LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121415\
Data File : BF083800.D

Aca On : 15 Dec 2015 5:54

Operator : UM/I1Z

Sample : 6G4779-15

Misc :

ALS Vial : 35 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:\HPCHEM1I\BNA F\METHODS\8270-BF121315.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 5.082 259 262 266 rVB 163597 223904 6.16% 0.816%
2 5.173 268 270 272 rVB 61121 59276 1.63% 0.216%
3 5.504 296 299 301 rBVY 1059330 1320255 36.30% 4.811%
4 6.522 385 388 390 rBY 1030606 881118 24.23% 3.211%
5 6.670 398 401 403 rBVY 1755905 2333664 64.17% 8.505%
6 6.899 419 421 423 rBV 770112 667767 18.36% 2.434%
7 7.059 432 435 437 rBV 2442786 2442485 67 .16% 8.901%
8 7.150 441 443 447 rVB 63857 65623 1.80% 0.239%
9 7.242 447 451 454 rBV 39733 75306 2.07% 0.274%
10 7.459 466 470 472 rBV 1789055 2026427 55.72% 7 .385%
11 7 .550 476 478 480 rBV 96520 89383 2.46% 0.326%
12 7.596 480 482 484 rVvVv 64579 59835 1.65% 0.218%

13 7.676 486 489 491 rVB2 127475 147883 4_.07% 0.539%
14 7.836 500 503 504 rBvV 88141 100190 2.76% 0.365%

15 7.859 504 505 508 rvB2 51147 70802 1.95% 0.258%
16 7.928 508 511 513 rBV 279610 302812 8.33% 1.104%
17 7.996 515 517 519 rBV2 23610 40079 1.10% 0.146%
18 8.076 521 524 526 rBV2 21863 53087 1.46% 0.193%
19 8.122 526 528 531 rBV3 27185 57261 1.57% 0.209%
20 8.179 531 533 537 rvv 895711 998187 27.45% 3.638%
21 8.236 537 538 540 rVvB 75527 60151 1.65% 0.219%
22 8.385 549 551 553 rvv 91757 94578 2.60% 0.345%
23 8.430 553 555 556 rvv 102947 90753 2.50% 0.331%
24 8.499 556 561 563 rvvs 30452 89504 2.46% 0.326%
25 8.568 566 567 569 rvB 84764 65794 1.81% 0.240%
26 8.648 569 574 576 rBv4 42960 89375 2.46% 0.326%
27 8.693 576 578 580 rvv 54838 74224 2.04% 0.270%
28 8.750 580 583 584 rVvB 38257 44154 1.21% 0.161%
29 8.842 590 591 593 rBvV 90558 81003 2.23% 0.295%
30 8.876 593 594 598 rVB3 36124 61069 1.68% 0.223%

31 9.013 601 606 610 rVB5 52126 160768 4.42% 0.586%
32 9.128 610 616 617 rBvV3 45491 133193 3.66% 0.485%
33 9.265 625 628 630 rvB 3353229 3636624 100.00% 13.253%
34 9.413 639 641 644 rVB 67562 80583 2.22% 0.294%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121415\
Data File : BF083800.D

Aca On : 15 Dec 2015 5:54

Operator : UM/I1Z

Sample : 6G4779-15

Misc :

ALS Vial : 35 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:\HPCHEM1I\BNA F\METHODS\8270-BF121315.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.596 655 657 660 rvB4 53311 68311 1.88% 0.249%
36 9.665 660 663 666 rBv4 24729 56716 1.56% 0.207%
37 9.711 666 667 670 rBv2 26035 43780 1.20% 0.160%
38 9.836 676 678 680 rBvV 38478 39154 1.08% 0.143%
39 9.939 684 687 689 rBV 1041400 1080992 29.73% 3.939%
40 10.099 698 701 702 rBV3 25377 47738 1.31% 0.174%
41 10.133 702 704 707 rvv4 44120 81938 2.25% 0.299%
42 10.213 709 711 712 rvv2 28083 44419 1.22% 0.162%
43 10.248 712 714 716 rVvvV3 34800 63614 1.75% 0.232%
44 10.316 718 720 721 rVvV 45284 44459 1.22% 0.162%
45 10.373 721 725 727 rVB3 42452 70874 1.95% 0.258%
46 10.476 733 734 736 rBV 39919 37531 1.03% 0.137%
47 10.602 739 745 746 rBv4 25866 73640 2.02% 0.268%
48 10.728 753 756 758 rBV2 1637981 2211621 60.82% 8.060%
49 10.842 765 766 770 rVvB2 36267 66822 1.84% 0.244%
50 10.911 770 772 779 rVB7 12222 40386 1.11% 0.147%

51 11.414 814 816 819 rvB 1036818 986956 27.14% 3.597%
52 11.631 832 835 837 rBvV 94459 90094 2.48% 0.328%
53 12.785 933 936 938 rBV 100077 122033 3.36% 0.445%
54 13.002 952 0955 958 rBvV 2887252 3530608 97.08% 12.867%
55 13.780 1021 1023 1026 rBV2 59272 77390 2.13% 0.282%

56 13.894 1031 1033 1037 rBV2 32707 61823 1.70% 0.225%
57 14.042 1044 1046 1049 rBV 864650 969030 26.65% 3.531%
58 15.483 1169 1172 1175 rBV 634127 753221 20.71% 2.745%

Sum of corrected areas: 27440267
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121415\

BF083800.D

15 Dec 2015 5:54

umsiz

G4779-15

35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF083800.D

7.06

6.67 7.46

5.50 6.52

6.90

0
Time-->

Abundance

3000000

2500000

2000000

1500000

1000000

500000

ol:

8.

TIC: BF083800.D

13.00

10.73

9.94 11.41

18

11.63 12.79

f
Time--> 8.00

I
9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF083800.D

14.04

15.48

78389

0

14.

Time-->

00 14.50 15.00

15.50 16.00 16.50 17.00 17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083800.D

Aca On : 15 Dec 2015 5:54

Operator : UM/I1Z

Sample : 6G4779-15

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.08 6.71 ng 223904 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 262 (5.082 min): BF083800.D (-259) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
b B0 500 5% 5
o 1 NI e N m/z 59.10 68.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I I IR
59.0 480 5.00 520 540
0
150 4, 1010 m/z 101.10 27 .96%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 18.80%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one R B o
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.24%
5000
27.0 55.0
120 | 210 830 980
S R R R SR AN ARAR AR RARSA RARAN LARAN AALA RALRS SRS RARRY A UL IR I I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083800.D

Aca On : 15 Dec 2015 5:54

Operator : UM/I1Z

Sample : 6G4779-15

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.67 Concentration Rank 2

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

6.67 69.89 ng 2333660 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 401 (6.670 min): BF083800.D (-398) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 U UL L L
401 541 6.40 6.60 6.80 7.00
o..,....,....,....;....,.:..,.:I-.'...'..,??.9,..!.,}97.,0....,....,-'...,.. m/z 134.00  34.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR UL LS SRR

6.40 6.60 6.80 7.00
m/z 68.10 30.67%

31.0 51.0
0 L1 H I 1
L o e R R R a s n e s R R s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
e
6.40 6.60 6.80 7.00
5000 m/z 66.10 19.35%

150 280 39.0 520 830 770 o000 1040 .
1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e A e
132.0 6.40 6.60 6.80 7.00
m/z 96.10 14.37%
5000 67.0
41.0 53.0 97.0 1170
‘ 79.0 ’
0..,....,....,....‘,.‘...,‘..‘..,.‘.‘:l‘,..‘.‘.‘,‘....,....,....,....,....,..... R mm e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6. 60 6. 80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083800.D

Aca On : 15 Dec 2015 5:54

Operator : UM/I1Z

Sample : 6G4779-15

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Benzene, 1,2-diethyl- Concentration Rank 9

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

7.24 2.26 ng 75306 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 91
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 91
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 64
5 Benzene, tert-butyl- 134 C10H14 000098-06-6 58

Abundance Scan 451 (7.242 min): BF083800.D (-447) (-) m/z 105.10 100.00%
106.1 119.1
5000 91.1 134.1
77.0
39.1 51.0 651 || | || 7.00 7.20 7.40 7.60
o SN A | A RN VT 1 m/z 119.10 89.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14324: Benzene, 1,2-diethyl- i
105.0 119.0
5000 91.0 134.0

7.00 7.20 7.40 7.60
m/z 134.10 44.60%

39.0 51.0 65.0
150 270

O T T R e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0 119.0
7.00 7.20 7.40 7.60
5000 134.0 m/z 91.10 40.75%

91.0

270 410 g, 650 O

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14326: Benzene, 1,3-diethyl-
105.0 119.0 7.00 7.20 7.40 7.60
m/z 77.00 20.72%
5000 134.0
91.0
150 27.0 390 510 650 77"0 |
o O o N RS | T 1| R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083800.D

Aca On : 15 Dec 2015 5:54

Operator : UM/I1Z

Sample : 6G4779-15

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 6

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

7.68 2.96 ng 147883 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
4 Benzene. 1-methvl-2-(l-methvleth... 134 C10H14 000527-84-4 93
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93

Abundance Scan 489 (7.676 min): BF083800.D (-486) (-) m/z 119.10 100.00%
119.1
5000
91.0
391 651 A i 267 1 7.40 7.60 7.80 8.00
ot e e e e e e e m/z 134.10 43.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14354: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
7.40 7.60 7.80 8.00
910 m/z 91.05 15.56%
R O O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119.0
7.40 7.60 7.80 8.00
5000 m/z 133.10 9.56%
150 390 650 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14361: Benzene, 1,2,4,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 120.10 9.24%
5000
39.0 91.0
N N T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083800.D

Aca On : 15 Dec 2015 5:54

Operator : UM/I1Z

Sample : 6G4779-15

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 1H-Indene,2,3-dihydro-2,2-d... Concentration Rank 10

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

7.84 2.01 ng 100190 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene.2.3-dihvdro-2.2-dimethvl- 146 Cl11H14 020836-11-7 93
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 91
3 .alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 90
4 Benzene. l1-methvl-2-(1-methvl-2-_... 146 C11H14 097664-19-2 81
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 81

Abundance Scan 503 (7.836 min): BF083800.D (-500) (-) m/z 131.10 100.00%
131.1
5000
91.1 115.1 146.1
39.1 511 650 /7.1 | 103.0 ||‘ 7.60 7.80 8.00 8.20
Ol e et by et e e | mZZz 133.10 0 32.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20737: 1H-Indene,2,3-dihydro-2,2-dimethyl-
131.0
5000 146.0
7.60 7.80 8.00 8.20
91.0 115.0 m/z 146.10 27 .25%
0 o eo 7o | woso | ) )
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131.0
146.0 7.60 7.80 8.00 8.20
5000 91.0 m/z 91.10 27 .24%
115.0
27.0 39.0 53.0 650 77.0 103.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20750: .alpha.,.beta.,.beta.-Trimethylstyrene
131.0 7.60 7.80 8.00 8.20
146.0 m/z 115.10 22 .16%
5000 91.0
39.0 51.0 65.0 77.0 103.0 115.0
I I 1 P | N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083800.D

Aca On : 15 Dec 2015 5:54

Operator : UM/I1Z

Sample : 6G4779-15

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Benzene, l-methyl-2-(1-meth... Concentration Rank 4

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

7.93 6.07 ng 302812 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(1l-methvleth... 134 C10H14 000527-84-4 64
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 64
3 Benzene. 1l-methvl-4-(l1-methvleth... 134 C10H14 000099-87-6 64
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 64
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64

Abundance Scan 511 (7.928 min): BF083800.D (-508) (-) m/z 119.10 100.00%
119.1
5000 1341
7.60 7.80 8.00 8.20
0 1601 m/z 117.10 49.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14405: Benzene, 1-methyl-2-(1-methylethyl)-
119.0
5000
7.60 7.80 8.00 8.20
91.0 134.0 m/z 134.10 38.10%
15.0 %P 630 770 " 1040 |
o) I ...‘. i \”” .‘.‘.. ...‘. T N | ——
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119.0
7.60 7.80 8.00 8.20
5000 134.0 m/z 91.10 22.06%
91.0
o 27.0 410 63.0 /7.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14401: Benzene, 1-methyl-4-(1-methylethyl)-
119.0 7.60 7.80 8.00 8.20
m/z 115.10 20.88%
5000
91.0 134.0
o 270 410 g30 77.0 | 1050 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 14'10 150 160 7.60 7.80 8.00 8.20
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Library Search

Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083800.D

Aca On : 15 Dec 2015 5:54

Operator : UM/I1Z

Sample : 6G4779-15

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

901 3.22ng 160768  Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 95

054340-86-2 89
001129-29-9 89

2 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16
3 Benzene. 1-(l-methvlethenvl)-3-(... 160 C12H16

4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 025419-33-4 74
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 72
Abundance Scan 606 (9.013 min): BF083800.D (-601) (-) m/z 145.10 100.00%
145.1
5000 118.1 160.1
451 630 77.0 20 1321 1741 8.60 8.80 9.00 9.20 9.40
0 m/z 118.10 51.15%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29460: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000
910 160.0 8.60 8.80 9.00 9.20 9.40
70 T m/z 160.10 43.59%
28.0 = 510 - ‘ 105.0
ol 240 Ty b L
miz--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
8.60 8.80 9.00 9.20 9.40
5000 160.0 m/z 117.10 29.91%
91.0 105.0 130.0
15.0 39.0 53.0 77.0
T o e e e T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29470: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- A W o
145.0 8.60 8.80 9.00 9.20 9.40
m/z 115.10 20.20%
5000 160.0
117.0
91.0
77.0
270 [ e300 | \‘ 1910 |
0 ...,.w..,..“..,‘.‘..w,..‘..,“...w,....,....,‘....,. LA A A A
miz--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083800.D

Aca On : 15 Dec 2015 5:54

Operator : UM/I1Z

Sample : 6G4779-15

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Benzene, 1-(1-methylethenyl... Concentration Rank 8

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

9.13 2.46 ng 133193 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(l-methvlethenvl)-3-(... 160 C12H16 001129-29-9 91
2 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 86
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 70
4 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 64
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 60

Abundance Scan 616 (9.128 min): BF083800.D (-610) (-) m/z 145.10 100.00%
145.1
160.1
5000 118.1

8.80 9.00 9.20 9.40

0! m/z 160.10 55.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29470: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0
5000 160.0
117.0 8.80 9.00 9.20 9.40
410 770910 m/z 118.10 48.91%
20 ([ 0T L 18to |
ok ..,H:..,.uﬂ.,w..wu.n..,ﬂ..lﬂ....,....,ﬁ...,.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
8.80 9.00 9.20 9.40
5000 m/z 117.10 35.68%
51.0 77.0 91.0 105.0
o] o s et T S S A SN | N N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29456: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl- e
145.0 8.80 9.00 9.20 9.40
m/z 159.05 32.58%
5000
160.0
910 1170
I LA e NN e P R NN [ 1Y,V "A AL .
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121415\
Data File : BF083800.D

Aca On : 15 Dec 2015 5:54

Operator : UM/I1Z

Sample : 6G4779-15

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.79 2.52 ng 122033 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 87
2 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9H9N304 054449-89-7 86
3 9-Acridinecarboxvlic acid 223 C14H9NO2 005336-90-3 43
4 1.3.6.9b-Tetraazaphenalene-4-car... 223 C12H9N5 038439-32-6 43
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 22
Abundance Scan 936 (12.785 min): BF083800.D (-933) (-) m/z 223.20 100.00%
228.2
135.1
5000
e 107.0 1270 1350 1280 1900 1550
: 161.1 : : : : :
o...,....,'.|...1,..7.7.,9:'..,'.4..'-,...1!,....,....}.8.9..1,.... s m/z 135.10  64.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0
5000 IR ISR VN SRR B
12.40 12.60 12.80 13.00 13.20
m/z 45.10 18.81%
45.0 770 107.0
0 L, b 173.0 199.0 294.0
m/z--> 20 Jo eb éo 100 150 140 160 180 200 220 240 260 280
Abundance
223.0
135.0 LDV ORI SUNILE BRI B
178.0 12.40 12.60 12.80 13.00 13.20
5000 m/z 224.10 14 .34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71644: 9-Acridinecarboxylic acid A mE
223.0 12.40 12.60 12.80 13.00 13.20
m/z 57.10 9.35%
5000
179.0
160 440 80 10 PO ‘
..q...q....v...,”..,”..,.”.,.”.,..”,...q............,u..,”..,. R B R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300 1320
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121415\
Data File : BF083800.D

Acq On = 15 Dec 2015 5:54

Operator : UM/1Z

Sample : G4779-15

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.08 6.7 ng 223904 1 6.90 667767 20.0
unknown6 .67 6.67 69.9 ng 2333660 1 6.90 667767 20.0
Benzene, 1,2-diet... 7.24 2.3 ng 75306 1 6.90 667767 20.0
Benzene, 1,2,3,5-... 7.68 3.0 ng 147883 2 8.18 998187 20.0
1H-Indene,2,3-dih... 7.84 2.0 ng 100190 2 8.18 998187 20.0
Benzene, 1l-methyl... 7.93 6.1 ng 302812 2 8.18 998187 20.0
Naphthalene, 1,2,... 9.01 3.2 ng 160768 2 8.18 998187 20.0
Benzene, 1-(1l-met... 9.13 2.5 ng 133193 3 9.94 1080990 20.0
Ethanol, 2-[2-[4-... 12.79 2.5 ng 122033 5 14.04 969030 20.0
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