LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 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-BF101116.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 3.023 50 60 64 rvB4 48469 177948 1.21% 0.087%
2 3.206 71 76 79 rBv 884631 1614360 10.95% 0.790%
3 3.617 104 112 115 rBvV 108054 244199 1.66% 0.120%
4 3.754 119 124 128 rBvY 172661 331417 2.25% 0.162%
5 4.246 164 167 170 rBV 156536 219447 1.49% 0.107%
6 4.440 182 184 189 rvv2 178359 306652 2.08% 0.150%
7 4_.531 189 192 195 rvv 510118 648884 4._.40% 0.318%
8 4.589 195 197 202 rVB2 174508 227829 1.55% 0.112%
9 4.691 202 206 210 rBV2 105476 163480 1.11% 0.080%
10 4.943 225 228 231 rVB 249206 270014 1.83% 0.132%

11 5.057 236 238 240 rvVv 303259 380730 2.58% 0.186%
12 5.103 240 242 244 rVvV 169256 246197 1.67% 0.121%
13 5.149 244 246 249 rVvv3 531967 913783 6.20% 0.447%
14 5.206 249 251 255 rVvB3 392416 825549 5.60% 0.404%
15 5.423 268 270 273 rBV 2958485 3025580 20.53% 1.481%

16 5.572 278 283 285 rBV2 2624966 3808833 25.84% 1.865%
17 5.674 290 292 294 rBV3 183635 266117 1.81% 0.130%
18 5.732 294 297 298 rBV 453223 469817 3.19% 0.230%
19 5.812 301 304 307 rBv2 399062 924771 6.27% 0.453%
20 5.869 307 309 311 rVB 516692 550763 3.74% 0.270%

21 5.994 315 320 326 rBV5 534947 1654249 11.22% 0.810%
22 6.086 326 328 329 rBV 299352 277908 1.89% 0.136%
23 6.120 329 331 333 rBV 1300427 1295858 8.79% 0.634%
24 6.177 333 336 338 rBv2 685214 1133907 7.69% 0.555%
25 6.223 338 340 342 rVB 178294 252501 1.71% 0.124%

26 6.280 342 345 349 rBV3 665494 1712095 11.62% 0.838%
27 6.337 349 350 352 rVvB 888052 740133 5.02% 0.362%
28 6.383 352 354 355 rBV 432738 476145 3.23% 0.233%
29 6.406 355 356 359 rvB 617891 806665 5.47% 0.395%
30 6.463 359 361 364 rBvV2 495797 917519 6.23% 0.449%

31 6.509 364 365 367 rBv2 203087 289702 1.97% 0.142%
32 6.554 367 369 371 rBV 844870 696540 4.73% 0.341%
33 6.623 371 375 376 rBV 1195632 2042263 13.86% 1.000%
34 6.646 376 377 379 rVB 843797 1029504 6.99% 0.504%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 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-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 6.737 379 385 387 rBV 3792968 6636182 45.03% 3.249%

36 6.783 387 389 392 rBv4 636896 1315157 8.92% 0.644%
37 6.829 392 393 396 rvB2 542689 813227 5.52% 0.398%
38 6.875 396 397 398 rBV 448771 557194 3.78% 0.273%
39 6.909 398 400 402 rBV3 631051 1005933 6.83% 0.492%
40 6.955 402 404 406 rVV3 1458871 2114035 14.34% 1.035%

41 6.989 406 407 409 rVB 1097207 800523 5.43% 0.392%
42 7.115 414 418 419 rBV 5306151 6022026 40.86% 2.948%
43 7.160 419 422 423 rBV2 1439111 1749076 11.87% 0.856%
44 7.252 427 430 431 rBvV 668252 864356 5.86% 0.423%
45 7.309 431 435 437 rBv4 723790 1960719 13.30% 0.960%

46 7.366 437 440 441 rBV2 1017635 1857305 12.60% 0.909%
47 7.400 441 443 447 rVB3 1989680 3524749 23.92% 1.726%
48 7.526 447 454 455 rBV2 3615339 7904651 53.63% 3.870%
49 7.583 455 459 460 rBv4 848030 1303658 8.85% 0.638%
50 7.617 460 462 463 rBv2 397312 766689 5.20% 0.375%

51 7.640 463 464 466 rBV2 649733 1027617 6.97% 0.503%
52 7.732 468 472 474 rVV5 1919416 5287523 35.88% 2.589%
53 7.823 476 480 484 rVB3 4850901 14737887 100.00% 7.215%
54 7.903 484 487 488 rBV3 909115 1840188 12.49% 0.901%
55 7.926 488 489 490 rVB 1234011 846532 5.74% 0.414%

56 7.972 490 493 495 rBV2 1673993 3777184 25.63% 1.849%
57 8.075 498 502 504 rBV4 1436712 2523507 17.12% 1.235%
58 8.132 504 507 508 rBv3 564628 1099065 7.46% 0.538%
59 8.166 508 510 512 rVvB2 1685131 1443106 9.79% 0.706%
60 8.246 515 517 518 rBV 2856477 3942412 26.75% 1.930%

61 8.303 520 522 525 rVvB2 2220930 3770897 25.59% 1.846%
62 8.372 525 528 530 rBV2 1365795 2108834 14.31% 1.032%
63 8.498 534 539 541 rBvV2 2530552 5156713 34.99% 2.525%
64 8.532 541 542 544 rBvV2 558735 829667 5.63% 0.406%
65 8.658 546 553 555 rvB3 2348851 7189988 48.79% 3.520%

66 8.726 557 559 562 rvB4 1117816 1902605 12.91% 0.931%
67 8.795 562 565 567 rBV 1980839 3998235 27.13% 1.957%
68 8.886 572 573 574 rBV 943206 727429 4.94% 0.356%
69 8.966 577 580 584 rvB2 2007887 4386839 29.77% 2.148%
70 9.058 584 588 592 rBv4 2778593 9160036 62.15% 4._.484%

71 9.252 603 605 606 rBv2 966787 1284788 8.72% 0.629%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 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-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 9.332 608 612 616 rvv2 5090004 9298721 63.09% 4 _.552%
73 9.446 621 622 625 rVB2 1220365 2176661 14.77% 1.066%
74 9.538 625 630 632 rBV6 1576454 5033271 34.15% 2.464%
75 9.686 641 643 646 rVB4 2396274 3824697 25.95% 1.872%

76 9.743 646 648 650 rBv2 1293108 2213338 15.02% 1.084%
77 9.823 650 655 657 rBV5 1312284 4478732 30.39% 2.193%
78 9.961 665 667 669 rBv3 982088 1880392 12.76% 0.921%
79 10.006 669 671 674 rVB2 2453880 2813256 19.09% 1.377%
80 10.246 690 692 693 rBv2 710122 1171954 7.95% 0.574%

81 10.361 698 702 703 rBV 1892957 4538322 30.79% 2.222%
82 10.418 705 707 710 rvv3 1609710 3148376 21.36% 1.541%
83 10.726 732 734 736 rVV 1449839 1759335 11.94% 0.861%
84 10.818 739 742 743 rVvVv2 2398011 3501418 23.76% 1.714%
85 10.898 747 749 755 rVB5 906138 2036047 13.82% 0.997%

86 11.504 800 802 804 rvVB 1663066 1879640 12.75% 0.920%
87 11.846 830 832 834 rVB 783657 972847 6.60% 0.476%
88 12.052 848 850 852 rvB2 541339 489843 3.32% 0.240%
89 12.829 916 918 920 rVB 474751 565718 3.84% 0.277%
90 13.081 938 940 943 rBV 4448374 4678745 31.75% 2.291%

91 14.132 1030 1032 1035 rVB 1240448 1297754 8.81% 0.635%
92 15.618 1159 1162 1171 rVB 859029 1329403 9.02% 0.651%

Sum of corrected areas: 204266361
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101116\

BF090519.D

11 Oct 2016 23:08

UM/SsJ

H5146-07

17 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF101116.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BF090519.D

42544%?%969 4%\‘

7.11

0L
Time-->

450 500 550

Abundance

8000000

6000000

4000000

2000000

8.25 850
81,301

TIC: BF090519.D

118%205

J\

13.08

12.83

0
Time-->

12.00

12.50

11.00 11.50

10.50

10.00

13.00

13.50

Abundance

8000000

6000000

4000000

2000000

TIC: BF090519.D

14.13

15.62

Time--> 14 O

18.00

17.50

17.00

16.00 16.50

15.50

0 14.50

15.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 trans-3,4-Dimethylcyclopent... Concentration Rank 20

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

5.99 15.65 ng 1654250 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-3.4-Dimethvlcvclopentanone 112 C7H120 019550-73-3 87
2 Cvclopentanone. 2.4-dimethvl- 112 C7H120 001121-33-1 78
3 Cvclohexanone. 3-methvl- 112 C7H120 000591-24-2 50
4 1-Acetvl-4_.5-dihvdro-1H-pvrazole 112 C5H8N20 1000373-42-6 43
5 2-Heptene, 4-methyl-, (E)- 112 C8H16 066225-17-0 43

Abundance Scan 320 (5.994 min): BF090519.D (-315) (-) m/z 69.10 100.00%
4 6o
5000
55 112
83 o7 126 5.60 5.80 6.00 6.20 6.40
0 ..,....,....,....|;.|...,'.'.h'.-,...-:,"....,:'...,...-.,....,'.-...,...-.,...1.‘,‘9..., m/z 42.10  91.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6596: trans-3,4-Dimethylcyclopentanone
42 6o
5000
112 560 5.80 6.00 6.20 6.40
o7 ‘ 5 m/z 41.10 40.22%
0"P%?I”'W'”'P”'P'”I”'W'”'ﬁi'P'”P'”I””I“'W”'W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
42
69 I SRRRE RN AR LS
5.60 5.80 6.00 6.20 6.40
5000 m/z 112.05 37 .14%
55
29 a3 97 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6523: Cyclohexanone, 3-methyl- e
69 5.60 5.80 6.00 6.20 6.40

m/z 55.10 31.49%

5000 41 56
112

27 ‘ 97
18 3449, | T8
SN 8 - A N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 580 6.00 6.20 6.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.74 Concentration Rank 2

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

6.74 62.78 ng 6636180 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
2 3H-1.2-Dithiol-3-one. 4-methvl- 132 C4H40S2 003620-10-8 17
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 385 (6.737 min): BF090519.D (-379) (-) m/z 132.00 100.00%
5000
68
59
a1 % J 6.40 6.60 6.80 7.00
o X qrer | apsus m/z 134.00  34.78%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57 132
74
5000 98 116 AR RN LR AR
6.40 6.60 6.80 7.00
m/z 68.10 34.28%
ol -‘-“‘. 89| dor ‘-“. 158189
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 59.10 23.95%
59 103
43 71
L B B L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132 6.40 6.60 6.80 7.00
69 m/z 66.10 20.71%
104
5000
31 sl 8
0"tjhl'H'l'y“'l""P”"I""I""I""I"" SRR N U SRR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Sulfurous acid, hexyl nonyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.16 16.55 ng 1749080 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. hexvl nonvl ester 292 C15H3203S 1000309-13-1 56
2 Sulfurous acid. isohexvl 2-pentv... 236 C11H2403S 1000309-15-5 50
3 Sulfurous acid. isohexvl pentvl ... 236 C11H2403S 1000309-14-0 50
4 2-Pvrrolidinone 85 C4H7NO 000616-45-5 38
5 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 38
Abundance Scan 422 (7.160 min): BF090519.D (-419) (-) m/z 85.10 100.00%
86
71

5000

109 127 61|810H7||0|0||7||2|0||7||46”|||
142 158 168 ; = - :

0 m/z 71.10 67.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #137565: Sulfurous acid, hexyl nonyl ester
85
43
71
5000 57 LA LU L L L L B L L B B
6.80 7.00 7.20 7.40
m/z 43.10 35.97%
127
LB e Py g
P T T T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
43 71 85
R e
6.80 7.00 7.20 7.40
5000 55 m/z 41.10 18.71%
29
0 % 1 125 140 167
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #90255: Sulfurous acid, isohexyl pentyl ester e RERRR
43 85 6.80 7.00 7.20 7.40
n m/z 55.10 17.39%
5000
29 55
Obd ‘\‘ 101 119 187 153 167
e e e e e e e e e  REaaa e RERRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 6.80 7.00 7.20 7.40

8270-BF101116.-M Wed Oct 12 14:50:27 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.73 Concentration Rank 11

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

7.73 26.82 ng 5287520 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Hexahvdrophthalide 140 C8H1202 006939-71-5 25
2 3-Buten-2-ol. 2.3-dimethvl- 100 C6H120 010473-13-9 22
3 Cvclopropanecarboxvlic acid.isop... 128 C7H1202 006887-83-8 14
4 1.6:2.3-Dianhvdro-4-deoxv-.beta.... 128 C6H803 050767-54-9 14
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 11

Abundance Scan 472 (7.732 min): BF090519.D (-468) (-) m/z 69.10 100.00%
11,69
5000 7
119 140 A S
7.40 7.60 7.80 8.00
o ,Ll .II-.-I.\ (66 207 267 3% "n/z 55.10 97.71%
m/z--> 50 100 150 200 250 300 350
Abundance #18412: cis-Hexahydrophthalide
81
5000 54 R UL R R
140 7.40 7.60 7.80 8.00
27 m/z 41.10 93.82%
0....|...|1].-0...|.... ——— ——
m/z--> 50 100 150 200 250 300 350
Abundance
59 85
740 7.60 7.80 800
5000 41 m/z 85.10 92.06%
15
N UL L L L S WL
m/z--> 50 100 150 200 250 300 350
Abundance #12334: Cyclopropanecarboxylic acid,isopropy! ester L e e
69 7.40 7.60 7.80 8.00
m/z 59.10 91.12%
5000 4 87
| 118
7
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 unknown7.82 Concentration Rank 1

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

7.82 74.77 ng 14737900 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. methvl ester 102 C5H1002 000623-42-7 43
2 Octanoic acid. methvl ester 158 C9H1802 000111-11-5 10
3 3.4-Dimethvilpent-2-en-1-ol 114 C7H140 1000195-06-9 10
4 Cvclohexanol. 1-methvyl- 114 C7H140 000590-67-0 9
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 9

Abundance Scan 480 (7.823 min): BF090519.D (-476) (-) m/z 74.10 100.00%
7
43 56
5000 83
127
101 7.40 7.60 7.80 8.00 8.20
114
/S .|i|'.'. ,‘?5.| b 192 T L 143 196 168 m/z 71.10 92.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4307: Butanoic acid, methyl ester
43 74
5000 27 87 7.40 7.60 7.80 8.00 8.20
15 59 m/z 56.10 62.58%
‘ \ “ \ 102
O e S e
m/z--> 20 40 60 80 100 120 140 160
Abundance
74
740 7.60 7.80 8.00 8.20
5000 87 m/z 43.10 59.80%
43 55
” 101 115 127
N 21| SN0 NS IS VN - S
m/z--> 20 40 60 80 100 120 140 160
Abundance #7572: 3,4-Dimethylpent-2-en-1-ol B Ea o
7 7.40 7.60 7.80 8.00 8.20
m/z 83.10 39.39Y%
5000 43 5
27 ‘ 9 114
0....,.Uu.MM.uM“,wnl.J...:,...h S A N A=
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 800 820

8270-BF101116.-M Wed Oct 12 14:50:29 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 unknown7.97 Concentration Rank 16

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

7.97 19.16 ng 3777180 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Inden-5-one. octahvdro-. trans- 138 C9H140 004668-81-9 25
2 trans-2-I2"-(2""-Methvl-1""-prop... 154 C10H180 038996-80-4 14
3 Cvclopropane. 1-chloro-1.2.3-tri... 118 C6H11CI 061177-20-6 11
4 Cvclopropane. 1.1.2.2-tetramethvl- 98 C7H14 004127-47-3 11
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 11

Abundance Scan 493 (7.972 min): BF090519.D (-490) (-) m/z 83.10 100.00%
55
41
67 94 117
5000 138
0 27 7.60 7.80 8.00 8.20 8.40
0 . ! 51160 172182 | sz 55.10  90.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17588: 5H-Inden-5-one, octahydro-, trans-
M 81 94
67
54 138
5000 ESRERE AR N RN
7.60 7.80 8.00 8.20 8.40
m/z 59.10  76.20%
‘ 109
\H\ \‘\ T ‘\ \‘H I 120 !
S L W B UL WL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
85 R SR R L
7.60 7.80 8.00 8.20 8.40
5000 43 m/z 57.10 71.34%
72 96
. 106 121 136 154
miz-> 20 40 60 80 100 120 140 160 180
Abundance #8800: Cyclopropane, 1-chloro-1,2,3-trimethyl- R e AL B o
55 83 7.60 7.80 8.00 8.20 8.40
a1 m/z 41.10 70.54Y%
5000 o7 67
103 118
0 |.‘M..‘N..“.“ll‘.‘l.‘.‘l‘l .‘9.3.|.‘...‘i....|....|....|... A M
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 2H-Inden-2-one, octahydro-,... Concentration Rank 12

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

8.50 26.16 ng 5156710 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Inden-2-one. octahvdro-. cis- 138 C9H140 005689-04-3 94
2 5H-Inden-5-one. octahvdro-. trans- 138 C9H140 004668-81-9 94
3 2H-Inden-2-one. octahvdro- 138 C9H140 041894-93-3 91
4 2H-1nden-2-one. octahvdro-. trans- 138 C9H140 016484-17-6 90
5 BH-Inden-5-one, octahydro-, cis- 138 C9H140 004668-91-1 83

Abundance Scan 539 (8.498 min): BF090519.D (-534) (-) m/z 81.10 100.00%
9

5000

8.20 8.40 8.60 8.80

0 m/z 94.10 98.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #17573: 2H-Inden-2-one, octahydro-, cis-
41 81 94
67
54 138
5000 TT T[T T T T[T T T T[T TITTr[rrIorr)
8.20 8.40 8.60 8.80
m/z 67.10 75.82%
109
el 120
NN | RO Y O
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
a 8l 94
67 III|IIII|IIII|IIII|IIII|
54 138 8.20 8.40 8.60 8.80
5000 m/z 41.10 58.27%
109
o 120
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #17551: 2H-Inden-2-one, octahydro- s o A B
8 94 8.20 8.40 8.60 8.80
67 8l m/z 95.10 52.33%
138
5000 41 54 109
il 120
Ot PP P PP T T e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclohexane, l-ethyl-1,4-di... Concentration Rank 5

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

8.66 36.48 ng 7189990 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-1.4-dimethy... 140 C10H20 062238-32-8 72
2 2.4.6-Trimethvl-1_.5-diazabicvclo... 126 C7H14N2 1000283-21-2 64
3 2-(Butvliden-2-one)tetrahvdrofuran 140 C8H1202 343270-50-8 56
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 56
5 Cyclooctane, tetradecyl- 308 C22H44 149003-36-1 56

Abundance Scan 553 (8.658 min): BF090519.D (-546) (-) m/z 111.10 100.00%
69 111
5000
55
" h 149 840 860 880 9.00
87 . . . :
Ol bl 78 98 ), 125 140 | 164 1 Th77 69.10  82.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18073: Cyclohexane, 1-ethyl-1,4-dimethyl-, trans-
69
55 111
5000 L UL L A A
41 8.40 8.60 8.80 9.00
m/z 55.10 31.89%
29 83
Ol||||‘|‘||‘|‘|||‘l‘||‘=‘lll‘l||9?|||‘l||1|25|||14|.0||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
69 111
840 8.60 880 9.00
5000 42 m/z 43.10 20.00%
15 28 56 83 126
L L S L WL WL LI S
m/z--> 20 40 60 80 100 120 140 160
Abundance #18455: 2-(Butyliden-2-one)tetrahydrofuran )
6 111 8.40 8.60 8.80 9.00
m/z 41.10 17.21%
5000
> 140
H H\ w‘ 8\7 9\9 | \
0'"|""|""‘|""'|'"'l""'l""l""l""l U UL R S
m/z--> 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Adamantanol Concentration Rank 15

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

8.79 20.28 ng 3998240 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 68
2 5.7-Octadien-4-one. 2.6-dimethyl... 152 C10H160 006752-80-3 64
3 5.7-Octadien-4-one. 2.6-dimethyl... 152 C10H160 003588-18-9 59
4 2-Pvrimidinamine 95 C4H5N3 000109-12-6 47
5 Bicyclo[3.3.0]Joctan-3-one, 6-iod... 264 C9H1310 1000150-13-4 38

Abundance Scan 565 (8.795 min): BF090519.D (-562) (-) m/z 95.10 100.00%
95
5000
109
@oss e || 0w |5k a0 sh b0 5k
0 e Sy AP 182 198 m/z 109.10 27.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25081: 1-Adamantanol
95
5000 ASRESE RSN R
8.40 8.60 880 9.00 9.20
152 m/z 152.10 16.29%
15 27 4 55 67 79 | 109119 137
m/z--> 25 Jo eb éo 160 150 110 1é0 1éo 260
Abundance
95
840 860 880 9.00 9.20
5000 m/z 94.10 13.84%
41 67 109 152
31 57 81 137
e S L S UL B WL L B L WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25228: 5,7-Octadien-4-one, 2,6-dimethyl-, (2)- T
95 8.40 8.60 880 9.00 9.20
m/z 41.10 9.78%
5000
41 o
57 109 137 1?2
rrr-r—rr———— B
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 2(')0 8. 40 8. I60 8. 80 9. oo 9. I20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown8.97 Concentration Rank 13

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

8.97 22.25 ng 4386840 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Epoxvhexanoic acid. ethvl ester 158 C8H1403 061454-92-0 10
2 1-Methvl-3-pvrrolidinol 101 C5H11NO 013220-33-2 9
3 Pentanoic acid. 4.4-dimethvl-3-0... 158 C8H1403 055107-14-7 9
4 1.1-Diisobutoxv-isobutane 202 C12H2602 013262-24-3 9
5 2,4,4-Trimethyl-1-pentanol 130 C8H180 016325-63-6 9

Abundance Scan 580 (8.966 min): BF090519.D (-577) (-) m/z 57.10 100.00%
5000
W i3 850 850 500 520 940
0 1427 71182 194 m/z 74.10  26.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30028: 3,4-Epoxyhexanoic acid, ethyl ester
20
55
43 1
5000 ESRERERRERERAEBE RN
112 129 860 8.80 9.00 9.20 940
m/z 41.10 25.24Y%
|1l \M \ \\ 190150
0"'l""l" ""I”"I"”I""P
m/z--> 20 40 60 140 160 180
Abundance
57
4o 8.60 8.80 9.00 9.20 9.0
5000 m/z 101.10 20.94Y%
101
15 928 &7 82
e S S L WL UL LI LA L W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30088: Pentanoic acid, 4,4-dimethyl-3-oxo-, methyl ester R AEEE T B
57 8.60 8.80 9.00 9.20 9.40
m/z 73.10 20.60%
5000 a1
29 74 101
ol L Lyl ‘ 11 130 143 158
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 15';0 ' 8. 60 8. éo 9. oo 9. I20 9. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown9.06 Concentration Rank 4

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

9.06 46.47 ng 9160040 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.4.4-tetramethvl- 140 C10H20 002223-52-1 18
2 3-Hexenoic acid. ethvl ester 142 C8H1402 002396-83-0 14
3 Cvclopentanecarboxvlic acid. 4-n... 235 C12H13NO4 1000307-58-0 14
4 Bicvclol3.1.1Theptan-3-one. 2-et... 166 C11H180 1000163-95-8 14
5 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 14

Abundance Scan 588 (9.058 min): BF090519.D (-584) (-) m/z 88.10 100.00%
o W\/M/b[\/
880 9.00 9.20 9.40
46
o 157 170 183 m/z 69.10 83.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18044: Cyclohexane, 1,1,4,4-tetramethyl-
69
41 125
55
5000 ERRE UL R SR U
8.80 9.00 9.20 9.40
83 m/z 55.10 51.21%
“ ‘ H‘L 95 109 | 140
0'"I'”'I'"W"“'I”"I"”I""P"'I'”'I"'W
m/z--> 80 100 120 140 160 180
Abundance
29 41 69
8.|80 9.60 9.'20 9.'40
5000 m/z 125.10 49.71%
55 142
15 8898 114 127
e L B S S UL UL B DL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #89673: Cyclopentanecarboxylic acid, 4-nitropheny! ester R EEEEEmEm s mme et
69 8.80 9.00 9.20 9.40
m/z 136.10 46.24%
97
5000
41
o 27 | 55 | 81 | 109 124 139 194
||||||||||||||||||||||||||||||||||||||| —v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—h
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1éo ' 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown9.54 Concentration Rank 6

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

9.54 35.78 ng 5033270 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.6-trimethyl- 164 C10H1202 000480-63-7 25
2 2-Allvloxvanisole 164 C10H1202 004125-43-3 25
3 3.5-Dimethvl-1-adamantanol 180 C12H200 000707-37-9 18
4 Cyclohexane. 1.4-bis(ethoxvmethvl)- 200 C12H2402 054889-63-3 14
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 14

Abundance Scan 630 (9.538 min): BF090519.D (-625) (-) m/z 123.10 100.00%
o5 108 123
81
5000
920 940 960 9.80
o} m/z 108.10 89.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33346: Benzoic acid, 2,4,6-trimethyl-
146 164
5000 119 SRS SR SRR
9.20 9.40 9.60 9.80
77 91103 m/z 95.10 82.96%
39 51
..].-7| .2‘.7. .‘l‘..‘.‘.“l‘G.ﬁ ""H| ; .‘..l‘l‘..‘.‘ﬁ ; |1|3?| . l‘..l‘.‘. R =
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
123
164 rTyrrrryrrrryrrrrrrTT
95 920 940 9.60 9.80
5000 77 m/z 109.10 80.73%
41
52 65 109
15 27 133 149
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #45610: 3,5-Dimethyl-1-adamantanol B
109 123 9.20 9.40 9.60 9.80
m/z 146.05 74.22%
5000
a 180
29 55 79 165
o’ Ilqllh\lljkw ﬁ?..ﬂ‘.?&h, N .7 A NN
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 10

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

9.69 27.19 ng 3824700 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.6-trimethvl- 164 C10H1202 000480-63-7 60
2 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 35
3 2.3.5.6-Tetramethvl benzvl alcohol 164 C11H160 1000342-69-6 30
4 3-Chloro-4-fluorophenol 146 C6HA4CIFO 002613-23-2 27
5 Pteridine, 7-methyl- 146 C7HG6N4 000936-40-3 25

Abundance Scan 643 (9.686 min): BF090519.D (-641) (-) m/z 146.10 100.00%
146
164
5000 69 83 119
41 95 109
o7 | sl | 180 o7 9.40 9.60 9.80 10.00
ol a3l gl 1298 207 m/z 164.10 65.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33359: Benzoic acid, 2,4,6-trimethyl-
146 164
5000 119 9.40 9.60 9.80 10.00

m/z 69.10 43.40%

o7 39 51 65 ] jl 103 ‘
]

e S R R N ) -2 R N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
146 164
119 R RS RS
9.40 9.60 9.80 10.00
5000 m/z 119.10 42.49%
77 9a 105
27 39 51 65 131
O e A M S e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33631: 2,3,5,6—Tetramethy| benz‘ | alcohol B L B L
146 9.40 9.60 9.80 10.00
0,
131 m/z 83.10 42 _17%
5000
91 164
105
51 65 ‘ 119
0...,...wh.w - M fﬂ.pu.WU.vWW.W..,n.”,....,”.. e
m/z--> 20 60 100 120 140 160 180 200 9.40 9.60 9.80 10. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown9.74 Concentration Rank 19

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

9.74 15.74 ng 2213340 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Trisilacvclohexane. 1.1-di... 160 C5H16Si3 054424-15-6 18
2 3-Buten-2-one. 3-methvl-1-phenvl- 160 C11H120 055956-30-4 15
3 Ethanone. 1-T4-(1-methvlethenvl)... 160 C11H120 005359-04-6 15
4 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 15
5 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 15

Abundance Scan 648 (9.743 min): BF090519.D (-646) (-) m/z 145.10 100.00%
145
69

5000

9.40 9.60 9.80 10.00

01 m/z 69.10 81.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30995: 1,3,5-Trisilacyclohexane, 1,1-dimethyl-
145
5000 159 LA L L L L L LB L L |
9.40 9.60 9.80 10.00
73 m/z 137.10 66.04%
g 2 %% T es 99 115 559 I
PSS S |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69
IR
9.40 9.60 9.80 10.00
5000 91 m/z 109.10 57.63%
160
o 27 52 105117 132 145
L B e e B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30841: Ethanone, 1-[4-(1-methylethenyl)phenyl]- A B R
145 9.40 9.60 9.80 10.00
m/z 115.10 47 .28%
5000 160
115
0 15 27 ! ‘ A 65 77 ‘ 102 ‘\‘ 128 ‘\ |
e T e HL e o B L o R Ea e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown9.82 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.82 31.84 ng 4478730 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Pvridinone. 1l-propvl- 137 C8H11NO 019006-63-4 43
2 2-Naphthalenamine. 1.2.4a.5.6.7.... 165 C11H19N 056053-03-3 42
3 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 1000150-99-3 20
4 Cvclopentane. 1.2-dimethyl-3-met... 110 C8H14 091884-67-2 18
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 18
Abundance Scan 655 (9.823 min): BF090519.D (-650) (-) m/z 95.10 100.00%

95 109

5000

149 164 R RN
102 207 220 9.60 9.80 10.00 10.20

0 m/z 109.10 92.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16759: 2(1H)-Pyridinone, 1-propyl-
95
67 137
5000 LANL I L L L L INL L  L
39 78 122 9.60 9.80 10.00 10.20
53 ‘ 109 ‘ m/z 81.10 58.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
109
R B LN B
67 9.60 9.80 10.00 10.20
81 m/z 67.10 44 _62%
5000 41 96 135
S5 121
150
165
o CHNRMIRR ! P11 1N, A L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6038: Cyclopentane, 1,2-dimethyl-3-methylene-, trans- R B LN B
95 9.60 9.80 10.00 10.20
m/z 41.10 44 _17%
41
67
5000{ o7 81
55 110
o e R B LN B
m/z--> 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\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Adamantane-1-carboxylic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.36 32.26 ng 4538320 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane-1-carboxvlic acid 180 C11H1602 000828-51-3 87
2 l1-Adamantanethiol 168 C10H16S 034301-54-7 87
N-(2-Ethvl-3-hvdroxy-6-methvl-4-_._. 314 C19H26N202 1000260-99-4 80
4 1-Bromoadamantane 214 C10H15Br 000768-90-1 80
5 1-Adamantanecarboxylic acid, 3,4... 324 C17H18CI1202 1000307-66-4 80
Abundance Scan 702 (10.361 min): BF090519.D (-698) (-) m/z 135.10 100.00%
135
5000
41 57 107 159 177 10.00 10.20 10.40 10.60
ool g L 90 02000000 009 90 18, 34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45436: Adamantane-1-carboxylic acid
135
5000 AR AR AR RN
10.00 10.20 10.40 10.60
79 m/z 93.10 15.58%
107
A LA N K
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135
10,00 10.20 10.40 10.60
5000 m/z 136.10 10.79%
79
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156521: N-(2-Ethyl-3-hydroxy-6-methyl-4-pyridyl)-1-adaman... e REREE
135 10.00 10.20 10.40 10.60
m/z 107.10 8.99%
5000
o 4lge | | 107 163178193 296 313
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101116\
Data File : BF090519.D

Aca On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl10.90 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.90 21.66 ng 2036050 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 2.3.4.5.6-pentamethvl- 163 C11H17N 002243-30-3 30
2 p-Amidinobenzamide 163 C8HIN30 054050-86-1 22
3 Benzene. 1.4-bis(1l-hvdroxv-2-pro... 194 C12H1802 1000161-06-4 22
4 3-Indolvlacetone 173 C11H11NO 001201-26-9 18
5 _beta.-[2-Methoxy-4,6-dimethylph... 222 C13H1803 1000129-26-2 18
Abundance Scan 749 (10.898 min): BF090519.D (-747) (-) m/z 130.10 100.00%
A 163
5000
g1 95 115
41 57 ARG
9 10.60 10.80 11.00 11.20
0! m/z 163.10 79.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32924: Benzenamine, 2,3,4,5,6-pentamethyl-
148 163
5000 LN S SURIULE BRI SRR
10. 60 10. 80 11. oo 11.20
m/z 115.10 36.50%
%g 53 65 77 %1 105 1191§1 |
0:::::::::‘:‘: IIIIIIIIIMI\I\I\II\WI |‘|||||||||||||| SN
m/z--> ﬁo 45 65 éo 160 150 140 160 1§o 260 250 250
Abundance
147 163
10,60 10.80 11.00 11.20 |
5000 m/z 107.10 33.91%
102 130
43 76
ol 16 28 63 90 118
m/z--> ﬁo 45 65 éo 160 150 150 1é0 180 260 250 250
Abundance #56206: Benzene, 1,4-bis(1-hydroxy-2-propyl)- s o A B
163 10.60 10.80 11.00 11.20
m/z 162.10 32.62%
5000 105 133 o
o1 117
31
0...,..MNf”§?,§§.ﬂu..L.ﬂm.h‘.iH. e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1060 1080 1100 1120
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101116\
Data File : BF090519.D

Acq On : 11 Oct 2016 23:08

Operator : UM/SJ

Sample : H5146-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101116.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]
trans-3,4-Dimethy. .. 5.99 15.7 ng 1654250 1 6.95 2114040 20.0
unknown6 .74 6.74 62.8 ng 6636180 1 6.95 2114040 20.0
Sulfurous acid, h... 7.16 16.6 ng 1749080 1 6.95 2114040 20.0
unknown7 .73 7.73 26.8 ng 5287520 2 8.25 3942410 20.0
unknown? .82 7.82 74.8 ng 14737900 2 8.25 3942410 20.0
unknown? .97 7.97 19.2 ng 3777180 2 8.25 3942410 20.0
2H-Inden-2-one, o... 8.50 26.2 ng 5156710 2 8.25 3942410 20.0
Cyclohexane, 1-et... 8.66 36.5 ng 7189990 2 8.25 3942410 20.0
1-Adamantanol 8.79 20.3 ng 3998240 2 8.25 3942410 20.0
unknown8 .97 8.97 22.3 ng 4386840 2 8.25 3942410 20.0
unknown9 .06 9.06 46.5 ng 9160040 2 8.25 3942410 20.0
unknown9 .54 9.54 35.8 ng 5033270 3 10.01 2813260 20.0
Benzoic acid, 2,4... 9.69 27.2 ng 3824700 3 10.01 2813260 20.0
unknown9.74 9.74 15.7 ng 2213340 3 10.01 2813260 20.0
unknown9 .82 9.82 31.8 ng 4478730 3 10.01 2813260 20.0
Adamantane-l1-carb... 10.36 32.3 ng 4538320 3 10.01 2813260 20.0
unknown10.90 10.90 21.7 ng 2036050 4 11.50 1879640 20.0
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