LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 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 3.547 150 154 159 rBvV2 25709 65717 1.07% 0.088%
2 4.621 246 248 252 rBV 348198 469342 7.64% 0.627%
3 4.690 252 254 258 rVB3 30714 77858 1.27% 0.104%
4 4.964 277 278 281 rBV 81549 104950 1.71% 0.140%
5 5.113 289 291 299 rBVY 1333018 1679761 27.33% 2.244%
6 5.250 302 303 306 rvv 75789 98070 1.60% 0.131%
7 5.319 306 309 311 rvv2 45890 96861 1.58% 0.129%
8 5.353 311 312 321 rVB3 123559 300707 4 .89% 0.402%
9 5.524 325 327 333 rVB2 147040 266554 4.34% 0.356%
10 5.707 341 343 348 rBV3 62324 90537 1.47% 0.121%

11 5.821 351 353 357 rvB 310957 408614 6.65% 0.546%
12 5.924 357 362 364 rBvV2 87141 200953 3.27% 0.268%
13 5.970 364 366 368 rvB2 253035 290236 4.72% 0.388%
14 6.016 368 370 375 rvVvB3 97574 168693 2.74% 0.225%
15 6.210 385 387 393 rvv 559710 1094210 17.80% 1.462%

16 6.301 393 395 398 rvv 2927192 3148602 51.22% 4._.206%
17 6.359 398 400 401 rvv 244262 256106 4_.17% 0.342%
18 6.393 401 403 407 rvv4 233513 447648 7.28% 0.598%
19 6.484 407 411 413 rVVv2 318741 499457 8.13% 0.667%
20 6.519 413 414 418 rVV 855245 1025052 16.68% 1.369%

21 6.587 418 420 425 rVB4 104592 229032 3.73% 0.306%
22 6.679 425 428 432 rBV 2917492 3047885 49.58% 4.071%
23 6.747 432 434 438 rVB4 76882 203694 3.31% 0.272%
24 6.873 443 445 447 rBV3 83078 147501 2.40% 0.197%
25 6.953 450 452 453 rBV2 84871 134391 2.19% 0.180%

26 7.102 457 465 466 rBvV2 2051286 3231183 52.57% 4_.316%
27 7.124 466 467 470 rVB 749247 813345 13.23% 1.086%
28 7.216 473 475 476 rVB 192416 178592 2.91% 0.239%
29 7.262 476 479 480 rVB3 46657 77048 1.25% 0.103%
30 7.296 480 482 484 rBV3 177290 312071 5.08% 0.417%

31 7.342 484 486 487 rBV2 86710 100247 1.63% 0.134%
32 7.433 493 494 497 rBV3 130212 288010 4.69% 0.385%
33 7.502 497 500 502 rvv 283954 410497 6.68% 0.548%
34 7.559 502 505 508 rvv 420991 916627 14.91% 1.224%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 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 7.616 508 510 515 rvv4 403720 1090214 17.74% 1.456%

36 7.707 515 518 521 rvVv5 238652 564135 9.18% 0.754%
37 7.753 521 522 525 rvv2 179663 267982 4_36% 0.358%
38 7.810 525 527 529 rvvV 1002391 1268918 20.64% 1.695%
39 7.890 532 534 535 rvv 301562 381866 6.21% 0.510%
40 7.924 535 537 539 rvv2 198288 345602 5.62% 0.462%

41 7.970 539 541 542 rVB 242745 229484 3.73% 0.307%
42 8.027 544 546 547 rvV 294444 336038 5.47% 0.449%
43 8.073 547 550 551 rvV 4409060 6146839 100.00% 8.210%
44 8.107 551 553 555 rvv 3511991 5107636 83.09% 6.822%
45 8.176 557 559 564 rVV 1446604 2389894 38.88% 3.192%

46 8.256 564 566 567 rvv 321108 422529 6.87% 0.564%
47 8.290 567 569 572 rvv3 365971 1008428 16.41% 1.347%
48 8.393 576 578 580 rvv3 188020 191651 3.12% 0.256%
49 8.519 587 589 593 rvB2 581240 655484 10.66% 0.876%
50 8.599 593 596 597 rBv2 1179637 1371474 22.31% 1.832%

51 8.633 597 599 602 rvv4 429919 838489 13.64% 1.120%
52 8.713 602 606 609 rvv5 176067 649425 10.57% 0.867%
53 8.770 609 611 614 rvv 672377 939768 15.29% 1.255%
54 8.850 616 618 619 rvv 797680 1251049 20.35% 1.671%
55 8.896 619 622 624 rVV 3439125 4218695 68.63% 5.635%

56 8.930 624 625 627 rVvV 829238 734045 11.94% 0.980%
57 8.965 627 628 629 rvVv 145176 105813 1.72% 0.141%
58 9.022 630 633 635 rvv4 364407 661612 10.76% 0.884%
59 9.079 635 638 645 rvB7 415118 1505350 24.49% 2.011%
60 9.239 649 652 653 rvv2 294597 543961 8.85% 0.727%

61 9.330 656 660 663 rvv4 453948 909007 14.79% 1.214%
62 9.513 674 676 677 rBv2 178885 214235 3.49% 0.286%
63 9.559 677 680 682 rvvV 1013576 1463000 23.80% 1.954%
64 9.639 686 687 689 rBv2 211757 301531 4.91% 0.403%
65 9.742 691 696 698 rBv4 466011 1337864 21.77% 1.787%

66 9.788 698 700 702 rvv 961379 1644066 26.75% 2.196%
67 9.833 702 704 707 rvv3 329429 739985 12.04% 0.988%
68 9.879 707 708 709 rvv 383148 431943 7.03% 0.577%
69 9.936 712 713 718 rVV3 684294 1409658 22.93% 1.883%
70 10.005 718 719 724 rVB3 470142 1215871 19.78% 1.624%

71 10.359 748 750 753 rVB 2655781 2822608 45.92% 3.770%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 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 10.416 753 755 759 rvB3 210698 309147 5.03% 0.413%
73 10.919 797 799 801 rvB2 232070 331225 5.39% 0.442%
74 10.965 801 803 805 rvB2 160019 198160 3.22% 0.265%
75 11.045 807 810 812 rVB 844713 1031722 16.78% 1.378%

76 11.513 849 851 854 rBV 162274 259402 4.22% 0.346%
77 11.616 857 860 862 rvB3 313974 484238 7.88% 0.647%
78 12.382 925 927 932 rVB3 310162 456229 7.42% 0.609%
79 12.531 939 940 943 rVB 162571 189107 3.08% 0.253%
80 12.622 946 948 951 rBvV 2727781 3385317 55.07% 4.522%

81 13.536 1026 1028 1033 rVB 124451 155272 2.53% 0.207%
82 13.674 1037 1040 1042 rVB 599026 840698 13.68% 1.123%
83 15.022 1155 1158 1160 rBV 486784 631349 10.27% 0.843%

Sum of corrected areas: 74868066
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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\BF012017\

BF092400.D

21 Jan 2017 6:27

UM/SsJ

11266-01

34 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092400.D

4000000

3000000 630  6.68

2000000

511
1000000
4.62
o 3.55 .69 4.96/\ 5 32
L e e e e e e e e AL a m s S s e o s T B L T 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: BF092400.D
8|07
4000000 A1 8.90
10.36
12.62

3000000

2000000

1000000

r—
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: BF092400.D
4000000
3000000
2000000
1oooooow6i 15.02
+rrrr
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 : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 unknown6.30 Concentration Rank 3

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

6.30 61.43 ng 3148600 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 395 (6.301 min): BF092400.D (-393) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 T T T T T T
40.1 540 J 6.00 6.20 6.40 6.60
ol A82L | Meo m/z 68.10 44.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AN RN S N LR
6.00 6.20 6.40 6.60
310 510 m/z 134.00 32.94%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 550 550 om0 ok
5000 9go 1160 m/z 66.00 27 .86%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-  Emmmm o RRaaa!
132.0 6.00 6.20 6.40 6.60
m/z 69.05 17.91%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 ||‘|||‘|‘||“N||“l‘|||‘“|||‘ﬁ||“i‘||l‘||l“:luuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 3 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 14

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

7.56 14.45 ng 916627 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 93
2 Bicvclol2.2.11heptan-2-one. 1.7.... 152 C10H160 021368-68-3 93
3 Bicvclol2.2.11heptan-2-one. 1.7.... 152 C10H160 000464-49-3 93
4 Camphor 152 C10H160 000076-22-2 90
5 Pulegone 152 C10H160 000089-82-7 41

Abundance Scan 505 (7.559 min): BF092400.D (-502) (-) m/z 95.10 100.00%
98.1
81.1
000 ot
> 55.1 69,0 108.1
152.1 R P R UL I
1371 7.20 7.40 7.60 7.80
o 231 m/z 81.10  76.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24202: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95.0
81.0
41.0
5000
55.0 108.0 7.20 7.40 7.60 7.80
68.0 152.0 m/z 41.10 54.19%
27.0 ‘ ‘ 137.0
0"&%QP'LH“'JNH'ﬁhhl'm'h'J”'“'ﬂkhl“'w'“%ﬁ%el“”ﬂ'“'v““l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
81.0 A L UL L
7.20 7.40 7.60 7.80
5000 41.0 108.0 m/z 83.10 40.68%
55.0 152.0
68.0
28.0
ol 14.0 124.0137.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24211: Bicycl0[2.2.l]heptan—Z—one, 1,7,7'trim9thy|', (lR)' LA L L LB L LB L L B
95.0 7.20 7.40 7.60 7.80
81.0 m/z 55.10 39.07%
5000 108.0
410 550 152.0
68.0
27.0
0"EEQP'”I”'W'”'P”'P'ﬁl”'ﬁ'”'P'”I”'W'“%%%§L%ﬁ?ﬁ'”l”'ﬁ'”'l A L UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 unknown7.62 Concentration Rank 11

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

7.62 17.18 ng 1090210 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.7-Octadiene-1.6-diol. 2.6-dime... 170 C10H1802 064142-78-5 43
2 Spirol4.51decane 138 C10H18 000176-63-6 30
3 1-Propene. 3-methoxv-2-methvl- 86 C5H100 022418-49-1 30
4 2-Buten-1-ol. 2-methvl- 86 C5H100 004675-87-0 27
5 Naphthalene, decahydro- 138 C10H18 000091-17-8 25

Abundance Scan 510 (7.616 min): BF092400.D (-508) (-) m/z 71.05 100.00%
431 )

5000

| | 7.20 7.40 7.60 7.80 8.00
SNl oo : ' m/z 43.10 99.37%

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #35921: 2,7-Octadiene-1,6-diol, 2,6-dimethyl-
43.0 71.0
5000 55.0 SN L B
27.0 7.20 7.40 7.60 7.80 8.00
o 1100 m/z 41.10 72.72%
A N
P 1 o wN\ I Al ‘ rerberrren
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41.0 670 g10 960
e e AR EE R B
7.20 7.40 7.60 7.80 8.00
m/z 67.10 62.91%
5000 55.0 109.0 138.0
0 123.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1790: 1-Propene, 3-methoxy-2-methyl- A BREEE T
71.0 7.20 7.40 7.60 7.80 8.00
0
410 m/z 55.10 52.72%
5000 55.0 86.0
29.0
15.0 ‘ ‘ ‘
o R 1 1 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 Dipropylene glycol Concentration Rank 1

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

8.07 96.88 ng 6146840 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dipropvlene alvcol 134 C6H1403 025265-71-8 78
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
3 2-Propanol. 1-T1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 64
4 Methane. diethoxv- 104 C5H1202 000462-95-3 64
5 1-Propanol, 2,2"-oxybis- 134 C6H1403 000108-61-2 64

Abundance Scan 550 (8.073 min): BF092400.D (-547) (-) m/z 59.10 100.00%
59.1
5000 /A\
T Sy e R
ol ol | WTAABLIA461 1722 C757103.10  24.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14578: Dipropylene glycol
59.0
5000 R RS NS LS A
31.0 103.0 7.80 8.00 8.20 8.40
450 m/z 41.10 19.17%
15.0 H‘ \m“ | 75.0 89.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
780 800 820 8.40
5000 m/z 57.10 16.20%
310 ., 103.0 JM
75.0 89.0
L L L WL WL L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39173: 2- Propanol 1-[1-methyl-2-(2-propenyloxy)ethoxy]- AR R s R e
59.0 7.80 8.00 8.20 8.40
m/z 45.05 14 .93%
- 1 jNXf\
103.0
o ﬂ¢‘H | 730 g7.0 117.0  143.0 159.0 174.0
m/z--> 20 40 60 80 100 120 140 160 180 780 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 2

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

8.11 80.50 ng 5107640 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-(2-hvdroxvypropoxv)- 134 C6H1403 000106-62-7 72
2 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 64
3 Dipropvlene alvcol 134 C6H1403 025265-71-8 56
4 Propanedioic acid. oxo-. dimethv... 146 C5H605 003298-40-6 53
5 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 52

Abundance Scan 553 (8.107 min): BF092400.D (-551) (-) m/z 59.10 100.00%

59.1
5000
103.1
45.1

780 800 820 840

86.0
ol o AATAISL 14611592 1781 1 T 777103.10 33 44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14599: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
5000 |||||||||||||||||||||||
31.0 103.0 7.80 8.00 8.20 8.40

‘ 45.0 m/z 57.10 26.24%
\

T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59.0

7.80 8.00 8.20 8.40

5000 m/z 45.10 22.63%
31.0 45.0 103.0
15.0 75.0 89.0
Ol 2 A e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14578: Dipropylene glycol T T T
59.0 7.80 8.00 8.20 8.40

m/z 41.10 20.66%

5000
310 4o p 103.0

m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8. 20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 unknown8.18 Concentration Rank 5

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

8.18 37.67 ng 2389890 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 4-(2-methoxv-1-me... 204 C9H1605 054966-46-0 47
2 Propanedioic acid. dimethvl ester 132 C5H804 000108-59-8 42
3 1-tert-Butoxv-2-methoxvethane 132 C7H1602 066728-50-5 37
4 4-Ethvl-4-heptanol 144 C9H200 000597-90-0 37
5 Hydrazine, 1,l1-dimethyl-2-propyl- 102 C5H14N2 052728-54-8 35

Abundance Scan 559 (8.176 min): BF092400.D (-557) (-) m/z 57.10 100.00%
57.1
101.0
5000 411
730 750 500 550 840 880
115.1 . . . . .
o ML L BT | SR 181AMs sss g 05 67.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59191: Butanoic acid, 4-(2-methoxy-1-methyl-2-oxoethoxy)-...
59.0 101.0
5000 R A S
780 8.00 8.20 8.40 860
43.0 87.0 m/z 101.00 62.80%
“ Lo, uro 145.0 173.0
0 ”'I""I""I'“"I'"'I""I""I""I""I
m/z--> 20 60 80 100 120 140 160
Abundance
101.0
290 INARBERAREE SRARE RARRE
7.80 8.00 8.20 8.40 8.60
5000 74.0 m/z 41.10 43.84%
20.0 420
' 132.0
L L L L W UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #13970: 1-tert-Butoxy-2-methoxyethane LB e B a s S
57.0 7.80 8.00 8.20 8.40 8.60
m/z 43.10 25.49Y%
5000
41.0
28 77.0 117.0
ol 14.0 ’? ‘ Ll 1020 133.0
m/z--> 2'0 40 6|0 8|0 1(')0 12'0 14'10 1('30 ' 7. 80 8IOO 8. 20 8110 8. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 unknown8.29 Concentration Rank 13

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

8.29 15.89 ng 1008430 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-pentvl- 152 C11H20 015232-85-6 25
2 Cvclohexene. 2-ethenvl-1.3.3-tri... 150 C11H18 005293-90-3 18
3 Ethanone. 1-(3-methvlenecvclopen... 124 C8H120 054829-98-0 18
4 2H-Inden-2-one. octahvdro-3a-met... 152 C10H160 013351-29-6 15
5 Benzeneacetonitrile, 3-fluoro- 135 C8H6FN 000501-00-8 14

Abundance Scan 569 (8.290 min): BF092400.D (-567) (-) m/z 81.10 100.00%
55.1 81.1
5000
800 820 840 860
0 m/z 55.10 93.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24302: Cyclohexene, 1-pentyl-
81.0
67.0
5000 %80
41.0 8.00 8.20 8.40 8.60
270 540 ‘ ‘ 109.0 152.0 m/z 135.10 74 .93%
ol— I .U. .‘i“. .‘.H. I .Hl‘ ; "h I .‘ﬁ‘ "I ; .“. .1|2f1'.0].-3.7'|0. —
m/z--> 20 40 60 80 100 120 140 160
Abundance
135.0
8.00 8.20 8.40 8.60
0
5000 190 930 107.0 m/z 96.10 73.01%
41.0 : 150.0
55.0
27.0 121.0
L L S UL UL L B L
m/z--> 20 40 60 80 100 120 140 160
Abundance #10229: Ethanone, 1-(3-methylenecyclopentyl)- e RS BEEE
43.0 81.0 8.00 8.20 8.40 8.60
m/z 95.10 61.65%
5000 109.0
27.0
T P
L L S L AL B S S U U R L U
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 9 1.alpha., 4a.beta., 8a.alph... Concentration Rank 18

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

8.52 10.33 ng 655484 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.alpha.. 4a.beta.. 8a.alpha.-De... 154 C10H180 036159-47-4 96
2 1.alpha.. 4a.alpha.. 8a.beta.-De... 154 C10H180 002529-03-5 93
3 1.2.3.4.4a.5.6.8a-0ctahvdro-naph... 136 C10H16 031244-58-3 87
4 1._alpha.. 4a.beta.. 8a.beta.-Dec... 154 C10H180 002529-05-7 87
5 2.alpha., 4a.beta., 8a.alpha.-De... 154 C10H180 005779-35-1 86

Abundance Scan 589 (8.519 min): BF092400.D (-587) (-) m/z 136.10 100.00%
95.1 13p.1
5000
152.1 146 1 8.20 8.40 8.60 8.80
of : m/z 95.10 92.14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25711: 1.alpha., 4a.beta., 8a.alpha.-Decahydro-1-naphthaleno
136.0
41.0 67.0 94.0
5000 81.0 RS RSN RSN RN
107.0 121.0 8.20 8.40 8.60 8.80
} m/z 94.10 75.24%
o pnq-uqh‘ H “. MMII\H VA R .. S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
136.0
67.0 0% 50 5ho 5k
41.0 94.0
5000 81.0 m/z 67.10 68.14%
107.0 121.0
53.0
0 152.0
T T T I T T T L o o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15266: 1,2,3,4,4a,5,6,8a-Octahydro-naphthalene R R R s
93.0 136.0 8.20 8.40 8.60 8.80
m/z 121.10 53.70%
79.0
5000
41.0 121.0
108.0
27.0 ‘ 55.0 ‘
Ownﬁmnd”,hm el M.‘l.””.”.””.nt”“.”w””“”w. NS Ak
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\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 2(1H)-Naphthalenone, octahy... Concentration Rank 7

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

8.60 21.62 ng 1371470 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 98
2 1-Decalone (cis-trans) 152 C10H160 004832-16-0 95
3 2-Decalone.cé&t 152 C10H160 004832-17-1 91
4 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 78
5 Benzofuran, octahydro-6-methyl-3... 152 C10H160 077954-13-3 74

Abundance Scan 596 (8.599 mm) BF092400.D (-593) (-) m/z 81.10 100.00%
08.1
5000 152.1
123.1 RN ARREE SARRE RAREE RN
137.1 8.20 8.40 8.60 8.80 9.00
0 i i o 16611802 1 sz 55,10 88.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24089: 2(1H)-Naphthalenone, octahydro-, trans-
55.0 108.0
81.0 152.0
41.0
5000 IR R R U
8.20 8.40 8.60 8.80 9.00
‘ ‘ 134.0 m/z 108.10 87.75%
I \“u Ml il M “‘ A T
L L L L U L UL L B B W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
410 55.0 81.0
108.0 [rr Ty
8.20 8.40 8.60 8.80 9.00
5000 27.0 152.0 m/z 67.05 80.78%
1230,
L L L L U L WL L B B W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23938: 2-Decalone,c&t e  RRREEREE ST
55.0 81.0 108.0 152.0 8.20 8.40 8.60 8.80 9.00
m/z 41.10 64.77%
41.0
5000
123.0
0...,....}“....‘ HH\ H Iu ‘ “.1?70...,....,.. A S
m/z--> 20 40 80 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 1-Methylindan-2-one Concentration Rank 15

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

8.63 13.22 ng 838489 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlindan-2-one 146 C10H100 035587-60-1 81
2 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 81
3 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100 006072-57-7 58
4 1-Decen-3-one. 5-hvdroxv-4-pentv... 316 C21H3202 1000115-33-2 47
5 Benzene, (2-methyl-1-methylenepr... 146 C11H14 017498-71-4 47

Abundance Scan 599 (8.633 min): BF092400.D (-597) (-) m/z 131.00 100.00%
13f.0
146.1
5000 103.0447 1
166.1 8.20 8.40 8.60 8.80 9.00
(o} : m/z 146.10 66 .35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20631: 1-Methylindan-2-one
131.0
146.0
5000
103.0457 ¢ 8.20 8.40 8.60 8.80 9.00
510 77.0 ' m/z 103.00 46 .29%
0....|2.6'.0. .‘l..‘..l‘.‘. Iul‘\l i .“‘..ﬂl‘..‘l‘l.al.l.‘...l.. —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0
146.0 820 8.40 860 8.80 9.00
5000 m/z 117.10 39.69%
103.0117.0
39.0 63.0 77.0
S L L L UL WL WL BB
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20673: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
131.0 8.20 8.40 8.60 8.80 9.00
146.0 m/z 115.00 29.09%
5000 51.0 77.0 115.0
27.0 ‘ ‘ 91.0 ‘
ok I:I'?rpl .“k ; "|‘”ﬁ ; l‘.“l“‘l‘. IHMI .‘.Mk ; |‘H"'H‘| ; lml 'I .“. T e = SR
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 12 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 16

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

8.77 12.85 ng 939768 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro-3.3-... 160 C11H120 026465-81-6 87
2 Ethanone. 1-T4-(1-methvlethenvl)... 160 C11H120 005359-04-6 76
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 64

1-(1.1-dimethvlethvyl)-4_.. 160 C12H16
1-ethyl-2-methyl- 160 C10H12N2

001746-23-2 59
005805-76-5 53

4 Benzene.
5 1H-Benzimidazole,

Abundance Scan 611 (8.770 min): BF092400.D (-609) (-) m/z 145.10 100.00%
145.1
5000
115.1 160.1
77.0 91.0
37 51.0 - 1311 1771 8.40 860 8.80 9.00 9.20
0 : : m/z 160.05 34.93%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29357: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-
145.0
160.0
5000
8.40 8.60 8.80 9.00 9.20
39.0 91.0 117.0 m/z 115.05 33.42%
- 630 770 ‘ “ 131.0
o N RS O I o NN | R Y .
miz--> 20 40 60 8 100 120 140 160 180
Abundance
145.0
T S e e
8.40 8.60 8.80 9.00 9.20
5000 1600 m/z 117.10 29.49%
115.0 '
43.0 91.0
ol 15.0 29.0 65.0 129.0
T L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29451: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- AR AR E A &
145.0 8.40 8.60 8.80 9.00 9.20
m/z 91.00 18.16%
5000
1280 160.0
150 390 mowo9ﬂuwo‘ ‘
S PR PO P WS Y S Y Y N AN e —
miz--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00 9.20

8270-BF122116.M Mon Jan 23 18:36:48 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 3,5-Dimethyl-1-adamantanol Concentration Rank 8

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

9.08 20.58 ng 1505350 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvl-1-adamantanol 180 C12H200 000707-37-9 62
2 Hexahvdroindole 123 C8H13N 018159-32-5 30
3 3-Fluorobenzoic acid. 3-methvlbu... 210 C12H15F02 1000279-05-3 27
4 2-(1.4.4-Trimethvl-cvclohex-2-en... 168 C11H200 1000190-92-3 22
5 2,2-Dimethyl-3-(2-methyl-1-prope... 183 C10H17NO2 094072-57-8 22

Abundance Scan 638 (9.079 min): BF092400.D (-635) (-) m/z 109.10 100.00%
5000
880 9.00 9.20 9.40
o} m/z 123.10 80.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42617: 3,5-Dimethyl-1-adamantanol
109.0123.0
5000 ISR RS LR
180.0 8.80 9.00 9.20 9.40
40y 165.0 m/z 95.10 60.20%
. 79.0 -
0 |2|7‘|‘0| "l ‘: : I\‘I\I |“|‘| IHI‘I I\glﬁllol Iul\l : |" —— |1?7|(|)| | I‘I — I\ e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95.0 123.0
880 9.00 9.20 9.40
5000 55.0 m/z 59.00 49_.20%
41.0
80.0
109.0
L L L L U L WL WL UL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62689: 3-Fluorobenzoic acid, 3-methylbutyl ester B A RRREE R
70.0 123.0 8.80 9.00 9.20 9.40
m/z 41.10 45 _59%
95.0
5000 550
41.0
27.0 H ‘ 140.0
Ob bl el iy o il 2090 LI 167.0 1950 N —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF122116.M Mon Jan 23 18:36:49 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 14 Benzene, (2-methyl-1-methyl... Concentration Rank 10

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

9.74 18.29 ng 1337860 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-methvlenebu... 160 C12H16 026452-86-8 60
2 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100 006072-57-7 53
3 Benzofuran. 7-methvl- 132 C9H80 017059-52-8 50
4 1-Naphthalenol. 5.8-dihvdro- 146 C10H100 027673-48-9 49
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 45

Abundance Scan 696 (9.742 min): BF092400.D (-691) (-) m/z 132.00 100.00%
13R.0
5000
9.40 9.60 9.80 10.00
0 m/z 146.10 81.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29410: Benzene, (2-methyl-1-methylenebutyl)-
132.0
91.0
5000 AR AN RN SRS B
9.40 9.60 9.80 10.00
270 910 ”ﬁﬂ 160.0 m/z 131.00 71.71%
o ‘H M J\ J ‘ HM”WM A A
m/z--> 100 120 140 160 180 200
Abundance
131.0
9.40 9.60 9.80 10.00
5000 m/z 115.00 46.64%
51.0 770 115.0
27.0
98.0 147.0
e R L I I B WL B L S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14040: Benzofuran, 7-methyl- R e REEEREa
132.0 9.40 9.60 9.80 10.00
m/z 83.10 40.30%
5000
51.0
103.0
27.0 ‘ ‘
0....|.“a‘..“‘l..‘k‘.f“.‘..“l‘l..‘..l‘....l..“. N T
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 18:36:49 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 1H-Benzotriazole, 4-methyl- Concentration Rank 6

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

9.79 22.48 ng 1644070 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 98
2 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 96
3 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 70
4 Benzene. l-isocvanato-3-methvl- 133 C8H7NO 000621-29-4 49
5 Isoquinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000091-21-4 43

Abundance Scan 700 (9.788 min): BF092400.D (-698) (-) m/z 104.00 100.00%
104.0
133.1
5000 770
51.0
9.40 9.60 9.80 10.00 10.20
o il 1904 1R 1941 Tz 133.10  61.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14196: 1H-Benzotriazole, 4-methyl-
104.0
133.0
5000 RS LRI SN SULLRN B
510 °0 9.40 9.60 9.80 10.00 10.20
m/z 77.00 39.27%
2r.0 Rl “ ‘ |
0"'I"”I""I“"I"'W”"'I'”'I""I”"I""P"
m/z--> 20 40 100 120 140 160 180 200
Abundance
104.0
133.0 9.40 9.60 9.80 10.00 10.20
5000 m/z 78.00 37.28%
77.0
51.0
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14237: 2H-Indol-2-one, 1,3-dihydro- T
1040  133.0 9.40 9.60 9.80 10.00 10.20
m/z 105.00 27 .56%
5000
51.0
0"'|"“|"M'N”'J1'“'w RS AR RERS SR uAREY RAR RS SRR SRR BN
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00 10.20

8270-BF122116.M Mon Jan 23 18:36:50 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 Phenol, m-tert-butyl- Concentration Rank 19

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

9.83 10.12 ng 739985 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 64
2 Phenol. 4-(l1.1-dimethvipropvl)- 164 C11H160 000080-46-6 64
3 4-Cvanobenzoic acid. 2-(l-adaman... 309 C20H23NO2 1000292-45-1 59
4 Carbamic acid. N-T1l.l1-bis(triflu... 413 C19H25F6NO2 296242-69-8 59
5 2-Fluoro-4-cyanotoluene 135 C8H6FN 170572-49-3 59

Abundance Scan 704 (9.833 min): BF092400.D (-702) (-) m/z 135.10 100.00%
135.1
5000
107.1 i Lt R
411 790 1611 911 9.60 9.80 10.00 10.20
Ol prrer bbb e e i 228 e m/Zz 107.10 19.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22642: Phenol, m-tert-butyl-
135.0
5000 LR IR L SN B
107.0 9.60 9.80 10.00 10.20
410 ' m/z 136.10 12.24%
ST
o) ””\”” T ”\” S
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
135.0
960 9.80 10.00 10.20
5000 107.0 m/z 79.00 10.99%
164.0
Jis0 410 770
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122390: 4-Cyanobenzoic acid, 2-(1-adamantyl)ethyl ester A BT B S
135.0 9.60 9.80 10.00 10.20
m/z 93.10 9.31%
5000 162.0
ol 410 670 %0 || | 309.0
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 280 300 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 unknown9.94 Concentration Rank 9

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

9.94 19.27 ng 1409660 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 4-methoxv- 147 C9HONO 004837-90-5 49
2 1H-Indole. 5-methoxv- 147 C9HONO 001006-94-6 47
3 1H-Indole. 7-methoxv- 147 CO9HONO 003189-22-8 47
4 Cvclopropanamine. N-methvl-1-phe... 147 C10H13N 056771-48-3 38
5 Benzene, 1,2-diethyl-3,4-dimethyl- 162 C12H18 054410-75-2 35

Abundance Scan 713 (9.936 min): BF092400.D (-712) (-) m/z 147.10 100.00%
1471
5000 174.1
192.1 SRR UV R
_— 9.60 9.80 10.00 10.20
0 : : m/z 132.10 48 .46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21564: 1H-Indole, 4-methoxy-
147.0
5000 104.0 AR SRR AR
960 980 1000 10.20
m/z 174.10 38.98%
510 /7.0
0= "|%§ 9'I' “h'l""l‘l'J" T ll%q 'gl'“ IS RREDE SRR SRS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
147.0
ons 3t 980 1000 1020
5000 ' m/z 104.05 34 .34%
77.0
oL15.0 510 130.0
m/z--> ﬁo 4b 65 85 160 150 1&0 160 180 260 250
Abundance #21563: 1H-Indole, 7-methoxy-
104.0 147.0 9.60 9.80 10.00 10.20
m/z 159.10 31.97%
5000
51.0 77.0
0"w"“l'm'l“me"w"AH'“'l“"w"'"“l'“'l“' SN SR AR SR
m/z--> 20 40 80 100 120 140 160 180 200 220 960 980 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 Tetradecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

11.62 9.39 ng 484238 Phenanthrene-d10 11.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Undecanoic acid 186 C11H2202 000112-37-8 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 25

Abundance Scan 860 (11.616 min): BF092400.D (-857) (-) m/z 73.00 100.00%

L

11.40 11.60 11.80 12.00

73.0
43.1
5000 129.1
' ' 185.1 '

01 m/z 60.00 79.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
73.0
43.0
5000 LA L L L L L L L L
129.0 11.40 11.60 11.80 12.00
97.0 185.0 228.0 m/z 43.10 75.51%
d I \“H ‘M I 157.0 ‘
Ol ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 730
R N R A AERaEs s
11.40 11.60 11.80 12.00
5000 m/z 57.10 69.80%
129.0
214.0
97.0 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid e BEE S R
60.0 11.40 11.60 11.80 12.00
m/z 55.10 56.46%
29.0 85.0 129.0
186.0
ool Al sorg | g0 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092400.D

Aca On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.38 10.85 ng 456229 Chrysene-di12 13.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 25
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 25
Abundance Scan 927 (12.382 min): BF092400.D (-925) (-) m/z 73.00 100.00%
431 73.0
5000 ”JJ\W
12:00 12.20 12,40 12.60 12.80
Ot m/z 43.10 96.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.0
5000 LN AL BRI BN
12.00 12.20 12.40 12.60 12.80
m/z 60.00 81.04%
O}QQJ”W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 12:00 12.20 12,40 12.60 12.80
m/ 57.10 78.22Y%
5000 1290 4 0
185.0 228.0
97.0
0 - WL\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid R EREEE R
43.0 73.0 12.00 12.20 12.40 12.60 12.80
m/z 55.10 62.67%
5000 129.0 J“VN\NAJKH”,/\/A\JKJ\wdh/yvﬁ/\
(o} L L o o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1£oo 1250 12h0 1260 12%0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012017\
Data File : BF092400.D

Acq On : 21 Jan 2017 6:27

Operator : UM/SJ

Sample : 11266-01

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF122116.M
Quant Title : 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]
unknown6 .30 6.30 61.4 ng 3148600 1 6.52 1025050 20.0
Bicyclo[2.2.1]hep... 7.56 14.4 ng 916627 2 7.81 1268920 20.0
unknown? .62 7.62 17.2 ng 1090210 2 7.81 1268920 20.0
Dipropylene glycol 8.07 96.9 ng 6146840 2 7.81 1268920 20.0
1-Propanol, 2-(2-... 8.11 80.5 ng 5107640 2 7.81 1268920 20.0
unknown8.18 8.18 37.7 ng 2389890 2 7.81 1268920 20.0
unknown8.29 8.29 15.9 ng 1008430 2 7.81 1268920 20.0
1.alpha., 4a.beta... 8.52 10.3 ng 655484 2 7.81 1268920 20.0
2(1H)-Naphthaleno. .. 8.60 21.6 ng 1371470 2 7.81 1268920 20.0
1-Methylindan-2-one 8.63 13.2 ng 838489 2 7.81 1268920 20.0
1H-Inden-1-one, 2... 8.77 12.9 ng 939768 3 9.56 1463000 20.0
3,5-Dimethyl-1-ad. .. 9.08 20.6 ng 1505350 3 9.56 1463000 20.0
Benzene, (2-methy... 9.74 18.3 ng 1337860 3 9.56 1463000 20.0
1H-Benzotriazole, . .. 9.79 22.5 ng 1644070 3 9.56 1463000 20.0
Phenol, m-tert-bu... 9.83 10.1 ng 739985 3 9.56 1463000 20.0
unknown9 .94 9.94 19.3 ng 1409660 3 9.56 1463000 20.0
Tetradecanoic acid 11.62 9.4 ng 484238 4 11.04 1031720 20.0

5

Octadecanoic acid 12.38 10.9 ng 456229 13.67 840698 20.0
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