LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 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-BF010915_.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 1.784 57 61 65 rBY 366823 624285 2.48% 0.739%
2 2.310 99 107 110 rVB 8034330 25217068 100.00% 29.864%
3 4.322 278 283 287 rVB 1129832 2315729 9.18% 2.742%
4  4.722 312 318 321 rBV 2244510 5303365 21.03% 6.281%
5 4.984 333 341 346 rVB 3341786 10384653 41.18% 12.298%
6 5.144 352 355 360 rBVY 276049 559663 2.22% 0.663%
7 5.499 381 386 389 rvB 1755181 3412018 13.53% 4.041%
8 6.219 445 449 455 rVB 620463 1091678 4_.33% 1.293%
9 6.630 482 485 489 rBV 245644 443635 1.76% 0.525%
10 7.030 516 520 522 rBvV 195034 353424 1.40% 0.419%

11 7.202 531 535 537 rBvV 164923 267328 1.06% 0.317%
12 7.362 545 549 553 rvB2 211276 528069 2.09% 0.625%
13 7.476 553 559 563 rBv3 182313 704632 2.79% 0.834%
14 7.556 563 566 572 rvV 590314 1229283 4._.87% 1.456%
15 7.693 572 578 581 rVvB2 680480 1593450 6.32% 1.887%

16 7.899 586 596 599 rBv2 172343 425038 1.69% 0.503%
17 7.968 599 602 605 rBvV 165708 265959 1.05% 0.315%
18 8.196 619 622 625 rVB 278693 434654 1.72% 0.515%
19 8.379 635 638 641 rvv 572519 1082521 4._.29% 1.282%
20 8.448 642 644 646 rvV 243973 374619 1.49% 0.444%

21 8.505 646 649 652 rvVB 209527 342080 1.36% 0.405%
22 8.619 652 659 662 rBv 797884 1472952 5.84% 1.744%
23 8.893 676 683 688 rvB 978981 2013368 7.98% 2.384%
24 9.213 708 711 716 rBV3 134239 343409 1.36% 0.407%
25 9.351 719 723 726 rVvV 533573 995449 3.95% 1.179%

26 9.419 726 729 734 rVB3 112556 313841 1.24% 0.372%
27 9.705 751 754 757 rBV 314721 496620 1.97% 0.588%
28 10.071 783 786 789 rVB 138988 283248 1.12% 0.335%
29 10.425 812 817 818 rBV2 247941 531935 2.11% 0.630%
30 10.459 818 820 826 rvB2 206672 446630 1.77% 0.529%

31 10.699 836 841 843 rBv3 110891 263256 1.04% 0.312%
32 10.768 843 847 850 rvv 312428 677660 2.69% 0.803%
33 10.905 854 859 861 rvv4 97011 329963 1.31% 0.391%
34 10.962 861 864 866 rvv2 246471 450382 1.79% 0.533%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 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-BF010915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.008 866 868 872 rvB 473498 803681 3.19% 0.952%

36 11.202 880 885 888 rvv2 277354 670801 2.66% 0.794%
37 11.499 906 911 915 rBV 228524 459349 1.82% 0.544%
38 12.288 976 980 983 rvVv 455470 827692 3.28% 0.980%
39 12.437 987 993 994 rvv2 121893 374784 1.49% 0.444%
40 12.482 994 997 1000 rVvV 1009345 1757058 6.97% 2.081%

41 12.574 1001 1005 1008 rVB 588765 987236 3.91% 1.169%
42 12.665 1008 1013 1019 rBV 130128 324572 1.29% 0.384%
43 13.088 1044 1050 1053 rVB 369709 636143 2.52% 0.753%
44 13.191 1053 1059 1062 rBVY 122635 303494 1.20% 0.359%
45 13.602 1090 1095 1099 rVB 871207 1603202 6.36% 1.899%

46 13.762 1106 1109 1111 rBV 141680 268432 1.06% 0.318%
47 14.905 1200 1209 1211 rBV 297242 1164641 4.62% 1.379%
48 15.088 1221 1225 1229 rVB 244281 440680 1.75% 0.522%
49 16.403 1337 1340 1342 rBVY 192489 264021 1.05% 0.313%
50 16.608 1355 1358 1360 rBV 205153 271150 1.08% 0.321%

51 16.734 1367 1369 1372 rVV 691082 1035849 4.11% 1.227%
52 17.054 1393 1397 1399 rVV 217827 398392 1.58% 0.472%
53 17.351 1420 1423 1426 rBV3 291141 444661 1.76% 0.527%
54 17.820 1462 1464 1467 rVB 258352 328288 1.30% 0.389%
55 17.934 1472 1474 1477 rVB 352035 366236 1.45% 0.434%

56 18.552 1526 1528 1531 rVB 165749 255443 1.01% 0.303%
57 18.780 1546 1548 1552 rBV 335857 521272 2.07% 0.617%
58 18.849 1552 1554 1556 rVvVv 288425 393816 1.56% 0.466%
59 18.894 1556 1558 1560 rVB 625064 687731 2.73% 0.814%
60 19.946 1647 1650 1653 rBV 429884 492397 1.95% 0.583%

61 20.037 1655 1658 1661 rVV 1053096 1627753 6.45% 1.928%
62 21.306 1767 1769 1777 rVB 344491 467767 1.85% 0.554%

63 21.500 1782 1786 1792 rBV 232864 359918 1.43% 0.426%
64 23.021 1916 1919 1922 rVB 238419 332313 1.32% 0.394%

Sum of corrected areas: 84440636
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance :
undance TIC: BF0O76841.D
2|31
6000000
4000000
4.98
4.72
2000000 5.50
4.32
8.89
1.78 J 5.14 622 79609 1328'388'62 935 970
ot - S A. : A-TAFFS§;§k3|-- 32%9.. S, rﬁ\}hﬁz...
Time--> 150 200 250 300 350 400 450 500 550 600 650 7.00 750 800 850 9.0 9.50
Abundance : .
undance TIC: BF0O76841.D
6000000
4000000
2000000

0

12.48
. 13.60 16.73
170@735 1#@@3

18.t

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

Abundance
8000000

6000000

4000000

2000000

TIC: BFO76841.D

20.04

13%?’89 19.95 21,
Jgi?o 23.02
A A

Time-->

19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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, (1-methylethyl)- Concentration Rank 8

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

6.22 82.09 ng 1091680 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 72
4 2,3-Heptadien-5-yne, 2,4-dimethyl- 120 C9H12 041898-89-9 72
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 64

Abundance Scan 449 (6.219 min): BF076841.D (-445) (- m/z 105.10 100.00%
105
5000
120
77 [T e
39 Sl 5965 || g5 91 5.80 6.00 6.20 6.40 6.60
0..,....,....,....',....,'....,....,...!,....,'....,.'.!.,....,...., m/z 120.10  25.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9118: Benzene, (1-methylethyl)-
105
5000 RS RRE RS RS S
120 5.80 6.00 6.20 6.40 6.60
77 m/z 77.10 16.85%
ol 15 27 3 eges | 91 |
mz-> 10 20 % 40 50 60 70 8 0 100 110 120
Abundance
105
580 6.00 6.0 640 6.60
5000 120 m/z 79.10 14 .39%
2z ¥ s 63 A
0 69 84 98 113
R IR IUR N IR UL UL I IR I IURIE S B SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9134: Benzene, 1-ethyl-4-methyl- R EmmmE
105 5.80 6.00 6.20 6.40 6.60

m/z 103.10 11.07%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 580 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 unknown6.63 Concentration Rank 15

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

6.63 33.36 ng 443635 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone, 4-methyl- 128 C8H160 006137-11-7 46
2 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 45
3 3-0Octanone 128 C8H160 000106-68-3 42
4 Hexanoic acid, 1,1-dimethylpropy... 186 C11H2202 116423-69-9 38
5 Allyl 2-ethyl butyrate 156 C9H1602 007493-69-8 37

Abundance Scan 485 (6.630 min): BFO76841.D (-482) (-) m/z 57.05 100.00%
57
43
71
5000
99
(il 50, | 79 87 128 6.20 6.40 6.60 6.80 7.00 :
0.w.”.P“.P.”,Jn,m.n”.W.H.P“hp.”i”.w”.w.”.P.” m/z 43.05 68.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12109: 3-Heptanone, 4-methyl-
57
43 n
5000 29 86
6.20 6.40 6.60 6.80 7.00
m/z 71.10 55.10%
15 \‘m i 128
0"w'”|“"w'“|“'w'“'|“'w'“'w"w'“'w'“l“'w'“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
29 43 57
- 620 6.40 6.60 6.80 7.00
5000 m/z 72.10 33.15%
99
128
o 36 | 50 64 83 01 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12020: 3-Octanone T
2 43 57 6.20 6.40 6.60 6.80 7.00
m/z 41.05 27 .72%
5000 72
99
| s
O o R R R S B e e T o S e e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 11 Cyclohexanone, 3,3,5-trimet... Concentration Rank 7

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

8.62 110.77 ng 1472950 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 93
2 Cyclopentanone, 3-butyl- 140 C9H160 057283-81-5 58
3 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 50
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 50
5 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 50

Abundance Scan 659 (8.619 min): BFO76841.D (-652) (-) m/z 83.10 100.00%
3
5000 55 69
41
| 125 || eho &k ok B0 Sbo
97 : - - - -
0..,....,....,....|i."...,.'..'.,...-.i.:..,.!..,...'.-,..1.0.7,.1.1.5.,..'..,....,-...., m/z 69.10 46.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18043: Cyclohexanone, 3,3,5-trimethyl-
83
69
5000
55 8.20 8.40 8.60 8.80 9.00
a1 140 m/z 55.10 46.51%
29 ‘ 97 125
0 ”I'%?'I”'h“"”“l“"I“”MI"“'b"'I*l'W"*w }pﬁﬁ%?'ﬁ"t'l”"l"'ﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 83
8.20 8.40 8.60 8.80 9.00
5000 a1 111 140 m/z 56.10 42 .54%
96
- 69
0 125
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1259: 1-Methyl-1H-1,2,4-triazole
83 8.20 8.40 8.60 8.80 9.00
m/z 41.10 30.51%
28
5000 56
40
R A A A R A RRARS R RS AR RARR AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 Phenol, 3,5-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.77 30.09 ng 677660 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 96
2 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 93
3 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 93
4 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 90
5 Phenol, 2-ethyl- 122 C8H100 000090-00-6 90
Abundance Scan 847 (10.768 min): BF076841.D (-843) (-) m/z 122.10 100.00%
107 12
5000
77
39 91
. “ 65 | | 15 10.40 10.60 10.80 11.00
Ol et ittt el m/z 107.00 98.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9620: Phenol, 3,5-dimethyl-
107 122
5000
77 10.40 10.60 10.80 11.00
s 51 ‘ 91 m/z 121.10 35.61%
65
'W}?PEz”JP”4m”HLW””P”W””PMI””IMW””'”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
107 122
10.40 10.60 10.80 11.00
5000 m/z 77.10 35.13%
77
39 91
o 27 65 99
WWWWWWTTTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9619: Phenol, 2,5-dimethyl-
107 122 10.40 10.60 10.80 11.00
m/z 79.10 19.14%
5000
77
91
39 51 5 ‘
S AN RN YO R PO O [— A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 Benzenamine, 2,3-dimethyl- Concentration Rank 19

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

11.20 29.79 ng 670801 Naphthalene-d8 10.96

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 2,3-dimethyl- 121 C8H11N 000087-59-2 97
2 Benzenamine, 2,6-dimethyl- 121 C8H11N 000087-62-7 97
3 Benzenamine, 2,5-dimethyl- 121 C8H11N 000095-78-3 96
4 Benzenamine, 2,4-dimethyl- 121 C8H11N 000095-68-1 96
5 Benzenamine, 3,5-dimethyl- 121 C8H11N 000108-69-0 96

Abundance Scan 885 (11.202 min): BF076841.D (-880) (-) m/z 121.05 100.00%
106 2
5000
77
39 51 65 10.80 11.00 11.20 11.40 11.60
136
Obrprrrrprrrr ettty .-.':.,...|.";-....,|.'.'..,.|!'.'.,...: bt m/z 106.10  99.34%

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

Abundance #9288: Benzenamine, 2,3-dimethyl-
121
106
5000
10.80 11.00 11.20 11.40 11.60
77 m/z 120.10 52.10%
LI A S TN AR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
106 121
10.80 11.00 11.20 11.40 11.60
5000 m/z 77.05 21.84%

7 91
. 15 27 39 51 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9304: Benzenamine, 2,5-dimethyl-

106 121

10.80 11.00 11.20 11.40 11.60
m/z 91.00 15.76%

5000
27 ‘
0 ‘ ! ‘H \M\I HH‘ H\ “ [ |

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

10 80 11. OO 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 14 Phenol, 2,4,6-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.29 36.76 ng 827692 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 97
2 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 97
3 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 95
4 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 91
5 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 91
Abundance Scan 980 (12.288 min): BF076841.D (-976) (-) m/z 121.05 100.00%
121
136
5000
91
77 SRR AL R IR

39 51 65 | | 10355 | 12.00 12:20 12.40 12.60

) SN NSO SO ASSSSu 1 Mt T NS - m/z 136.10 71.49%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15844: Phenol, 2,4,6-trimethyl-
121 136
5000

12.00 12.20 12.40 12.60

o1 m/z 91.10 31.69%
1827 ¥ s 65 7 103 |
M SN PN MM Wi S M| N
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
121 136
12.00 12.20 12.40 12.60
5000 m/z 135.10 19.51%
91
39 77
27
) 51 65 103
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15834: Phenol, 2,3,6-trimethyl- A B oh S
121 136 12.00 12.20 12.40 12.60
m/z 77.10 16.09%
5000
91
5 27 3 51 65 v 103 ‘
0 SN NP IO SN NN NN S N [N
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 unknownl2.48 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.48 78.03 ng 1757060 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2,5-dimethyl- 146 C9H10N2 001792-41-2 40
2 Pteridine, 2-methyl- 146 C7H6N4 002432-20-4 37
3 1-(3,4-Dihydro-1H-isoquinolin-2-_.__. 313 C19H23NO3 1000275-12-7 37
4 Isoquinoline, 1,2,3,4-tetrahydro... 161 C11H15N 054365-72-9 36
5 1,2,5-Triamino-1H-pyrrole-3,4-di... 162 C6H6N6 075610-90-1 33
Abundance Scan 997 (12.482 min): BF076841.D (-994) (-) m/z 146.10 100.00%
146
5000 105
L& h A
39 h | 162 12.20 12.40 12.60 12.80
Obrrr e A2 el e et el || MZz 10510 42 75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21282: 1H-Benzimidazole, 2,5-dimethyl-
146
5000
12.20 12.40 12.60 12.80
77 m/z 161.10 37 .98%
51 104
T T [ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
146
119 1220 12.40 12.60 12.80
5000 m/z 131.05 28.91%
79
s 92
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124495: 1-(3,4-Dihydro-1H-isoquinolin-2-yl)-3-(3-methoxy-... .A, N ERamE Y
146 12.20 12.40 12.60 12.80

m/z 77.00 21.83%

5000

117
42858 77 95 " | 174190208224 252268 296313

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 17 1H-lIsoindole, 3-methoxy-1-m... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.09 28.87 ng 636143 Acenaphthene-d10 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Isoindole, 3-methoxy-l1-methyl- 161 C10H11NO 083889-38-7 50
2 1H-Benzimidazole, 2,5-dimethyl- 146 C9H10N2 001792-41-2 28
3 3-Methyl-5-butyl-benzo(d)isoxazole 189 C12H15NO 131222-25-8 25
4 2-Methyl-5-butyl-benzo(d)oxazole 189 C12H15NO 131222-26-9 25
5 5,6-Dimethyl-1,3.4_4-dithiapyrid... 146 C4H6N2S2 021423-60-9 25
Abundance Scan 1050 (13.088 min): BFO76841.D (-1044) (-) m/z 146.05 100.00%
146
5000 105 161 j\
77 J s A
39 51 65 91 12.80 13.00 13.20 13.40
0 el B8 180 L 192 Tz 161.10 0 42.11%
m'z--> 20 40 60 80 100 120 140 160 180
Abundance #29997: 1H-Isoindole, 3-methoxy-1-methyl-
146
5000 LI UL BULLE NN SR
12:80 13.00 13.20 13.40
105 130 161 m/z 105.05 40.39%
A 160 1% 1o 10 180
Abundance
146
12.80 13.00 13.20 13.40
5000 m/z 77.00 20.42%
77
. 39 % g3 o 104 g 131
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48658: 3-Methyl-5-butyl-benzo(d)isoxazole
146 12.80 13.00 13.20 13.40
m/z 79.10 14 _.02%
5000
51 77 189
. s | o e
mz-> 20 40 60 80 100 120 140 160 180 |12:80 13.00 1320 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 7-Methoxymethyl-2,7-dimethy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.91 52.86 ng 1164640 Acenaphthene-d10 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methoxymethyl-2,7-dimethylcycl... 164 C11H160 073992-48-0 81
2 1-(2-Methoxy-1-methylethyl)-2-me... 164 C11H160 1000210-02-1 72
3 Benzeneacetic acid, .alpha.-ethy... 178 C11H1402 002294-71-5 64
4 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 58
5 Benzene, 4-(chloromethyl)-1,2-di... 154 C9H11ClI 000102-46-5 53
Abundance Scan 1209 (14.905 min): BF076841.D (-1200) (-) m/z 119.10 100.00%
119
5000 ?
i 132 e 60 14.80 15.00 15.20
39 51 65 77 105 14.60 14.80 15.00 15.
o s .1,6.3...|', A0 1 "m/z 91.05 25.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31919: 7-Methoxymethyl-2,7-dimethylcyclohepta-1,3,5-triene
119
5000 A A I I
91 14.60 14.80 15.00 15.20
‘ m/z 117.05 19.49%
I

7 132
51 65 103 ‘
o....,....‘,‘....,.‘.:.‘,....,‘w..‘.l..‘..,.1.4?.,1‘?4...,....,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119

1460 1480 15.00 15.20
5000 m/z 178.10 19.20%

91
45
77 132 164
o 3 55 103 150
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance : i i

#41121: Benzeneacetic acid, .alpha.-ethyl-, methyl ester L
o 119 14. 60 14. 80 15. OO 15 20

178 m/z 132.10 15.55%

5000
4 51 g5 77 104 151
0 15 27 IR lL 1 Ily H 131 L 164 ‘

m/z--> 20 40 60 80 100 120 140 160 180 14. 60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 Isoquinoline Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.78 31.76 ng 521272 Phenanthrene-d10 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoquinoline 129 C9H7N 000119-65-3 53
2 Benzeneacetic acid, .alpha.-cyan... 228 C13H12N202 134882-04-5 50
3 Quinoline 129 C9H7N 000091-22-5 40
4 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 36
5 1,4-Methanonaphthalen-9-ol, 1,2,... 202 C13H1402 001207-28-9 36

Abundance Scan 1548 (18.780 min): BFO76841.D (-1546) (-) m/z 129.10 100.00%

4

5000

=

115 156 EEEEEmamEsEER RS S
39 51 63 77 89 102 141 168 193 210 18.40 18.60 18.80 19.00 19.20

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12650: Isoquinoline
129
5000 T T T LI L L 1

18. 40 18. 60 18 80 19. OO 19. 20
51 102 m/z 156.10 15.23%
i

15 27 39 | 63 7 |
A L N —
miz-—> 20 40 60 80 100 120 140 160 180 200 220
Abundance
129 A
SUSEESEVAVLL S
156 18.40 18.60 18.80 19.00 19.20
5000 m/z 127.05  11.89%
29 101
o 5163 77 897 116 | 144 159 184 199717 228
S SN, i NS Rl MRS Ml R AR e
miz-—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12646: Quinoline AT P
129 18.40 18.60 18.80 19.00 19.20
m/z 130.00 11.36%
5000
s 102
0 27 39 ° 6476 g9 | \
s SDNEEVSNVAVAL WD WSV
miz-—> 20 40 60 80 100 120 140 160 180 200 220 18140 18,60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 unknownl18.89 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.89 41_.90 ng 687731 Phenanthrene-d10 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoquinoline 129 C9H7N 000119-65-3 50
2 Quinoline 129 C9H7N 000091-22-5 49
3 3-[1-(4-Cyano-1,2,3,4-tetrahydro... 210 C14H14N2 057964-40-6 47
4 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 40
5 2-Propenenitrile, 3-phenyl-, (E)- 129 CO9H7N 001885-38-7 40
Abundance Scan 1558 (18.894 min): BF076841.D (-1556) (-) m/z 129.05 100.00%
129
5000 /\AA
156 A A
115 18.60 18.80 19.00 19,20
51 77 140
ol %5163 77 e91021” | MO0 | aeram0 210 |t es 10" 23 116
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12650: Isoquinoline
129
5000 T ---j\--- A
18.60 18.80 19.00 19.20
51 102 m/z 128.10 17.72%
m/z--> 20 Jo éo éo 100 120 140 160 180 200
Abundance
129
18.60 18.80 19.00 19.20
5000 m/z 130.10 11.90%
102
o 27 39 °1 64 76 g7
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62953: 3-[1-(4-Cyano-1,2,3,4-tetrahydronaphthyl)]propanen... B o e e e iRt
129 18.60 18.80 19.00 19.20
m/z 127 .05 10.52%
156
5000
115 210
0 39 51 63 77 89 102 | ‘ WL ) 169 183105
w2 20 40 8 8 100 'iéé' T 1 5l 18,60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076841.D

Acq On : 13 Jan 2015 13:24

Operator - 1Z / TP

Sample : G1044-01

Misc W

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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]
Benzene, (1-methy... 6.22 82.1 ng 1091680 1 8.06 265959 20.0
unknown6 .63 6.63 33.4 ng 443635 1 8.06 265959 20.0
Cyclohexanone, 3,... 8.62 110.8 ng 1472950 1 8.06 265959 20.0
Phenol, 3,5-dimet... 10.77 30.1 ng 677660 2 10.96 450382 20.0
Benzenamine, 2,3-... 11.20 29.8 ng 670801 2 10.96 450382 20.0
Phenol, 2,4,6-tri... 12.29 36.8 ng 827692 2 10.96 450382 20.0
unknownl12 .48 12.48 78.0 ng 1757060 2 10.96 450382 20.0
1H-1soindole, 3-m... 13.09 28.9 ng 636143 3 15.09 440680 20.0
7-Methoxymethyl-2_.. 14.91 52.9 ng 1164640 3 15.09 440680 20.0
Isoquinoline 18.78 31.8 ng 521272 4 17.82 328288 20.0

4

unknown18.89 18.89 41.9 ng 687731 17.82 328288 20.0
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