LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample - H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA G\METHODS\8270-BG060616.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.188 393 400 410 rVB 14281 28176 1.09% 0.213%
2 5.663 474 481 492 rBV 210364 398147 15.45% 3.006%
3 6.586 631 638 648 rVB2 16561 33623 1.30% 0.254%
4 7.279 745 756 769 rBV 143257 293084 11.37% 2.213%
5 7.649 811 819 835 rBV 451196 910445 35.33% 6.875%
6 8.008 870 880 888 rVB2 18963 43988 1.71% 0.332%
7 8.119 888 899 908 rBV 91707 182202 7.07% 1.376%
8 8.443 942 954 970 rBV 440644 927198 35.98% 7.001%
9 8.754 1000 1007 1011 rBV3 16125 31784 1.23% 0.240%
10 8.807 1011 1016 1024 rVB2 24017 48527 1.88% 0.366%

11 9.224 1079 1087 1091 rBV2 57100 111603 4_.33% 0.843%
12 9.289 1091 1098 1110 rVB 337858 718881 27.90% 5.428%

13 9.571 1141 1146 1156 rVB 14083 29988 1.16% 0.226%
14 9.747 1170 1176 1183 rVB 60504 111991 4 _.35% 0.846%
15 10.111 1232 1238 1244 rBV3 21893 51411 1.99% 0.388%

16 10.323 1262 1274 1282 rBvV2 151703 303169 11.76% 2.289%
17 10.934 1366 1378 1391 rBV 150663 422546 16.40% 3.191%

18 11.039 1391 1396 1403 rVB 35457 69138 2.68% 0.522%
19 11.398 1451 1457 1465 rVB4 20722 42482 1.65% 0.321%
20 11.509 1469 1476 1481 rBV3 20185 44303 1.72% 0.335%
21 11.833 1524 1531 1540 rVB3 25212 51974 2.02% 0.392%
22 12.032 1553 1565 1573 rBV 19656 41366 1.61% 0.312%
23 12.115 1573 1579 1585 rBv4 20787 41784 1.62% 0.316%

24 12.467 1630 1639 1646 rVV3 53874 105805 4._.11% 0.799%
25 12.802 1685 1696 1704 rBV2 59594 149441 5.80% 1.128%

26 12.867 1704 1707 1719 rVB9 19345 49134 1.91% 0.371%
27 13.366 1784 1792 1799 rBV 1179015 2028487 78.71% 15.317%
28 14.071 1901 1912 1917 rBV3 28380 69350 2.69% 0.524%

29 14.747 2017 2027 2035 rBV2 262137 491344 19.07% 3.710%
30 16.233 2273 2280 2291 rBV 802486 1322739 51.33% 9.988%

31 17.491 2487 2494 2506 rVB2 292505 510929 19.83% 3.858%
32 20.082 2928 2935 2948 rBV 1765865 2577040 100.00% 19.459%
33 21.762 3213 3221 3230 rBV 264114 518060 20.10% 3.912%
34 25.058 3771 3782 3797 rVB2 145822 483553 18.76% 3.651%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 13243692
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Quant Title :

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

Abundance TIC: BG022251.D

1600000
1400000
1200000
1000000
800000
600000

7.65 8.44
400000 9.29

5.66

10.32  10.93
04 18611 820311247

200000

04
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG022251.D

20.08
1600000

1400000
1200000 13.37
1000000
16.23
800000

600000

400000
14.75 17.49 21.76

T e ||| : |

Ol ........4ﬁf. B e e T B B e e e e e S R

Time--> 13 00 13. 50 14.00 14.50 15.00 15.50 16.00 16. 50 17. OO 17. 50 18. OO 18. 50 19. OO 19. 50 20 00 20. 50 21. OO 21. 50 22. OO 22. 50
Abundance TIC: BG022251.D

1600000
1400000
1200000
1000000
800000
600000
400000

200000 25.06

RN e e LI B o B B e e e IR e

Time--> 23. OO 23. 50 24 00 24 50 25. OO 25. 50 26 00 26 50 27. OO 27. 50 28. OO 28 50 29. OO 29. 50 30. OO 30 50 31 OO 31 50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.19 3.09 ng 28176 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 2-Propanone. 1l-cvclopropvl- 98 C6H100 004160-75-2 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 400 (5.188 min): BG022251.D (-393) (-) m/z 42.95 100.00%
48
59
5000
101 JSARRE RN SRS AR
4.80 5.00 520 5.40 5.60
m/z 59.00 78.55%
83
"I""I""Il!l'"lsj'-"l'l'I""I""I'I"'I"'!I""I
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
480 500 520 540 560
5000 5 m/z 101.00 30.14%
101
"|"2'6*‘?1'":3'8“"'%""|'"'|""|'8‘:'3"|9:?"|""'|
m/z--> 20 30 40 50 60 70 80 90 100 S S
Abundance 4.80 5.00 5.20 5.40 5.60
59 m/z 58.00 28.87%
41
5000
86 80 500 520 540 5.60
54 69 101 2 ' ) : '
SN || oUW (7 RNDY MG AN . S m/z 41.00  9.26%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3192: 2-Propanone, 1-cyclopropyl-
43
5000 4.80 5.00 520 5.40 5.60
55
A sl e B s
82@0—860603&6 MOThumJun5®9 xe 44ﬂn9 3016 90 100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 2 Benzene, (1-methylethyl)- Concentration Rank 9

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

6.59 3.69 ng 33623 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 91
2 Benzene. l1l-ethvl-2-methvl- 120 C9H12 000611-14-3 86
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 86
4 Benzene. 1l-ethvl-3-methvl- 120 C9H12 000620-14-4 86
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 83

Abundance Scan 639 (6.592 min): BG022251.D (-631) (- m/z 105.00 100.00%
105
5000
120 620 6.40 6.60 6.80 7.00
0
43 51 63 d. o1 1 | m/z 120.00 23.22%
miz--> "1'6"'26"'36""46"'s'o""e'o'"'7'0'"'s'o""&d"idé"iié"iéé""
Abundance #9118: Benzene, (1-methylethyl)-
105
620 6.40 6.60 6.80 7.00
5000 m/z 79.00 13.29%
120
77
51
15 27 % T sges || N |
me> 1 20 % 4 % o 7 8 % 160 o o | .\
Abundance 6.20 6.40 6.60 6.80 7.00
105 m/z 51.00 10.19%
5000
120
7 91
o7 39 51 65 6.20 6.40 6.60 6.80 7.00
SN O - N NSO | Sl NS S P m/z 77.00 9.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9134: Benzene, 1-ethyl-4-methyl-
105
5000 620 6.40 6.60 6.80 7.00
120
65 7 91
B i | R 1 SO N
m—860606162.a\/| ’.F@]u 49un5M9 608704 -80 AD16100 110 120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 3 unknown7.65 Concentration Rank 2

R.T. EstConc Relative to ISTD

910445 1,4-Dichlorobenzene-d4

MW  MolForm
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 819 (7.649 min): BG022251.D (-811) (-) m/z 131.90 100.00%
5000 /\\
68 T
7.40 7.60 7.80 8.00
40 54 | . 96 m/z 68.00 34.28%
87 5
B —
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 104 7.40 7.60 7.80 8.00
5000 m/z 133.90 33.56%
31 51 78
..‘..”‘,l.‘..,.l‘.‘.‘,....,.‘...,.. N —
m/z--> 40 60 80 100 120 140 160 180 L S
Abundance 7.40 7.60 7.80 8.00
132 m/z 66.00 20.65%
5000 67 /\
41 97
53 117 IIII|IIII|IIII|IIII|III
79 7.40 7.60 7.80 8.00
S 1 A | .- T 1 | — m/z 69.00 12.60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 3
. I
5000 og 116 7.40 7.60 7.80 8.00
b e s
82mMR-BG060616QM Thu Judd 09 10B:442061 2916 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 4 Benzene, 1l-methyl-4-propyl- Concentration Rank 8

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

8.01 4.83 ng 43988 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 86
2 Oxirane. 2-methvl-2-phenvl- 134 C9H100 002085-88-3 86
3 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 80
4 Benzene. (l-methvipropvI)- 134 C10H14 000135-98-8 80
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 80

Abundance Scan 880 (8.008 min): BG022251.D(—%70) ) m/z 105.00 100.00%
105
5000
|[\'w"“|"“|'“'|“
134 7.60 7.80 8.00 8.20 8.40
77 m/z 134.00 20.22Y%
0 St e i T || us | 0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14344: Benzene, 1-methyl-4-propyl-
105
7.60 7.80 8.00 8.20 8.40
5000 m/z 77.00 9.99Y%
134
7 91
15 27 39 Sl 6 | 7 gg | 115 137
miz--> T % % 4 20 60 70 80 30 160 10 130 130 130
Abundance 7.60 7.80 8.00 8.20 8.40
105 m/z 90.90 9.50%
5000 1 ?
" 91 134 7.60 7.80 8.00 8.20 8.40
1B 27 39 O 63 o8 | 115 m/z 102.90  9.28%
mmﬁwmfﬁm -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14348: Benzene, 1-methyl-2-propyl-
105
5000 7.60 7.80 'éob' 550 .40
134
27 39
s T Sise® Ulen e | uglters |
m—BGOGOMGZCM Fthu4Qubp 060 18:480:5% 200610 120 130 140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 7 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.75 5.30 ng 111991 Naphthalene-d8 10.93

MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(1-methvleth... 134 C10H14 000527-84-4 91
2 Benzene. l-ethvIl-3.5-dimethvl- 134 C10H14 000934-74-7 91
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 91
4 Benzene. l-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91

Abundance Scan 1177 (9.753 min): BG022251.D (-1170) (-) m/z 119.00 100.00%
119
5000 134
o1 9.40 9.60 9.80 10.00
m/z 134.00 48_.02%
39 51 65 /7 103 . |
T T P R R e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14406: Benzene, 1-methyl-2-(1-methylethyl)-
119
\/\IIIIIIIIIIIIIIIIII
9.40 9.60 9.80 10.00
5000 m/z 90.95 14.39%
134
91
41 65 77
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 9.40 9.60 9.80 10.00
119 m/z 117.00 9.14%
5000
134
91
27 39 51 65 77 105 9.40 9.60 9.80 10.00
L B B B B B L B I L R RS RN R R m/Z 120-00 8-72%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14362: Benzene, 2-ethyl-1,3-dimethyl-
119
5000 9.40 9.60 9.80 10.00
134
2 15 2 3\9\ ot 6\5 i 9‘1 1(\)5 L
A Ly m m N N I
T I e e e e e
7R-BGO06061610M ZPhis0Jdd 8B 603 744 85392006 110 120 130 140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 8 Benzene, (1-methyl-1-butenyl)- Concentration Rank 14

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

10.11 2.43 ng 51411 Naphthalene-d8 10.93

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 60
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 60
3 Benzene. (3-methyl-2-butenvl)- 146 C11H14 004489-84-3 60
4 Benzene. l-methvl-2-(1l-methvl-2-... 146 C11H14 097664-19-2 58
5 Benzene, l-methyl-4-(1-methyl-2-_.__. 146 C11H14 097664-18-1 53

Abundance Scan 1238 (10.111 min): BG022251.D (-1232) (-)
131
5000
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
91
5000
146
77 115
I O A i
...,.1..5.,...‘.,....,‘....l.‘...,.i‘.. N T l‘.‘..,...‘.,...‘H NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
5000
146
91 118
15 27 39 51 63 77 104
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20727: Benzene, (3-methyl-2-butenyl)-
131
o1 146
5000
27 65 103 116 |
...‘.,...."....,....,.‘.‘.w ...M,....,x...,.w..,..U.,...1,....,..u.,...
WIO—BGOGOEH&DM 3Théo Jsn @9 7Q88m4£1(5406201106120 130 140 150

m/z 131.00 100.00%

9.80 10.00 10.20 10.40

m/z 133.00 72 .73%

9.80 10.00 10.20 10.40

m/z 91.00 34 .14%

9.80 10.00 10.20 10.40

m/z 146.00 31.85%

9.80 10.00 10.20 10.40

m/z 115.00 31.66%

9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 9 1-Phenyl-1-butene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.32 14.35 ng 303169 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 92
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 90
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 86
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 64

Abundance Scan 1274 (10.323 min): BG022251.D (-1262) (-) m/z 117.00 100.00%
117
5000
10.00 10.20 10.40 10.60
m/z 119.00 60.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13569: 1-Phenyl-1-butene
117
10.00 10.20 10.40 10.60
5000 132 m/z 132.00 37.64%
91
ST N
! Ll | all, ALl
s 90 B B A o 8 7o 86 b 100 110 130 130 146 180
Abundance 10.00 10.20 10.40 10.60
117 m/z 115.00 30.80%
5000 132
. 91
39 51 g3 103 10.00 10.20 10.40 10.60
%mmmmfmm m/Z 134-00 24-68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000 10.00 10.20 10.40 10.60
91
39 51
27 105
- .].'.5. ....,....‘ ----H”--‘q““-- ...‘l‘ N N'"'|'"ll""l‘l""'l""l"
826‘:@—8606061&1 M30rh4p Jadn 609 7Q8 8&49‘550920105 120 130 140 150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 10 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.04 3.27 ng 69138 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 95
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 91
3 .alpha...beta...beta.-Trimethvls... 146 Cl11H14 000769-57-3 91
4 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 91
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 91
Abundance Scan 1396 (11.039 min): BG022251.D (-1391) (-) m/z 130.95 100.00%
131
5000
146 N RN AR RS A
o 10.80 11.00 11.20 11.40
115 m/z 146.00 26 .36%
"I""I'"i?lg""5II:'I-"'If?rll"l"7'|'7I'"'I|""I:'I:'(I)'S'I""I"'I!ll'"'I""'I"']'-(IS'OIII
m/z--> 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

10.80 11.00 11.20 11.40
5000 m/z 91.00 13.75%

146

115
A o A N N
o 11 | !

miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance 10.80 11.00 11.20 11.40
131 m/z 114.95 13.56%
5000 146

115

105 10.80 11.00 11.20 11.40

m/z 128.95 13.18%

27 39 151 63 77 91

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

Abundance #20750: .alpha.,.beta.,.beta.- Trimethylstyrene
131
146
5000 91 10.80 11.00 11.20 11.40
115
39 51 g T 105 ‘
USRS 0 VO S S | N
7@-BGO6@6160. MAOTHO 30N 7@ 9801 304109580 200 630 140 150 160
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82

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 11 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.40 2.01 ng 42482 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 93
2 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 53
3 Naphthl'l.2-bloxirene. 1a.2.3.7b-... 146 C10H100 002461-34-9 50
4 2-Propenoic acid. 2-phenvlethvl ... 176 C11H1202 003530-36-7 35
5 2-Bromopropionic acid, 2-phenyle... 256 C11H13BrO2 043216-34-8 25
Abundance Scan 1457 (11.398 min): BG022251d.)D (-1451) (-) m/z 104.00 100.00%
104
5000 146
o1 i 131 11.00 11.20 11.40 11.60 11.80
0
"P”W””P'ﬁ?”ﬂ{“fa'szd””h”Mh'”MI”JP”W”MP" . o
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
11.00 11.20 11.40 11.60 11.80
5000 146 m/z 131.00 26.86%
91
131
s 7 1t e 7oL
| Il il
m/z--> 10 20 30 40 50 60 70 80 95 100 110 120 1§o 140 150
Abundance 11.00 11.20 11.40 11.60 11.80
104 m/z 90.95 26.56%
146
5000
117
7 39 51 63 8 ol 131 11.00 11.20 11.40 11.60 11.80
wr%wmmmmﬁmmm m/Z 145-00 14-69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20682: Naphth[1,2-b]oxirene, la,2,3é7b—tetrahydro—
104
5000 146 11.00 11.20 11.40 11.60 11.80
117
78 91
ererrerer e -ll?ﬁ--l.-‘-‘--.---‘l.----“---- ) A S
m—BGOG(JGleQ M3ar h4@ Jan 60)97(18&0449953120021126120 130 140 150

Page: 12



82@-BGO6T618). MAOThep Jém 88 -9 %8 12010 130 140 150

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 12 _alpha.,.beta.,_beta.-Trime... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.51 2.10 ng 44303 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 94
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 94
3 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 93
4 1H-Indene.2.3-dihvdro-2.2-dimethvl- 146 C11H14 020836-11-7 93
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 90
Abundance Scan 1476 (11.509 min): BG022251.D (-1469) (-) m/z 130.95 100.00%
131
5000
146
o1 117 11.20 11.40 11.60 11.80
0
e g om Lo gy | e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20750: .alpha.,.beta.,.beta.- Trimethylstyrene
131
146
11.20 11.40 11.60 11.80
5000 91 m/z 116.90 16.53%
3 51 g TV 105
,I”,,I,m\;\w;\;\,ﬁﬁ,m,hI ! "|l'%8|l‘*"'|"""|“"mlﬂlﬁ%""'|“'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance 11.20 11.40 11.60 11.80
131 m/z 114.95 16.17%
5000
146
i 104 18 11.20 11.40 11.60 11.80
39 51 .o, 65 77 - - - -
ﬁrﬁm‘r&frmem]ﬁl}err]ﬁg?Wm m/Z 118-00 16-14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20727: Benzene, (3-methyl-2-butenyl)-
131
ot 146 A UL AL DU UL B
5000 11.20 11.40 11.60 11.80
41 51 65 77 116
27 103
H‘ .58 m‘m I | Lt H \\‘\ 1l
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82ne-8G0606160. M40THSQ 3 7@9801830410958021@(1630 140 150 160

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 13 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.46 ng 51974 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 91
2 .alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 91
3 Naphthl1.2-bloxirene. la.2.3.7b-... 146 C10H100 002461-34-9 83
4 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 76
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
Abundance Scan 1531 (11.833 min): BG022251.D (-1524) (-) m/z 131.00 100.00%
131
146
5000 104
o1 117
11.60 11.80 12.00 12.20
43 65 m/z 146.00 54.82%
..,.”.,.”.,J”.?}.”,JUJ,..L'!.”u!.”,JJH'.J”,..Ah!”.,.lt,.”%??u.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20746: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
11.60 11.80 12.00 12.20
m/z 104.00 42 .28%
5000 146 4
27 39 51 47 91 115
"I""'I'""I""I"""I('S‘:?‘"I"""I""I""'I:'L'O'S'I"‘l'l""H ‘I‘II
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 V7 . Y .
Abundance 11.60 11.80 12.00 12.20
131 m/z 117.00 39.71%
146
5000 91
77 115
39 51 4 105 11.60 11.80 12.00 12.20

L L L L L L L L L L L L L L L L m/z 91.00 33.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #20683: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104 146

117
5000 91 11.60 11.80 12.00 12.20
131

51
] W
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82710—8606@51@ NBOTHIQ 30n6®9701$944905@020Q6.20 130 140 150

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 14 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.47 5.01 ng 105805 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 93
3 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 68
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 60
5 _alpha.,.beta.,.beta.-Trimethyls... 146 C11H14 000769-57-3 60
Abundance Scan 1639 (12.467 min): BG022251.D (-1630) (-) m/z 131.00 100.00%
131
118
146
5000
105

12.20 12.40 12.60 12.80
5 s 7 ‘ m/z 118.00  70.02%
39 ([N ||| ||.. | | ||| |I

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 12.20 12.40 12.60 12.80
5000 m/z 145.95 60.73%
27 39 91 105
15 51 63 77
‘ [il, H‘ “H \m Il m“\ ! \‘ ‘ \‘ ‘

miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance 12.20 12.40 12.60 12.80
131 m/z 117.00 48 .19%

118

146
5000
91 105
7 39
15 Sl g3 77
12.20 12.40 12.60 12.80

m/z 115.00 30.09%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20780: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene

146

118
5000 131 12.20 12.40 12.60 12.80

91

27 % 81 65 77 ‘ i ‘\\ |
ull m | 1l
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82710—8606@6]@ MO Thu 6an700S8018Q4EQ(1@0 2020 630 140 150 160

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 15 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.80 7.07 ng 149441 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 97
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 97
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 90
Abundance Scan 1696 (12.802 min): BG022251.D (-1685) (- m/z 142.00 100.00%
142
5000
115 LRI I SRS SN B
12.40 12.60 12.80 13.00 13.20
m/z 141.00 97 .55%
39 51 637179 89 og o126 ||| . 160 1
miz> % % 40 5 8 70 80 9 100 110 120 130 140 150 160
Abundance #18499: Naphthalene, 1-methyl-
142
12.40 12.60 12.80 13.00 13.20
5000 m/z 115.00 32.29%
115

27 39 51 63 71 89 102

126
[ il ! .
T T T T R e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150160
Abundance 12.40 12.60 12.80 13.00 13.20
142 m/z 143.00 12.78%
5000
115
63 71 89 12.40 12.60 12.80 13.00 13.20
51
W%ﬁwmﬁw&r%ﬁ%mm m/Z 138-90 12- 19%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18494: Benzocycloheptatriene
141
115
e e
5000 12.40 12.60 12.80 13.00 13.20
“ 102 | 128
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060816\
Data File : BG022251.D

Aca On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample : H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 16 Naphthalene, 1,6-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .07 2.82 ng 69350 Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 78
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 78
3 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 64
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 60
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 60
Abundance Scan 1912 (14.071 min): BG022251.D (-1901) (-) m/z 156.00 100.00%
141 186
MA
' '1'3'éo' 1400 14.20 14.40
m/z 140.90 92 .18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27195: Naphthalene, 1,6-dimethyl-
156
141
13.80 14.00 14.20 14.40
5000 m/z 117.90 43.21%
115
128
77
14 : |2|7| .3‘?. IS“Ill IGTI -‘H\ IflggI I1IOI2I .‘. el -‘.‘- .‘.“‘, e
m/z--> 20 40 60 80 100 120 140 160
Abundance 13.80 14.00 14.20 14.40
141 156 m/z 154.90 34 _.70%
5000
77 15 g
39 51 13.80 14.00 14.20 14.40
s A e [ W/Zz 90.00 29.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27173: Naphthalene, 1,5-dimethyl-
156
141 "'I""I"'A'I""I""
5000 13.80 14.00 14.20 14.40
115
15 27 39 5L 63 7 g9 10p | U8 Ll
"""""""""'"""" T TTTT
82@0—8606061@ M ﬂhu J@m 098QS 4EQ0112®161A0 160
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060816\
Data File : BG022251.D

Acq On > 9 Jun 2016 2:46

Operator : UM/SJ

Sample - H3381-10

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Title :

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... 5.19 3.1 ng 28176 1 8.12 182202 20.0
Benzene, (1-methy... 6.59 3.7 ng 33623 1 8.12 182202 20.0
unknown? .65 7.65 99.9 ng 910445 1 8.12 182202 20.0
Benzene, 1l-methyl... 8.01 4.8 ng 43988 1 8.12 182202 20.0
Benzene, 1l-methyl... 9.75 5.3 ng 111991 2 10.93 422546 20.0
Benzene, (1-methy... 10.11 2.4 ng 51411 2 10.93 422546 20.0
1-Phenyl-1-butene 10.32 14.4 ng 303169 2 10.93 422546 20.0
1H-Indene, 2,3-di... 11.04 3.3 ng 69138 2 10.93 422546 20.0
Naphthalene, 1,2,... 11.40 2.0 ng 42482 2 10.93 422546 20.0
.alpha., .beta.,.b... 11.51 2.1 ng 44303 2 10.93 422546 20.0
1H-Indene, 2,3-di... 11.83 2.5 ng 51974 2 10.93 422546 20.0
Naphthalene, 1,2,... 12.47 5.0 ng 105805 2 10.93 422546 20.0
Naphthalene, 1-me... 12.80 7.1 ng 149441 2 10.93 422546 20.0
Naphthalene, 1,6-... 14.07 2.8 ng 69350 3 14.75 491344 20.0
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