LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 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_F\METHODS\8270-BF050217 .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 5.095 533 537 553 rBV3 14831 56800 2.31% 0.290%
2 5.725 640 644 678 rBVY 265142 971031 39.41%  4.951%
3 6.460 764 769 776 rBV 16195 25992 1.05% 0.133%
4 7.260 902 905 913 rBv4 15749 36602 1.49% 0.187%
5 7.325 913 916 926 rvv2 124502 362098 14.70% 1.846%
6 7.407 926 930 958 rvB 984563 2172694 88.18% 11.078%
7 7.736 983 986 996 rBv 321154 436036 17.70% 2.223%
8 7.972 1021 1026 1030 rBV 1393248 1771519 71.90% 9.033%
9 8.001 1030 1031 1040 rVvB 240775 273572 11.10% 1.395%
10 8.160 1055 1058 1069 rVvB 27784 39834 1.62% 0.203%
11 8.289 1078 1080 1090 rvB2 24122 43133 1.75% 0.220%
12 8.583 1125 1130 1131 rBV 42672 44373 1.80% 0.226%
13 8.601 1131 1133 1135 rVv 67282 71097 2.89% 0.363%
14 8.642 1135 1140 1158 rVB2 657947 1277888 51.86% 6.516%
15 8.825 1168 1171 1178 rVB3 18750 30340 1.23% 0.155%
16 8.978 1193 1197 1204 rVB 49758 57148 2.32% 0.291%

17 9.254 1241 1244 1253 rVV 84918 122862 4._.99% 0.626%
18 9.354 1256 1261 1263 rBV 145268 186312 7.56% 0.950%
19 9.377 1263 1265 1274 rVB 66235 83386 3.38% 0.425%
20 9.507 1284 1287 1298 rVB5 19790 44341 1.80% 0.226%

21 9.766 1326 1331 1336 rBV 347283 575342 23.35% 2.934%
22 9.860 1344 1347 1357 rVB 73087 115262 4.68% 0.588%

23 10.095 1382 1387 1393 rBV 55600 79913 3.24% 0.407%
24 10.166 1395 1399 1406 rVB 50460 69703 2.83% 0.355%
25 10.236 1406 1411 1416 rBV2 44361 75751 3.07% 0.386%
26 10.413 1437 1441 1447 rVB 54207 70862 2.88% 0.361%
27 10.542 1459 1463 1468 rBV 53627 76162 3.09% 0.388%
28 10.595 1468 1472 1479 rVB2 54935 90017 3.65% 0.459%
29 10.730 1492 1495 1498 rVB 29752 31129 1.26% 0.159%

30 10.836 1508 1513 1521 rVB3 91792 147911 6.00% 0.754%

31 10.924 1521 1528 1537 rBV2 139920 256332 10.40% 1.307%
32 11.072 1547 1553 1558 rBV 261377 384745 15.62% 1.962%
33 11.119 1558 1561 1566 rVB5 27763 47672 1.93% 0.243%
34 11.260 1577 1585 1590 rBV10 14688 36707 1.49% 0.187%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 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_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.530 1626 1631 1645 rBV 1718994 2463878 100.00% 12.563%

36 11.766 1662 1671 1675 rBV5 40545 97304 3.95% 0.496%
37 11.854 1682 1686 1691 rVB2 35668 63552 2.58% 0.324%
38 11.954 1699 1703 1704 rBV2 34143 44075 1.79% 0.225%
39 12.066 1717 1722 1727 rBV 103463 186288 7.56% 0.950%
40 12.113 1727 1730 1740 rVB2 51241 89475 3.63% 0.456%
41 12.236 1747 1751 1755 rBV2 91848 172824 7.01% 0.881%
42 12.383 1772 1776 1783 rBVY 43788 63831 2.59% 0.325%
43 12.595 1807 1812 1818 rBV2 381294 579526 23.52% 2.955%
44 12.648 1818 1821 1827 rVB4 35272 62802 2.55% 0.320%
45 12.807 1844 1848 1852 rVB2 21675 33456 1.36% 0.171%
46 12.860 1852 1857 1863 rBV4 16912 26351 1.07% 0.134%
47 12.960 1863 1874 1882 rBV4 41435 133518 5.42% 0.681%
48 13.136 1899 1904 1911 rBV4 26954 66032 2.68% 0.337%
49 13.289 1923 1930 1931 rBV7 18330 35472 1.44% 0.181%
50 13.418 1948 1952 1956 rBV3 21832 29910 1.21% 0.153%
51 13.495 1961 1965 1975 rVV5 46470 96966 3.94% 0.494%
52 13.583 1975 1980 1985 rVV 49081 83952 3.41% 0.428%
53 13.895 2028 2033 2052 rBV 678517 1206913 48.98% 6.154%
54 14.436 2120 2125 2130 rVB5 19284 41082 1.67% 0.209%
55 15.001 2216 2221 2233 rBV2 303547 467006 18.95% 2.381%
56 15.207 2252 2256 2263 rVB7 18728 34023 1.38% 0.173%
57 15.865 2364 2368 2373 rBV 35686 53208 2.16% 0.271%
58 15.954 2377 2383 2392 rBV3 56051 90366 3.67% 0.461%
59 16.201 2421 2425 2431 rVB2 35378 52892 2.15% 0.270%
60 16.589 2486 2491 2497 rVB4 22675 41445 1.68% 0.211%
61 17.042 2565 2568 2573 rBV3 25499 38636 1.57% 0.197%
62 17.153 2583 2587 2590 rBV 31372 31666 1.29% 0.161%
63 17.318 2609 2615 2627 rBV 1800505 2201911 89.37% 11.227%
64 18.559 2822 2826 2831 rBV5 16321 27205 1.10% 0.139%

65 18.677 2842 2846 2862 rVB 355991 508111 20.62% 2.591%

66 20.359 3128 3132 3139 rBvV 196289 324430 13.17% 1.654%

Sum of corrected areas: 19612672
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095557.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown7.41 Concentration Rank 1

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

7.41 99.66 ng 2172690 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 931 (7.413 min): BF095557.D (-926) (-) m/z 132.00 100.00%
132 T
5000 68
0 %6 7.00 7.20 7.40 7.60 7.80
0 S 48 54 62.|.| D g7 | 104 Al m'/ : ' : 280
U RIS IULIL SIS IR IR UL UL B B SRS SRR B z 68.05 36.36%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.00 7.20 7.40 7.60 7.80
78 m/z 134.00 33.51%
31 35 ,, 5t
0'”'J”Jhﬁl'WH'”I'”li“"P"W"”I'“'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 66.00 21.23%
41 97
53 . 117
o 34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132 7.00 7.20 7.40 7.60 7.80
m/z 96.00 14 .24%
97 r
5000
70
31
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Benzene, 2-propenyl- Concentration Rank 4

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

8.00 12.55 ng 273572 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-propenyl- 118 C9H10 000300-57-2 87
2 Indane 118 C9H10 000496-11-7 80
3 Benzene, cyclopropyl- 118 C9H10 000873-49-4 80
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]---. 118 C9H10 1000191-13-7 56
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 56

Abundance Scan 1031 (8.001 min): BF095557.D (-1030) (-) m/z 117.10 100.00%
117

5000

L

7.60 7.80 8.00 8.20 8.40
m/z 118.10 57 .88%

134
o 147

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8955: Benzene, 2-propenyl-

5000

7.I60 7.80 8.00 8.20 8.40
m/z 115.00  17.56%

04
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117

7.60 7.80 8.00 8.20 8.40
5000 m/z 91.05 17.08%

39 53 91
o 13 2 50 | g 77 103
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8967: Benzene, cyclopropyl-

7.60 7.80 8.00 8.20 8.40
m/z 119.00 9.25%

5000

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 9

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

9.25 4.27 ng 122862 Naphthalene-d8 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 90
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 90
5 Indan, 1-methyl- 132 C10H12 000767-58-8 90

Abundance Scan 1243 (9.248 min): BF095557.D (-1241) (-) m/z 117.05 100.00%
117

5000 132
91
39 91 65 77 105 || I 148 9.00 9.20 9.40 9.60
Obrrprrrr eyt el el il 2 Tm/Zz 132.10 0 38.43%

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

Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
1

5000
9.00 9.20 9.40 9.60

m/z 115.05 27 .10%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
132 9.00 9.20 9.40 9.60
5000 m/z 91.00 16.69%

91

o7 39 51 65 78 104

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14085: 1H-Indene, 2,3-dihydro-2-methyl-
117

9.00 9.20 9.40 9.60
m/z 131.10 14 .22%

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Indan, l1-methyl- Concentration Rank 5

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

9.35 6.48 ng 186312 Naphthalene-d8 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan, 1l-methyl- 132 C10H12 000767-58-8 90
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 81
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 80

Abundance Scan 1260 (9.348 min): BF095557.D (-1256) (- m/z 117.05 100.00%
117
5000 132
91
39 65 7 103 | 9.00 9.20 9.40 9.60
o...,....,....,....',....,'.'...8,..'..,....,?ﬁ‘..,'....,....,..!!,...-!',|.'...,.. m/z 132.10 40.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14030: Indan, 1-methyl-
117
5000
9.00 9.20 9.40 9.60
o1 132 m/z 115.00 25.58%
15 7 B S8 7T T a0y 1a5
m/z--> 10 20 30 40 50 éo 70 80 90 100 110 120 130 140
Abundance
117
9.00 9.20 9.40 9.60
5000 132 m/z 131.10 19.84%

7 39 51 g5 91
58 1 g4 103110 || 125

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 9.00 9.20 9.40 9.60
m/z 91.00 11.51%
5000 132
39 91
27 77 ‘
0 .”,....“..t,.”.h...4&...,”..,..M,...wt...}ﬂé%}QﬂJ,...w....,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 5H-5-Methyl-6,7-dihydrocycl... Concentration Rank 16

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

9.38 2.90 ng 83386 Naphthalene-d8 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-5-Methyl-6,7-dihydrocyclopent... 134 C8H10N2 023747-48-0 80
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 78
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 78
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 78
5 Ethanone, 1-(2-methylphenyl)- 134 C9H100 000577-16-2 78

Abundance Scan 1265 (9.377 min): BF095557.D (-1263) (- m/z 119.10 100.00%
119
5000 134
39 57 66 77 84 91 104 9.00 9.20 9.40 9.60 9.80
Ol prrrr e e m/z 134.10 47.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15235: 5H-5-Methyl-6, 7-dihydrocyclopentapyrazine
1

N
LI L L L L L L B B

9.00 9.20 9.40 9.60 9.80
m/z 120.05 10.52%

5000

0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
9.00 9.20 9.40 9.60 9.80
5000 m/z 133.05 6.06%
134
91
15 27 41 515865 77 105 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14884: Benzene, 1-ethyl-3,5-dimethyl-

119 9.00 9.20 9.40 9.60 9.80
m/z 77.00 5.52%

5000

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 10

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

9.86 4.01 ng 115262 Naphthalene-d8 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 90

Abundance Scan 1347 (9.860 min): BF095557.D (-1344) (-) m/z 131.10 100.00%
5000
146
91 115
53 63 77 105 9.60 9.80 10.00 10.20
Obrrr e e e b et el | M7z 146.10 24 . 85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131

5000
9.60 9.80 10.00 10.20
oL m/z 91.00 13.36%
15 27 39 51 ¢4 115 146
ol S - Y O I
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
9.60 9.80 10.00 10.20
5000 m/z 115.00 12.95%
146

27 39 81 g4 77 N 51

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 9.60 9.80 10.00 10.20
m/z 132.05 10.54%
5000
146
27 39 115
15 oo o Tows o |
Ot e e e e e A e
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.10 2.78 ng 79913 Naphthalene-d8 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 93
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000530-93-8 76
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 35
4 Acetic acid, trifluoro-, 2-pheny... 218 C10H9F302 055419-66-4 35
5 Benzene, 1,1"-(1,2-cyclobutanedi... 208 C16H16 020071-09-4 27

Abundance Scan 1388 (10.101 min): BF095557.D (-1382) (-) m/z 104.00 100.00%

104
5000 146

91

9.80 10.00 10.20 10.40

0 m/z 146.10 45 _23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21666: Naphthalene, 1,2,3,4-tetrahydro-2-methy!-
104
5000 146
91 9.80 10.00 10.20 10.40
131 m/z 91.10 37.89%
15 27 39 51 63 77 115 ‘
O.WJHPHWHJ“”J”““MWHM“”.LH.W.Jm.mﬁnnpmh””“”w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
104
146 9.80 10.00 10.20 10.40
5000 m/z 131.10 19.80%
117
5 27 39 51 63 8 91 131

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

Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146 9.80 10.00 10.20 10.40

m/z 115.00 18.85%
131
5000 118
R na e AR aa B e e ]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 2-Ethyl-2,3-dihydro-1H-indene Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.24 2.63 ng 75751 Naphthalene-d8 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethyl-2,3-dihydro-1H-indene 146 C11H14 056147-63-8 87
2 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 76
3 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 60
4 Benzene, l-pentenyl- 146 C11H14 000826-18-6 53
5 3-Buten-1-ol, 4-phenyl- 148 C10H120 000937-58-6 49

Abundance Scan 1412 (10.242 min): BF095557.D (-1406) (-) m/z 117.10 100.00%
147
131
5000 146
39 53 69 79 ‘ | 10.00 10.20 10.40 10.60
o S RN P P PR Y P TR m/z 131.05  59.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21617: 2-Ethyl-2,3-dihydro-1H-indene

5000
10.00 10.20 10.40 10.60

m/z 146.10 46.49%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

117
10.00 10.20 10.40 10.60
5000 91 146 m/z 115.00 28 .38%
39 51 131
77
15 27 65 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21582: 1H-Indene-4-carboxaldehyde, 2,3-dihydro-

10.00 10.20 10.40 10.60
m/z 91.00 18.26%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.54 2.65 ng 76162 Naphthalene-d8 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 96
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 94
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
Abundance Scan 1463 (10.542 min): BF095557.D (-1459) (-) m/z 131.05 100.00%
131
5000 146
91 115
39 51 g5 77 105 10.20 10.40 10.60 10.80
01 m/z 146.10 36.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131
5000
146 10.20 10.40 10.60 10.80
91 115 m/z 115.00 19.50%
27 39 51 63 77 103
0 "I""I""'I""‘I""'i""'I'm"l""*I""‘I""I"""I"h"I""HH"'I'H"'I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
10.20 10.40 10.60 10.80
5000 146 m/z 129.05 14 _.82%

27 39 51 65 77 9 o510

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethy!-
131 6 10.20 10.40 10.60 10.80
14 m/z 128.00 14.31%
5000 01
115
39
y PR s T s ||
0.w}?,”ﬂ“.”p”.w”wﬂﬂqMJhnnqh”ﬁUu“”V“”wl“qnﬂq””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.60 3.13 ng 90017 Naphthalene-d8 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1000189-31-0 80
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 70
Abundance Scan 1473 (10.601 min): BF095557.D (-1468) (-) m/z 131.10 100.00%
131
5000 118 146
39 50957 65 77 g4 | | | || | 10.20 10.40 10.60 10.80 11.00
0.,....,....,....i'.'..l.,.'!'..,'I""",..l.'.l.l...l..!',l...l.l!...l.'!.'.l... m/z 146.10 49 _22Y
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131
146
5000
g1 105 10.20 10.40 10.60 10.80 11.00
m/z 118.00 40.35%
39 B
0.“.”,”.M.L.ﬂh”,MMWHHMP.“,””,ﬂ...ﬂ‘“.hhh}ﬁﬁﬁ.“”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
118 131
146
10.20 10.40 10.60 10.80 11.00
5000 m/z 129.00 23.99%
o1 105
27 3% 51 g3 77
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21685: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene
146 10.20 10.40 10.60 10.80 11.00
m/z 116.95 18.54%
118
5000 131
91
| oo % sges | |
m/z--> 20 §o 4 50 60 75 85 gb 100 110 120 150 140 150 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.84 5.14 ng 147911 Naphthalene-d8 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 70
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 64

Abundance Scan 1514 (10.842 min): BF095557.D (-1508) (-) m/z 131.10 100.00%

118 146
5000

10.60 10.80 11.00 11.20

0 160 m/z 118.10 65.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118 131
146
5000
o1 105 10.60 10.80 11.00 11.20
m/z 146.05 64.37%
39 51 63 77 ‘
0 ‘\ | \‘m T ‘m L Ll ‘ | \‘\‘ \‘m‘
T e T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
Bl 4
118
10.60 10.80 11.00 11.20
5000 m/z 147 .00 47 .66%

105

o1
o7 39 51 64 77

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

Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131 10.60 10.80 11.00 11.20

146 m/z 148.10 43.21%
5000 o1
39 51 g 105 115
0.,””,”“m””Hﬂnlﬂmlujh”.qh.qmtquﬂw”NML.q.Mq.”q.”w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.60 10.80 11.00 11.20

8270-BF050217.M Wed May 31 15:48:22 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Naphthalene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.07 13.37 ng 384745 Naphthalene-d8 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H10 000264-09-5 91
5 Benzeneacetonitrile, 2-cyano- 142 C9H6N2 003759-28-2 46

Abundance Scan 1553 (11.072 min): BF095557.D (-1547) (-) m/z 142.10 100.00%

142
5000
115

10. 80 11. 00 11. 20 11. 40

51 6371 89
Obr e e e e i02 oy 126l 380 77 141.10  90.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19239: Naphthalene, 2-methyl-
142
5000
115 10.80 11.00 11.20 11.40

m/z 115.05 31.59%

39 51 6371 89 102 | 126 |||
T T T e e e e e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
142
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—r

10.80 11.00 11.20 11.40

o

5000 m/z 139.10 11.39%
115
oL 27 39 51 &7 8 4o 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- ma e AR REE
141 10.80 11.00 11.20 11.40

m/z 143.10 11.38%

5000 115
27 39 51 87,5 89 g 126 |
e | N —

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.80 11.00 11.20 11.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.36 ng 97304 Acenaphthene-d10 12.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 89
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 87
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 76
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 70
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 70
Abundance Scan 1672 (11.771 min): BF095557.D (-1662) (-) m/z 145.10 100.00%
145
5000
160
115 132
m 53 65 1 95105 174 11.40 11.60 11.80 12.00
o m/z 160.10 35.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30936: Naphthalene, 1,2,3,4-tetrahydro-5,7-dimethyl-
145
160
5000
132 11.40 11.60 11.80 12.00
m/z 132.10 19.25%
15 27 39 51 g5 77 91 e tP°
ol—— |"= — I" .“ﬁ‘.l‘l‘.‘. "HI ; .‘. .|‘.‘. "MI .‘HH.‘.l“‘l‘. : "|" —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145
11.40 11.60 11.80 12.00
5000 m/z 115.10 17.87%
160
132
15 27 39 51 65 77 91 105117
mz-> 20 40 60 80 100 120 140 160 180
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- e REE RS S ee
145 11.40 11.60 11.80 12.00
m/z 117.10 15.23%
5000
115 128 160
15 27 39 51 g3 77 91 105 ‘
ob— .‘. |"3" : I" .“.‘.l‘l‘.‘. I\HI : .‘. : |”"' : lMI I\IM : |"" ; "I T
m/z--> 20 40 60 80 100 120 140 160 180 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Naphthalene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.07 6.43 ng 186288 Acenaphthene-d10 12.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 1723 (12.071 min): BF095557.D (-1717) (-) m/z 156.05 100.00%

141 186

5000

115 459
39 51 63 76 gy 102 164 11.80 12.00 12.20 12.40

o o hli84 | h77 141.08  o1.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28469: Naphthalene, 2,3-dimethyl-

141 156

5000
11.80 12.00 12.20 12.40

76 15 0 m/z 155.10 30.17%
51
15 27 39 Ll 89 102 bl L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance

156
141

11.80 12.00 12.20 12.40
5000 m/z 115.00 19.02%

115
1 63 77 128

14 27 39 O 89 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28497: Naphthalene, 1,4-dimethyl- R B
141 156 11.80 12.00 12.20 12.40
m/z 153.10 16.32%
5000
115
P . . A W Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Naphthalene, 2,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.11 3.09 ng 89475 Acenaphthene-d10 12.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
3 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 92
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 89
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 81
Abundance Scan 1730 (12.113 min): BF095557.D (-1727) (-) m/z 156.10 100.00%
156
141
5000
76
40 ,4 63 8 o7 172 11.80 12.00 12.20 12.40
o N M AN A m/z 141.10 56.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28488: Naphthalene, 2,6-dimethyl-
141 156
5000
11.80 12.00 12.20 12.40
63 115 128 m/z 155.10 37.20%
oL .1.5| |2\|7| |3\|9| ﬁ:lll I‘l .‘.”H‘l |\8|\9| Illqlzl : ‘; T .“.‘. "|" I\I‘\‘I ]
m/z--> 20 40 60 80 100 120 140 160
Abundance
156
141
11.80 12.00 12.20 12.40
5000 m/z 76.10 15.51%
115 128
0= "|'2?"| ,49 '|'§q '|§§ '?ﬁ' LR AN BURLEL LA UL
m/z--> 20 40 60 80 100 120 140 160
Abundance #28473: Naphthalene, 1,8-dimethyl-
156 11.80 12.00 12.20 12.40
m/z 118.00 15.04%
141
5000
115
oL 15 27 3 51 63 0 9 102 17 128 |
m/z--> 20 40 60 80 100 120 140 160 ' 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Naphthalene, 1,6,7-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.96 4.61 ng 133518 Acenaphthene-d10 12.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 92
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 70
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 64
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 64
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 60
Abundance Scan 1874 (12.960 min): BF095557.D (-1863) (-) m/z 155.10 100.00%
1
5000
91 119
s St 83 8 105 17128 12.60 12.80 13.00 13.20
of m/z 170.10 88.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38372: Naphthalene, 1,6,7-trimethyl-
155 170
5000
12.60 12.80 13.00 13.20
m/z 168.10 80.43%
115 128 149
O SL 768 a0 T M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
155 170
12.60 12.80 13.00 13.20
5000 m/z 139.10 35.85%
128
1827 39 51 63 7685 qgp 11° 141
mz-> 20 40 60 80 100 120 140 160 180
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155 12.60 12.80 13.00 13.20
170 m/z 153.00 31.48%
5000
115 128
o 0% e | M)
m/z--> 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Naphthalene, 1-(2-propenyl)- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.58 2.90 ng 83952 Acenaphthene-d10 12.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 74
2 1-1sopropenylnaphthalene 168 C13H12 001855-47-6 74
3 1,1"-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 55
4 1,1"-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 43
5 Nordiphenamid 225 C15H15N0 000954-21-2 43

Abundance Scan 1979 (13.577 min): BF095557.D (-1975) (-) m/z 168.10 100.00%
168
153
5000
Lo 115 128 139 15120 1340 1360 1380
01 m/z 153.10 63.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36908: Naphthalene, 1-(2-propenyl)-
153 168
5000 115
13.20 13.40 13.60 13.80
3 83 141 m/z 167.10 61.31%
28 39 51 74 102 128 |
ol 14 SR NS N oAl ,H.“;‘. el bl .“.‘. I\l‘ ‘ -
m/z--> 20 40 60 80 100 120 140 160
Abundance
153
168 13.20 13.40 13.60 13.80
5000 m/z 165.05 45_.12%
39 51 63 83 105
27 74 93 115 126 139
R e e S T I L e A
miz--> 20 40 60 8 100 120 140 160
Abundance #36899: 1,1-Biphenyl, 2-methyl-
167 13.20 13.40 13.60 13.80
m/z 152.10 44 _28%
5000 153
39 51 63 _ 83 15 128 139
||1|5||2‘|7||‘|||“|||“|‘ |‘|7H|‘|Hi‘|‘9|2|1|(‘)|2||‘|||‘l||‘|‘| I‘I\I ‘l“::
m/z--> 20 40 60 80 100 120 140 160 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 unknownl5.95 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.95 3.87 ng 90366 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 43
2 n-Decanoic acid 172 C10H2002 000334-48-5 43
3 Lactose 342 C12H22011 000063-42-3 38
4 Undecanoic acid 186 C11H2202 000112-37-8 38
5 Trehalose 342 C12H22011 000099-20-7 37
Abundance Scan 2382 (15.948 min): BF095557.D (-2377) (-) m/z 73.00 100.00%
43 60 3
5000 or 129
5 149 177 191
| 115 213 15.60 15.80 16.00 16.20
o} S m/z 43.00 83.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72684: n-Capric acid isopropy! ester
43
5000 AR R BRI UL B
27 60 15.60 15.80 16.00 16.20
102 m/z 60.00 80.60%
129 155 173
0 ||||||||||||||| H:‘ul‘wuuulu|]|-1|5|||‘||]|-4:3||‘||||l‘|||||]|-9|9| |2|1|4|
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
60 73
15.60 15.80 16.00 16.20
5000 41 m/z 57.10 74.52%
129
29
oL 18 8 jo1 115 143 1ge 172
m/z--> 20 40 60 80 100 120 140 160 180 200 '
Abundance #177854: Lactose
73 15.60 15.80 16.00 16.20
60 m/z 41.00 67 .55%
5000
‘ g5 97
18 15126
oL, MH L \ \ nilli H\‘M‘HH el |.“.‘..|1f1.5..]|-6.3...|.]:9.1.|2.0.7..| R EAREEREmaema R
m/z--> 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095557.D

Acq On : 31 May 2017 6:07

Operator : SJ/MA

Sample - 13354-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .41 7.41 99.7 ng 2172690 1 7.74 436036 20.0
Benzene, 2-propenyl- 8.00 12.6 ng 273572 1 7.74 436036 20.0
Benzene, 2-etheny... 9.25 4.3 ng 122862 2 9.76 575342 20.0
Indan, 1-methyl- 9.35 6.5 ng 186312 2 9.76 575342 20.0
5H-5-Methyl-6,7-d. .. 9.38 2.9 ng 83386 2 9.76 575342 20.0
1H-Indene, 2,3-di... 9.86 4.0 ng 115262 2 9.76 575342 20.0
Naphthalene, 1,2,... 10.10 2.8 ng 79913 2 9.76 575342 20.0
2-Ethyl-2,3-dihyd... 10.24 2.6 ng 75751 2 9.76 575342 20.0
1H-Indene, 2,3-di... 10.54 2.6 ng 76162 2 9.76 575342 20.0
Naphthalene, 1,2,... 10.60 3.1 ng 90017 2 9.76 575342 20.0
Naphthalene, 1,2,... 10.84 5.1 ng 147911 2 9.76 575342 20.0
Naphthalene, 2-me... 11.07 13.4 ng 384745 2 9.76 575342 20.0
Naphthalene, 1,2,... 11.77 3.4 ng 97304 3 12.60 579526 20.0
Naphthalene, 2,3-... 12.07 6.4 ng 186288 3 12.60 579526 20.0
Naphthalene, 2,6-... 12.11 3.1 ng 89475 3 12.60 579526 20.0
Naphthalene, 1,6,... 12.96 4.6 ng 133518 3 12.60 579526 20.0
Naphthalene, 1-(2... 13.58 2.9 ng 83952 3 12.60 579526 20.0
unknownl15.95 15.95 3.9 ng 90366 4 15.00 467006 20.0
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