LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample - G2522-20

Misc :

ALS Vial : 9 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-BF061115.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 2.330 99 100 104 rVV 617899 1146628 3.40% 0.785%
2 2.387 104 105 107 rVW 267862 374131 1.11% 0.256%
3 2.673 127 130 133 rVB 386952 616454 1.83% 0.422%
4  4.570 291 296 298 rBV 7165163 11958661 35.50% 8.187%
5 5.885 408 411 413 rVB 1762090 1682102 4_99% 1.152%
6 5.987 417 420 424 rBV 5678979 9672938 28.72% 6.622%
7 6.239 438 442 445 rBvV2 8037399 13925728 41.34% 9.533%
8 6.902 498 500 502 rBY 607879 579175 1.72% 0.396%
9 6.936 502 503 505 rVv 777612 571134 1.70% 0.391%
10 6.982 505 507 509 rvv2 1298810 1530281 4._54% 1.048%

11 7.085 512 516 519 rvB2 701485 1098539 3.26% 0.752%
12 7.142 519 521 523 rBV 1523093 1262981 3.75% 0.865%
13 7.210 525 527 529 rvV 4915280 5345380 15.87% 3.659%
14 7.245 529 530 532 rVB 1134292 1188382 3.53% 0.814%
15 7.439 545 547 548 rBV 1399305 1181057 3.51% 0.809%

16 7.473 548 550 552 rVvB 939833 789996 2.35% 0.541%
17 7.542 552 556 557 rBV 1124901 1296215 3.85% 0.887%
18 7.656 563 566 568 rBY 10372465 18072917 53.66% 12.372%
19 7.930 589 590 593 rvB 1029229 956293 2.84% 0.655%
20 7.976 593 594 597 rBV 256396 380923 1.13% 0.261%

21 8.422 630 633 634 rvv2 2719536 3762400 11.17% 2.576%
22 8.456 634 636 639 rvv 2243158 4029972 11.96% 2.759%
23 8.536 642 643 646 rVB 558348 657459 1.95% 0.450%
24 8.730 654 660 662 rBY 11645460 33681947 100.00% 23.058%
25 9.108 690 693 696 rBvV 177687 409007 1.21% 0.280%

26 9.176 696 699 701 rVvB 240623 354115 1.05% 0.242%
27 9.256 704 706 708 rvv 522013 426454 1.27% 0.292%
28 9.393 715 718 720 rBV 7509070 7188503 21.34% 4.921%
29 9.496 724 727 729 rBV 6306643 6343333 18.83% 4.342%
30 9.748 746 749 750 rBV 1833365 1912213 5.68% 1.309%

31 9.851 755 758 760 rBV 1247665 1113442 3.31% 0.762%
32 10.011 769 772 774 rBV 330920 513409 1.52% 0.351%
33 10.091 777 779 780 rBV 731972 673325 2.00% 0.461%
34 10.216 788 790 795 rVB 242076 379971 1.13% 0.260%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample - G2522-20

Misc :

ALS Vial : 9 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-BF061115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.308 795 798 800 rBV 3079473 3494154 10.37% 2.392%

36 10.445 808 810 811 rBV 407294 426274 1.27% 0.292%
37 10.468 811 812 815 rVB 274109 373712 1.11% 0.256%
38 10.994 856 858 861 rvB 411662 370999 1.10% 0.254%
39 11.234 876 879 882 rBV2 1325634 1270088 3.77% 0.869%
40 11.977 939 944 945 rBvV2 885259 1518174 4_.51% 1.039%

41 13.622 1085 1088 1090 rBV 1794627 2504105 7.43% 1.714%
42 14.857 1194 1196 1199 rBV 478051 530900 1.58% 0.363%
43 16.720 1356 1359 1365 rBVY 333361 513511 1.52% 0.352%

Sum of corrected areas: 146077382
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF061215\

BF079942.D

12 Jun 2015 18:37

TP/1Z

G2522-20

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1e+07

8000000
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8000000

6000000

4000000:

2000000
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TIC: BFO79942.D
8.73
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9.50
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Time--> 8.00
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4000000

2000000
4.86
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TIC: BF079942.D

16.72
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample : G2522-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 1,3-Hexadien-5-yne Concentration Rank 18

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

2.39 6.34 ng 374131 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Hexadien-5-yne 78 C6H6 010420-90-3 91
2 Benzene 78 C6H6 000071-43-2 91
3 1,5-Hexadien-3-yne 78 C6H6 000821-08-9 90
4 2,4-Hexadiyne 78 C6H6 002809-69-0 78
5 6-Azidotetrazolo(b)pyridazine 162 C4H2NS8 014393-79-4 64

Abundance Scan 105 (2.387 min): BF079942.D (-104) (-) m/z 78.10 100.00%
78
5000
39 5|2 | 200 220 240 260 2.80
44 63 4 85 : : ' : '
W”“P”WMW”“P”W“W”JPMP“JL“W”PJWMW””P'hmﬁ““Pm m/z 77.10 23.08%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1012: 1,3-Hexadien-5-yne
78
5000 52 R LRSS RN
2.00 2.20 240 2.60 2.80
39 B m/z 52.10 19.52%
26
i ) a8 T s P T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
78
200 220 240 260 2.80
5000 m/z 50.05 16.31%
52
26 36 43 49 6063 A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1011: 1,5—Hexadien—3—yne NS LI L L N B B
78 2.00 2.20 240 2.60 2.80
m/z 51.00 13.96%
52
5000
39
74
1215 242731 36, 44 44 55 60 \ 6770 .
m/z--> 5 10 15 20 55 30 35 40 45 50 §5 éo 65 fo 75 85 85 90 200 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample : G2522-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Butane, 2-methoxy-2-methyl- Concentration Rank 16

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

2.67 10.44 ng 616454 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 130 (2.673 min): BF079942.D (-127) (-) m/z 73.10 100.00%
73
5000 43
55 87 Y B U
2.40 2.60 2.80 3.00
..,....,...3.3,|.-.'..5,0..|..,..??,'.:..,....,....,...., m/z 43.10 37.18%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.40 2.60 2.80 3.00
55 87 m/z 55.10 26.51%
G
mz-> 20 30 40 50 60 70 80 90 100
Abundance
73
240 260 280 3.00
5000 43 m/z 87.10 25.15%
58
LU AL UL S UL FUR L FURL LN FURL AL UL SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- i e R
73 2.40 2.60 2.80 3.00
m/z 41.05 12.26%
5000
45
29
Ll 39| | 50 % 67 | 101
m/z--> 20 30 40 50 60 70 80 9 100 ' 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample : G2522-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Benzene, l-ethyl-3-methyl- Concentration Rank 17

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

6.90 9.81 ng 579175 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91

Abundance Scan 500 (6.902 min): BF079942.D (-498) (- m/z 105.10 100.00%
105
5000
120
39 51 g 65 7|7 o 9|1 6.60 6.80 7.00 7.20
S S RS MBS 1 M S RSO 1 IS A m/z 120.10 31.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9128: Benzene, 1-ethyl-3-methyl-
105
5000 IRRERE!
120 6.60 6.80 7.00 7.20
. oL m/z 91.10 12 .65%
18 27 39 Sleg65 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
6.60 6.80 7.00 7.20
5000 m/z 77.10 12.58%
120
39 77 91
e B 8 e | wa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9129: Benzene, 1-ethyl-4-methyl-
105 6.60 6.80 7.00 7.20
m/z 79.10 10.22%
5000
120
15 27 3 sigges 1 Sl | L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample : G2522-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 _alpha.-Methylstyrene Concentration Rank 13

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

7.08 18.60 ng 1098540 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _alpha.-Methylstyrene 118 C9H10 000098-83-9 97
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 60
3 Benzene, 1l-ethenyl-3-methyl- 118 C9H10 000100-80-1 52
4 Bicyclo[4.2.0]octa-1,3,5-triene, ... 118 C9H10 022250-74-4 50
5 Acetic acid, chloro-, 3-phenylpr... 212 C11H13CIl02 064046-48-6 47

Abundance Scan 516 (7.085 min): BF079942.D (-512) (-) m/z 118.10 100.00%
118
103
5000 28
91 S R VA | N0
3|9 | ‘ | 111‘ 6.80 7.00 7.20 7.40
..,....,....,....,....,'...!,:'.'..,.:-.'.,....',:...,!.'.. || m/z 117.10 83.09%
m/z--> 10 20 30 40 70 80 90 100 110 120
Abundance #8688. .alpha. Methylstyrene
118
5000 103
78 6.80 7.00 7.20 7.40
01 m/z 103.10 58.75%
39 51
1B 27 \“6371\‘85 L Ll
mzs 10 % 30 4 50 8 70 8 g'o 100 110 120
Abundance
118
6.80 7.00 7.20 7.40
5000 m/z 78.10 35.80%
91
103
18 27 9 Blsg 65 77 g 110
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8702: Benzene, 1-ethenyl-3-methyl-
118 6.80 7.00 7.20 7.40
m/z 115.10 30.91%
5000
91
39 103
oo P mmm 7w W
m/z--> 10 20 3'0 40 50 6|0 70 80 90 1(')0 10 120 | 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample : G2522-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknown7.14 Concentration Rank 9

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

7.14 21.39 ng 1262980 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 521 (7.142 min): BF079942.D (-519) (-) m/z 132.10 100.00%
5000 68
40 | % 680 7.00 7.20 7.40
54 : : . :
il g L ggeue Y h/7 68.10  41.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L UL AL I
6.80 7.00 7.20 7.40
m/z 134.00 32.44%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 26 .44%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 16.22%
5000 og 116
— ...,...‘n,m..u“,.nh.,MM..M,..“‘.,...¥5?...., 189 SN | Y SR
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample : G2522-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Benzene, 1,2,3-trimethyl- Concentration Rank 11

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

7.44 20.00 ng 1181060 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 547 (7.439 min): BF079942.D (-545) (3 m/z 105.10 100.00%
105
5000 120
39 51 gg 65 7|7| g5 9|1 o8 7.20 7.40 7.60 7.80

e e e e bl Tm/z 120.100 42.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #9113: Benzene, 1,2,3-trimethyl-
105
5000 120

7.20 7.40 7.60 7.80
m/z 77.05 11.77%

39 51 7 91
s A L s 4 98 i i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
7.20 7.40 7.60 7.80
5000 120 m/z 119.05 9.93%
28 39 51 7 91
14 58 65 84 98
B R e o RN e e e o e S R )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl-
105 7.20 7.40 7.60 7.80
m/z 91.10 9.28%
120
5000
27 3\9 5\1‘ 58 §§ 7\?\ o LAl r
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample : G2522-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Benzene, 2-propenyl- Concentration Rank 15

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

7.47 13.38 ng 789996 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-propenyl- 118 C9H10 000300-57-2 89
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 89
3 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 86
4 Benzene, 1,1"-(l-ethenyl-1,3-pro... 222 C17H18 061141-97-7 86
5 cis-.beta.-Methylstyrene 118 C9H10 000766-90-5 76

Abundance Scan 550 (7.473 min): BF079942.D (-548) (-) m/z 117.10 100.00%
117
5000
91
39 51 63 7 g ‘ 103 7.20 7.40 7.60 7.80
SRS REN ISR NP L. B P RN NSRS ] RS m/z 118.05  70.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8684: Benzene, 2-propenyl-

5000
7.20 7.40 7.60 7.80

m/z 115.05 42 .83%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
R NS MR s o
7.20 7.40 7.60 7.80
5000 m/z 91.10 30.06%
91
39 51 58 103
15 27 65 77 g 97
B R B e e o o B o R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8697: Benzene, 1-ethenyl-2-methyl-

7 7.20 7.40 7.60 7.80
m/z 51.05 9.39%

5000

39 51 58 65
T g4

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample : G2522-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Indene Concentration Rank 1

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

7.66 306.05 ng 18072900 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 97
2 Benzene, 1-propynyl- 116 C9HS8 000673-32-5 91
3 Benzene,l-ethynyl-2-methyl- 116 C9HS8 000766-47-2 90
4 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 80
5 Benzene, 1,2-propadienyl- 116 C9HS8 002327-99-3 59

Abundance Scan 566 (7.656 min): BF079942.D (-563) (-) m/z 115.05 100.00%
115
5000
39 o % e T e
50 74 : : : :
0 ....,....,....',....,'...'.,!|.'..,.:-..,..:-:',...9.8,..1.9?.. 28 [ 'm/z 116.05 93.91%
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8168: Indene
116
5000 UL ISR I L R
7.40 7.60 7.80 8.00
63 m/z 89.05 18.46%
21 ¥ 51 7 g 8? 98 109 ||
miz-> 10 20 35 40 §o 60 70 80 90 100 110 120 130 140
Abundance
115
740 7.60 7.80 8.00
5000 m/z 63.05 16.52%
18 27 39 51 % g 89
Twmmmﬁwmm
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 L
Abundance #8174: Benzene, 1-ethynyl-2-methyl- A A
115 7.40 7.60 7.80 8.00

m/z 117.10 11.21%
5000

39
26 H

| \‘\ m 98 !

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample : G2522-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Benzene, (1-methyl-2-cyclop... Concentration Rank 20

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

8.46 2.39 ng 4029970 Naphthalene-d8 8.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95
2 1H-Indene, 1l-methyl- 130 C10H10 000767-59-9 94
3 2-Methylindene 130 C10H10 002177-47-1 94
4 Benzene,l-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 93
5 1,4-Dihydronaphthalene 130 C10H10 000612-17-9 93

Abundance Scan 636 (8.456 min): BFO79942D(634 ( i m/z 130.10 100.00%
0
5000
e e S
51 63
39 77 102 8.20 8.40 8.60 8.80
.,....,....,....,'....,.'!'..,.:-:'.,....,....,...1.09....1??. N m/z 115.10 95.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12694: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130
115
5000 At R
8.20 8.40 8.60 8.80
m/z 129.10 82.05%
51 64
77
.,..2.?,...??....ﬂ....,.w.w..,.w.w.,...??....T??..,..x.}%%.\. -
m/z--> 20 30 40 60 70 80 90 100 110 120 130 140
Abundance
15 180
820 8.40 8.60 8.80
5000 m/z 128.10 41.08%
51 63
39
27 s /7 89 102 122
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12660: 2-Methylindene R e REa
130 8.20 8.40 8.60 8.80
115 m/z 127.10 19.58%
5000
1 84 47
'I"Eﬁ"'??""H'"'IN"I"'hl"'é?""f??"l""}??j'""'I' R LR U LR L
m/z--> 20 30 40 60 70 80 90 100 110 120 130 140 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample : G2522-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Naphthalene, 1,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.01 24.09 ng 513409 Acenaphthene-d10 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 772 (10.011 min): BF079942.D (-769) (-) m/z 156.10 100.00%

186
141

5000

9.60 9.80 10.00 10.20 10.40
m/z 141.05 69.97%

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

Abundance #27195: Naphthalene, 1,6-dimethyl-
156
141
5000
9.60 9.80 10.00 10.20 10.40
115 m/z 155.10 37 .93%
39 51 63 77 128
EE AU O . -0 WY N |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
141 196
9.60 9.80 10.00 10.20 10.40
5000 m/z 115.10 16.29%

115
63 77 128
15 27 39 Sl 89 102

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

Abundance #27167: Naphthalene, 2,6-dimethyl-
156 9.60 9.80 10.00 10.20 10.40
141 m/z 128.10 13.35%
5000
77 115 128
51 63
NN N AN O M| |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample : G2522-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Naphthalene, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.09 31.59 ng 673325 Acenaphthene-d10 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
Abundance Scan 779 (10.091 min): BF079942.D (-777) (-) m/z 156.10 100.00%
141 196
5000
76 1o 128 9.80 10.00 10.20 10.40
51 63 .80 10.00 10.20 10.4
ol i 8 102 m/z 141.10  88.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27164: Naphthalene, 2,3-dimethyl-
141 156
5000
9.80 10.00 10.20 10.40
. 115 g m/z 155.10 29.94%
ECHE B . S N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156
141
9.80 10.00 10.20 10.40
5000 m/z 115.10 19.08%
77 115 128
15 27 39 51 83 89 102
Wmmmﬂmmﬂm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27194: Naphthalene, 1,6-dimethyl-
156 9.80 10.00 10.20 10.40
m/z 128.10 14 .24%
141
5000
115
BECHEE A Y M
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\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample : G2522-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Naphthalene, 1,5-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.22 17.83 ng 379971 Acenaphthene-d10 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
Abundance Scan 790 (10.216 min): BF079942.D (-788) (-) m/z 156.10 100.00%
141 196
5000
77 1o 128 10.00 10.20 10.40 10.60
51 63 : : : :
% & e m/z 141.10  98.34%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27173: Naphthalene, 1,5-dimethyl-

156

141

5000
10.00 10.20 10.40 10.60

m/z 155.10 25.31%

15 27 39 51 63 77 g9 10 1}5 28

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

156
141

10.00 10.20 10.40 10.60
5000 m/z 115.05 18.20%

115
15 27 39 51 63 77 gg 49 128

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

Abundance #27170: Naphthalene, 1,3-dimethyl-
156 10.00 10.20 10.40 10.60
141 m/z 153.10 14.00%
5000
115
27 39 51 63 76 g9 1op | 128 | ]
IRNNN NNl PRI TR/ MR SSRS NS S 1 RS-
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.00 10.20 10.40 10.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079942.D

Acq On : 12 Jun 2015 18:37

Operator : TP/1Z

Sample - G2522-20

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115_.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]
1,3-Hexadien-5-yne 2.39 6.3 ng 374131 1 7.38 1181060 20.0
Butane, 2-methoxy... 2.67 10.4 ng 616454 1 7.38 1181060 20.0
Benzene, 1-ethyl-.._. 6.90 9.8 ng 579175 1 7.38 1181060 20.0
-alpha.-Methylsty. .. 7.08 18.6 ng 1098540 1 7.38 1181060 20.0
unknown7 .14 7.14 21.4 ng 1262980 1 7.38 1181060 20.0
Benzene, 1,2,3-tr... 7.44 20.0 ng 1181060 1 7.38 1181060 20.0
Benzene, 2-propenyl- 7.47 13.4 ng 789996 1 7.38 1181060 20.0
Indene 7.66 306.1 ng 18072900 1 7.38 1181060 20.0
Benzene, (1-methy... 8.46 2.4 ng 4029970 2 8.68 33681900 20.0
Naphthalene, 1,6-... 10.01 24_.1 ng 513409 3 10.45 426274 20.0
Naphthalene, 2,3-... 10.09 31.6 ng 673325 3 10.45 426274 20.0
Naphthalene, 1,5-... 10.22 17.8 ng 379971 3 10.45 426274 20.0
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