LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 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-BF123115.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 2.167 5 7 11 rVB 469214 600594 1.60% 0.146%
2 3.904 151 159 161 rBY 14253159 37628754 100.00% 9.176%
3 4.293 190 193 195 rBvV 350187 516901 1.37% 0.126%
4 4_.350 195 198 200 rvB2 223873 386879 1.03% 0.094%
5 4.453 202 207 209 rBV2 3429918 6769375 17.99% 1.651%
6 4.738 229 232 234 rBV 408871 475711 1.26% 0.116%
7 4.864 241 243 246 rVB 688624 942910 2.51% 0.230%
8 4.921 246 248 250 rBV2 359798 456884 1.21% 0.111%
9 5.013 253 256 259 rVvv3 170939 453841 1.21% 0.111%
10 5.081 259 262 265 rVV4 541648 948535 2.52% 0.231%

11 5.207 270 273 276 rVB2 596012 1027972 2.73% 0.251%
12 5.356 283 286 290 rVV 10081512 13771730 36.60% 3.358%
13 5.481 293 297 302 rVB2 15253152 33270522 88.42% 8.113%
14 5.641 308 311 312 rBV 373366 459721 1.22% 0.112%
15 5.676 312 314 315 rVvV 829446 925017 2.46% 0.226%

16 5.733 316 319 320 rVV 8147795 8745093 23.24% 2.133%
17 5.756 320 321 322 rVV 760405 702290 1.87% 0.171%
18 5.801 322 325 328 rVvB3 830117 1583180 4.21% 0.386%
19 5.859 328 330 332 rBV 368469 390083 1.04% 0.095%
20 5.939 332 337 339 rBV3 769548 1505196 4._00% 0.367%

21 6.053 345 347 350 rBV 2001407 2384464 6.34% 0.581%
22 6.167 355 357 358 rvB2 451822 598352 1.59% 0.146%
23 6.201 358 360 362 rBVv2 1555806 1990328 5.29% 0.485%
24 6.236 362 363 365 rvVB 680578 640820 1.70% 0.156%
25 6.281 365 367 368 rBv2 274876 458619 1.22% 0.112%

26 6.316 368 370 372 rBv2 409100 991944 2.64% 0.242%
27 6.350 372 373 375 rVB 1604549 1308788 3.48% 0.319%
28 6.419 375 379 380 rBV2 4353422 5024611 13.35% 1.225%
29 6.453 380 382 384 rBV2 1148497 1749368 4._.65% 0.427%
30 6.487 384 385 387 rvB 2152201 2348467 6.24% 0.573%

31 6.556 387 391 392 rBV 1568636 2350750 6.25% 0.573%
32 6.601 392 395 397 rVB2 1631498 2973638 7.90% 0.725%
33 6.670 397 401 403 rBV 5008524 6350751 16.88% 1.549%
34 6.716 403 405 407 rVB 5641405 5661410 15.05% 1.381%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.773 407 410 413 rBVv4 1047118 1520786 4._.04% 0.371%

36 6.819 413 414 416 rVB2 549231 509803 1.35% 0.124%
37 6.899 418 421 424 rBV3 2117710 4815848 12.80% 1.174%
38 6.956 424 426 429 rVB 3174089 3782354 10.05% 0.922%
39 7.047 432 434 438 rBV2 5299927 6982685 18.56% 1.703%
40 7.104 438 439 443 rBV 1665641 1885174 5.01% 0.460%

41 7.173 443 445 447 rBV2 507302 464459 1.23% 0.113%
42 7.230 447 450 453 rBV3 1483314 3452594 9.18% 0.842%
43 7.310 453 457 458 rVB 2955389 4773290 12.69% 1.164%
44 7.333 458 459 463 rVB2 1826433 1785572 4._75% 0.435%
45 7.459 463 470 472 rBV 4223342 8704624 23.13% 2.123%

46 7.550 476 478 479 rVV 2564219 3887866 10.33% 0.948%
47 7.584 479 481 482 rVV 2717601 3760707 9.99% 0.917%
48 7.619 482 484 485 rVvv2 1512900 2430800 6.46% 0.593%
49 7.687 485 490 491 rVVv4 4023686 12526156 33.29% 3.055%
50 7.767 495 497 498 rVV 3473305 4063933 10.80% 0.991%

51 7.859 502 505 508 rBV3 3829230 6911644 18.37% 1.685%
52 7.927 508 511 514 rBV 4786670 6666803 17.72% 1.626%
53 8.019 516 519 521 rBv4 1853213 4407422 11.71% 1.075%
54 8.053 521 522 526 rVB4 1972685 3501748 9.31% 0.854%
55 8.156 530 531 532 rVB 975573 668755 1.78% 0.163%

56 8.190 532 534 539 rBv2 3938106 9344898 24.83% 2.279%
57 8.259 539 540 541 rVB 864469 592593 1.57% 0.145%
58 8.293 541 543 546 rBV3 797328 1211123 3.22% 0.295%
59 8.362 546 549 551 rBV3 1556254 2978204 7.91% 0.726%
60 8.442 554 556 557 rBV2 1629165 2094663 5.57% 0.511%

61 8.567 561 567 569 rBvV3 3056486 9308182 24.74% 2.270%
62 8.636 571 573 574 rvV 1397333 2250911 5.98% 0.549%
63 8.682 574 577 580 rvv4 2798296 8234701 21.88% 2.008%
64 8.819 580 589 590 rvv2 4573523 19468484 51.74% 4.747%
65 8.899 594 596 598 rBV2 2444102 4966128 13.20% 1.211%

66 9.002 601 605 606 rBv3 3050217 5636051 14.98% 1.374%
67 9.093 609 613 614 rBvV2 1055153 2219040 5.90% 0.541%
68 9.116 614 615 616 rBVY 1515765 1206813 3.21% 0.294%
69 9.219 616 624 626 rBv8 2605670 11117665 29.55% 2.711%
70 9.265 626 628 629 rvv 8225891 7916448 21.04% 1.930%

71 9.310 629 632 633 rvVB2 3829884 5817670 15.46% 1.419%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 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-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 9.345 633 635 638 rvB4 1885345 3848086 10.23% 0.938%
73 9.402 638 640 641 rBv2 918928 1309086 3.48% 0.319%
74 9.447 641 644 645 rBV2 1481451 3031674 8.06% 0.739%
75 9.505 647 649 651 rVB2 1498584 2090091 5.55% 0.510%

76 9.596 656 657 658 rvv 2324449 2581771 6.86% 0.630%
77 9.630 658 660 662 rvv3 2116708 4503646 11.97% 1.098%
78 9.676 662 664 665 rvv2 2283875 3821258 10.16% 0.932%
79 9.710 665 667 668 rvv2 1916401 3379095 8.98% 0.824%
80 9.768 668 672 673 rvv2 4863332 7710188 20.49% 1.880%

81 9.802 673 675 677 rVV 1470884 3035178 8.07% 0.740%
82 9.836 677 678 681 rvv3 2078371 4313658 11.46% 1.052%
83 9.905 681 684 685 rvv2 1224027 2219490 5.90% 0.541%
84 9.939 685 687 689 rvv2 4903857 6448455 17.14% 1.572%
85 10.019 692 694 696 rvv2 1048155 2126565 5.65% 0.519%

86 10.053 696 697 699 rvv2 1015002 1801271 4._.79% 0.439%
87 10.122 701 703 704 rvv 1271113 2004610 5.33% 0.489%
88 10.156 704 706 707 rvVV 1003821 1246187 3.31% 0.304%
89 10.190 707 709 710 rvVv 856977 1229099 3.27% 0.300%
90 10.225 710 712 714 rVvVv2 2185457 4119550 10.95% 1.005%

91 10.316 717 720 724 rVV4 2742620 6419474 17.06% 1.565%
92 10.408 726 728 730 rVB3 857713 1183908 3.15% 0.289%
93 10.739 754 757 759 rVB2 3503684 4164803 11.07% 1.016%
94 11.425 815 817 819 rBV 2241191 1993856 5.30% 0.486%
95 13.014 953 956 958 rBV 3908053 3835747 10.19% 0.935%

96 13.059 958 960 962 rVB 577895 567957 1.51% 0.138%
97 14.065 1046 1048 1050 rVB 1461803 1523041 4._05% 0.371%
98 15.505 1171 1174 1177 rVB 1055583 1315050 3.49% 0.321%

Sum of corrected areas: 410082889
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF010416\
BF084243.D

4 Jan 2016 17:12

UM/SJ

G4981-07

13 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF084243.D
3.90 5/48

5.36

5.73

4.45

Time-->

OFe e A

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF084243.D

9.26

T
Time--> 8.00

8.50 9.00 9.50 10.00 10.50 11.00 11.50

13.50

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

ob——

TIC: BF084243.D

14.07

2000000 1e51

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 3-Pentanone, 2,2-dimethyl- Concentration Rank 6

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

4.45 28.11 ng 6769380 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone. 2.2-dimethvl- 114 C7H140 000564-04-5 72
2 3-Hexanone. 4-methvl- 114 C7H140 017042-16-9 59
3 2.2.5.5-Tetramethvl-3-hexanone 156 C10H200 000868-91-7 53
4 1-Pentene. 4.4-dimethvl- 98 C7H14 000762-62-9 47
5 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 43

Abundance Scan 207 (4.453 min): BF084243.D (-202) (-) m/z 57.10 100.00%
57
5000
41
e EREmamms s
71 85 114 420 4.40 4.60 4.80
2 | m/Z 41.10  33.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7385: 3-Pentanone, 2,2-dimethyl-
57
5000
29 41 420 4.40 4.60 4.80
m/z 39.10  9.36%
114
‘H Lily i Zl 8\5 99 ‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
420 4.40 4.60 4.80
5000 29 m/z 43.10 7.73%
41
85 99 114
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #27000: 2,2,5,5-Tetramethyl-3-hexanone
57 420 4.40 4.60 4.80
m/z 114.10 7.67%
5000
29 99
‘ 71
T "1'5|"l "M"'q‘l""l J"'W' };?I"' '|"}??' R B B IR SRS S
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Benzene, 1,3-dimethyl- Concentration Rank 4

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

5.73 36.32 ng 8745090 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 p-Xvlene 106 C8H10 000106-42-3 97
3 o-Xvlene 106 C8H10 000095-47-6 97
4 Ethvlbenzene 106 C8H10 000100-41-4 90
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 90

Abundance Scan 319 (5.733 min): BF084243.D (-316) (-) m/z 91.10 100.00%
g1
5000 106 /\
B % e T 540 5.60 'ésb"é'ob"'
e el 88 L 98 L 112 122 1 5710610 49.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4977: Benzene, 1,3-dimethyl-
91
5000 106 A U LS A
5.40 5.60 5.80 6.00
w5l 77 m/z 105.05 20.91%
65
"|'%$'|"??|""“"" ﬂ "'I”J"I"jl“""ll' %% JJ“'I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
91
540 560 580 600
5000 106 m/z 77.10 13.53%
39 51 77
"I""I"?TI""I""I"$?I'??'I""I§§“I" %%""l""l""l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4960: o-Xylene
il 5.40 560 5.80 6.00
m/z 51.10 12.45%
5000 106
39 51 e I
"|'%§'|"??|"'J|""Nl'"|”J"|"jl|""ll'gﬁ""l""|""|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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, l-ethyl-2-methyl- Concentration Rank 11

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

6.42 20.87 ng 5024610 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 379 (6.419 min): BFO84243.D(—d)375) ) m/z 105.05 100.00%
105
5000
120
39 55 5 . 9t 6.00 620 6.40 6.60 6.80
Ol A i 84 L 9B 12 ), 120338 1 o100 10 34.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9130: Benzene, 1-ethyl-2-methyl-
105
5000
120 6.00 6.20 6.40 6.60 6.80

m/z 91.10 13.05%

27 39 51 65 77 91
\ \ 587 184 | 98 | 113

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

105

6.00 6.20 6.40 6.60 6.80
5000 m/z 77.10 12.47%
120

6 27 3 5l 65 7 9

wwwwmvmmwﬁwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9129: Benzene, 1-ethyl-4-methyl-

6.00 6.20 6.40 6.60 6.80
m/z 79.10 10.01%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80

8270-BF123115.M Tue Jan 05 18:24:48 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.67 Concentration Rank 8

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

6.67 26.37 ng 6350750 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 401 (6.670 min): BF084243.D (-397) (-) m/z 132.00 100.00%
132
5000 68
96 U UL R L
40 5y 6.40 6.60 6.80 7.00
0 8L | 400 207 261 m/z 68.05 43.65%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
m/z 134.00 33.66%
31 51 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 28.75%
67
91
54 106
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13916: Benzene, 1,3,5-trifluoro- ERRAREEEEE TR S S
132 6.40 6.60 6.80 7.00
m/z 69.10 19.61%
5000
63 81
31 50 ‘\ Ly 991%2 |
m/z--> 40 6|0 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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, 1,2,3-trimethyl- Concentration Rank 10

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

6.72 23.51 ng 5661410 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 405 (6.716 min): BF084243.D (-403) (-) m/z 105.10 100.00%
105
5000 120
7 91
39 51 65 6.40 6.60 6.80 7.00
e S8 ] 98 112 1,127 136 2 T000 10 44 20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9123: Benzene, 1,2,3-trimethyl-
105
120
5000
6.40 6.60 6.80 7.00
. m/z 77.05 13.80%
39
"P%§'P'?ZI'“'w"“?%'?ﬁ'ﬁf'P"ml“"I"'ﬁ'”l'v'”wﬂ“"l“"I'“
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
5000 m/z 119.10 11.66%

7
15 27 39 515865 84 i 98

wwwmﬁmwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9122: Benzene, 1,3,5-trimethyl-

6.40 6.60 6.80 7.00
m/z 91.10 11.29%

5000

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Cyclopentane, 1-methyl-2-pr... Concentration Rank 16

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

7.23 14.34 ng 3452590 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. l1-methvl-2-propvl- 126 C9H18 003728-57-2 59
2 Cvclopentane. butvl- 126 C9H18 002040-95-1 50
3 Cvclopentane. l-ethvl-2-methvl-.... 112 C8H16 000930-89-2 47
4 1.3-Cvclopentanedione. 4-ethvl- 126 C7H1002 057157-03-6 46
5 1-Propenylaziridine 83 C5HON 1000192-51-0 43

Abundance Scan 450 (7.230 min): BF084243.D (-447) (-) m/z 55.10 100.00%
5000
6.80 7.00 7.20 7.40 7.60
0 m/z 56.10 86.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11247: Cyclopentane, 1-methyl-2-propyl-
55
41 83
5000 70 R R L I R
6.80 7.00 7.20 7.40 7.60
126 m/z 41.10 68.54Y%
----.----.---.----.----.-1-1-1-.----.----.----.----.----
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
41 69
55 6.80 7.00 7.20 7.40 7.60
5000 m/z 83.10 54 _.12%
27 83
97 126
111
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #6657: Cyclopentane, 1-ethyl-2-methyl-, cis- R A b e e
55 6.80 7.00 7.20 7.40 7.60
41 83 m/z 39.10 44 .16%
5000 70
27
15 m‘ ALl »J‘ ‘ o 1}2
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown7.69 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.69 26.81 ng 12526200 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-hvdroxv-3-methyv... 132 C6H1203 006149-45-7 22
2 Oxetane. 2.2.4-trimethvl- 100 C6H120 023120-44-7 22
3 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 22
4 Cvclobutanecarboxvlic acid. hexv... 184 C11H2002 1000280-40-3 14
5 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 14
Abundance Scan 490 (7.687 min): BF084243.D (-485) (-) m/z 41.10 100.00%

9

5000

7.40 7.60 7.80 8.00

0 m/z 43.10 97.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13854: Butanoic acid, 3-hydroxy-3-methyl-, methyl ester
43
59
R B
5000 7.40 7.60 7.80 8.00
8 17 m/z 59.10  92.24%
2
|
B B L B L A B L B RARAS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
43
7.40 7.60 7.80 8.00
5000 m/z 55.10 88.50%
85
27 100
wﬁwmwwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18043: Cyclohexanone, 3,3,5-trimethyl- R AR REREE L
83 7.40 7.60 7.80 8.00
m/z 69.10 58.40%
69
5000
55
41 140
27 ‘ 125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 12 unknown7.93 Concentration Rank 17

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

7.93 14.27 ng 6666300 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 2-isopropvl-1.3-di... 140 C10H20 032281-85-9 30
2 Pentane. 2.2.4-trimethvl-4-nitro- 159 C8H17NO2 005342-78-9 22
3 4-Pentenoic acid. 2.3-dimethvl- 128 C7H1202 1000197-17-7 18
4 Cvclobutanecarboxvlic acid. hept... 198 C12H2202 1000280-40-4 14
5 2-1SOBUTOXYETHYL PROPIONATE 174 C9H1803 1000234-06-3 14

Abundance Scan 511 (7.927 min): BF084243.D (-508) (-) m/z 57.10 100.00%
57
41
5000
74 83 %
| nl 750 750 800 820
6 ) ) ) )
0..,....,....,....,-.|.'..,-.': ..3=|,-.'..-.',!:-.'! Y=o | et o -1.4.:?.1,“?.2.1.?9.. m/z 41.10 61.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17393: Cyclopentane, 2-isopropyl-1,3-dimethyl-
55
41
83 97
5000 69 AR RN U AR
7.60 7.80 8.00 8.20
m/z 55.10 58.22%
SN O Y O B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
a 760 7.80 8.00 8.20
5000 30 m/z 97.10 36.31%
97
17 69 o1 112
Wmmwwwmwwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11855: 4-Pentenoic acid, 2,3-dimethyl- e RN EAmamma s S
55 7.60 7.80 8.00 8.20
m/z 83.10 32.64%
5000 24 83
29 41 113
H H‘\ L 6\ 1l 1190 128
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 90 100 110 120 130 14'10 1&'30 1('30 ! 7.|60 7.1'30 8.IOO 8.|20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Methoxyacetic acid, 2-ethyl... Concentration Rank 12

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

8.57 19.92 ng 9308180 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 2-ethvlcvclo... 200 C11H2003 1000282-69-7 53
2 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 53
3 Cvclooctane. ethvl- 140 C10H20 013152-02-8 53
4 1.1"-Bicvclooctvl 222 C16H30 006708-17-4 53
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 50

Abundance Scan 567 (8.567 min): BF084243.D (-561) (-) m/z 111.10 100.00%
69 111
55
5000 4l
81
% 135 8.0 840 8.60 8.80 9.00
123 152 : : : : :
166178 207 m/z 69.10  91.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55930: Methoxyacetic acid, 2-ethylcyclohexy! ester
69
111
5000 SNRESE RSN
45 8.20 8.40 8.60 8.80 9.00
qL 81 m/z 55.10 72.45%
\2\9 | \‘m \7 ‘\\ \‘\ 9 ‘\ 124
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
69 111
8.0 840 8.60 8.80 9.00
5000 55 m/z 41.10 50.62%
4l 126
14 27 83 o7
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #17301: Cyclooctane, ethyl- R e EEaE L
69 8.20 8.40 8.60 8.80 9.00
m/z 39.10 28.46%
111
5000 55
41
\H | \“ il 81 97 I, 128 140
m/z--> 2I 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 8. 20 8. I40 8. 60 8. z'ao 9. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Benzoic acid, 3-methyl- Concentration Rank 3

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

8.82 41_.67 ng 19468500 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-methvl- 136 C8H802 000099-04-7 95
2 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 91
3 p-Methvlbenzeneboronic acid 136 C7H9BO2 005720-05-8 53
4 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 52
5 Benzeneacetic acid 136 C8H802 000103-82-2 52

Abundance Scan 589 (8.819 min): BF084243.D (-580) (-) m/z 91.10 100.00%
91
136
5000 119
o 65
51 77 107 8.40 8.60 8.80 9.00 9.20
o et 190 166 182198 1 T s77136.05 57.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15712: Benzoic acid, 3-methyl-
a1 136
119
5000
8.40 8.60 8.80 9.00 9.20
65 m/z 119.10 37.81%
39
'|'2?"“"?%'|Jj"?7l'j“ '|%q7'”i' I L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
a1 136
119 8.40 8.60 8.80 9.00 9.20
5000 m/z 65.10 21.30%
65
27 39 1 77 107
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15618: p-Methylbenzeneboronic acid P e
il 8.40 8.60 8.80 9.00 9.20
m/z 92.10 15.73%
136
5000
45 65
- .2‘.7. "‘I‘ ...5.5|.. -7-‘7| . .“.‘.1,0.2. .1.}‘7. S —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1-Methylindan-2-one Concentration Rank 20

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

9.00 12.06 ng 5636050 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlindan-2-one 146 C10H100 035587-60-1 64
2 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100 006072-57-7 64
3 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 60
4 _.alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 43
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 43

Abundance Scan 605 (9.002 min): BF084243.D (-601) (-) m/z 131.10 100.00%
131
146
5000 103
8.60 8.80 9.00 9.20 9.40
0 162 182 207 m/z 146.10 61.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20631: 1-Methylindan-2-one
131
146
5000
103 4,4 8.60 8.80 9.00 9.20 9.40
51 77 ‘ m/z 103.05 45 _52%
T '|?§' ??..W. ﬁ?"“l' "'IW"‘jI"l'I SRS Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
146 8.60 880 9.00 9.20 9.40
5000 m/z 117.10 36.85%
39 51 77 103 115
15 27 63 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #20674: 1H-Inden-1-one, 2,3-dihydro-2-methyl- P T
131 8.60 8.80 9.00 9.20 9.40
m/z 115.10 36.83%
146
5000
103 117
39 51 63 77 91 ‘
.”.,?Z”h.ﬁnu“ AMIN ,..”M..M,.t”,..”,..”,..” e NS
m/z--> 20 40 60 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 9

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

9.77 23.91 ng 7710190 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 95
2 Thiocoumarine. 4.4.6.7-tetramethvl- 220 C13H160S 1000128-90-2 49
3 2-Butanone. 3-(4-tert-butvlpheno... 220 C14H2002 160875-28-5 45
4 2H-1-Benzopvran. 3.5.6.8a-tetrah... 192 C13H200 041678-29-9 38
5 1,3,5,7-Tetramethyl-adamantane 192 C14H24 001687-36-1 38

Abundance Scan 672 (9.768 min): BF084243.D (-668) (-) m/z 177.10 100.00%
177
5000 a1 135
205 220 e e
192 9.40 9.60 9.80 10.00
o} m/z 135.10 49_26%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69380: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177
220
41
5000
67 135 149 205 9.40 9.60 9.80 10.00
0
29 ‘ 5 107 121 ‘ ‘ 10 ‘ m/z 41.10 44 _52%
II‘I‘II‘iwI \ H‘ H MHII‘I‘\I\HIQ\I\I H‘:::‘:‘:‘lulu‘uuul‘uuu
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
177
220 9.40 9.60 9.80 10.00
5000 m/z 67.10 38.22%
162 205
41 53 65 77 91 1ozl15128 147 191
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69331: 2-Butanone, 3-(4-tert-butylphenoxy)- T
177 9.40 9.60 9.80 10.00
m/z 149.10 32.69%
5000 43 57
135
‘ 77 O 107 121 ‘ 205
|....‘i..‘.“.l.“.‘..“‘l..‘.”.“.“‘.‘.‘a”‘l‘...‘a|.1f1?.1?:.|-...‘ .].'9.1. .‘...l‘... B e R
mz-> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

8270-BF123115.M Tue Jan 05 18:24:55 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Benzoyl chloride, 4-methyl- Concentration Rank 18

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

9.84 13.38 ng 4313660 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzovl chloride. 4-methvl- 154 C8H7CIO 000874-60-2 92
2 Benzovl chloride. 3-methvl- 154 C8H7CIO 001711-06-4 64
3 2-Methvlbenzovl isothiocvanate 177 COH7NOS 028115-85-7 64
4 Benzoic acid. 4-methvl-. hvdrazide 150 C8H10N20 003619-22-5 60
5 Benzoyl chloride, 2-methyl- 154 C8H7CIO 000933-88-0 55

Abundance Scan 678 (9.836 min): BF084243.D (-677) (-) m/z 119.10 100.00%
119
91
5000
- 148
39 51 79 T
197 | 13 9.60 9.80 10.00 10.20
o WO 8193208222 | 7z 91.10 72.51%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #26292: Benzoyl chloride, 4-methyl-
119
91
5000 LI LR I LN
9.60 9.80 10.00 10.20
65 m/z 148.10 27 .56%
273951 | 77 | 136 154
m/z--> 0 20 40 60 8 100 120 140 160 180 200 220
Abundance
119
o1 " 960 9.80 10.00 10.20
5000 m/z 137.10 19.96%
65
m/z--> 0 20 40 60 8 100 120 140 160 180 200 220
Abundance #40810: 2-Methylbenzoy! isothiocyanate R B RS s
91 119 9.60 9.80 10.00 10.20
m/z 65.10 19.49%
5000 65
39
BECIE 0 Wl N " T (2NN (I
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Heptafluorobutanoic acid, 1... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.22 12.78 ng 4119550 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. l-adam... 362 C15H17F702 1000282-96-9 72
2 1-Adamantaneethanol 180 C12H200 006240-11-5 70
3 1-Adamantvl bromomethvl ketone 256 C12H17BrO 005122-82-7 64
4 Tricvclol3.3.1.1(3.7)-1decane. 1... 214 C10H15Br 000768-90-1 64
5 1-Adamantanecarboxylic acid, tri... 362 C24H4202 1000280-50-5 64
Abundance Scan 712 (10.225 min): BF084243.D (-710) (-) m/z 135.10 100.00%
135
5000 I /
79 g3 153
4 181 196 10.00 10.20 10.40 10.60
o..w.“.w.AnM.J.JL,”.WQH ek MO8 220237252 1 hy77153.10 28.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #145389: Heptafluorobutanoic acid, 1-adamantylmethyl ester
135

5000 R EEEEEE EEE e
10. OO 10. 20 10. 40 10. 60

m/z 79.10 22 .85%

79 93
27 4185 | | 107150 | 149 169183 200
2l e b if120 ) T 169183200

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135
R B B
10.00 10.20 10.40 10.60
5000 m/z 93.10 19.65%
79 162
a1 93
27 55 107120 | 149 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91762: 1-Adamantyl bromomethy! ketone R B EREE R
135 10.00 10.20 10.40 10.60
m/z 136.10 11.70%
5000
79 93107
1427 4055 || 10795 | 149163195 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 00 10. 20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084243.D

Aca On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample : 64981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl10.32 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.32 19.91 ng 6419470 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Methvl-3.4-dihvdro-2H-pvrido(1l... 162 C9H10N20 061751-44-8 43
2 2H-1-Benzopvran-2-one. 3.4-dihvd... 162 C10H1002 000092-47-7 38
3 Phenol. 4-(2-propenvl)- 134 C9H100 000501-92-8 30
4 2.6-Diethvilpvridine 135 C9H13N 000935-28-4 25
5 Benzenamine, N,N,3-trimethyl- 135 C9H13N 000121-72-2 25

Abundance Scan 720 (10.316 min): BF084243.D (-717) (-) m/z 134.10 100.00%

134
79 162
5000
_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—r
10.00 10.20 10.40 10.60
ol 202 222234 m/z 162.10 64.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31115: 9-Methyl-3,4-dihydro-2H-pyrido(1,2-a)pyrimidin-2-one
134
162
5000 91

29 108 10.00 10.20 10.40 10.60
m/z 79.10 58.81%

27 39 ‘ H 147 ‘
a5 m\ b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
162

134

10.00 10. 20 10. 40 10.60

5000 91 m/z 133.10 57.68%
120
27 39°1 6577 | 105
15 147
R B R B AREREEEES R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14772: Phenol, 4-(2-propenyl)- T
134 10. 00 10. 20 10. 40 10 60

m/z 135.10 50.18%

107
5000 77
39
27 ‘ 51 91
15 \‘\ m \‘\H M\ “H ﬁ\ 1l

_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
Data File : BF084243.D

Acq On : 4 Jan 2016 17:12

Operator : UM/SJ

Sample - G4981-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Pentanone, 2,2-_.. 4.45 28.1 ng 6769380 1 6.90 4815850 20.0
Benzene, 1,3-dime... 5.73 36.3 ng 8745090 1 6.90 4815850 20.0
Benzene, l-ethyl-_.. 6.42 20.9 ng 5024610 1 6.90 4815850 20.0
unknown6 .67 6.67 26.4 ng 6350750 1 6.90 4815850 20.0
Benzene, 1,2,3-tr... 6.72 23.5 ng 5661410 1 6.90 4815850 20.0
Cyclopentane, 1-m... 7.23 14.3 ng 3452590 1 6.90 4815850 20.0
unknown? .69 7.69 26.8 ng 12526200 2 8.19 9344900 20.0
unknown7 .93 7.93 14.3 ng 6666800 2 8.19 9344900 20.0
Methoxyacetic aci... 8.57 19.9 ng 9308180 2 8.19 9344900 20.0
Benzoic acid, 3-m... 8.82 41.7 ng 19468500 2 8.19 9344900 20.0
1-Methylindan-2-one 9.00 12.1 ng 5636050 2 8.19 9344900 20.0
2,5-Cyclohexadien. .. 9.77 23.9 ng 7710190 3 9.94 6448460 20.0
Benzoyl chloride, ... 9.84 13.4 ng 4313660 3 9.94 6448460 20.0
Heptafluorobutano... 10.22 12.8 ng 4119550 3 9.94 6448460 20.0

3

unknown10.32 10.32 19.9 ng 6419470 9.94 6448460 20.0
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