LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.970 14 16 26 rvB2 31184 114261 1.98% 0.142%
3.456 142 146 152 rBV 44258 102819 1.78% 0.128%
175 rBvV 36453 71251 1.23% 0.088%
4.621 245 248 257 rBV 368030 554940 9.61% 0.688%
5.113 289 291 304 rBV 1275771 2218250 38.41% 2.751%
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5.387 311 315 323 rVB2 62925 132577 2.30% 0.164%
5.639 333 337 340 rBV 36089 67911 1.18% 0.084%
345 rvB2 43515 64761 1.12% 0.080%
6.210 384 387 393 rBV 821641 1227435 21.25% 1.522%
6.302 393 395 397 rvv 3002642 3591594 62.19% 4._.454%

(@R {cNec R NNe))
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w

11 6.347 397 399 400 rVvB 256285 278480 4.82% 0.345%
12 6.519 412 414 417 rBV 812678 814135 14.10% 1.010%
13 6.599 417 421 425 rVV 69909 76425 1.32% 0.095%
14 6.679 425 428 430 rVV 2945624 2777039 48.09% 3.444%
15 6.713 430 431 434 rVV3 110631 146321 2.53% 0.181%

16 6.782 434 437 441 rVB3 35101 95475 1.65% 0.118%
17 6.884 444 446 449 rVB2 52453 77493 1.34% 0.096%
18 6.976 449 454 456 rBV3 32685 70421 1.22% 0.087%

19 7.102 462 465 467 rBV 2573579 2785031 48.23% 3.454%
20 7.239 473 477 481 rBV3 85963 192987 3.34% 0.239%

21 7.330 481 485 487 rBv4 82726 177263 3.07% 0.220%
22 7.376 487 489 491 rBV2 88423 138180 2.39% 0.171%
23 7.456 494 496 498 rVB2 57704 67393 1.17% 0.084%
24 7.513 498 501 503 rBvV 79028 124093 2.15% 0.154%
25 7.605 507 509 511 rBV 264818 231435 4.01% 0.287%

26 7.639 511 512 513 rBV 83522 79505 1.38% 0.099%
27 7.730 518 520 521 rvv2 128076 165074 2.86% 0.205%
28 7.765 521 523 525 rvVv 82865 122863 2.13% 0.152%
29 7.810 525 527 530 rvVV 1605457 1437645 24.89%% 1.783%
30 7.867 530 532 537 rVB4 66236 100913 1.75% 0.125%

31 7.959 539 540 543 rVB3 73204 90035 1.56% 0.112%
32 8.039 545 547 551 rVB 408974 602306 10.43% 0.747%
33 8.119 551 554 556 rBvV2 59024 100840 1.75% 0.125%
34 8.176 556 559 560 rBv2 52883 82769 1.43% 0.103%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.222 560 563 565 rBv3 124596 257629 4._46% 0.319%

36 8.290 566 569 571 rvv2 135679 258521 4.48% 0.321%
37 8.325 571 572 574 rvv2 67324 119312 2.07% 0.148%
38 8.416 578 580 582 rBv2 132100 226827 3.93% 0.281%
39 8.542 589 591 593 rBV3 91153 150758 2.61% 0.187%
40 8.645 597 600 602 rBv2 120293 174176 3.02% 0.216%

41 8.702 602 605 607 rvv 330633 409650 7.09% 0.508%
42 8.839 613 617 619 rBv2 851961 1329939 23.03% 1.649%
43 8.896 619 622 624 rVB 5516335 5739221 99.38% 7.117%
44 8.965 624 628 632 rVB3 161653 316511 5.48% 0.393%
45 9.045 633 635 640 rvB5 130929 262139 4._.54% 0.325%

46 9.159 643 645 647 rBv2 102553 153136 2.65% 0.190%
47 9.239 650 652 653 rBv 402171 464570 8.04% 0.576%
48 9.296 653 657 660 rvv 1488681 2780422 48.15% 3.448%
49 9.376 660 664 667 rVB3 623624 1437758 24.90% 1.783%
50 9.559 677 680 682 rVB 1404576 1244836 21.56% 1.544%

51 9.662 686 689 691 rBvV 609814 601978 10.42% 0.747%
52 9.708 691 693 695 rBv2 98641 211485 3.66% 0.262%
53 9.742 695 696 697 rBvV 621700 743074 12.87% 0.922%
54 9.776 697 699 702 rvv2 633206 1329808 23.03% 1.649%
55 9.868 705 707 709 rvB 722953 1065546 18.45% 1.321%

56 9.948 711 714 717 rVB 278900 495311 8.58% 0.614%
57 10.005 717 719 720 rVB2 97852 123036 2.13% 0.153%
58 10.028 720 721 723 rBV2 144314 277050 4._80% 0.344%
59 10.085 724 726 727 rVB 457781 406960 7.05% 0.505%
60 10.119 727 729 731 rVB2 184089 232519 4._.03% 0.288%

61 10.165 731 733 735 rBV 699303 842135 14.58% 1.044%
62 10.199 735 736 740 rVB3 292140 427849 7.41% 0.531%
63 10.290 741 744 746 rBV 589612 736909 12.76% 0.914%
64 10.348 746 749 752 rVB2 1930093 3001313 51.97% 3.722%
65 10.405 752 754 756 rVB 557205 596058 10.32% 0.739%

66 10.485 758 761 763 rBv4 375990 869891 15.06% 1.079%
67 10.633 769 774 778 rBv4 1760719 4304831 74.54% 5.339%
68 10.702 778 780 781 rvV 250725 352893 6.11% 0.438%
69 10.748 782 784 785 rVvV 676967 678613 11.75% 0.842%
70 10.793 785 788 790 rvv2 591412 933033 16.16% 1.157%

71 10.896 795 797 800 rvv3 611308 1272678 22.04% 1.578%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 10.976 801 804 805 rvv2 662590 1043913 18.08% 1.295%
73 11.045 805 810 814 rvv3 1095733 3945930 68.33% 4._.894%
74 11.159 818 820 825 rvv4 817568 2284991 39.57% 2.834%
75 11.239 825 827 828 rvB2 253205 319155 5.53% 0.396%

76 11.376 834 839 841 rBv2 907544 2188232 37.89% 2.714%
77 11.468 845 847 849 rvv2 520045 908921 15.74% 1.127%
78 11.525 849 852 860 rvB3 603969 2074062 35.91% 2.572%
79 11.731 867 870 873 rBvV 832173 1619952 28.05% 2.009%
80 11.845 878 880 882 rVvB 447553 657341 11.38% 0.815%

81 12.062 896 899 900 rBv2 542071 1105594 19.14% 1.371%
82 12.634 946 949 950 rBV 3019918 3457155 59.86% 4._.287%
83 12.725 950 957 971 rVB 800465 5774982 100.00% 7.162%
84 13.674 1038 1040 1043 rVB 802378 785227 13.60% 0.974%
85 15.022 1156 1158 1164 rVB 516862 661684 11.46% 0.821%

Sum of corrected areas: 80635434
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092397.D
5000000

4000000

6.30
3000000 6.68

2000000

511
1000000 6.2 6.52

4.62 .35 {
1.97 3.46 3.74 A 539 5541 6.6 magog | 7, 7836 i

T SRE————- At AT LSS S e e L Sl e s

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF092397.D
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12.63
5000000

4000000

3000000 }2.73

2000000 7.

1000000

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: BF092397.D
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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 : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.62 13.63 ng 554940 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 248 (4.621 min): BF092397.D (-245) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
420 4.40 4.60 4.80 5.00
Ot b 730 830 Tm/z 59.10  58.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 420 440 460 4.80 5.00
m/z 101.00 19.56%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
420 440 460 4.80 5.00
5000 m/z 58.00 13.66%
101.0
o150 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4323: 3-Hexanol | BRI B LI N B
59.0 420 4.40 4.60 4.80 5.00
m/z 41.05 9.33%
5000 310 430 73.0
0 \‘\‘ “\H 510\‘ I | 840 1010
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.30 Concentration Rank 2

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

6.30 88.23 ng 3591590 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 395 (6.302 min): BF092397.D (-393) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 P SSRPE SAREE AN SRR
401 540 6.00 6.20 6.40 6.60
O et el 780 L ageo Wl w77 68.05  41.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IS RSN S N R
6.00 6.20 6.40 6.60
310 510 m/z 134.00 33.77%
. | | ‘ 750 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 620 640 660
5000 m/z 66.00 25.40%
63.0 81.0
31.0 50.0 101.0 112.0
O T e e e e e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.58%
117.0
5000
39.0 910
o | Yo wmoomo | awmo || |
0::::‘::::: ||||‘|‘||||l|||||||||||||||‘|‘|||||l|||l‘ ERARS S —
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.0 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Benzene, 1,1"-(1,1,2,2-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.84 21.37 ng 1329940 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.1.2.2-tetrameth... 238 C18H22 001889-67-4 86
2 Benzene. tert-butvl- 134 C10H14 000098-06-6 72
3 p-Menthane., 2.3-dibromo-8-phenvl- 372 C16H22Br2 1000152-61-6 72
1-(2-Methoxv-1-methvlethvl)-2-me... 164 C11H160 1000210-02-1 64
5 Phenyl 2-phenylisopropyl sulfide 228 C15H16S 004148-93-0 64
Abundance Scan 617 (8.839 min): BF092397.D (-613) (-) m/z 119.10 100.00%
119.1
5000 A
41.1 T ~--------~ T
J‘ 7710 164.1 J510 8.60 8.80 9.00 9.20
ol ,“..‘.-l'-..,.l...,....,'....,....,... m/z 91.00 61.68%

m/z--> 150 200 250 300 350
Abundance #81289. Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethanediyl)bis
119.0
5000

8.60 8.80 9.00 9.20
m/z 41.10 18.07%

41.0 770
oy b4 280 ‘MJV/L\J\
m/z--> 50 100 150 200 250 300 350
Abundance
119.0

8.60 8.80 9.00 9.20

5000 m/z 77.00 13.75%
41.0 79.0
O LA e o e T BLI o e O B A s e o
m/z--> 50 100 150 200 250 300 350
Abundance #148830: p-Menthane, 2,3-dibromo-8-phenyl-
119.0 860 8.80 9.00 9.20

m/z 164.10 11.33%

5000
oL M0 7. .0, 155.0 197.0 293.0 374.0
SR ERAEEL o NN T -7 S C - S/ 2

m/z--> 50 100 150 200 250 300 350 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Benzenepropanoic acid, .bet... Concentration Rank 4

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

9.30 44 _67 ng 2780420 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanoic acid. .beta...b... 178 C11H1402 001010-48-6 94
2 1-Chloro-2-methvl-2-phenvilpropane 168 C10H13ClI 000515-40-2 83
3 Thiocvanic acid. 1.1.3-trimethvl... 233 C14H19NS 1000293-27-7 72
4 Benzene. 1-methvl-4-(1-methvlpro... 148 C11H16 001595-16-0 72
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 64

Abundance Scan 657 (9.296 min): BF092397.D (-653) (-) m/z 119.10 100.00%
119.1
5000 911
41.1
178.1 9.00 9.20 9.40 9.60
65.0
o 8l L A8 m/z 91.10 48.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41111: Benzenepropanoic acid, .beta.,.beta.-dimethyl-
119.0
5000
91.0 9.00 9.20 9.40 9.60
41.0 178.0 m/z 121.05 20.86%
|, 650 | 50
0'”I“h'h“k'P"ﬂ"”It”hW”"P"W"”I'”'I”"P"W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
119.0
9.00 9.20 9.40 9.60
5000 91.0 m/z 41.10 14 .63%
41.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78012: Thiocyanic acid, 1,1,3-trimethyl-3-phenylbutyl ester B R S
119.0 9.00 9.20 9.40 9.60
m/z 77.00 12.75%
91.0
5000
51.0
0 oo Lol 1410 159.0 ‘ 209.0 233.0
m/z--> 20 40 65 80 160 120 140 160 180 200 220 9.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Benzene, l-ethyl-4-(1-methy... Concentration Rank 5

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

9.38 23.10 ng 1437760 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-4-(1l-methvlethvl)- 148 C11H16 004218-48-8 53
2 4-tert-Butviltoluene 148 C11H16 000098-51-1 53
3 4-Ethvlbenzoic acid. ethvl ester 178 C11H1402 036207-13-3 53
4 Benzene. 1-(l1.1-dimethvlethvI)-3... 148 C11H16 001075-38-3 53
5 Silane, diethoxydimethyl- 148 C6H1602Si 000078-62-6 50

Abundance Scan 664 (9.376 min): BF092397.D (-660) (-) m/z 91.00 100.00%
91.0
133.1
5000
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
39155|1 5lp 151 | 1400 1B 000 9.00 9.20 9.40 9.60 9.80
Ol e it R L T 1 19502122 1 7713310 74.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21837: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
5000
105.0 9.00 9.20 9.40 9.60 9.80
m/z 105.00 25.86%
150 410 580 770 | || | 1490
miz--> bW e @ o 1 do i e o
Abundance
133.0
9.00 9.20 9.40 9.60 9.80
m/z 103.00 19.85%
5000 105.0 z o
41.0
0150 570 /70 149.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #41027: 4-Ethyloenzoic acid, ethyl ester T T T T
138.0 9.00 9.20 9.40 9.60 9.80
m/z 77.00 14.70%
5000
105.0 150.0 178.0
oL 270 510 770 L
m/z--> 20 40 60 80 160 120 140 1éo 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Benzene, (1,1-dimethylpropyl)- Concentration Rank 17

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

9.66 9.67 ng 601978 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.1-dimethvlpropvl)- 148 C11H16 002049-95-8 64
2 2.4.4.6-Tetramethvl-6-phenvl-1-h... 230 C17H26 1000293-27-9 64
3 Benzene. 1.1°-(1.1.2.2-tetrameth... 238 C18H22 001889-67-4 59
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 59
5 Benzene, tert-butyl- 134 C10H14 000098-06-6 59

Abundance Scan 689 (9.662 min): BF092397.D (-686) (-) m/z 119.10 100.00%
119.1
5000 91.0
43.1
161.1 9.40 9.60 9.80 10.00
o...,....,||....,..-..,....,..|.'.'..1.3.?.1..:,'....,1.99.1....,....,. m/z 91.00 47.97%
m/z--> 20 100 120 140 160 180 200 220 240
Abundance #21829. Benzene, (1,1-dimethylpropyl)-
119.0
91.0
5000 R I L RN S

9.40 9.60 9.80 10.00
m/z 43.10 27 .04%

41.0 148.0
R PO VS S Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
119.0
AR Rama e E
9.40 9.60 9.80 10.00
5000 m/z 69.10 24 _.22%
91.0
55.0
o 1450 1740 230.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81284: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethanediyl)bis e B ERmEE BE
119.0 9.40 9.60 9.80 10.00
m/z 41.10 17.03%
5000 91.0
41.0
0 |, 650 145.0 1800 202.0  236.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2,6-Dimethylphenyl i1socyanate Concentration Rank 12

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

9.74 11.94 ng 743074 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethviphenvl isocvanate 147 C9HONO 028556-81-2 64
2 Ethanone. 1.1°-(1.4-phenvlene)bis- 162 C10H1002 001009-61-6 56
3 o-Diacetvlbenzene 162 C10H1002 000704-00-7 50
4 1(3H)-Isobenzofuranone. 3.3-dime... 162 C10H1002 001689-09-4 45
5 Benzo[b]furan-5-carboxylic acid,... 274 C15H11CI03 1000268-06-4 45

Abundance Scan 696 (9.742 min): BF092397.D (-695) (-) m/z 147.00 100.00%
147.0
5000
91.0
43.0 119.0 9.40 9.60 9.80 10.00
0 0 " I m/z 91.05  24.42Y%
R e s e s A RS A s A e - - ¢
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21592: 2,6-Dimethylphenyl isocyanate
147.0
119.0
5000 RN SRR
39.0 91.0 9.40 9.60 9.80 10.00
65.0 m/z 43.00 16.45%
0150‘ w\ “‘\‘H |||||||||||||||||||||||||||||||||
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
147.0
9.40 9.60 9.80 10.00
5000 430 m/z 119.00 12.21%
910 119.0
0 27.0 74.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30342: o-Diacetylbenzene
147.0 9.40 9.60 9.80 10.00
m/z 76.00 11.97%
5000
43.0 9L0 1150
5150 650 | T7T1310 || 1630
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00

8270-BF122116.M Mon Jan 23 18:35:21 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 unknown9.78 Concentration Rank 8

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

9.78 21.37 ng 1329810 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetamidotropone 163 C9HINO2 006422-12-4 49
2 Benzenamine. 2.4-dimethvl- 121 C8H11N 000095-68-1 43
3 Benzenamine. 3.4-dimethvl- 121 C8H11N 000095-64-7 43
4 1-(2-PvridvDpiperazine 163 C9H13N3 034803-66-2 40
5 p-Sec-butylphenyl acetate 192 C12H1602 003245-24-7 38

Abundance Scan 699 (9.776 min): BF092397.D (-697) (-) m/z 121.05 100.00%
1211
5000 91.0
163.1
43.0 192.1 9.40 9.60 9.80 10.00
ol 620 1430 m/z 91.00  39.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31429: 2-Acetamidotropone
121.0
5000 163.0 040 9.60 9.80 10.00
43.0 93.0 m/z 117.05 37.42%
0 28.0 , . 6?'0 L . | 148'0 |
miz--> 20 40 60 8 100 120 140 160 180 200
Abundance
106.0121.0
040 9.60 9.80 10.00
5000 m/z 163.10 27 .69%
77.0
270 510
G L L S SO UL UL L L LI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9316: Benzenamine, 3,4-dimethyl-
106.0121.0 9.40 9.60 9.80 10.00
m/z 133.10 26.12%
5000
77.0
270 S0 || |
0 ...|....‘|‘..“l‘.“|‘.“...Hi..l“.l‘l“...“ R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00

8270-BF122116.M Mon Jan 23 18:35:22 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Ethanone, 1-[4-(1-methyleth... Concentration Rank 9

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

9.87 17.12 ng 1065550 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-T4-(1-methvlethv)ph... 162 C11H140 000645-13-6 72
2 Pvridol2.3-dlpvrimidin-4(1H)-one 147 C7H5N30 024410-19-3 59
3 1-Butanone. 2-chloro-3-methvl-1-... 238 C14H19CI0O 055955-90-3 56
4 1(3H)-Isobenzofuranone. 3.3-dime... 162 C10H1002 001689-09-4 50
5 Benzoic acid, 2,4-dichloro-, (be... 320 C15H10CI2N202 312604-65-2 39

Abundance Scan 707 (9.868 min): BF092397.D (-705) (-) m/z 147.00 100.00%
147.0
5000
431 o, 910 1190 1761194 1 9.60 9.80 10.00 10.20
o ST P24 VR U T AR B i % S— m/z 91.00 11.43%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #30568: Ethanone, 1-[4-(1-methylethyl)phenyl]-
147.0
5000 L L RN SN UL
43.0 9.60 9.80 10.00 10.20
91.0 m/z 119.00 10.35%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
147.0
'9.60 9.80 10.00 10.20
5000 m/z 148.00 9.91%
920 1190
38.0 64.0
O I e T e B o
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80944: 1-Butanone, 2-chloro-3-methyl-1-[4-(1-methylethyl)...
147.0 9.60 9.80 10.00 10.20
m/z 43.10 9.56%
5000
o Ao 650 0 1190 | 1710 2230
miz-> 20 40 60 80 160 150 140 160 180 200 220 240 9.60 9.80 10.00 10.20

8270-BF122116.M Mon Jan 23 18:35:22 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 2H-Benzotriazole, 2-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.16 13.53 ng 842135 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Benzotriazole. 2-ethvl- 147 C8HON3 016584-04-6 64
2 1.3.5.6.7-Pentamethvilbicvclol3.2... 162 C12H18 003099-00-1 50
3 Benzoic acid. 4-propvl-. 4-cvano... 265 C17H15NO2 056131-49-8 50
4 1(3H)-Isobenzofuranone. 3.3-dime... 162 C10H1002 001689-09-4 50
5 Benzoyl chloride, 4-propyl- 182 C10H11CIO 052710-27-7 50
Abundance Scan 733 (10.165 min): BF092397.D (-731) (-) m/z 147.00 100.00%
147.0
5000
43|'1 65.0 91]'0 11?-0 771 e, 9.80 10.00 10.20 10.40
O R L e N R E m/z 43.10 16.51%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21531: 2H-Benzotriazole, 2-ethyl-
91.0 147.0
5000 R R IR B
9.80 10.00 10.20 10.40
64.0 m/z 91.00 14 .42%
270 ‘ ‘ 119.0 ¢
0 N PR N Y TN N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
147.0
9.80 10.00 10.20 10.40
5000 m/z 119.00 11.56%
410 g5 910 1190
O e o L e e o  mame
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97373: Benzoic acid, 4-propyl-, 4-cyanopheny! ester
147.0 9.80 10.00 10.20 10.40
m/z 148.00 9.83%
5000
91.0
o 41.0 63.0 w 119.0 | 166.0 236.0
m/z--> 25 Jo eb éo 100 120 140 160 180 200 220 240 9.80 10.00 10.20 1040

8270-BF122116.M Mon Jan 23 18:35:23 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 3,4-Dimethylbenzyl isothioc... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.63 21.82 ng 4304830 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvlbenzvl isothiocvanate 177 CI1OH11NS 206559-59-3 64
2 Benzenepropanoic acid. .beta...b... 178 C11H1402 001010-48-6 49
3 Benzonitrile. 4-ethoxv- 147 CO9HONO 025117-74-2 49
4 2.4-Dimethviphenethvl alcohol 150 C10H140 006597-59-7 46
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 46
Abundance Scan 774 (10.633 min): BF092397.D (-769) (-) m/z 119.10 100.00%
119.1
5000 91.1 177.1
10.40 10.60 10.80 11.00
0 m/z 177.10 42 .51%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #40527: 3,4-Dimethylbenzyl isothiocyanate
119.0
5000
10.40 10.60 10.80 11.00
91.0 1770 m/z 91.10 37.95%
39.0
0 |'}§?"'JL'“'??H'|"“|H'”M"'}ﬁﬁq'l'”j SRR RS SRR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance
119.0
10,40 10.60 10.80 11.00
5000 91.0 m/z 147.10 23.29%
41.0 178.0
65.0 145.0
o R S I R B SRS BN SRS LRSS AR SRR N
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #21571: Benzonitrile, 4-ethoxy- R e e e e ]
119.0 10.40 10.60 10.80 11.00
m/z 43.00 18.37%
5000
147.0
) 39.0 ﬁo %0
s O B 4 e 8 10 130 10 10 1 2 oo 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownll.16 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
1116 11.58 ng 2284990  Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Allophanic acid. N-(p-toluovl)-.... 298 CIGH14N204  1000159-76-6 35

2 Carbamothioic acid. [T(4-methvlb... 252 C11H12N203S 079340-20-8 35
3 Thioallophanic acid. N-(p-toluov... 280 C13H16N203S 1000153-76-1 25
4 Thioallophanic acid. N-(m-toluov... 252 C11H12N203S 1000150-16-3 25

5 2-Amino-4-hydroxy-6,7,8-trimethy... 205 C9H11N50 013045-86-8 22
Abundance Scan 820 (11.159 min): BF092397.D (-818) (-) m/z 205.10 100.00%
43.1 205.1
119.1
5000
91.0 149.0 178.1
650, | I || 248.2 10.80 11.00 11.20 11.40
) SNSRI VYUY U P Y TN P L A S S (S — m/z 43.10 83.94%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116306: Allophanic acid, N-(p-toluoyl)-, phenyl ester
119.0
94.0
5000 LA L L L L L LB L L B
205.0 10.80 11.00 11.20 11.40
200 650 161.0 m/z 119.10 69.53%
0 Ll . h ) \ 228.0250.0 296.0
AR ST eRC—a=io—cies SRR LA S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
119.0
A e e e
10.80 11.00 11.20 11.40
91.0 0
5000 2050 m/z 133.10 47.74%
43.0 65.0 161.0

183.0 227.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105892: Thioallophanic acid, N-(p-toluoyl)-, S-propyl ester R e EEaE L
119.0 10.80 11.00 11.20 11.40
m/z 189.20 42 .88%
5000 91.0 205.0
65.0
39.0 161.0
i J‘ L \ . 229.0252.0 281.0
L e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 80 11. 00 11.20 11.40

8270-BF122116.M Mon Jan 23 18:35:24 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 N,N"-di-sec-Butyl-p-phenyle... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.38 11.09 ng 2188230 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N"-di-sec-Butvl-p-phenvlenedia... 220 C14H24N2 000101-96-2 56
2 Pvridol3.2-dlpvrimidine-2.4(1H.3... 191 C9H9N302 024410-25-1 53
3 Propanoic acid. 2-T4-(1-formvlet... 220 C13H1603 1000161-46-8 42
4 5-(p-Aminophenv)-2-thiazolamine 191 C9HON3S 090349-87-4 38
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 38
Abundance Scan 839 (11.376 min): BF092397.D (-834) (-) m/z 191.10 100.00%
191.1
5000
1 910 1171 1611 11.00 11.20 11.40 1160
220.1
Obr et 20l 430870 | (2201 o622 0 505 10 14.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69413: N,N'-di-sec-Butyl-p-phenylenediamine
191.0
5000 220.0 11.00 11.20 11.40 1160
107.0 m/z 192.10 12.64%
m/z--> 20 46 eb 86 160 120 150 1éo 1éo 200 220 240 260 280
Abundance
191.0
11.00 11.20 11.40 11.60
5000 m/z 43.10 12 .25%
106.0
52.0 79.0 135.0 162.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69235: Propanoic acid, 2-[4-(1-formylethyl)phenyl]-, meth... R A REARE RS
191.0 11.00 11.20 11.40 11.60
m/z 117.10 8.42%
5000 131.0
7 1050 1610
290 5109 | ‘ | | 220.0
O.HPLJLﬂNﬁHNPu.ﬁ”MPLM.”HP”.P”..”.H”..”.P”q.. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 00 11. 20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknownll.52 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.52 10.51 ng 2074060 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. monoamide. N-I(3.4-... 335 C18H25N05 1000294-05-1 38
2 7-Phenvlisoauinoline 205 C15H11N 070125-65-4 38
3 Benzene. 1-methvl-4-T(4-propviph... 234 C18H18 184161-94-2 38
4 Phenol. 2.4.6-tris(1l-methvlethyvl)- 220 C15H240 002934-07-8 32
5 2-Ethyl-17,8-dimethyl-5,6,7,8-te... 262 C16H27B02 1000061-56-4 32
Abundance Scan 852 (11.525 min): BF092397.D (-849) (-) m/z 205.10 100.00%
206.1
5000
e 22 1150 1140 11160 1180
Orrprrerfrsidptret e b b b b Al 2332 2022 m/z 181.10  30.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #135090: Oxalic acid, monoamide, N-[(3,4-dimethoxyphenylcy...
205.0
5000 LIRS BRI B B
151.0 11.20 11.40 11.60 11.80
: m/z 191.10 29.20%
41067‘0‘ 102.0 ‘ ;770 \ 23202620 304.0 3350
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
205.0
11.20 11.40 11.60 11.80
5000 m/z 203.15 16.67%

5.0 770,050  151.0177:0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #78751: Benzene, 1-methyl-4-[(4-propylphenyl)ethynyl]- e
205.0 11.20 11.40 11.60 11.80

m/z 77.00 14 .22%
5000 234.0
165.0
29 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 unknownl11.73 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.73 8.21 ng 1619950 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-bis(l.1-dimethvlethvl)- 206 C14H220 000096-76-4 30
2 9-Cedranone 220 C15H240 1000156-23-2 27
3 Phenol. 3.5-bis(l.1-dimethvlethvl)- 206 C14H220 001138-52-9 27
4 Propanoic acid. 2-T4-(1-formvlet... 220 C13H1603 1000161-46-8 27
5 Isoquinoline, 3,4-dihydro-6,7-di... 205 C12H15NO2 004721-98-6 27
Abundance Scan 870 (11.731 min): BF092397.D (-867) (-) m/z 205.10 100.00%
205.1
5000
431 147.1 N
50 91‘ 0 1150 178.1 2311 2659 11.40 11.60 11.80 12.00
0"'|""'||"""|" ]"..'..,'."..I.",..l.'.l.":..l"....ll.. N i Lif m/z 191.10 75 . 65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60198: Phenol, 2,4-bis(1,1-dimethylethyl)-
191.0
5000 LR B SIS B SR
57.0 11.40 11.60 11. 80 12. oo
m/z 219.10 26.67%
miz-> 20 " '4'0' "8 80 '1'66' 'iéb' B 'iéb' 180 200 220 240 260 280
Abundance
41.0 205.0
1140 11,60 11.80 12.00
5000 670 20 1039 m/z 43.10 23.67%
149.0 177.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60207: Phenol, 3,5—b|s(l,l—dlmethylethyl)— LA L L B L BN |
191.0 11.40 11.60 11.80 12.00
m/z 147.10 20.58%
5000 57.0
| 91‘ 0 135.0 163.0 ‘
o) . P NPV I .‘... Y | T —— T T
m/z--> ﬁo Jo éo éo 160 150 140 1é0 1éo 200 220 240 2éo 2éo 11?0 1160 1180 1200 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092397.D

Aca On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample : 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 unknownl12.73 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.73 147.09 ng 5774980 Chrysene-di12 13.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Propanoi
2 2-Pvrrol

4 Acetohvdrazide.

c acid. 2-T4-(1-formvlet... 220 C13H1603
1-(4-nitr... 222 C11H14N203
3 Benzeneacetic acid. 4-(l.1-dimet... 206 C13H1802
N2-(4-phenvlithia... 233 C11H11N30S

idinemethanol.

1000161-46-8 25
105173-13-5 25
003549-23-3 22
020228-06-2 22

5 Benzoic acid, 4-nitro-2-[(triflu... 278 C9H5F3N205 091533-09-4 18
Abundance Scan 957 (12.725 min): BF092397.D (-950) (-) m/z 191.10 100.00%
1 M\/\
5000
278.2 R A B
12.40 12.60 12.80 13.00
.1335.2 .
o Apy 307139523633 Tz 219.10 67.10%
m/z--> 50 100 150 200 250 300 350
Abundance #69235: Propanoic acid, 2-[4-(1-formylethyl)phenyl]-, meth...
191.0
5000 LA L L L L LB LN |
131.0 12.40 12.60 12.80 13.00
91.0 161.0 m/z 233.20 60.47%
29.0 59.0 | ‘ ‘ b 220.0
o pud A e —
m/z--> 50 100 150 200 250 300 350
Abundance
191.0
145.0 IIIIIIIIIIIIIIIIIIIIIII
12.40 12.60 12.80 13.00
5000 m/z 91.00 56.47%
31.0
760 1170 222.0 _\,///\\\x«//r\\x\,/\«\\\qvx
o e e L
m/z--> 50 100 150 200 250 300 350
Abundance #60137: Benzeneacetic acid, 4-(1,1-dimethylethyl)-, methyl... B R B o e T
191.0 12.40 12.60 12.80 13.00
m/z 131.10 42 .73%
41.0 ‘ “ 163 0
O .‘.... —_— 7 B RE R Eams s
m/z--> 50 100 150 200 250 300 350 12. 40 12. 60 12. 80 13 00

8270-BF122116.M Mon Jan 23 18:35:26 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012017\
Data File : BF092397.D

Acq On : 21 Jan 2017 5:02

Operator : UM/SJ

Sample - 11267-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

11.03 3945930 20.0
13.67 785227 20.0

unknownl11.73 11.73 8.2 ng 1619950
unknownl12.73 12.73 147.1 ng 5774980

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.62 13.6 ng 554940 1 6.52 814135 20.0
unknown6 .30 6.30 88.2 ng 3591590 1 6.52 814135 20.0
Benzene, 1,1°-(1,.-.-. 8.84 21.4 ng 1329940 3 9.56 1244840 20.0
Benzenepropanoic ... 9.30 44 .7 ng 2780420 3 9.56 1244840 20.0
Benzene, 1-ethyl-. .. 9.38 23.1 ng 1437760 3 9.56 1244840 20.0
Benzene, (1,1-dim... 9.66 9.7 ng 601978 3 9.56 1244840 20.0
2,6-Dimethylpheny. .. 9.74 11.9 ng 743074 3 9.56 1244840 20.0
unknown9.78 9.78 21.4 ng 1329810 3 9.56 1244840 20.0
Ethanone, 1-[4-(1... 9.87 17.1 ng 1065550 3 9.56 1244840 20.0
2H-Benzotriazole, ... 10.16 13.5 ng 842135 3 9.56 1244840 20.0
3,4-Dimethylbenzy... 10.63 21.8 ng 4304830 4 11.03 3945930 20.0
unknownl1l.16 11.16 11.6 ng 2284990 4 11.03 3945930 20.0
N,N*-di-sec-Butyl... 11.38 11.1 ng 2188230 4 11.03 3945930 20.0
unknownll .52 11.52 10.5 ng 2074060 4 11.03 3945930 20.0

4
5
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