LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 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 2.804 85 89 94 rvVB 33891 80196 1.11% 0.151%
2 3.696 161 167 172 rBvV2 49632 111199 1.54% 0.210%
3 3.924 185 187 192 rBvV2 38543 102495 1.42% 0.194%
4 4.096 199 202 211 rvVB 136378 233187 3.22% 0.440%
5 4 .656 250 251 263 rVB 565119 987204 13.63% 1.865%
6 5.090 284 289 291 rBV 86980 119283 1.65% 0.225%
7 5.136 291 293 296 rBVY 2187675 2755582 38.06% 5.205%
8 5.284 302 306 310 rVB 183502 238444 3.29% 0.450%
9 5.879 352 358 360 rBV3 43764 90240 1.25% 0.170%
10 6.222 385 388 394 rBVY 1275296 2036785 28.13% 3.847%

11 6.324 394 397 402 rVB 5418192 5362316 74.06% 10.128%
12 6.553 414 417 419 rBV 1243170 1239476 17.12% 2.341%
13 6.599 419 421 423 rVB2 73944 111569 1.54% 0.211%
14 6.656 423 426 428 rVB4 64049 110720 1.53% 0.209%
15 6.713 428 431 433 rBV 4004289 5168087 71.38% 9.762%

16 6.884 442 446 449 rBv4 68263 144577 2.00% 0.273%
17 7.124 464 467 470 rBV 3052122 4529186 62.55% 8.555%
18 7.182 470 472 476 rVB4 119786 251017 3.47% 0.474%
19 7.250 476 478 480 rBV2 107466 116543 1.61% 0.220%
20 7.319 482 484 490 rVB2 149270 259909 3.59% 0.491%

21 7.410 490 492 494 rBvV 379486 374435 5.17% 0.707%
22 7.456 494 496 498 rBvV 111329 130325 1.80% 0.246%
23 7.536 500 503 504 rvB 238985 336934 4._.65% 0.636%
24 7.582 504 507 509 rvB 122228 141549 1.95% 0.267%
25 7.776 521 524 526 rBV2 89519 99822 1.38% 0.189%

26 7.845 527 530 531 rvv 1330217 1756487 24.26% 3.318%
27 7.890 531 534 537 rvB2 285641 519991 7.18% 0.982%
28 8.050 546 548 553 rBV3 66779 193413 2.67% 0.365%
29 8.142 553 556 558 rvv 71215 167484 2.31% 0.316%
30 8.290 565 569 571 rBV 43998 84572 1.17% 0.160%

31 8.473 580 585 587 rBvV3 94921 193698 2.68% 0.366%
32 8.542 589 591 593 rvB2 78896 109224 1.51% 0.206%
33 8.690 601 604 607 rvv4 62292 118783 1.64% 0.224%
34 8.759 607 610 614 rVB4 40954 109373 1.51% 0.207%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

Method
Title

35 8.919 621 624 627 rVB 5302729 7240495 100.00% 13.676%

36 9.319 657 659 663 rvB 154524 171777 2.37% 0.324%
37 9.582 680 682 685 rBV 1484591 1816798 25.09% 3.432%
38 9.776 697 699 702 rBV 76303 84042 1.16% 0.159%
39 10.039 718 722 724 rVB3 47765 85670 1.18% 0.162%
40 10.382 749 752 754 rBV 3502553 4084370 56.41% 7.715%

41 10.953 797 802 809 rBv2 105138 173503 2.40% 0.328%
42 11.068 809 812 814 rBV 1373326 1692279 23.37% 3.196%
43 11.616 858 860 864 rBv2 124386 170305 2.35% 0.322%
44 12.405 927 929 931 rBV 84588 127750 1.76% 0.241%
45 12.485 934 936 939 rVB2 265644 288327 3.98% 0.545%

46 12.656 948 951 953 rBV 5387260 6140642 84.81% 11.599%
47 13.194 995 998 1000 rBV 191083 187948 2.60% 0.355%
48 13.571 1028 1031 1039 rBV2 47246 97121 1.34% 0.183%
49 13.685 1039 1041 1044 rBV 988620 1231395 17.01% 2.326%
50 15.045 1157 1160 1163 rBV 747912 966598 13.35% 1.826%

Sum of corrected areas: 52943125
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

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

Abundance TIC: BF092335.D
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Abundance TIC: BF092335.D
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Abundance TIC: BF092335.D
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Library Search

Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 9

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

4.10 3.76 ng 233187 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 91
2 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 83
3 1.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 83
4 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 83
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 80

Abundance Scan 202 (4.096 min): BF092335.D (-199) (-) m/z 95.10 100.00%
95.1
5000
6r.1 110.1 A N H WD .
410 551 77.0 g g 3.80 4.00 4.20 4.40
B e B B L B e Bl m/z 67.10 29.25%
m/z--> 10 20 30 50 60 70 80 90 100 110
Abundance #5855: Cyclopentene, 1,2,3-trimethyl-
95.0
5000
67.0 380 4.00 4.20 4.40
110.0 m/z 110.10 21.13%
270 390 550 77.0
~|}9q|-~W|~-jﬂ---ﬂ--w-“ﬁu--ﬁH-n-Nﬂl-un--w--w
m/z--> 10 40 50 70 80 90 100 110
Abundance
95.0
S AR SRS RS R
3.80 4.00 4.20 4.40
5000 67.0 m/z 55.10 11.17%
110.0
o70 410 55.0 82.0
RSN NI UL IURELI I UL SO I SUL L UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5843: 1,4-Hexadiene, 2,3-dimethyl-
95.0 3.80 4.00 4.20 4.40
m/z 41.05 10.30%
41.0
67.0
5000
“ 81.0
'w"'w"'h"'Wl“'w“*'w'”'m"ﬂht"w'“'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.66 15.93 ng 987204 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 251 (4.656 min): BF092335.D (-250) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 4.40 4.60 4.80 5.00
el e w0 e e 57, 80
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "0 aho 4k 5h
0
150 a0 1010 m/z 101.00 17.77%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 5.00
5000 m/z 58.10 14 .92%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- AR RS SRR S
59.0 440 4.60 4.80 5.00
m/z 41.05 8.90%
5000
410 101.0
150 30 ))s00,,| 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 3 unknown5.28 Concentration Rank 7

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

5.28 3.85 ng 238444 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. (2D)- 112 C8H16 007642-04-8 46
2 Heptane. 4-methvlene- 112 C8H16 015918-08-8 43
3 2-Heptene. 5-methvl- 112 C8H16 022487-87-2 43
4 1-Hexene., 5-methvl- 98 C7H14 003524-73-0 38
5 Cyclopentanone, 2,2-dimethyl- 112 C7H120 004541-32-6 38

Abundance Scan 306 (5.284 min): BF092335.D (-302) (-) m/z 56.05 100.00%
58.0
41.0
5000 8L1
67.0
o771 121
“ I | H| | | | 5.00 5.20 5.40 5.60
e e m/z 41.05 72.95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6468: 2-Octene, (2)-
410 550
29.0
5000 RS RN RN R
70.0 500 520 540 5.60
‘ 83.0 112.0 m/z 55.10 66 .25%
"”I'”'I”"Vk'Wﬁlil'”wf”"PM'W'?EQ'”'I”"P
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
56.0
5.00 5.20 5.40 5.60
5000 41.0 69.0 m/z 57.00 52.08%
84.0 112.0
L AL UL JUR LI JULELELS S UL SRR SURILISE SIS B B
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6498: 2-Heptene, 5-methyl- —v—v—rrrva,vvv,vvé
410 56.0 5.00 5.20 5.40 5.60
' m/z 81.10 46.91%
5000
29.0 70.0 112.0
‘ 83.0
“"l“'Hl“"“”"ﬁH 'w'J”w"'wh"w"'w"'w"w'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 unknown6.32 Concentration Rank 1

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

6.32 86.53 ng 5362320 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 397 (6.324 min): BF092335.D (-394) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 50 || oo 000 60 650 e k0
T PO S | N .- D [ £ SN | N m/z 68.10 46.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SN SRR LRSS SRR
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 33.65%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 620 6.40 6.60
5000 m/z 66.05 28 .34%
104.0
140 270 39.0 510 00770 o9, 115.0
wmwmmﬁrwﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A e
132.0 6.00 6.20 6.40 6.60
m/z 69.05 18.60%
117.0
5000
39.0 910
o | S0 @omo | wso || |
\ | | \\ | 1
m/z--> 10 20 30 40 50 60 70 80 95 160 110 120 130 140 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 Benzene, 1,4-diethyl- Concentration Rank 12

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

6.88 2.33 ng 144577 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 94
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 90
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 83
5 1-Methyl-1-silabenzocyclobutene 134 C8H10Si 160841-06-5 83

Abundance Scan 446 (6.884 min): BF092335.D (-442) (-) m/z 119.10 100.00%
1051 1181
5000 134.1
M1 g5 O 91.0

| | L T
reprerrprrrer el e e W L m/z 105.10 82.78%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14328: Benzene, 1,4-diethyl-
105.0 119.0
5000 134.0
91.0 6.60 6.80 7.00 7.20
m/z 134.10 49 _.40%
270 410 g, 650 O
SN TN O RN WA O | RO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0 119.0
6.60 6.80 7.00 7.20
5000 134.0 m/z 69.10 29.25%
91.0
77.0
150 27.0 39.0 51.0 65.0
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14331: Benzene, 1,3-diethyl- e
105.0 119.0 6.60 6.80 7.00 7.20
m/z 91.00 25.46%
5000 134.0
91.0
27.0 %90 510 50 77"0 | ‘
Ly \ \ L I Lill L !

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 Adamantane Concentration Rank 6

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

7.18 4_.05 ng 251017 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 93
2 2.5-Methano-1H-indene. octahvdro- 136 C10H16 019026-94-9 72
3 7-Methvlene-9-oxa-bicvclol3.3.11... 136 C9H120 1000193-85-5 68
4 Bicvclol3.3.11non-2-en-9-one 136 C9H120 004844-11-5 58
5 Tricyclo[4.4.0.0(2,8)]decane 136 C10H16 049700-59-6 52

Abundance Scan 472 (7.182 min): BF092335.D (-470) (- m/z 136.10 100.00%
67.0 136.1
79.0 93.0
5000

6.80 7.00 7.20 7.40 7.60

158.0
m/z 67.00 91.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15137: Adamantane
136.0
79.0 93.0
5000 LA L L L L L L L L L
67.0 6.80 7.00 7.20 7.40 7.60
3.0 m/z 79.05  73.14%
53.0 107.0 121.0
Sl | T N el
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
136.0
79.0 IIIIIIIIIIIIIIIIIIIIIIII
94.0 6.80 7.00 7.20 7.40 7.60
5000 67.0 m/z 93.00 66.45%
41.0 121.0
107.0

27.0 53.0

mmmmmmﬁm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #15942: 7-Methylene-9-oxa-bicyclo[3.3.1]non-2-ene
67.0 6.80 7.00 7.20 7.40 7.60
m/z 80.00 47 .68%
780 136.0
5000 41.0
27.0 a 107.0
L H | me
..,...l‘,...:l:‘...;‘.‘l‘.‘.,.‘..l‘,...l,l‘..., i ‘ ST N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 11

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

7.32 2.96 ng 259909 Naphthalene-d8 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methyl- 148 C11H16 002050-24-0 70
2 Benzene. 2.4-diethyl-1-methvl- 148 C11H16 001758-85-6 45
3 m-Ethvlacetophenone 148 C10H120 022699-70-3 38
4 Ethanone. 1-(3.4-dimethvlphenvl)- 148 C10H120 003637-01-2 35
5 Ethanone, 1-(2,5-dimethylphenyl)- 148 C10H120 002142-73-6 35

Abundance Scan 484 (7.319 min): BF092335.D (-482) (-) m/z 133.10 100.00%
119.1 133.1
105.0
5000 79.0 91.0 1481
39.0
53.0 67.0

‘ | | | 7.00 7.20 7.40 7.60
bl il M Tm/z 119.05  89.38%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21819: Benzene, 1,3-diethyl-5-methyl-
119.0 133.0
5000
91.0 148.0 7.00 7.20 7.40 7.60
105.0

m/z 135.10 85.46%

77
39.0 51.0 65.0
27.0
5.0 =97 | ) ‘H

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
133.0
119.0 R L A ma
7.00 720 7.40 7.60
0
5000 148.0 m/z 105.00 66 .88%
910 41050

0 39.0 51.0 650 70

15.0 27.
Wwwmmﬁmﬁmwmrrmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21647: m-Ethylacetophenone
138.0 7.00 7.20 7.40 7.60
m/z 91.00 54 .44%
5000
105.0 148.0
79.0
43.0
15.0 27.0 |, 630 || 910 || 1180 | ‘
T T T T R T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60

8270-BF122116.M Wed Jan 18 06:34:41 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 9 1H-Indene,2,3-dihydro-2,2-d... Concentration Rank 5

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

7.41 4.26 ng 374435 Naphthalene-d8 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene.2.3-dihvdro-2.2-dimethvl- 146 C11H14 020836-11-7 91
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
3 .alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 91
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 91
5 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 91

Abundance Scan 492 (7.410 min): BF092335.D (-490) (-) m/z 131.05 100.00%
1311
5000
146.1
91.0 115.0
390 5.0 650 77.0 | 1030 | I 7.00 7.20 7.40 7.60 7.80
St AV M a1 | BN S m/z 146.10 27.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20737: 1H-Indene,2,3-dihydro-2,2-dimethyl-
131.0
146.0
5000
7.00 7.20 7.40 7.60 7.80
91.0 115.0 m/z 91.00 21.71%
51'9 6?'0 77:0 A 1OH4'O M\ L il
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 114.95 15.13%
146.0
115.0

27.0 390 510 g40 770 910 103.0

mmmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #20750: .alpha.,.beta.,.beta.-Trimethylstyrene
131.0 7.00 7.20 7.40 7.60 7.80
146.0 m/z 129.10 11.67%
5000 91.0
39.0 51.0 65.0 77.0 1030115.0
n,””“.Jﬁ”.w”wﬂbq“M\u”ﬂ.”ﬂm.“iM.dmL.qu,””
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 720 7.40 7.60 7.80

8270-BF122116.M Wed Jan 18 06:34:42 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 10 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 8

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

7.54 3.84 ng 336934 Naphthalene-d8 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 94
2 Bicvclol4.2.0locta-1.3.5-triene.... 146 Cl11H14 027087-54-3 93
3 Benzene. 1-methvl-4-(l-methvl-2-.__. 146 C11H14 097664-18-1 93
4 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 91
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91

Abundance Scan 503 (7.536 min): BF092335.D (-500) (-) m/z 131.10 100.00%
131.1
5000
146.1
39.0 51.0 631 77.0 91|'0 103.011?0 7.20 7.40 7.60 7.80
Obrrrrrrprresprr et ety el | MZz 146.10 27 46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20742: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000
146.0 7.20 7.40 7.60 7.80
91.0 115.0 ' m/z 91.00 19.33%
7o WO S0 w0 70 | o7’ |
| ! i 1 | L. | b !
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131.0
7.20 7.40 7.60 7.80
5000 m/z 115.00 14.43%
91.0
146.0
77.0 103.0 115.0

27.0 390 510 @390

wmmmmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #20775: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0 7.20 740 7.60 7.80
m/z 129.10 10.85%
5000
91.0 146.0
116.0
27.0 390 510 650 77.0 ‘ 105.0 |
A NN Ll Ly Ll | A in
e e e e e e e e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 740 7.60 7.80

8270-BF122116.M Wed Jan 18 06:34:42 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 11 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 14

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

8.05 2.20 ng 193413 Naphthalene-d8 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 93
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 025419-33-4 87
3 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 87
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 83
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 80

Abundance Scan 548 (8.050 min): BF092335.D (-546) (- m/z 145.05 100.00%
145.1
5000
160.1
300 630 77.0 910 11501201 7.80 8.00 8.20 8.40
m/z 146.10 28.14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29424: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
5000
7.80 8.00 8.20 8.40
160.0 m/z 160.10 19.84%
115.0128.0
510 7700 VU
miz--> 20 40 60 8 100 120 140 160
Abundance
145.0
7.80 8.00 8.20 8.40
5000 m/z 128.10 16.53%
160.0
150 390 3o 77.0 10 11501280
mz-> 20 40 60 8 100 120 140 160
Abundance #29406: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0 7.80 8.00 8.20 8.40
m/z 131.10 15.43%
5000 160.0
91.0 1050  130.0
: IJI'SI'OI —r |3|9\|.\0| ISSIOI . 73\\?| rb— |“l“' I‘NI .‘H“ﬁ : I\\l‘l : "I‘ T
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF122116.M Wed Jan 18 06:34:43 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 12 Benzene, 4-(2-butenyl)-1,2-... Concentration Rank 13

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

8.47 2.21 ng 193698 Naphthalene-d8 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 55
2 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 53
3 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 45
4 Benzene. 1-(1-methvlethenv)-3-(... 160 C12H16 001129-29-9 38
5 1H-Benzimidazole, 2-(1-methyleth... 160 C10H12N2 005851-43-4 30

Abundance Scan 585 (8.473 min): BF092335.D (-580) (-) m/z 145.10 100.00%
145.1

5000

8.20 8.40 8.60 8.80
m/z 129.05 78 .14%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29441: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0
5000 160.0 A R e
8.20 8.40 8.60 8.80
130.0 m/z 119.00 45 _.53%
150 90830 770 91"0 1090 |
..{,.b..p.ﬁn.pm..M..u.,ﬂh.mh.wh.pm..up...,.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
8.20 8.40 8.60 8.80
5000 160.0 m/z 117.10 39.46%
91.0 105.0 130.0
150 390 530 770
LA i mAmaana e ot
m/z--> 20 40 60 80 100 120 140 160 180 o
Abundance #29452: Benzene, 1,3,5-trimethyl-2-(1-methyletheny!)- R B B
145.0 160.0 8.20 8.40 8.60 8.80
m/z 162.10 35.94%
5000
w050 00
T .3.9,.‘0. .5?9, thor .7?‘.‘?.9.1..0. ,‘.‘. T U‘i .‘.“‘. T ,“l‘. - “. T
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF122116.M Wed Jan 18 06:34:43 2017

Page: 14



Library Search

Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 13 Dibenzothiophene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.95 2.05 ng 173503 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 93
2 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 92
3 Azuleno(2.1-b)thiophene 184 C12H8S 000248-13-5 55
4 2-Dibenzofuranol 184 C12H802 000086-77-1 38
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 18

Abundance Scan 802 (10.953 min): BF092335.D (-797) (-) m/z 184.00 100.00%
184.0
57.1
5000
10.60 10.80 11.00 11.20
m/z 57.10 76.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45488: Dibenzothiophene
184.0
5000 RN SRS U I
10.60 10.80 11.00 11.20
139.0 m/z 43.05 55.43%
180 390 690 %29 1130 | 1ss0 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
184.0
10.60 10.80 11.00 1120
5000 m/z 71.05 53.43%
139.0
92.0
45.0 63.0 113.0 158.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #45493: Azuleno(2,1-b)thiophene e
184.0 10.60 10.80 11.00 11.20
m/z 85.10 37.74%
5000
79.0 139.0
45.0 63.0 | 98.0114.0 | 1580 U
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20

8270-BF122116.M Wed Jan 18 06:34:44 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 14 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.62 2.01 ng 170305 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 860 (11.616 min): BF092335.D (-858) (-) m/z 73.00 100.00%
43.0 .0
5000 [L’\
1871 1gsg 232 1140 1160 1160 1200
e . m/z 43.05 90.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LIS B LU BN B
11.40 11.60 11. 80 12. 00
1290 256.0 m/z 60.00 90.49%
L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
73.0
3.0 "' 11140 11,60 11.80 12.00
5000 m/z 57.05 77 .16%
1290 171.0
08.0 : 214.0
18.0 149.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #75072: Tetradecanoic acid R B S B B o S
73.0 11.40 11.60 11.80 12.00
43.0 m/z 41.05 71.76%
5000 129.0 \\fJJV\AvNV-A\ﬁ\\\/\/Nwﬁdvlv
15.0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12. 00

8270-BF122116.M Wed Jan 18 06:34:45 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 15 Tetradecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.41 2.07 ng 127750 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 87
2 Acetamide. N-(4-hvdroxvcvclohexy... 157 C8H15N02 027489-61-8 18
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 11
4 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 11
5 Pentadecane 212 C15H32 000629-62-9 11
Abundance Scan 929 (12.405 min): BF092335.D (-927) (-) m/z 73.00 100.00%
73.0
43.0

5000

H

12.00 12.20 12.40 12.60 12.80
m/z 57.10 84 .95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73.0
43.0
5000 1290 T T T T TTTT TTTT TT T T

12:00 12.20 12.40 12,60 12.80
m/z 60.00 84.18%

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
AT T R PR
12.00 12.20 12.40 12.60 12.80
5000 m/z 43.05 81.09%
39,0 98.0 139.0
mﬂmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #159526: Pentafluoropropionic acid, octadecy! ester L e e
43.0 12.00 12.20 12.40 12.60 12.80
m/z 55.05 76.62%
5000 69.0
97.0
L 1250 1540 1810 2240 2520

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. OO 12. 20 12. 40 12. 60 12. 80

8270-BF122116.M Wed Jan 18 06:34:45 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 16 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.49 4.68 ng 288327 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 83
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 70
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
5 Cyclohexanol,2-amino-,trans- 115 C6H13NO 006982-39-4 38

Abundance Scan 936 (12.485 min): BF092335.D (-934) (-) m/z 56.10 100.00%
56.1
5000 AJA_A
Bl 1201 g "220 1240 12,60 1260
m/z 57.10 53.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 AR AR DA
nmnmnmnm
29.0 m/z 43.05 41 .66%
83 0 129 0 257.0
“ 1l h H \\\ Wb \ il 157. O 185 0 213 0 ‘ \\ 283 0 312 0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 280 360 '
Abundance
56.0
12.20 12,40 12.60 12.80
5000 m/z 41.10 39.00%
29.0
83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
mmﬂm‘mmwﬁwmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12470: Cyclopentanecarboxylic acid, 2-amino-, cis- R AR,
56.0 12.20 12.40 12.60 12.80
m/z 55.10 29.12%
5000
30.0 100.0 129.0
1) | \ | ‘
m/z--> 25 45 eb 80 160 150 140 160 180 260 250 240 2éo 2éo 360 ' 12 20 12. 40 12 60 12. 80

8270-BF122116.M Wed Jan 18 06:34:46 2017 Page: 18



Library Search

Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011717\
Data File : BF092335.D

Aca On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 17 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.19 3.05 ng 187948 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 n-Butvl mvristate 284 C18H3602 000110-36-1 83
3 Nipecotic acid 129 C6H11NO2 000498-95-3 50
4 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 38
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 998 (13.194 min): BF092335.D (-995) (-) m/z 56.10 100.00%
56.1
5000
129.1 285.3
3.0 | | 15701852515 1 241.2 12.80 13.00 13.20 13.40 13.60
BTN Y o W Y R WY m/z 57.05 59.44%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 AU N
260 1280 13.00 13.20 13.40 13.60
. 0
‘ gso 1290 i 285.0 m/z 43.05 40.92%
I h M Ay i ] 157075 21302410 | | 31103400
m/z--> 50 100 150 200 250 300 '
Abundance
56.0
12:80 13.00 13.20 13.40 13.60
0
5000 20,0 m/z 73.00 33.33%
129.0
185.0 284.0
p3.0 157.0 255.0
m/z--> 50 100 150 200 250 300 '
Abundance #12423: Nipecotic acid R ot
57.0 1280 13.00 13.20 13.40 13.60
m/z 41.10 32.81%
5000
30.0 840 1.0,
..|..“|'.“...!....|.... ] B
m/z--> 0 100 150 200 250 300 1280 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011717\
Data File : BF092335.D

Acq On : 18 Jan 2017 00:18

Operator : UM/SJ

Sample : 11197-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclopentene, 1,2._.. 4.10 3.8 ng 233187 1 6.55 1239480 20.0
2-Pentanone, 4-hy... 4.66 15.9 ng 987204 1 6.55 1239480 20.0
unknown5.28 5.28 3.9 ng 238444 1 6.55 1239480 20.0
unknown6 .32 6.32 86.5 ng 5362320 1 6.55 1239480 20.0
Benzene, 1,4-diet... 6.88 2.3 ng 144577 1 6.55 1239480 20.0
Adamantane 7.18 4.0 ng 251017 1 6.55 1239480 20.0
Benzene, 1,3-diet... 7.32 3.0 ng 259909 2 7.84 1756490 20.0
1H-Indene,2,3-dih... 7.41 4.3 ng 374435 2 7.84 1756490 20.0
1H-Indene, 2,3-di... 7.54 3.8 ng 336934 2 7.84 1756490 20.0
1H-Indene, 2,3-di... 8.05 2.2 ng 193413 2 7.84 1756490 20.0
Benzene, 4-(2-but... 8.47 2.2 ng 193698 2 7.84 1756490 20.0
Dibenzothiophene 10.95 2.0 ng 173503 4 11.07 1692280 20.0
n-Hexadecanoic acid 11.62 2.0 ng 170305 4 11.07 1692280 20.0
Tetradecanoic acid 12.41 2.1 ng 127750 5 13.69 1231400 20.0
Hexadecanoic acid... 12.49 4.7 ng 288327 5 13.69 1231400 20.0
Octadecanoic acid... 13.19 3.0 ng 187948 5 13.69 1231400 20.0
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