LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 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-BF032017.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

2.081 14 17 22 rVB2 61947 102289 1.84% 0.215%
4.984 269 271 274 rBV 292079 375350 6.74% 0.789%
290 rvVB 32070 85457 1.53% 0.180%
5.418 306 309 311 rBV 2243323 2052314 36.86% 4_.313%
5.590 323 324 327 rVB 88243 119736 2.15% 0.252%
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5.670 329 331 334 rVB 688328 650442 11.68% 1.367%
6.081 361 367 369 rBV 33834 69142 1.24% 0.145%
402 rVB2 1437562 1424323 25.58% 2.994%
6.596 409 412 414 rVB 3354343 4143639 74.43% 8.709%
6.824 430 432 434 rBV 1265382 1048045 18.82% 2.203%
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11 6.893 437 438 443 rVV 83946 85009 1.53% 0.179%
12 6.984 443 446 448 rVV 4093801 3911363 70.25% 8.221%
13 7.076 450 454 456 rBV2 354324 386444 6.94% 0.812%
14 7.224 464 467 469 rBvV 223140 269871 4._.85% 0.567%
15 7.384 478 481 483 rBV 2713559 3086815 55.44% 6.488%

16 7.430 483 485 488 rVvv 131400 165586 2.97% 0.348%
17 7.499 488 491 493 rVv2 50199 103641 1.86% 0.218%
18 7.544 493 495 499 rVB3 45730 100390 1.80% 0.211%
19 7.636 500 503 505 rBV3 33257 60884 1.09% 0.128%
20 7.887 518 525 526 rBV3 451777 1030470 18.51% 2.166%

21 7.922 526 528 529 rvv 110293 156502 2.81% 0.329%
22 7.967 529 532 535 rvB2 89420 175317 3.15% 0.368%

23 8.024 535 537 538 rBvV 62544 82627 1.48% 0.174%
24 8.104 542 544 547 rVvV 1132558 1405341 25.24% 2.954%
25 8.162 547 549 551 rVB 73991 71648 1.29% 0.151%

26 8.219 551 554 559 rBV3 59112 159135 2.86% 0.334%
27 8.356 562 566 567 rBv2 86037 147880 2.66% 0.311%
28 8.379 567 568 570 rvv 122080 125552 2.26% 0.264%
29 8.413 570 571 572 rVB 369660 253402 4 _55% 0.533%
30 8.470 572 576 579 rBV 144391 245096 4._.40% 0.515%

31 8.527 579 581 583 rBv2 107106 222538 4._00% 0.468%
32 8.653 589 592 593 rBvV2 55276 98496 1.77% 0.207%
33 8.745 598 600 601 rvB 77237 63360 1.14% 0.133%
34 8.802 604 605 608 rvB 113589 100351 1.80% 0.211%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 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-BF032017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.893 611 613 616 rVB 175886 167265 3.00% 0.352%

36 9.042 622 626 629 rBvV 525174 725461 13.03% 1.525%
37 9.190 636 639 641 rVB 5496360 5567498 100.00% 11.701%

38 9.316 647 650 652 rBvV 63058 62681 1.13% 0.132%
39 9.373 652 655 656 rBv 117445 112056 2.01% 0.236%
40 9.476 661 664 667 rBvV3 29451 60428 1.09% 0.127%

41 9.625 676 677 681 rVB 277779 315454 5.67% 0.663%
42 9.693 681 683 684 rvVv 86560 104534 1.88% 0.220%
43 9.785 687 691 693 rvv 367975 526360 9.45% 1.106%
44 9.865 695 698 700 rvB 1597518 1651619 29.67% 3.471%
45 9.968 705 707 708 rvB 112636 98892 1.78% 0.208%

46 10.082 711 717 720 rBV 563012 672882 12.09% 1.414%
47 10.196 725 727 728 rVvVv2 84130 120904 2.17% 0.254%
48 10.230 728 730 733 rvv2 113360 164683 2.96% 0.346%
49 10.288 733 735 738 rVB2 36082 67771 1.22% 0.142%
50 10.379 740 743 746 rVB2 74569 112110 2.01% 0.236%

51 10.608 758 763 764 rBV2 145658 220051 3.95% 0.462%
52 10.642 764 766 769 rvv2 2283170 3092320 55.54% 6.499%
53 10.733 772 774 777 rvv2 180459 250539 4_50% 0.527%
54 10.779 777 778 781 rVB2 74102 88235 1.58% 0.185%
55 10.939 790 792 794 rBV2 81270 118853 2.13% 0.250%

56 11.019 796 799 800 rvv2 131773 169351 3.04% 0.356%
57 11.053 800 802 804 rvv 86997 145644 2.62% 0.306%
58 11.088 804 805 807 rvB 70106 70526 1.27% 0.148%
59 11.225 816 817 819 rVB 213463 183548 3.30% 0.386%
60 11.339 824 827 829 rvv 1779172 1608968 28.90% 3.382%

61 11.431 833 835 840 rvB4 29839 63028 1.13% 0.132%
62 11.876 872 874 876 rBV 225177 248292 4._46% 0.522%
63 11.922 876 878 884 rVB3 52107 102889 1.85% 0.216%
64 12.036 885 888 892 rvB 191227 235058 4.22% 0.494%
65 12.391 917 919 921 rBV 97366 83788 1.50% 0.176%

66 12.665 940 943 950 rVvB 334016 382541 6.87% 0.804%
67 12.928 963 966 968 rBV 4595413 4801037 86.23% 10.090%
68 13.831 1042 1045 1048 rBV2 44239 64146 1.15% 0.135%
69 13.968 1054 1057 1059 rBV 1037319 1192076 21.41% 2.505%
70 14.162 1072 1074 1079 rVB 161807 178519 3.21% 0.375%

71 14.562 1107 1109 1112 rBV 144443 155663 2.80% 0.327%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

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

Method : Z:\HPCHEMI\BNA F\METHODS\8270-BF032017 .M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 15.374 1177 1180 1182 rBvVY 620981 854942 15.36% 1.797%

73 15.728 1208 1211 1218 rBVY 40207 75085 1.35% 0.158%

74 16.494 1275 1278 1283 rVB 45055 86300 1.55% 0.181%
Sum of corrected areas: 47580452
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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\BF032117\

BF093796.D

21 Mar 2017 14:19

SJ/MA

12263-14

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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19
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.98 7.16 ng 375350 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 10
4 3.3-Dimethvilbutvlamine 101 C6H15N 015673-00-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 271 (4.984 min): BF093796.D (-269) (-) m/z 43.10 100.00%
431
59.1
5000
1011 250 4k0 5h0 530 540
83.1 : : : :
o...,....,....,....','::..,...'!;...6.9-,0....,.~...,....,|....,. m/z 59.10 53.62%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R AL L L
59.0 460 480 500 520 540
0,
150 a0 1010 m/z 101.10 16.74%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 5.00 520 5.40
5000 m/z 58.10 14.98%
58.0
150 579 72.0 100.0
O B e o et it
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.89%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 Cyclopentanone, 2-methyl- Concentration Rank 4

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

5.67 12.41 ng 650442 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 2-methvl- 98 C6H100 001120-72-5 95
2 Cvclohexanone 98 C6H100 000108-94-1 93
3 1-Pentene 70 C5H10 000109-67-1 46
4 2-Pentene. (2)- 70 C5H10 000627-20-3 40
5 2-Pentene 70 C5H10 000109-68-2 40

Abundance Scan 331 (5.670 min): BF093796.D (-329) (-) m/z 55.00 100.00%
9.0
42.0
5000 98.1
69.1 U UL R S
| 83.1 540 560 580 6.00
b e ettt e TmZZz 42.05 73.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3161: Cyclopentanone, 2-methyl-
42.0
55.0
98.0
5000 69.0 U UL R R
540 560 5.80 6.00
28.0 ‘ ‘ 83.0 m/z 98.10 38.70%
0 15.0 M‘\ 1l ‘ i | .
LIS FUELES SRR FULELE UL UL SURELEL SURLLEN ILRLLI S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0
@20 "0 sk 5k 6o
5000 98.0 m/z 41.05 32.70%
69.0
27.0 83.0
15.0
S S S S SR IULIL UL UL UL UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #539: 1-Pentene LI L L L B L B
42.0 540 560 5.80 6.00
m/z 69.10 25.09%
55.0
5000
27.0 70.0
15.0 |
U S L I U UL UL UM UL UL SRR U UL R R
m/z--> 10 20 30 40 50 60 70 80 90 100 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 3 unknown6.60 Concentration Rank 1

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

6.60 79.07 ng 4143640 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 412 (6.596 min): BF093796.D (-409) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 oAl A A T
40.0 540 J 6.20 6.40 6.60 6.80 7.00
Tl -|-|.'.8,19. Auso ) m/z 68.10 34.29%
m/z--> 40 60 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I R R R N
620 640 6.60 6.80 7.00
310 5L0 m/z 134.00 33.66%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 20.72%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl S R R EEE amaa
57.0 132.0 6.20 6.40 6.60 6.80 7.00
240 m/z 96.10 13.49%
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | S—
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 Octanoic Acid Concentration Rank 3

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

7.89 14.67 ng 1030470 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 91
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 Pentanoic acid 102 C5H1002 000109-52-4 50
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 50
5 Butanoic acid 88 C4H802 000107-92-6 47

Abundance Scan 525 (7.887 min): BF093796.D (-518) (-) m/z 60.00 100.00%
6d.0
73.0
5000 43.1
\ 850 10 ey 750 750 500 850
0..,....,....,....|i!.l..,.-.!'.-l...'.l,.!..,.-'“.'.,....,...-.,..'..,..1.2.9,'.1...,....,.. m/z 73.00 72.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19986: Octanoic Acid
60.0
73.0
5000
430 7.60 7.80 8.00 8.20
29.0 gs0 1010 o m/z 43.10 47.52%
o..,%?.-9,...\.\,....hl.\..,.\.w.\\....\,.:..,ﬂ.\.\.,....,‘....,...'.,.1%7.-9...1,44.-9,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60.0
760 7.80 800 820
5000 730 m/z 41.10 43 .55%
2710 410 '
0
0 101.0 115.0
B RS AARRS RRARNRAREN RARAN REARE RN RARRS RARSS RARANERALE LRARE LARES SRS RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4158: Pentanoic acid e
60.0 7.60 7.80 8.00 8.20
m/z 55.10 32.98%
5000 73.0
29.0 41.0
0"v"'v'JHv"JMthw'JP'“"w'l'w'én?"}2¥9'|'“'|'“'l“"l“"l“ IR RS LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 unknown7.97 Concentration Rank 19

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

7.97 2.50 ng 175317 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2.3-Dimethvlthiophane 116 C6H12S 005161-78-4 9
2 Urazole 101 C2H3N302 003232-84-6 7
3 Urea. N.N"-diethvl- 116 C5H12N20 000623-76-7 5
4 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-14-8 5
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 5

Abundance Scan 532 (7.967 min): BF093796.D (-529) (-) m/z 101.10 100.00%
101.1
5000
116.1
a1 581 g, 80 7.60 7.80 8.00 8.20 8.40
e = = = L R e a n e o T m/z 116.10 29.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8005: trans-2,3-Dimethylthiophane
101.0
A A
5000 41.0 116.0 L A R R
59.0 7.60 7.80 8.00 8.20 8.40
74.0 m/z 83.00 14.64%
Ll w0
0 | H Ll ‘ [ ‘ I !
”I”'W'”'P'”I”"'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 10 20 30 80 90 100 110 120
Abundance
101.0
7.60 7.80 8.00 8.20 8.40
5000 300 58.0 m/z 55.10 12.97%
440
18.0 70.0 83.0
G R R RS S AR RS AR RN SRR SERRN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7784: Urea, N,N-diethyl-
30.0 7.60 7.80 8.00 8.20 8.40
m/z 41.10 7.93%
5000 44.0
116.0
0 H ann 55\\0 72\0 830 930 !
mz> 10 % 30 40 % 60 7o 80 80 100 110 130 7.60 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 Cyclohexane, isothiocyanato- Concentration Rank 11

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

8.41 3.61 ng 253402 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. isothiocvanato- 141 C7H11INS 001122-82-3 97
2 Cvclopentane. 1-methvl-2-(2-prop... 124 C9H16 050746-53-7 46
3 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 38
4 1-Hexene. 6-bromo- 162 C6H11Br 002695-47-8 38
5 Cyclohexane, bromo- 162 C6H11Br 000108-85-0 35

Abundance Scan 571 (8.413 min): BF093796.D (-570) (-) m/z 55.10 100.00%
54.1

83.1 141.1
5000 41.1 LM

67.1 _r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'—
| 98.0 8.00 820 840 8.60 8.80
',...|.,!...,-..--..,...:,...1.}.2.9.,..1%9,.1...,!-...,. m/z 141.10 61.87%

N N o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18250: Cyclohexane, isothiocyanato-
55.0
83.0
41.0 141.0
5000 [TrT T r[rrrr[ryrrrrrrrr

8.00 820 8.40 860 8.80
27.0 67.0 m/z 83.10 56.83%

15.0 M ‘ .l 11 ‘ \‘\ 980 112.0124.0 "
T T T T R T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55.0 83.0

o

41'0 _r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'-
8.00 820 840 8.60 8.80
5000 67.0 m/z 41.10 45_.03%
27.0
ol 150 95.0 109.0 124.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10328: Cyclohexane, 2-propenyl- T T
55.0 83.0 800 820 840 860 880

m/z 82.10 26 .30%

41.0
5000
27.0 67.0
96.0 124.0
0 15.0 ‘\ ‘H Al | [~ 109.0 ",
B e R A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 unknown8.47 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.47 3.49 ng 245096 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 38
2 d-Glucohexodialdose 178 C6H1006 1000149-19-1 37
3 Pentanoic acid. ethvl ester 130 C7H1402 000539-82-2 27
4 1-(p-Toluidino)-1-deoxv-.beta.-d... 269 C13H19NO5 1000226-06-4 25
5 I-Tyrosinol 167 C9H13NO2 1000131-27-0 22
Abundance Scan 576 (8.470 min): BF093796.D (-572) (-) m/z 60.00 100.00%

41.1 0.0 73.0

5000

8.20 8.40 8.60 8.80
m/z 57.05 94 .92%

‘ 87.0 1011 115.1 1291

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #12979: Heptanoic acid
60.0

o

5000 73.0 LI L L B
27.0 41.0 8.20 8.40 8.60 8.80

87.0 m/z 41.10 84 .62%
“ | 10101330 130.0

O R T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
60.0 73.0
R REREEEE SRS
8.20 8.40 8.60 8.80
s000| 29.0 m/z 73.05 83.55%
430 101.0
85.0

119.0131.0143.0 161.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #13024: Pentanoic acid, ethyl ester R e B
29.0 57.0 88.0 8.20 8.40 8.60 8.80
m/z 43.10 69.10%
5000
41.0
73.0 101.0
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:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 9 Tetramethyl succinimide Concentration Rank 13

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

8.53 3.17 ng 222538 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetramethvl succinimide 155 C8H13NO02 003566-61-8 80
2 1-Butene. 3.3-dimethvl- 84 C6H12 000558-37-2 72
3 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 64
4 Pvrrolidin-2-one., 5-pentvl- 155 C9H17NO 003817-18-3 38
5 2-Azetidinone, 3,3,4,4-tetramethyl- 127 C7H13NO 013423-22-8 38

Abundance Scan 581 (8.527 min): BF093796.D (-579) (-) m/z 84.10 100.00%
69.1 84.1
5000
41.1
55.0 155.1
8.20 8.40 8.60 8.80
112.1
Obrerrrrrprrrrrrrritlo il el S90S 12711412 | 069,10 84, 46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26760: Tetramethyl succinimide
84.0
69.0
A
2000 41.0 820 840 8.60 8.80
155.0 m/z 41.10 35.96%
150 270 560 | 97.0 112.0 127.0140.0
m/z--> 10 20 30 40 50 60 75 80 90 100 110 120 130 140 150 160
Abundance
41.0 63.0
820 840 860 880
5000 m/z 55.00 13.75%
84.0
oL 150 27.0 57.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1487: 2-Pentene, 4-methyl-, (2)- N T T
41.0 69.0 8.20 8.40 8.60 8.80
m/z 155.10 12.71%
5000
84.0
27.0 55.0
0'WH“V“W““HMW“MVHWH“V“WH“VHWH“V“W““P“W“HVH AR RN LU AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 Benzylmalonic acid Concentration Rank 20

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

8.89 2.38 ng 167265 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 BenzviImalonic acid 194 C10H1004 000616-75-1 91
2 Benzenepropanoic acid 150 C9H1002 000501-52-0 90
3 4-Nitrosophenvl-_beta.-phenvlpro... 255 C15H13N03 1000129-40-0 86
4 3-Phenvl-propionic acid. isoprop... 192 C12H1602 022767-95-9 64
5 Benzeneacetic acid, methyl ester 150 C9H1002 000101-41-7 38

Abundance Scan 613 (8.893 min): BF093796.D (-611) (-) m/z 91.05 100.00%
91.0
5000
51.0 1] 8.60 8.80 9.00 9.20
Ol L m/z 104.10 49.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51410: Benzylmalonic acid
91.0
5000 150.0 860 880 9.00 9.20
510 m/z 150.10 30.70%
27.0
I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91.0
860 880 9.00 9.20
5000 150.0 m/z 105.10 18.16%
o 39.0 650 131.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91419: 4-Nitrosophenyl-.beta.-phenylpropionate
91.0 8.60 8.80 9.00 9.20
m/z 77.00 16.72%
5000
150.0
51.0
X T S 1 B | DUOOY GV ¥ | I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 n-Decanoic acid Concentration Rank 5

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

9.04 8.78 ng 725461 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 91
2 Heptanoic acid 130 C7H1402 000111-14-8 53
3 Nonanoic acid 158 C9H1802 000112-05-0 53
4 Octanoic Acid 144 C8H1602 000124-07-2 50
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 50

Abundance Scan 626 (9.042 min): BF093796.D (-622) (-) m/z 60.00 100.00%
60.0 73.0
411
5000 1291
TLoral51 | 11 5B 500 9.0 o0
0 : m/z 73.00 91.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37192: n-Decanoic acid
60.0 73.0
41.0
5000
27l 129.0 8.80 9.00 9.20 9.40
| 87.0 m/z 41.10 59.41%
‘ | ‘ 101.0115.0 143.0 172.0
0...|..‘..‘i‘.‘..”l“ .‘l‘ﬁ‘.l“‘l‘...“l‘...‘l“.|..‘..|‘.....|..l.|
m/z--> 20 40 60 80 100 120 140 160
Abundance
60.0
880 9.00 9.20 940
5000 73.0 m/z 43.05 52.92%
970 410
87.0
o 101.0115 0 130.0
miz--> 20 40 6 80 100 120 140 160
Abundance #28742: Nonanoic acid L B AR,
60.0 8.80 9.00 9.20 9.40
73.0 m/z 55.10 47.21%
5000
41.0
OIIIIIH "l“ “I‘\\ M‘|l“‘|‘|||‘||||‘||1|43|.(|)f|-5|‘8|.0||||| T T
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 12 3-tert-Butyl-4-hydroxyanisole Concentration Rank 10

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

9.62 3.82 ng 315454 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-tert-Butvl-4-hvdroxvanisole 180 C11H1602 000121-00-6 64
2 3" .5"-Dimethoxvacetophenone 180 C10H1203 039151-19-4 58
3 Phenol. 3-(l1l.1-dimethvlethvI)-4-.__. 180 C11H1602 000088-32-4 58
4 Benzenamine. N-ethvIl-N-methvl-4-_.. 180 C9H12N202 056269-48-8 55
5 Ethanone, 1-(2,5-dimethoxyphenyl)- 180 C10H1203 001201-38-3 55

Abundance Scan 677 (9.625 min): BF093796.D (-676) (-) m/z 57.10 100.00%
571 165.1
5000 1371
B | 90 1o 102 2212 Tglo Sk Sho 1000
Obrrrrme .||'.'. il h .||.|IJ.I,J.1|I]: .'|!”. ,'.“.”. I"Iil'l " .".I‘l Iul.l:l.:l byl i | (- I| S m/z 165.05 83.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42460: 3-tert-Butyl-4-hydroxyanisole
165.0
137.0
5000 HERSE UL R RN SN
9.40 9.60 9.80 10.00
770 m/z 43.10 53.59%
150 410 s9.0 | | 1080 |
0 ..‘.l....l....l....“l...‘.l.”.‘.‘.l”l‘...‘ ..”..l....l‘....  EAERERRES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
165.0
940 9.60 9.80 10.00
5000 137.0 m/z 41.10  41.47%
43.0 770 1970
15.0
G s R A I A S RS SRS RN RRARS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42486: Phenol, 3-(1,1-dimethylethyl)-4-methoxy- T
165.0 9.40 9.60 9.80 10.00
m/z 180.15 40.59%
5000 1370
41.0 770 1010
o) — ””\‘I\I\IHI FTIPPRIR FVVNT IR 1 RSN TSRV Y| N N \”” S Y 1 S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 Ethanone, 1-(3-hydroxy-4-me... Concentration Rank 9

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

9.78 6.37 ng 526360 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(3-hvdroxv-4-methoxv... 166 C9H1003 006100-74-9 97
2 Ethanone. 1-(4-hvdroxv-3-methoxv... 166 C9H1003 000498-02-2 97
3 Ethanone. 1-TI4-(methvithio)phenvl1l- 166 C9H100S 001778-09-2 90
4 Ethanone. 1-(2-hvdroxy-6-methoxv... 166 C9H1003 000703-23-1 80
5 Stibine, trimethyl- 166 C3H9Sb 000594-10-5 78

Abundance Scan 691 (9.785 min): BF093796.D (-687) (-) m/z 151.10 100.00%
151.1
5000
123.1 I
431 650 167.1 9.40 9.60 9.80 10.00
Ot e AT 2061 1 g0 166.10  48.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33809: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-
151.0
5000 USRI S L SR
9.40 9.60 9.80 10.00
123.0 m/z 123.05 23.60%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
151.0
040 9.60 9.80 10.00
5000 m/z 108.00 10.52%
123.0
oL 150 B0 650 g30 167.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33864: Ethanone, 1-[4-(methylthio)phenyl]-
151.0 9.40 9.60 9.80 10.00
m/z 152.10 8.29%
5000
45.0 . 123.0
oL 260 |, 639" o0 | | 1670
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:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 14 Dodecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.08 8.15 ng 672882 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 95
2 Undecanoic acid 186 C11H2202 000112-37-8 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 59
4 Hexanoic acid 116 C6H1202 000142-62-1 38
5 Butanoic acid 88 C4H802 000107-92-6 35
Abundance Scan 717 (10.082 min): BF093796.D (-711) (-) m/z 73.00 100.00%
73.0
43.0
5000
121 ey T T .f&...
LJ‘L 97.1 200.2 9.80 10.00 10.20 10.40
0 H30 1831 m/z 60.00 92.16%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #56046: Dodecanoic acid
60.0
43.0
5000 L UL BRI BN B
g5.0 1290 9.80 10.00 1020 10.40
' m/z 43.05 70.31%
2710 ‘ 101.0 ‘ 200.0
Oy .‘. i .‘i‘k‘. .“H.‘l‘ IM . .h‘l..‘k. e "i"""l i .‘. .1?:.39. i l”
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60.0
''9.80 10.00 10,20 1040
5000 43.0 m/z 41.10 64.10%
85.0 129.0
O el e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #37189: n-Decanoic acid T
60.0 9.80 10.00 10.20 10.40
m/z 55.10 58.06%
5000 41.0
129.0
87.0
112.0 172.0
o L Y . i e A
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10. oo 10 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 2(3H)-Benzothiazolone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.73 3.11 ng 250539 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3HY-Benzothiazolone 151 C7H5NOS 000934-34-9 97
2 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 59
3 6-Methvl-7-0x0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 43
4 1.4-Benzenediol. 2-(1.1-dimethvl... 166 C10H1402 001948-33-0 43
5 4-Methoxyformanilide 151 C8H9NO2 023896-88-0 35

Abundance Scan 774 (10.733 min): BF093796.D (-772) ( ) m/z 151.00 100.00%

96.0 51.0
123.0
5000
450 690

10.40 10.60 10.80 11.00

o et 2831 "7z 96.00 83.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23618: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000 AR R

10.40 10.60 10.80 11.00
m/z 123.00 64.84%

69.0
28.0 45.0
ol 20 e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
151.0
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r

10.40 10.60 10.80 11.00

5000 m/z 69.00 19.39%
96.0
50.0 69.0 123.0
ot e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23579: 6-Methyl-7-ox0-4,7-dihydro-triazolo(3,2-c)triazine T
151.0 10 40 10 60 10 80 11. OO
1230 m/z 45.00 14.46%
67.0
5000
42.0 83.0
m/z--> 20 80 100 120 140 160 180 10 40 10 60 10 80 11. OO

8270-BF032017.M Wed Mar 22 18:20:25 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 Tridecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.88 3.09 ng 248292 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 59
5 Undecane 156 C11H24 001120-21-4 11
Abundance Scan 874 (11.876 min): BF093796.D (-872) (-) m/z 43.10 100.00%
431  73.0
5000 4\»~\J\f\,NN_NAL\“/\&VVA_,NAV
129.1
97.1 e —
I 157.1 g5 2132 0563 1160 1180 12.00 12.20
O m/z 73.00 95.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0 e A EEEER R
nmnmnmnm
m/z 60.00 85.93%
0 I .‘l . .‘i‘.‘. .”l“l‘.‘l‘.‘. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
11,60 11.80 12.00 12.20
5000 730 m/z 57.10 77.67%
129.0 256.0
o 97.0 152,0171.0 19402130 237.0
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo
Abundance #83686: Pentadecanoic acid R B e Al AAEE.
43.0 730 11.60 11.80 12.00 12.20
m/z 41.10 76.12%
5000 129.0

%

R EEmEL T B mmm B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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-Mercaptobenzothiazole Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.92 ng 235058 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
2 2-Methoxvthiobenzamide 167 C8HINOS 042590-97-6 53
3 5-Fluoro-2-methvl-benzothiazole 167 C8H6FNS 000399-75-7 52
4 27 .47 -Dihvdroxvacetophenone oxime 167 C8HONO3 1000212-89-5 46
5 3-Methoxythiobenzamide 167 C8HONOS 064559-06-4 45
Abundance Scan 888 (12.036 min): BF093796.D (-885) (-) m/z 167.00 100.00%
167.0
5000
109.0 T en 150 1990 1540
450 69.0 910 123.0 140.0 185.1 11.80 12.00 12.20 12.40
0 m/z 109.00 13.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34078: 2-Mercaptobenzothiazole
167.0
5000 LRI BN UL BN B
11,80 12.00 12.20 12.40
90 oo 1090 m/z 108.00 13.58%
J 20 4s0 T O BOum00
miz--> 20 40 60 80 100 150 W i i
Abundance
167.0
134.0 11.80 12.00 12.20 12.40
5000 m/z 69.00 11.90%
106.0
. 46.0 60.0 76.0 g9 1200 | 149.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #34115: 5-Fluoro-2-methyl-benzothiazole T
167.0 11,80 12.00 12.20 12.40

m/z 123.00 10.44%

69.0
15.0 31.0 450 | 830 100.0 | 1400 ‘

i HfE i I M I S At it

m/z--> 20 40 60 80 100 120 140 160 180 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.66 6.42 ng 382541 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Undecanoic acid 186 C11H2202 000112-37-8 46
Abundance Scan 943 (12.665 min): BF093796.D (-940) (-) m/z 43.10 100.00%
43.1 .0
0% __A”L_
12,40 12,60 12.80 13.00
b m/z 73.00 98.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.0
5000 AR NN SRR SUNLILR B
12.40 12.60 12.80 13.00
m/z 57.05 79 .59%
O}QQJ”W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0  73.0
12.40 12,60 12.80 13.00
0
5000 1290 m/z 60.00 79 .59%
185.0
97.0
) 180 1570 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid ST T
43.0 73.0 12.40 12.60 12.80 13.00
m/z 55.05 74 .03%
5000 129.0 H\V_‘JA\“_NﬁWA\b\%‘_beV—jv
(o} e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1£4o 1£GO 12%0 1350
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 2-Ethyl-1-dodecanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

14.16 3.00 ng 178519 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 80
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 72
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 70
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 68
5 Eicosane, 9-cyclohexyl- 364 C26H52 004443-61-2 64

Abundance Scan 1074 (14.162 min): BF093796.D (-1072) (-) m/z 57.05 100.00%

57.0

5000

-

13.80 14.00 14.20 14.40
m/z 43.05 68.03%

o 47.0168.2 196.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65764: 2-Ethyl-1-dodecanol
57.0

:

5000

13.|80 14.'00 14.'20 14.'40
111.0 m/z 71.10 64 .59%

139.0 168.0 196.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

57.0
T T e T
13.80 14.00 14.20 14.40
5000 83.0 m/z 55.05 51.70%
29.0 111.0

139.0 1680 196.0 224.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester I NI o e o e e
57.0 13.80 14.00 14.20 14.40
0
83.0 m/z 97.05  48.01%
5000
111.0
. 2?‘-0‘ [ ) 139.0 1650  210.0 238.0
REREERERES D R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093796.D

Aca On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .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 1-Hexadecanesulfonyl chloride Concentration Rank 18

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

14 .56 2.61 ng 155663 Chrysene-di12 13.97

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 81

2 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 72

3 Cvclotetracosane 336 C24H48 000297-03-0 68

4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 68

5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 62
Abundance Scan 1109 (14.562 min): BF093796.D (-1107) (-) m/z 55.00 100.00%

54,0

5000

-

14.20 14.40 14.60 14.80
m/z 57.10 92.72%

0!

m/z--> 50 100 150 200 250 300 350
Abundance #129672: 1-Hexadecanesulfonyl chloride
57.0
83.0
5000 LA L L L L L L L LB B
111.0 14.20 14.40 14.60 14.80
29.0 m/z 43.10 59.93%
\h | ‘\13?0\167'0 19§'022‘\LO 2710 307.0
olrdb ol Wl i e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
A M
14.20 14.40 14.60 14.80
5000 83.0 m/z 69.05 51.33%
29.0
111.0
. 139.0 168.0  210.0238.0
— T T T
m/z--> 50 100 150 200 250 300 350
Abundance #135652: Cyclotetracosane e e A A et S
43.0 83.0 14.20 14.40 14.60 14.80
: m/z 83.10 48.38%
5000
111.0
ol || | 1139-0167.0 196.0224.0250.0 279.0 308.0 336.0
T e e A R
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF032017.M Wed Mar 22 18:20:29 2017 Page: 23



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032117\
Data File : BF093796.D

Acq On : 21 Mar 2017 14:19

Operator : SJ/MA

Sample : 12263-14

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .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]
2-Pentanone, 4-hy... 4.98 7.2 ng 375350 1 6.82 1048050 20.0
Cyclopentanone, 2... 5.67 12.4 ng 650442 1 6.82 1048050 20.0
unknown6 .60 6.60 79.1 ng 4143640 1 6.82 1048050 20.0
Octanoic Acid 7.89 14.7 ng 1030470 2 8.10 1405340 20.0
unknown? .97 7.97 2.5 ng 175317 2 8.10 1405340 20.0
Cyclohexane, isot... 8.41 3.6 ng 253402 2 8.10 1405340 20.0
unknown8 .47 8.47 3.5 ng 245096 2 8.10 1405340 20.0
Tetramethyl succi... 8.53 3.2 ng 222538 2 8.10 1405340 20.0
Benzylmalonic acid 8.89 2.4 ng 167265 2 8.10 1405340 20.0
n-Decanoic acid 9.04 8.8 ng 725461 3 9.86 1651620 20.0
3-tert-Butyl-4-hy... 9.62 3.8 ng 315454 3 9.86 1651620 20.0
Ethanone, 1-(3-hy... 9.78 6.4 ng 526360 3 9.86 1651620 20.0
Dodecanoic acid 10.08 8.2 ng 672882 3 9.86 1651620 20.0
2(3H)-Benzothiazo... 10.73 3.1 ng 250539 4 11.34 1608970 20.0
Tridecanoic acid 11.88 3.1 ng 248292 4 11.34 1608970 20.0
2-Mercaptobenzoth... 12.04 2.9 ng 235058 4 11.34 1608970 20.0
Octadecanoic acid 12.66 6.4 ng 382541 5 13.97 1192080 20.0
2-Ethyl-1-dodecanol 14.16 3.0 ng 178519 5 13.97 1192080 20.0
1-Hexadecanesulfo... 14.56 2.6 ng 155663 5 13.97 1192080 20.0
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