LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 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-BF012218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.716 90 107 114 rBV 503026 1342370 3.57% 0.330%
2 3.246 182 197 205 rBV3 169692 414945 1.10% 0.102%
3 3.640 251 264 274 rVvv4 335090 904413 2.41% 0.223%
4 3.793 282 290 296 rVV 263535 543100 1.44% 0.134%
5 3.957 307 318 322 rBvV2 822016 1468555 3.91% 0.361%
6 4.004 322 326 331 rvB 336917 467359 1.24% 0.115%
7 4.110 336 344 348 rBV2 369789 626942 1.67% 0.154%
8 4.169 348 354 361 rvB3 316181 578244 1.54% 0.142%
9 4.310 369 378 387 rvB4 1126090 2408476 6.41% 0.593%
10 4.416 387 396 402 rBY 678356 903751 2.40% 0.222%

11 4.740 442 451 455 rBV 1116040 1571448 4.18% 0.387%
12 4.787 455 459 461 rBV2 499117 620161 1.65% 0.153%
13 4.822 461 465 466 rVv2 1143671 1399937 3.72% 0.344%
14 4.840 466 468 473 rVV 1407813 1610909 4.28% 0.396%
15 4.898 473 478 482 rVV 1676207 2067846 5.50% 0.509%

16 4.946 482 486 487 rVV2 341364 515559 1.37% 0.127%
17 4.963 487 489 493 rVVv2 402203 409911 1.09% 0.101%
18 5.104 507 513 521 rBV 1648415 2760887 7.34% 0.679%
19 5.193 521 528 540 rVV 6191947 10804506 28.74% 2.659%
20 5.340 540 553 557 rvv 8038633 28005727 74.49% 6.892%

21 5.375 557 559 561 rvv 562661 469008 1.25% 0.115%
22 5.404 561 564 566 rvv 813807 736053 1.96% 0.181%
23 5.428 566 568 573 rvv2 1122092 1591405 4.23% 0.392%
24 5.481 573 577 581 rvv3 1202151 1801636 4._.79% 0.443%
25 5.522 581 584 587 rvV 1635950 1872455 4.98% 0.461%

26 5.569 587 592 598 rvv2 4719631 6770153 18.01% 1.666%
27 5.622 598 601 608 rvB2 927269 1381269 3.67% 0.340%
28 5.734 613 620 624 rBV3 2140852 4058446 10.79% 0.999%
29 5.793 624 630 639 rBV5 1834952 6176742 16.43% 1.520%
30 5.916 639 651 657 rBv2 7284641 22601647 60.12% 5.562%

31 5.981 657 662 667 rBv2 4190652 7586066 20.18% 1.867%
32 6.028 667 670 675 rvB2 1388797 1972320 5.25% 0.485%
33 6.210 689 701 707 rBV 6992216 29495959 78.45% 7.258%
34 6.322 707 720 722 rVV3 8131549 37597236 100.00% 9.252%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 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:\HPCHEM1I\BNA_F\METHODS\8270-BF012218_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.393 726 732 734 rVV 7582047 17918395 47.66% 4._.409%
36 6.416 734 736 737 rVvv2 1772751 1634730 4 _.35% 0.402%
37 6.469 737 745 747 rVV2 7663514 18875865 50.21% 4.645%
38 6.492 747 749 751 rVvV2 2342347 2659549 7.07% 0.654%
39 6.522 751 754 758 rvv2 2951774 4699020 12.50% 1.156%
40 6.622 758 771 773 rVV 7741390 29412495 78.23% 7.238%
41 6.640 773 774 776 rVvV 997397 645673 1.72% 0.159%
42 6.663 776 778 779 rvv2 908492 934924 2.49% 0.230%
43 6.681 779 781 782 rVV 2301194 2033165 5.41% 0.500%
44 6.698 782 784 787 rVV 3042337 3038333 8.08% 0.748%
45 6.740 787 791 793 rVV4 1944338 2979651 7.93% 0.733%
46 6.769 793 796 798 rvv2 3386885 3328815 8.85% 0.819%
47 6.834 798 807 809 rvv2 7388884 19646896 52.26% 4 _.835%
48 6.940 813 825 828 rVB3 6922362 16730174 44_.50% 4.117%
49 6.998 828 835 836 rBY 6661664 10220116 27.18% 2.515%
50 7.016 836 838 840 rvVB 3433586 2554373 6.79% 0.629%
51 7.063 840 846 852 rBV2 6486230 9830415 26.15% 2.419%
52 7.128 852 857 860 rBv2 2539019 3119332 8.30% 0.768%
53 7.198 865 869 871 rBV 2508184 2758751 7.34% 0.679%
54 7.222 871 873 876 rVvB 2159510 1777361 4.73% 0.437%
55 7.287 876 884 885 rBVY 6419505 11847508 31.51% 2.915%
56 7.310 885 888 894 rVB3 4741470 6188493 16.46% 1.523%
57 7.369 894 898 901 rvB4 1782141 2183490 5.81% 0.537%
58 7.410 901 905 908 rBVv2 2787684 2986255 7.94% 0.735%
59 7.498 914 920 922 rBV 3955858 4367986 11.62% 1.075%
60 7.522 922 924 930 rVB 2667219 2675335 7.12% 0.658%
61 7.610 935 939 940 rBV3 670317 769821 2.05% 0.189%
62 7.657 943 947 948 rVvV3 645913 676798 1.80% 0.167%
63 7.675 948 950 955 rVvB 2072457 2284725 6.08% 0.562%
64 7.745 955 962 965 rBV2 4198822 5005724 13.31% 1.232%
65 7.839 977 978 981 rVB 739849 539669 1.44% 0.133%
66 7.875 981 984 987 rVB2 956014 921278 2.45% 0.227%
67 8.034 998 1011 1013 rBV3 3845741 6684351 17.78% 1.645%
68 8.163 1029 1033 1037 rBvV2 510777 683692 1.82% 0.168%
69 8.234 1042 1045 1048 rBvV 440478 489027 1.30% 0.120%
70 8.357 1062 1066 1068 rBV 439731 455148 1.21% 0.112%
71 8.545 1092 1098 1102 rVB2 667120 1271053 3.38% 0.313%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 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:\HPCHEM1I\BNA_F\METHODS\8270-BF012218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 8.592 1102 1106 1111 rVB4 305326 389371 1.04% 0.096%
73 8.710 1124 1126 1129 rVB 547544 414970 1.10% 0.102%
74 9.075 1183 1188 1192 rBV 3626729 3810899 10.14% 0.938%
75 9.186 1203 1207 1210 rBvV2 277023 399502 1.06% 0.098%

76 9.522 1257 1264 1269 rVvV 1000857 1496716 3.98% 0.368%
77 9.751 1298 1303 1306 rvv2 1282298 1164943 3.10% 0.287%
78 10.545 1431 1438 1441 rBV 2036579 2011323 5.35% 0.495%
79 11.233 1552 1555 1558 rBV 996534 990177 2.63% 0.244%
80 11.798 1648 1651 1654 rBV 1405763 1230900 3.27% 0.303%

81 12.674 1795 1800 1806 rVB 350298 406367 1.08% 0.100%
82 12.827 1820 1826 1829 rBV 2617458 2736284 7.28% 0.673%
83 13.857 1997 2001 2002 rBV 743697 756351 2.01% 0.186%
84 13.874 2002 2004 2007 rVB 727918 615102 1.64% 0.151%
85 14.892 2174 2177 2192 rVB3 358704 952121 2.53% 0.234%

86 15.298 2242 2246 2253 rVV 483214 638179 1.70% 0.157%

Sum of corrected areas: 406377032
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF102366.D

5.34 B8BH 62 6.83
8000000 5.92

5.19 P
6000000

5.57

4000000
.03

2000000

272 3.96
A 325 0% 79/%%/\%
0

T
Time--> 2.50 3.00 3. 5 4, OO 4, 50 5.00 5.50 6.00
Abundance TIC: BF102366.D

8000000

6000000

8.03

4000000

2000000

O T e e e e e e e e e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13. 50
Abundance TIC: BF102366.D

8000000
6000000
4000000

2000000
1385

m 1489  15.30

e e e e e I e S BRaana s

Time--> 14.00 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 1 unknown5.10 Concentration Rank 18

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

5.10 18.53 ng 2760890 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 49
2 1-Octene, 3,4-dimethyl- 140 C10H20 056728-11-1 43
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 43
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 38
5 2-Pyrazoline, 1-isopropyl-3-methyl- 126 C7H14N2 022581-48-2 38

Abundance Scan 512 (5.098 min): BF102366.D (-507) (-) m/z 43.10 100.00%
43
5000 55 69
84 111
126 4.80 5.00 5.20 5.40
o..,....,....,....'il:..,.'...,...-.,||..?.7,.-.|..,..?.7,....,:...,..!.,....,.... m/z 69.10 46.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11590: Cyclohexane, 1,2,4-trimethyl-
55 69
a1 111
5000
7 4.80 5.00 5.20 5.40
‘ 84 97 126 m/z 55.05 43.62%
O”I”'W”'W?ﬂ'v”'P'”I”'W']n'”'v'”l”“l“'W'”W'”'P'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
4.80 5.00 5.20 5.40
5000 m/z 41.05 43.01%
56 84
29 69 112
Ol 15 77 98 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11588: Cyclohexane, 1,1,2-trimethyl- o A BERRS SREaE LS
69 4.80 5.00 5.20 5.40
41 56 m/z 111.10 39.05%
111
5000
27
83 126
98
0"I""P"'I""P"%?'”'I""'qu""?%"'P"'l""P"'I""P"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 4 Cyclohexane, l-ethyl-2-meth... Concentration Rank 15

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

5.73 27.24 ng 4058450 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 87
2 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 81
3 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 64
4 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 64
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 58

Abundance Scan 619 (5.728 min): BF102366.D (-613) (-) m/z 55.05 100.00%
5p
97
41 69
5000
8l 125
109 5.40 5.60 5.80 6.00
0 ..,....,....|;!...,'.|! :F.%.'!,"...-.',:h'..,..‘.'.',....-,:-...,..-.'.,...1.‘,‘9...,. m/z 97.05 72.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
55 97
5000 4l
5.40 5.60 5.80 6.00
69 m/z 41.05 56.59%
0 48, 62 MM 76 83 90 || 104111 119126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
5.40 5.60 5.80 6.00
5000 m/z 69.10 55.83%
41 69
29 81 126
o 111
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane AR e
55 97 5.40 5.60 5.80 6.00
m/z 57.05 52.68%
5000
4 69 126
o zm 34 ||, 48 | 62 | 8} 90 ||| 104111118
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path :

Data File : BF102366.D

Acq On : 24 Jan 2018 2:15
Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF012318\

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

Concentration Rank 13

Peak Number 5 4,4-Dimethyl octane

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

5.79 41_.46 ng 6176740 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,4-Dimethyl octane 142 C10H22 015869-95-1 64
2 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 64
3 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 64
4 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 59
5 Decane, 1,1"-oxybis- 298 C20H420 002456-28-2 53

Abundance Scan 630 (5.793 min): BF102366.D (-624) (-) m/z 43.05 100.00%
43 gy
5000
540 5.60 5.80 6.00 6.20
O e e m/z 57.10 98.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19177: 4,4-Dimethyl octane
43 57
85
5000
540 5.60 5.80 6.00 6.20
29 ‘ 71 99 m/z 85.10 47 .49%
0'W}?P'MP”JU“W'L“”'“””P'hP”“'”W””I}%?'”P”W'”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 57
540 5.60 5.80 6.00 6.20
5000 m/z 41.10 41.44%
29 8
0 69 103 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #48885: Decane, 2,4,6-trimethyl-
43 540 5.60 5.80 6.00 6.20
57 m/z 56.10 26.17%
5000 1 g
i L Y A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 Benzene, (1-methylethyl)- Concentration Rank 4

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

5.92 151.71 ng 22601600 1,4-Dichlorobenzene-d4 6.75
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-3-methyl- 120 C9H12 000620-14-4 83
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 80
5 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 72

Abundance Scan 652 (5.922 min): BF102366.D d§—639) ) m/z 105.10 100.00%
105
5000
120 A
51 Ty 560 580 6.00 620
39 63 : : : :
Ot oo 7O M S M3 L 142 w50 10 28..00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9417: Benzene, (1-methylethyl)-
105
5000 I AR RS LR U
5.60 5.80 6.00 6.20
77 120 m/z 77.05 15.18%
27 39 ﬁl 63 | %
AR AR AR AR NAARA ARARA AN AR RN SARAN R SARAS RARANAARAS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
560 580 6.00 620
5000 120 m/z 79.05 14 .22%
277 ¥ s 63 1 a1
o 84
mmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9428: Benzene, 1-ethyl-3-methyl- Mo e
1 5.60 5.80 6.00 6.20
m/z 103.10 11.43%
5000 /A/fvv\
o R B Ramm e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 560 580 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 7 Oxalic acid, allyl dodecyl ... Concentration Rank 11

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

5.98 50.92 ng 7586070 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid, allyl dodecyl ester 298 C17H3004 1000309-24-0 59
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 55
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 50
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 43
5 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 43

Abundance Scan 662 (5.981 min): BF102366.D (-657) (-) m/z 57.10 100.00%
71
43
5000 83
| 97 113 ;.6 o 560 580 6.00 6.20 6.40
) SN | b M2 m/z 71.10  71.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #142787: Oxalic acid, allyl dodecyl ester
4
57
5000
71 5.60 5.80 6.00 6.20 6.40
29 ‘ & o m/z 43.10  55.90%
111
0 ...,.K..MH. Al L m 15 a0 23
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 71 5.60 5.80 6.00 6.20 6.40
5000 m/z 55.10 54 .48%
29 113
ol 15 8 o 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19167: Nonane, 3-methyl-
57 5.60 5.80 6.00 6.20 6.40
m/z 41.10 53.17%
71
5000 43
29
112
0 15 “ \‘\ ‘\ i ?\5 98 H 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200 560 580 6.00 620 6.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 10 Benzene, l-ethyl-2-methyl- Concentration Rank 6

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

6.47 126.70 ng 18875900 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 745 (6.469 min): BF102366.D é)—737) ) m/z 105.10 100.00%
105
5000
120
55 77 9 APURARAS AARRSRARAS SAR
39 65 6.20 6.40 6.60 6.80
Ol ey 8t bl 38 3L 129 140 757150 10 33.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000 AR IR LSS UL

120 6.20 6.40 6.60 6.80
m/z 91.05 12.38%
7 91
15 27 39 51 58 65 L Al
Ol T T e T T T T e T
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 12.01%

77
15 27 39 51 58 65 o1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 6.20 6.40 6.60 6.80
m/z 55.10 11.44%
5000
120
15 27 39 Slgges 91 1 ﬂ\v\\f\v~¥dhﬂj
O e e e e e e e P e R ELRIALE B o i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 11 5-Amino-3-methylpyrazole Concentration Rank 20

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

6.49 17.85 ng 2659550 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Amino-3-methylpyrazole 97 C4H7N3 031230-17-8 50
2 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 50
3 4-Hepten-3-one, 2,6-dimethyl- 140 C9H160 056259-14-4 50
4 Cyclohexane, 1l-methyl-4-(1-methy... 140 C10H20 001678-82-6 45
5 Cyclohexane, 1l-methyl-3-(1-methy... 140 C10H20 016580-24-8 45

Abundance Scan 749 (6.492 min): BF102366.D (-747) (-) m/z 97.10 100.00%
g7
55
5000
41 % & 140
89 109 195 150 6.20 6.40 6.60 6.80
0“w'“WH“V'JL“W“*l“JVHwL'wJLVHﬁ'“w“'WH“+“'V“W' m/z 55.10 72.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2946: 5-Amino-3-methylpyrazole
97
5000 ISR AR R R
a1 6.20 6.40 6.60 6.80
m/z 69.10 21.82%
29 “ 54 66
0”W}?P”””AIL”N“W”HP”ﬁa”P”h””P”'P”W””P”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55 97
620 640 660 680
5000 m/z 96.10 18.32%
41
69
83
o & 111 125 40
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18730: 4-Hepten-3-one, 2,6-dimethyl-
o7 6.20 6.40 6.60 6.80
m/z 41.10 18.05%
5000 a1
69 140
|2 L s |
S A KR AL RO A AN AR KRS ARAN AL BARAN LARAN EARAN SR N SRR AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80

8270-BF012218_.M Wed Jan 24 15:04:43 2018 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 12 unknown6.52 Concentration Rank 14

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

6.52 31.54 ng 4699020 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 Methylphosphonothioicchlorofluoride 132 CH3CIFPS 027127-27-1 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 754 (6.522 min): BF102366.D (-751) (-) m/z 132.00 100.00%
5000 68
40 ¥ 6.20 640 6.60 680
54 81 109 : : :
0 SN S S m/z 68.10 37.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32 .50%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.20 6.40 6.60 6.80
5000 m/z 66.00 24 _42%
45
77
63 g7 97 117
L B L L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 96.10 18.70%
5000 og 0
ob ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?,
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF012218_.M Wed Jan 24 15:04:44 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 Benzene, 1,2,3-trimethyl- Concentration Rank 3

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

6.62 197.42 ng 29412500 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Mesitylene 120 C9H12 000108-67-8 90

Abundance Scan 771 (6.622 min): BF102366.D(d-)758) ) m/z 105.10 100.00%
105
5000 120 f%
P e e e
39 51 g a1 6.20 6.40 6.60 6.80 7.00
Obrrprrrr prrrrprrrsrrre et e B 339 Tn/Zz 120,100 43.67%
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 IR AL I A /}/H-
6.20 6.40 6.60 6.80 7.00
-7 m/z 77.10 11.96%
ob 25, 2 ¥ sigges U e ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
6.20 6.40 6.60 6.80 7.00
5000 m/z 106.05 9.04%
120
oL 15 27 39 s1gges (1 g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #9426: Benzene, 1-ethyl-3-methyl- P e
105 6.20 6.40 6.60 6.80 7.00
m/z 79.10 8.72%
5000
120
39 7 9
o A T e85 e e | w3,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

8270-BF012218_.M Wed Jan 24 15:04:45 2018 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 14 Benzene, l-ethyl-4-methyl- Concentration Rank 5

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

6.83 131.87 ng 19646900 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 89
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
4 Mesitylene 120 C9H12 000108-67-8 83
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 81

Abundance Scan 806 (6.828 min): BF102366.D (-798) (-) m/z 105.10 100.00%
105
5000 120 A /w
i 91
39 51 ., 65 6.40 6.60 6.80 7.00 7.20
Ol prrrr ey i S bl e S8 L 13,1, 127 139 T s57150.10 0 42.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105
5000 AR A SR /}/H--?“KL
6.40 6.60 6.80 7.00 7.20
7 9 120 m/z 77.05 12 .55%
15 21 3 Sleg B | Il
e AR R R AN RAARS RARRA RARAN AN SRS LARAS RARAS AR RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 6.40 6.60 6.80 7.00 7.20
5000 m/z 91.10 10.72%
15 27 39 51gg65 7 9 o8

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9421: Benzene, 1,2,4-trimethyl-

6.40 6.60 6.80 7.00 7.20
m/z 79.10 9.47%

5000

_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_r
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
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 15 Indane Concentration Rank 7

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

6.94 112.30 ng 16730200 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
3 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 83
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-.-. 118 C9H10 1000191-13-7 80
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64

Abundance Scan 825 (6.940 min): BF102366.D (-813) (-) m/z 117.05 100.00%
117
5000
39 51 63 St 6.60 6.80 7.00 7.20
77 103 : : : :
o..,....,....,....',....i'...!,:'.'..,...-.,....',|....,.-...,..!.',....,..1.??.1.‘.“?,...., m/z 118.10 56.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8951: Indane
117
5000 USSR AR SRS
6.60 6.80 7.00 7.20
o1 m/z 115.05 34 .89%
0 15 27 3\9 5\\1 \?3\ 77 \‘ 193 !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
6.60 6.80 7.00 7.20
5000 o1 m/z 91.10 16.42%
39 51 65 g 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117 6.60 6.80 7.00 7.20
m/z 116.10 8.05%
5000
91
39 51 65 77 ‘ 103
O”P”'Pfﬂ'”““'4““Hu”P”HP”M*“W&'W””“””P'”P”'P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20

8270-BF012218_.M Wed Jan 24 15:04:47 2018 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 16 Benzene, 1,3-diethyl- Concentration Rank 9

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

7.00 68.60 ng 10220100 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 83

Abundance Scan 835 (6.998 min): BF102366.D (-828) (-) m/z 119.05 100.00%
105 119
5000 134
91
77
39 51 65 | | 154 6.60 6.80 7.00 7.20 7.40
Obr et e et e e e e m/z 105.05 98.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14839: Benzene, 1,3-diethyl-
105 119
5000 134
6.60 6.80 7.00 7.20 7.40
4, 91 m/z 134.05 49.83%
15 27 39 51 65 ‘
0“P“W“”V““M“ﬂ“w“MVJMH“V“WMLP“WH“V“W““V“W“
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 28.67%
91
77
oL 15 27 39 51 65
LR R AR AL AR RALS RRARN KRN RRARA RARAN ULLAS LRSS LALAN LARAN RARRS RARAS EA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14841: Benzene, 1,4-diethyl-
105 119 6.60 6.80 7.00 7.20 7.40
m/z 77.05 16.16%
5000 134
91
0 'W""P'%?I'”'T%'”?%"W'??'P'?]P"“U"'Pul'P'U'L"'I”“'I”"I”"I”
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-BF012218_.M Wed Jan 24 15:04:48 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 17 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 10

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

7.06 65.98 ng 9830420 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 93

Abundance Scan 845 (7.057 min): BF102366.D (-840) (-) m/z 119.10 100.00%
119
105
5000 91 134
77
39 51 65 3 6.80 7.00 7.20 7.40
0 5 m/z 105.10 59.93%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl-

5000
6.80 7.00 7.20 7.40

m/z 134.10 45 _.52%

04
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
6.80 7.00 7.20 7.40
5000 m/z 91.05 39.62%
134

27 39 51 65 77 91 105
o 2 15
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 120130 140150
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-

6.80 7.00 7.20 7.40
m/z 77.05 14.44%

5000

15 27 39 51 65 77

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40

8270-BF012218_.M Wed Jan 24 15:04:48 2018 Page: 17



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 18 Benzene, 1l-methyl-4-propyl- Concentration Rank 17

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

7.13 20.94 ng 3119330 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 94
2 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 76
3 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 68
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 64
5 2-Tolyloxirane 134 C9H100 002783-26-8 64

Abundance Scan 857 (7.128 min): BF102366(.J)D (-852) (-) m/z 105.10 100.00%
105
5000
134
4 5 67 77 91 115 6.80 7.00 7.20 7.40
Obrrprrrrrrrrrprrrtrr ettt e o e m/z 134.10 25.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
6.80 7.00 7.20 7.40
7 134 m/z 77.00 10.75%
15 27 % 51 65 1 O ous
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 79.05 10.01%
134
15 27 39 51 e 7 91 119

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

Abundance #14848: Benzene, (1-methylpropyl)- e e AN Rt
105 6.80 7.00 7.20 7.40

m/z 106.05 9.58%

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-BF012218_.M Wed Jan 24 15:04:49 2018 Page: 18



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 19 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 19

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

7.20 18.52 ng 2758750 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
3 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 869 (7.198 min): BF102366.D (-865) (-) m/z 119.10 100.00%
119
5000
134
91
29 51 65 77| 1?5 155 6.80 7.00 7.20 7.40 7.60
o} SRS S OGRS N 1 S S 2 2 m/z 134.10 34.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
1

5000
6.80 7.00 7.20 7.40 7.60

m/z 91.05 17.50%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
6.80 7.00 7.20 7.40 7.60
5000 m/z 105.05 14.16%
o1 134

5 27 3 51 65 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
1

6.80 7.00 7.20 7.40 7.60
m/z 120.05 9.98%

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 7.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 20 Mesitylacetic acid Concentration Rank 16

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

9.52 25.70 ng 1496720 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitylacetic acid 178 C11H1402 004408-60-0 91
2 Benzoic acid, 3,4-dimethyl-, eth... 178 C11H1402 033499-44-4 86
3 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 59
4 4-tert-Butyltoluene 148 C11H16 000098-51-1 59
5 1-Propanone, 1-(2,4-dimethylphen... 162 C11H140 035031-55-1 59

Abundance Scan 1264 (9.522 min): BF102366.D (-1257) (-) m/z 133.10 100.00%
133
105
5000
o1 178
77 17 9.20 9.40 9.60 9.80
39 51 65 : : . .
3 S oy vl T O 1 bl ass1%eies | 07905 10 58.84%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #43734: Mesitylacetic acid
133
5000
9.20 9.40 9.60 9.80
s s 9 osiis 178 m/z 178.10 26.83%
51
o415 2 v S LD s
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
133
9.20 9.40 9.60 9.80
5000 m/z 91.05 17.21%
105 150 178
77
o 15 27 39 51 63 91 119 163
mz> 0 20 40 60 80 100 120 140 160 180
Abundance #22825: Benzene, 1-(1,1-dimethylethyl)-3-methyl- T T T T
133 9.20 9.40 9.60 9.80
m/z 117.05 14 _.35%
5000 105
148
41 93
15 27 |8t & g M)
m/z--> 0 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102366.D

Acq On : 24 Jan 2018 2:15

Operator : SJ/JU

Sample - J1236-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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]
unknown5.10 5.10 18.5 ng 2760890 1 6.75 2979650 20.0
Cyclohexane, 1-et... 5.73 27.2 ng 4058450 1 6.75 2979650 20.0
4,4-Dimethyl octane 5.79 41.5 ng 6176740 1 6.75 2979650 20.0
Benzene, (1-methy... 5.92 151.7 ng 22601600 1 6.75 2979650 20.0
Oxalic acid, ally... 5.98 50.9 ng 7586070 1 6.75 2979650 20.0
Benzene, l-ethyl-_.. 6.47 126.7 ng 18875900 1 6.75 2979650 20.0
5-Amino-3-methylp... 6.49 17.9 ng 2659550 1 6.75 2979650 20.0
unknown6 .52 6.52 31.5 ng 4699020 1 6.75 2979650 20.0
Benzene, 1,2,3-tr... 6.62 197.4 ng 29412500 1 6.75 2979650 20.0
Benzene, l-ethyl-_._. 6.83 131.9 ng 19646900 1 6.75 2979650 20.0
Indane 6.94 112.3 ng 16730200 1 6.75 2979650 20.0
Benzene, 1,3-diet... 7.00 68.6 ng 10220100 1 6.75 2979650 20.0
Benzene, l-ethyl-_._. 7.06 66.0 ng 9830420 1 6.75 2979650 20.0
Benzene, 1l-methyl... 7.13 20.9 ng 3119330 1 6.75 2979650 20.0
Benzene, 2-ethyl-_._. 7.20 18.5 ng 2758750 1 6.75 2979650 20.0
Mesitylacetic acid 9.52 25.7 ng 1496720 3 9.75 1164940 20.0
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