Benzene, (3-methyl-2-butenyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.47 3.44 ng 207713 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 93
2 _.alpha.,.beta.,_beta.-Trimethyls... 146 C11H14 000769-57-3 90
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 87

Abundance Scan 1425 (11.469 min): BM009962.D (-1418) (-) m/z 131.05 100.00%
5000
115 146
91
39 51 63 77 104 207 11.20 11.40 11.60 11.80
B m/z 146.10 37.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20727: Benzene, (3-methyl-2-butenyl)-
131
o1 146
5000
11.20 11.40 11.60 11.80
m/z 115.10 31.27%
7 PR ST |wP
L, PR A I | M m AN 11l
m/z--> 20 40 i 80 100 120 140 160 180 200
Abundance
131
146
11.20 11.40 11.60 11.80
5000 91 m/z 129.10 19.64%
39 51 g5 17 10512
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #20746: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 11.20 11.40 11.60 11.80
m/z 91.00 19.33%
5000 146
27 39 51 o1 115
N A I Y
m/z--> 20 40 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80

8270-BM0O50517.M Mon May 08 18:49:41 2017

Page: 16



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Library Search Compound Report

Z:\HPCHEM1I\BNA_M\DATA\BMO050617\
BM0O09962.D

07 May 2017 04:03

SJ/MA

12997-03

30 Sample Multiplier: 1

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

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 _alpha.,_.beta.,_beta.-Trime... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.66 4.13 ng 249623 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.,.beta.,_beta.-Trimethyls... 146 C11H14 000769-57-3 94
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 91
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 90
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 83

Abundance Scan 1458 (11.663 min): BM009962.D (-1453) (-) m/z 131.05 100.00%
131
5000 146
91 115
39 °1 e 77 105 11.40 11.60 11.80 12.00
m/z 146.10 37 .24%
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 91
11.40 11.60 11.80 12.00
9 51 g 77 105 115 m/z 115.10 27 .85%
SN I N N Y |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
146
11.40 11.60 11.80 12.00
5000 91 m/z 91.10 27 .22%
115
39 5 77
15 27 65 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20726: Benzene, (3-methyl-2-butenyl)- e
131 11.40 11.60 11.80 12.00
m/z 129.05 21.99%
91
5000 146
39
27 51
a1 O R A M s
“'P“W'HW“'Wm'ﬂm“lm”v'JVH“H“'H“w'wW““ﬁL“lm“v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00

8270-BM0O50517.M Mon May 08 18:49:41 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 16 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.11 5.37 ng 324723 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 98
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
3 1H-Tetrazole, 5-phenyl- 146 C7H6N4 018039-42-4 70
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 60
5 1H-Indene,2,3-dihydro-2,2-dimethyl- 146 C11H14 020836-11-7 55
Abundance Scan 1534 (12.110 min): BM009962.D (-1526) (-) m/z 131.10 100.00%
118 131
5000 146
11.80 12.00 12.20 12.40
20 21 m/z 118.10 85.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20765: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118 131
146
5000
27 39 91 105 11.80 12.00 12.20 12.40
15 51 g3 77 m/z 146.05 49 _37%
II‘IIHIH ‘H m h““lu|‘l||“|‘||l‘||‘“l|||“::: B e m e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
131
118
146 11.80 12.00 12.20 12.40
5000 m/z 117.05 48_.21%
152 Slgg 77
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21135: 1H-Tetrazole, 5-phenyl-
118 11.80 12.00 12.20 12.40
m/z 115.00 30.69%
5000
77 9a 146
39 51 & ‘ 103
15,28\,\‘,‘w,‘ T AL N A urA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11,80 12,00 12.20 12.40

8270-BM0O50517.M Mon May 08 18:49:42 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 17 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.47 4.26 ng 257545 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 93
2 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 50
3 1H-Indene, 2,3-dihydro-1,5,7-tri... 160 C12H16 054340-88-4 50
4 Hex-3-ene-1,5-diyne, 3,4-diisopr... 160 C12H16 1000211-22-8 49
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 49
Abundance Scan 1595 (12.468 min): BM009962.D (-1591) (-) m/z 118.05 100.00%
118
145 160
5000

12.20 12.40 12.60 12.80
m/z 160.10 63.35%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29460: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118
145
5000
o 160 12.20 12.40 12.60 12.80
1 128 m/z 145.05 61.87%
28 39 51 g5 17 103
S-S RSN i P A | R T W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
145
12.20 12.40 12.60 12.80
5000 m/z 117.05 55.74%

160

15 27 39 51 g3 77 91 105115 128

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

Abundance #29418: 1H-Indene, 2,3-dihydro-1,5,7-trimethyl-

145 12.20 12.40 12.60 12.80

m/z 115.05 42 .90%
5000
o8 160
15 27 39 51 63 77 o1 1055

T T T e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12 60 12.80

8270-BM0O50517.M Mon May 08 18:49:43 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 18 Naphthalene, 2,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.73 3.95 ng 259956 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 91
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 91
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 91
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 90
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 90
Abundance Scan 1809 (13.727 min): BM009962.D (-1801) (-) m/z 156.10 100.00%
156
141
5000
13.40 13.60 13.80 14.00
m/z 141.10 70.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27184: Naphthalene, 2,6-dimethyl-
156
a1 )
5000
13.40 13.60 13.80 14.00
m/z 155.00 33.80%
77 115
27 3 S B | g9z "
miz--> 20 40 60 80 100 120 140 160 180
Abundance
156
. 13.40 13.60 13.80 14.00
5000 m/z 77.00 19.28%
28 30 51 63 77 gg qqp 110 128
mz-> 20 40 60 80 100 120 140 160 180
Abundance #27190: Naphthalene, 1,3-dimethyl- R a R mamEE L
156 13.40 13.60 13.80 14.00
141 m/z 115.00 18.19%
5000
115 128
27 39 51 63 76
...1‘.5,.‘. - -‘--.“l--‘“H |8|9| .1|0.2. .‘. S -k -‘1“‘. N SR A AN A S .
m/z--> 20 40 60 80 100 120 140 160 180 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 19 Naphthalene, 2,3,6-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.04 3.16 ng 208132 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 91
Abundance Scan 2032 (15.039 min): BM009962D(2026)() m/z 155.10 100.00%
185 170
5000
115 128
30 5183 77 104 2 14.80 15.00 15.20 15.40
! m/z 170.10 88.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36216: Naphthalene, 2,3,6-trimethyl-
155 170
5000
14.80 15.00 15.20 15.40
m/z 153.00 35.26%
14 27 39 51 6\3 76 ‘\\89 102 \ 141 HH L ‘
m/z--> 20 Jo 60 éo 100 150 140 160 180 200
Abundance
155
170
14.80 15.00 15.20 15.40
5000 m/z 152.05 25._35%
115 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36213: Naphthalene, 1,6,7-trimethyl-
155 170 14.80 15.00 15.20 15.40
m/z 128.05 24 _45%
5000
115 128
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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 20 1-Isopropenylnaphthalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.60 5.51 ng 362670 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 68
2 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 53
3 1,1"-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 49
4 Fluorene, 1,4-dihydro- 168 C13H12 041593-21-9 43
5 1,1"-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 43

Abundance Scan 2127 (15.598 min): BM009962.D (-2122) (-) m/z 168.10 100.00%

168

5000

VaTA R
LIS e I

15.20 15.40 15.60 15.80 16.00
m/z 153.00 69.81%

182192 207

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34868: 1-Isopropenylnaphthalene
153
168
5000

15.20 15.40 15.60 15.80 16.00
m/z 167.05  54.19%

57 39 51 63 83 105 126139 | |

[ | Al H 93 ! m \ ! ull
,,,,,, R R R e
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 e m/z 165.00 48.18%
141
63 83
14 28 39 51 102 128
TR B o o o B LA I e o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34879: 1,1'-Biphenyl, 2-methyl-
168 15.20 15.40 15.60 15.80 16.00
m/z 152.00 37.11%
5000
153
o S e O

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 : BM009962.D

Acq On : 07 May 2017 04:03

Operator : SJ/MA

Sample : 12997-03

Misc :

ALS Vial : 30 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]
2-Pentanone, 4-hy... 4 .90 5.2 ng 162567 1 7.77 624863 20.0
Benzene, (1-methy... 6.25 3.9 ng 121992 1 7.77 624863 20.0
Benzene, propyl- 6.74 4.3 ng 133856 1 7.77 624863 20.0
unknown7 .30 7.30 83.5 ng 2609540 1 7.77 624863 20.0
Indane 8.13 13.4 ng 417351 1 7.77 624863 20.0
Benzene, 1,2-diet... 8.25 4.4 ng 136836 1 7.77 624863 20.0
1-Phenyl-1-butene 8.86 6.3 ng 195421 1 7.77 624863 20.0
Benzene, 1-methyl. .. 9.38 3.5 ng 209936 2 10.56 1208740 20.0
3-Phenylbut-1-ene 9.95 6.6 ng 398916 2 10.56 1208740 20.0
Benzene, (2-methy... 10.66 3.1 ng 184698 2 10.56 1208740 20.0
Naphthalene, 1,2,... 11.02 5.7 ng 345996 2 10.56 1208740 20.0
1H-Indene,2,3-dih... 11.13 4.7 ng 284693 2 10.56 1208740 20.0
Benzene, (3-methy... 11.47 3.4 ng 207713 2 10.56 1208740 20.0
.alpha., .beta.,.b... 11.66 4.1 ng 249623 2 10.56 1208740 20.0
Naphthalene, 1,2,... 12_.11 5.4 ng 324723 2 10.56 1208740 20.0
Naphthalene, 1,2,... 12.47 4.3 ng 257545 2 10.56 1208740 20.0
Naphthalene, 2,6-... 13.73 4.0 ng 259956 3 14.42 1316900 20.0
Naphthalene, 2,3,... 15.04 3.2 ng 208132 3 14.42 1316900 20.0
1-1sopropenylnaph... 15.60 5.5 ng 362670 3 14.42 1316900 20.0
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