LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 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-BF070117 .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 3.322 195 210 217 rBV2 54250 146143 4_15% 0.222%
2 3.475 222 236 243 rBV2 55737 134703 3.83% 0.204%
3 3.687 263 272 281 rBv4 73932 184848 5.26% 0.280%
4 3.840 290 298 305 rBvV 119444 213015 6.06% 0.323%
5 3.993 314 324 329 rBv4 95018 200707 5.71% 0.304%
6 4.334 377 382 389 rVvB3 131724 212408 6.04% 0.322%
7 4.445 394 401 406 rBv2 102527 164642 4._.68% 0.250%
8 4.769 452 456 459 rvVv 116766 133809 3.80% 0.203%
9 4.810 459 463 466 rvv4 59629 101356 2.88% 0.154%
10 4.851 466 470 476 rvv2 309850 430384 12.24% 0.653%

11 4.910 476 480 487 rVvVv 422268 645940 18.36% 0.980%
12 4.987 490 493 497 rVVv3 71501 101703 2.89% 0.154%
13 5.122 512 516 519 rBV 234676 273236 7.77% 0.414%
14 5.181 523 526 529 rvVv 385607 398689 11.33% 0.605%
15 5.216 529 532 534 rvv 331043 336290 9.56% 0.510%

16 5.240 534 536 539 rvv 380686 326009 9.27% 0.494%
17 5.292 542 545 546 rBV2 141059 135545 3.85% 0.206%
18 5.334 546 552 555 rvB2 3000909 3517444 100.00% 5.335%
19 5.387 555 561 563 rBvV 126554 170934 4._86% 0.259%
20 5.404 563 564 570 rvB2 113169 103997 2.96% 0.158%

21 5.451 570 572 575 rVB 139995 121193 3.45% 0.184%
22 5.487 575 578 583 rBvV 221515 340276 9.67% 0.516%
23 5.534 583 586 588 rvB 152363 147323 4._.19% 0.223%
24 5.575 588 593 594 rBvV 165145 186531 5.30% 0.283%
25 5.592 594 596 599 rVvB 130649 111646 3.17% 0.169%

26 5.634 599 603 609 rvB 471268 470405 13.37% 0.713%
27 5.739 616 621 625 rvVB3 253659 339965 9.67% 0.516%
28 5.792 625 630 633 rBv3 188834 323722 9.20% 0.491%
29 5.875 639 644 648 rBv2 463096 577497 16.42% 0.876%
30 5.928 648 653 658 rvv2 170110 242722 6.90% 0.368%

31 5.975 658 661 663 rvv 463177 461370 13.12% 0.700%
32 6.028 667 670 675 rvVv 142056 185066 5.26% 0.281%
33 6.175 687 695 698 rvv2 818529 1028051 29.23% 1.559%
34 6.222 698 703 706 rvv 712618 921827 26.21% 1.398%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 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-BF070117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.257 706 709 716 rvv3 610099 836510 23.78% 1.269%

36 6.316 716 719 721 rVvV 646216 581326 16.53% 0.882%
37 6.357 721 726 730 rvVV 2850317 3345380 95.11% 5.074%
38 6.404 730 734 740 rVV3 363974 524103 14.90% 0.795%
39 6.487 740 748 751 rvV 3090438 3224967 91.68% 4.892%
40 6.522 751 754 755 rvV 148177 168673 4._.80% 0.256%

41 6.545 755 758 760 rVV 1849774 1666370 47.37% 2.528%
42 6.563 760 761 766 rvVv 559129 463052 13.16% 0.702%
43 6.610 766 769 771 rvv2 68889 100170 2.85% 0.152%
44 6.657 74 777 779 rVvVW 235152 285291 8.11% 0.433%
45 6.716 783 787 790 rVvV 1062777 989437 28.13% 1.501%

46 6.745 790 792 794 rvV 299345 246329 7.00% 0.374%
47 6.781 794 798 802 rVvVv 2270456 2156280 61.30% 3.271%
48 6.816 802 804 806 rvv3d 111757 127730 3.63% 0.194%
49 6.845 806 809 810 rvv 282930 280757 7.98% 0.426%
50 6.875 810 814 816 rVvV 2499309 2497885 71.01% 3.789%

51 6.898 816 818 821 rvVv 2047092 1637649 46.56% 2.484%
52 6.969 825 830 833 rvV 1074534 1039393 29.55% 1.577%
53 7.004 833 836 839 rvv2 368674 449583 12.78% 0.682%
54 7.039 839 842 844 rvv2 1207179 1102359 31.34% 1.672%
55 7.069 844 847 851 rVvVv2 436924 538753 15.32% 0.817%

56 7.116 851 855 858 rvv 905788 789179 22.44% 1.197%
57 7.163 860 863 864 rvv2 95959 95379 2.71% 0.145%
58 7.186 864 867 870 rvv2 851467 964005 27.41% 1.462%
59 7.210 870 871 874 rvV 431384 289871 8.24% 0.440%
60 7.263 874 880 881 rvv2 2541118 2840520 80.76% 4._.308%

61 7.281 881 883 888 rvv2 1998511 2500183 71.08% 3.792%
62 7.328 888 891 893 rvv 342450 303621 8.63% 0.461%
63 7.369 893 898 901 rvv2 179829 266624 7.58% 0.404%
64 7.404 901 904 907 rvv2 723966 654318 18.60% 0.992%
65 7.434 907 909 913 rvv3 103992 141030 4._.01% 0.214%

66 7.492 913 919 921 rVV 1321915 1224159 34.80% 1.857%
67 7.516 921 923 927 rVV 1153558 1002101 28.49% 1.520%
68 7.563 929 931 934 rVvv 103098 106767 3.04% 0.162%
69 7.610 935 939 941 rvv 268300 252402 7.18% 0.383%
70 7.675 944 950 952 rVvVvV 1185537 1264673 35.95% 1.918%

71 7.739 956 961 964 rvv2 2160363 2111966 60.04% 3.203%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 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-BF070117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 7.775 964 967 971 rvv4 371391 470210 13.37% 0.713%
73 7.822 971 975 977 rvv3 217062 368871 10.49% 0.559%
74 7.839 977 978 980 rvVv 197627 104369 2.97% 0.158%
75 7.875 980 984 986 rVB 207384 187369 5.33% 0.284%

76 7.963 991 999 1000 rBV3 174510 221715 6.30% 0.336%
77 7.992 1000 1004 1006 rvv2 1393153 1572946 44.72% 2.386%
78 8.016 1006 1008 1012 rVvV 1568117 1519992 43.21% 2.305%
79 8.045 1012 1013 1015 rVvVv 314016 224022 6.37% 0.340%
80 8.092 1019 1021 1025 rVB 137219 103181 2.93% 0.157%

81 8.275 1044 1052 1055 rBv2 172192 216419 6.15% 0.328%
82 8.386 1068 1071 1074 rBV 176431 145844 4._.15% 0.221%
83 8.586 1102 1105 1110 rVB3 83884 98642 2.80% 0.150%
84 8.710 1121 1126 1129 rBV 206598 179622 5.11% 0.272%
85 8.804 1138 1142 1147 rVB3 153303 152868 4 _.35% 0.232%

86 9.075 1183 1188 1191 rBV 2787184 2504500 71.20% 3.799%
87 9.463 1251 1254 1258 rBV 323336 290911 8.27% 0.441%
88 9.751 1298 1303 1306 rBV 989005 922714 26.23% 1.400%
89 10.533 1432 1436 1440 rBV 1266825 1239951 35.25% 1.881%
90 11.227 1551 1554 1557 rBV 792091 723167 20.56% 1.097%

91 12.439 1756 1760 1763 rBV 196851 162178 4.61% 0.246%
92 12.663 1793 1798 1802 rBV 158626 180263 5.12% 0.273%
93 12.816 1820 1824 1828 rBV 1695221 1548498 44.02% 2.349%
94 13.721 1974 1978 1983 rBV 207537 228171 6.49% 0.346%
95 13.863 1997 2002 2005 rBV 903536 923584 26.26% 1.401%

96 14.357 2082 2086 2090 rBV3 101150 117683 3.35% 0.178%
97 14.874 2171 2174 2184 rVB 98614 217540 6.18% 0.330%
98 15.215 2229 2232 2235 rVV 77940 89049 2.53% 0.135%
99 15.274 2238 2242 2245 rVV 490370 585662 16.65% 0.888%
100 15.304 2245 2247 2255 rVB 132859 171232 4.87% 0.260%

Sum of corrected areas: 65929364
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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\BFO070617\
BF096544 .D

6 Jul 2017 20:15

SJ/MA

13972-03

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown4.91 Concentration Rank 16

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

4.91 13.06 ng 645940 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 43
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
3 3-Heptanol, 5-methyl- 130 C8H180 018720-65-5 38
4 Diacetamide 101 C4H7NO2 000625-77-4 33
5 3-0Octanol 130 C8H180 000589-98-0 25

Abundance Scan 480 (4.910 min): BF096544.D (-476) (-) m/z 43.00 100.00%
a3
59
5000
101
69 4.60 4.80 5.00 5.20
83
e S 8B e |4 124 hzz 59.00  53.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8358: 2-Hexanol, 2-methyl-
59
5000 IR LR UL AR
4.60 4.80 5.00 5.20
a1 43 o 101 m/z 101.10 14.63%
”'I'%§'I'“M“h"JJAL'?%jHW'"§$"'W'“"I"“I""I'“'I""I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
460 4.80 5.00 520
5000 50 m/z 58.00 12.37%
15 101
31 50 83
wmm‘wwwwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13701: 3-Heptanol, 5-methyl-
59 4.60 4.80 5.00 5.20
m/z 41.05 12.29%
83
5000 29 p
‘ 101
15 m‘ sl 7] 112119 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Octane Concentration Rank 20

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

5.63 9.51 ng 470405 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 59
2 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 53
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 50
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 50

Abundance Scan 602 (5.628 min): BF096544.D (-599) (-) m/z 43.10 100.00%
a3
57
5000

99 109 128 5.20 5.40 5.60 5.80 6.00

.w.”w.”w”.mhn,Jhp.nﬂ.”“J”“”n“”.“”.“”w.”w.”w m/z 57.05  75.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #7620: Octane
43
5000
57 5.20 5.40 5.60 5.80 6.00
29 ‘ 8 m/z 41.00 31.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
[T T
43 5.20 5.40 5.60 5.80 6.00
5000 m/z 85.10 19.29%
71
29 g5 98 142
mmwwwwwwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7642: Hexane, 2,4-dimethyl-
43 57 5.20 5.40 5.60 5.80 6.00
m/z 71.05 15.49%
85
5000
29 71
15 “ ‘ ‘\ I \‘ ‘\ 99 114
T T TR e e [ e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown5.87 Concentration Rank 18

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

5.87 11.67 ng 577497 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 4-methyl- 142 C10H22 017301-94-9 35
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 35
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 27
4 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 27
5 2-Hexen-1-ol, acetate, (E)- 142 C8H1402 002497-18-9 27

Abundance Scan 643 (5.869 min): BF096544.D (-639) (-) m/z 57.10 100.00%
43 il
5000
67 5
96105 124 5.60 5.80 6.00 6.20
. .~,|||:-. b 0 | m/Zz 43.05  79.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19173: Nonane, 4-methyl-
57
43
5000
71 5.60 5.80 6.00 6.20
29 98 m/z 41.00 42 .58%
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57
43 IR L SRR IR L
5.60 5.80 6.00 6.20
5000 99 m/z 55.00 27 .53%
71
112
15 30 83
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48893: Decane, 2,6,8—trimethy|— LI L L L I L I
5[7 5.60 5.80 6.00 6.20
m/z 67.00 26.70%
5000 43
71
A H‘ P P 13y 155 169 184
m/z--> 2|0 4|0 i 8|0 1(I)O 12|0 14|10 1é0 1EIiO 5.|60 5.|80 6.IOO 6.|20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Benzene, propyl- Concentration Rank 9

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

6.17 20.78 ng 1028050 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2 000140-28-3 72
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
4 N-(Benzyloxy)-2,2,2-trifluoroace... 219 C9H8F3NO2 174075-91-3 50
5 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 47

Abundance Scan 694 (6.169 min): BF096544.D (-687) (-) m/z 91.10 100.00%
q1
5000
57
43 ‘ 120 SRS NRREE N "'T"'AI /
105 5.80 6.00 6.20 6.40 6.60
...,....',||..l.'!,.'."..-I " '.,....!...?‘,‘9...,....,.... || M/z 57.05  31.50%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #9408: Benzene, propyl-
91
5000
5.80 6.00 6.20 6.40 6.60
120 m/z 43.05 23.32%
LR
m/z--> 20 40 60 8 100 120 140 160 180 200 220 240
Abundance
91
120 580 6.00 6.20 6.40 6.60
5000 m/z 120.10 21.32%
30 65 106
15 51 70 79 135149161173 194207 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #70360: N-Benzyl-2-phenethylamine
91 120 5.80 6.00 6.20 6.40 6.60
m/z 41.10 15.17%
5000
65
3951 | 77 | 105 | 13 165178 209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 580 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Octane, 2,3-dimethyl- Concentration Rank 11

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

6.22 18.63 ng 921827 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 59
2 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 53
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 53
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 53
5 Octane, 3-methyl- 128 C9H20 002216-33-3 53

Abundance Scan 703 (6.222 min): BF096544.D (-698) (-) m/z 57.05 100.00%
57
5000 43
71
85 gg 5.80 6.00 6.20 6.40 6.60
el el 2 124141 Tm/z 43.10 47.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19183: Octane, 2,3-dimethyl-
57
5000 43
5.80 6.00 6.20 6.40 6.60
98 m/z 56.05 27.10%
29
15 | “ I ‘ﬂ 85 L 113 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
43 580 6.00 620 6.40 6.60
5000 m/z 41.05 26.95%
71
29 85 98 142
WWWWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #73873: Oxalic acid, isobutyl pentyl ester Rl B mEa e
43 57 5.80 6.00 6.20 6.40 6.60
m/z 71.10 20.08%
5000 71
e 103 115 131 161
m/z--> 10 20 30 4'0 50 6|O 7'0 80 90 100 110 120 130 140 150 160 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Octane, 2,7-dimethyl- Concentration Rank 12

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

6.26 16.91 ng 836510 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 87
2 Nonane, 2-methyl- 142 C10H22 000871-83-0 83
3 Octane, 2-methyl- 128 C9H20 003221-61-2 64
4 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 50
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 50

Abundance Scan 709 (6.257 min): BF096544.D (-708) (-) m/z 57.10 100.00%
43 57
5000
71
8 98 6.00 6.20 6.40 6.60
.,....,....',.:.?R~.|.:,....'l....,....,...!',....1,1.1...,.1.2]“3.,...1.‘,‘9...,. m/z 43.10 95.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19188: Octane, 2,7-dimethyl-
43
57
5000 IS SRR SRR AR
27 71 99 6.00 6.20 6.40 6.60
85 m/z 41.05 42 .54%
‘ 50| e ‘ 78 | ‘ 113 127 142
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43 57
600 620 640 6.60
5000 m/z 71.10 27.57%
29 71
85 98
50 | 64 78 113 127 a4
WTWWWTWWWWW
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12671: Octane, 2-methyl-
43 6.00 6.20 6.40 6.60
m/z 42.00 23.99%
5000 o7
29 Tt e
'I""I""I"'§R"'I""I""""I"'??""?i%'I"%??""I""I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.00 6.20 6.40 6.60

8270-BF070117.M Mon Jul 10 01:01:24 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknown6.49 Concentration Rank 1

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

6.49 65.19 ng 3224970 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.492 min): BF096544.D (-740) (-) m/z 132.00 100.00%
132
5000
68
96 e A B RN ARN
40 54 104 6.20 6.40 6.60 6.80
O brrprrre el O In.',.?-.e.f??..,...|.,.-:..1,?.2..1,2]1...,"..1.‘,‘9..., m/z 134.00 34.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IS A SRR
6.20 6.40 6.60 6.80
21 51 78 m/z 68.05 31.07%
44
“l““l“'w'Jh'“'M“'v'Jl““l“'w'“w'“'v'“v'“l““l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 20.59%
41 97
53 2 117
34 89 105 124
wwmmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L LB L N B
132 6.20 6.40 6.60 6.80
m/z 96.10 12.74%
5000
104
51 o, 96 77 ‘ ‘
14 27 3744958 |, 89 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

8270-BF070117.M Mon Jul 10 01:01:25 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Benzene, 1,2,3-trimethyl- Concentration Rank 4

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

6.55 33.68 ng 1666370 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 759 (6.551 min): BF096544.D(—d)755) ) m/z 105.10 100.00%
105
5000 120
39 5lgges /0 9 6.20 6.40 6.60 6.80
et et e S8 3L 138 Tn777120.05  47.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
6.20 6.40 6.60 6.80
. m/z 119.10 12.72%
s Z % S L Tel |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 6.20 6.40 6.60 6.80
5000 m/z 77.10 10.75%

77 91
15 27 39 515865 84~ 98

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9420: Benzene, 1,2,4-trimethyl-

6.20 6.40 6.60 6.80
m/z 91.10 9.40%

5000

27 41 Slsges |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

8270-BF070117.M Mon Jul 10 01:01:26 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Benzene, 1,2,4-trimethyl- Concentration Rank 3

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

6.78 43.59 ng 2156280 1,4-Dichlorobenzene-d4 6.72
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 Mesitylene 120 C9H12 000108-67-8 93
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 798 (6.781 min): BF096544.D (-794) (-) 105.05 100.00%
105

5000 120 r ! !

39 51 g /7 _ 91 6.40 6.60 6.80 7.00 7.20

\ 84 | 98 [ 113 ||, 127 138
et o ool A3 127 138 m/z 120.10  43.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 120

6.40 6.60 6.80 7.00 7.20
m/z 77.05 11.52%

39 91
..,.1.?.,..'ﬁ?,....w,‘....iw..?.8,.53.5.,...m,.8.4..,\..?.fi.w.x.,l.l...,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
6.40 6.60 6.80 7.00 7.20
5000 120 m/z 119.05 10.19%

28 39 51 77 g]_
14 58 65 84 | 98

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9401: Mesitylene

6.40 6.60 6.80 7.00 7.20
m/z 91.05 9.42%

5000

V

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20

8270-BF070117.M Mon Jul 10 01:01:27 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Indane Concentration Rank 5

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

6.90 33.10 ng 1637650 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]---- 118 C9H10 1000191-13-7 80
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 72
4 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 59
5 Benzene, 1,1"-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59

Abundance Scan 818 (6.898 min): BF096544.D (-816) (- m/z 117.10 100.00%
117
5000
39 5158 ot 660 6,80 700 7.20
51 65 103 . . : :
e e b e oo l0 ), 125 137 7798 10 53, 49%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane

5000

6.60 6.80 7.00 7.20
m/z 115.10 31.86%

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

117

6.60 6.80 7.00 7.20
5000 o1 m/z 91.10 14 .28%

39
27 51 58 65 78 103

wwmwmwmmrm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8962: Benzene, 1-propenyl-

6.60 6.80 7.00 7.20
m/z 57.90 7.56%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20

8270-BF070117.M Mon Jul 10 01:01:28 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Benzene, 1,2-diethyl- Concentration Rank 8

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

6.97 21.01 ng 1039390 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
3 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 830 (6.969 min): BF096544.D (-825) (-) m/z 119.10 100.00%
105 119
5000 134
91
39 51 65 7|7 | 154 6.60 6.80 7.00 7.20 7.40
reprrerperer e el el e 294 Tz 105,10 97.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134
o1 6.60 6.80 7.00 7.20 7.40
77 m/z 134.10 48.18%
39 51
"I']'-'S'I"Z'ZI""‘I""'i"""l'??'I""l‘l""I*""I"H'I""‘*l'"'I""'I""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105 119
6.60 6.80 7.00 7.20 7.40
5000 134 m/z 91.05 26.66%
77 91

27 39 51 g5

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

Abundance #14838: Benzene, 1,4-diethyl-
119 6.60 6.80 7.00 7.20 7.40
105 m/z 77.00 15.51%

5000 134
91
i
41
- Ayl AN RN WY Y] N E

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20 7.40

8270-BF070117.M Mon Jul 10 01:01:29 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 3a,6-Methano-3aH-indene, 2,... Concentration Rank 7

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

7.04 22.28 ng 1102360 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3a,6-Methano-3aH-indene, 2,3,4,5... 134 C10H14 098640-10-9 87
2 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 81
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 76
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 76
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 74

Abundance Scan 842 (7.039 min): BF096544.D (-839) (-) m/z 105.05 100.00%
105
91
5000 19 134
39 51 65 7( | 6.80 7.00 7.20 7.40
o} A SO S S RS D m/z 91.05 54.86%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14935: 3a,6-Methano-3aH-indene, 2,3,4,5,6,7-hexahydro-
105
o 119
5000 134
77 6.80 7.00 7.20 7.40
o7 39 m/z 119.10 50.23%
51 65 ‘
"'I'"'I""I"""I""‘i""'i‘l""'I"'h"I""l'"'I""'I'H"'I"""k""l"""l"'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
6.80 7.00 7.20 7.40
5000 m/z 134.05 46 .85%

134

27 39 51 g5 77 1 105

2 15
mmwﬂmwmmm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14868: Benzene, 1,2,3,4-tetramethyl-
119 6.80 7.00 7.20 7.40
m/z 92.10 20.41%
134
5000
27 33 51 65 77 o 105 |
| L1 Ll ! 11 LI |
T T e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

8270-BF070117.M Mon Jul 10 01:01:30 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Octane, 2,7-dimethyl- Concentration Rank 19

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

7.07 10.89 ng 538753 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 78
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 64
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 59
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 59
5 Decane, 2-methyl- 156 C11H24 006975-98-0 59

Abundance Scan 847 (7.069 min): BF096544.D (-844) (-) m/z 57.05 100.00%
43
5000 71
& " 680 7.00 7.20 7.40
99 112 : . . .
B S P O I Bl 15 -7 M A By T N TV R & 7
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19178: Octane, 2,7-dimethyl-
43 57
5000 HRRBE RN L UL
7 6.80 7.00 7.20 7.40
85 99 m/z 71.10 37.89%
T |'L"'“"" 'I""I'"'I'%%l'l%%7"%4?" S N N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
- " 680 7.00 7.20 7.40
5000 43 m/z 41.10 34.42%
29

113
85 g9 127 142

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #38340: Decane, 2,9-dimethyl- R e R ma
43 57 6.80 7.00 7.20 7.40
m/z 56.00 20.52%
5000 71
85
P
T e e e R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF070117.M Mon Jul 10 01:01:30 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Benzene, 1l-methyl-2-propyl- Concentration Rank 14

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

7.12 15.95 ng 789179 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 93
2 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 93
3 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 76
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 59
5 2-Tolyloxirane 134 C9H100 002783-26-8 58

Abundance Scan 856 (7.122 min): BF096544.D (-851) (-) m/z 105.05 100.00%
105
5000
43 5[ N 1T4
6.80 7.00 7.20 7.40
115
..,....,....,....',|.|...,-.'.~!.,.'.-..,|...|.~',..'..,l:.g.‘?,.':!.,..'..,.1.%?,..-..,....1,?.2..,. m/z 134.10 27.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14855: Benzene, 1-methyl-2-propyl-
105
5000
6.80 7.00 7.20 7.40
134 m/z 57.05 26.92%
15 27 % 51 e 1St 119
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
6.80 7.00 7.20 7.40
5000 m/z 43.05 19.83%
134
15 27 39 51 65 mooa 115
Wwwmmmmmﬁwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14848: Benzene, (1-methylpropyl)- e B R o
105 6.80 7.00 7.20 7.40
m/z 71.05 15.20%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 '6.80 7.00 7.20 7.40

8270-BF070117.M Mon Jul 10 01:01:31 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 10

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

7.19 19.49 ng 964005 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 93
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93

Abundance Scan 868 (7.192 min): BF096544.D (-864) (-) m/z 119.10 100.00%
119
5000 66 134
91
39 5 | 7|7 o | 1?5 . 6.80 7.00 7.20 7.40 7.60
..,....,....,....','....,'.-...,.-.'..,...:',.... bt 22 e Tm/z 66,10 47.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
6.80 7.00 7.20 7.40 7.60
o1 134 m/z 134.10  39.94%
15 27 41 515865 77 . 105 L a2
m/z--> 10 20 30 Jo éo 60 70 80 90 160 110 120 1§0 140
Abundance
119
6.80 7.00 7.20 7.40 7.60
5000 m/z 91.00 24 _.93%
134
91
15 27 41 51 58 65 i 103 127
wwwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119 6.80 7.00 7.20 7.40 7.60
m/z 67.00 16.84%
5000
134
91 105
15 27 39 515365 f ) | 127
m/z--> 10 20 30 40 5'0 60 70 8|0 90 100 110 120 1§0 140 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 15

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

7.49 15.57 ng 1224160 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 919 (7.492 min): BF096544.D (-913) (-) m/z 119.05 100.00%
119
5000 134
39 77 ot 7.20 7.40 7.60 7.80
53 105 : : . .

Obrrrprrr e prre b e e b 2 o || M7z 134.10  45.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-

5000
7.20 7.40 7.60 7.80

m/z 91.05 16.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
3 7.20 7.40 7.60 7.80
5000 134 m/z 133.10 9.77%
91

27 41 g3 77 | 105

mﬁmﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-

7.20 7.40 7.60 7.80
m/z 120.10 9.65%

5000

7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 17

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

7.52 12.74 ng 1002100 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 924 (7.522 min): BF096544.D (-921) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 | 105 148 7.20 7.40 7.60 7.80
”P”W'”W””%'”W”W“MI”#P”W“'WN”PAH””IL”P”'P”W' m/z 134.10 45.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
7.20 7.40 7.60 7.80
a0 91 m/z 91.05 16.00%
77
'W'%?'P'%?I”'JN"”?%'”I'ﬁé'P'JNP"'P'"fﬂﬁ'l'mhl'”'lj“”l"”l"'ﬁ'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
7.20 7.40 7.60 7.80
5000 134 m/z 120.10 8.97%
15 27 39 51 65 77 o 105
wmwwmﬁmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-
119 7.20 7.40 7.60 7.80
m/z 133.10 8.75%
5000 134
91
"P"'I”?ZI”'ii'”'?%'”I'ﬁ?'P'TZI”"J”"I}Rél'M“l'”'lJJ”I"”I"'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 13

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

7.67 16.08 ng 1264670 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 92
3 Indan, 1l-methyl- 132 C10H12 000767-58-8 90
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 81

Abundance Scan 949 (7.669 min): BF096544.D (-944) (-) m/z 117.10 100.00%
117
5000 132
39 51 6 77 9|1 103 | | 148 7.40 7.60 7.80 8.00
el el e bt 28 Tm/z 132.10 0 40.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
5000
132 7.40 7.60 7.80 8.00
;7 3 51 g5 o1 m/z 115.10 26.26%
77
”P'LP“jP“ﬁ“”W”'W”MP'”A”'%PW'MM”“JH“I””P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
7.40 7.60 7.80 8.00
5000 132 m/z 131.10 21.61%
39 91
2 s 7 103 125

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

Abundance #14031: Indan, 1-methyl-
117 7.40 7.60 7.80 8.00
m/z 91.10 14 _38%
5000
132
91
39
27 S T 108 | aos
R R B A s B s

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6

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

7.74 26.85 ng 2111970 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 89
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 83
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 81

Abundance Scan 961 (7.739 min): BF096544.D (-956) (-) m/z 117.10 100.00%
117

5000

7.40 7.60 7.80 8.00

39 51 .
m/z 132.10 39.11%

148 162

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-

5000
7.40 7.60 7.80 8.00

m/z 115.10  29.09%

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

117

7.40 7.60 7.80 8.00
5000 132 m/z 119.10 28 .57%

27 39 51 65 77 9L

Wmmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-

7.40 7.60 7.80 8.00
m/z 131.10 20.70%

5000

91
15 27 39 51 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096544.D

Acq On : 6 Jul 2017 20:15

Operator : SJ/MA

Sample : 13972-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown4 .91 4 .91 13.1 ng 645940 1 6.72 989437 20.0
Octane 5.63 9.5 ng 470405 1 6.72 989437 20.0
unknown5 .87 5.87 11.7 ng 577497 1 6.72 989437 20.0
Benzene, propyl- 6.17 20.8 ng 1028050 1 6.72 989437 20.0
Octane, 2,3-dimet... 6.22 18.6 ng 921827 1 6.72 989437 20.0
Octane, 2,7-dimet. .. 6.26 16.9 ng 836510 1 6.72 989437 20.0
unknown6 .49 6.49 65.2 ng 3224970 1 6.72 989437 20.0
Benzene, 1,2,3-tr... 6.55 33.7 ng 1666370 1 6.72 989437 20.0
Benzene, 1,2,4-tr... 6.78 43.6 ng 2156280 1 6.72 989437 20.0
Indane 6.90 33.1 ng 1637650 1 6.72 989437 20.0
Benzene, 1,2-diet... 6.97 21.0 ng 1039390 1 6.72 989437 20.0
3a,6-Methano-3aH-. .. 7.04 22.3 ng 1102360 1 6.72 989437 20.0
Octane, 2,7-dimet... 7.07 10.9 ng 538753 1 6.72 989437 20.0
Benzene, 1l-methyl... 7.12 15.9 ng 789179 1 6.72 989437 20.0
Benzene, 1l-methyl... 7.19 19.5 ng 964005 1 6.72 989437 20.0
Benzene, 1,2,4,5-... 7.49 15.6 ng 1224160 2 8.00 1572950 20.0
Benzene, 1,2,3,4-... 7.52 12.7 ng 1002100 2 8.00 1572950 20.0
1H-Indene, 2,3-di... 7.67 16.1 ng 1264670 2 8.00 1572950 20.0

2

Benzene, 2-etheny... 7.74 26.9 ng 2111970 8.00 1572950 20.0
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