LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\

Data File : BF093445.D

Aca On : 8 Mar 2017 22:56 Instrument :
Operator : SJ/MA BNA_F

Sample - 12126-05 ClientSampleld :
Misc - E2-AA7-BASE
ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF030717.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 1.944 4 5 25 rvB 88716 311843 5.72% 0.411%
2 4.333 206 214 221 rBV 56417 220526 4.04% 0.291%
3 4.916 263 265 277 rBV 533607 797858 14.63% 1.052%
4 5.304 296 299 302 rBV 31382 63892 1.17% 0.084%
5 5.362 302 304 320 rVV 2665144 3876174 71.05% 5.111%
6 6.413 394 396 400 rBVY 3125635 3989357 73.13% 5.260%
7 6.527 404 406 409 rvv 2735119 3679099 67.44% 4.851%
8 6.585 409 411 413 rVB 115516 146486 2.69% 0.193%
9 6.756 424 426 429 rBV 864764 1068830 19.59% 1.409%
10 6.813 429 431 438 rVB 65093 103917 1.90% 0.137%

11 6.916 438 440 445 rBV 2967795 2810747 51.52% 3.706%
12 7.042 449 451 454 rBV 1076013 976269 17.90% 1.287%
13 7.202 462 465 469 rBV 1597856 1820144 33.37% 2.400%
14 7.339 474 477 479 rBV 2484431 2464546 45.18% 3.249%
15 7.465 486 488 492 rBvV 413723 532917 9.77% 0.703%

16 7.636 501 503 505 rBV 1349786 1129779 20.71% 1.490%
17 7.728 508 511 514 rBV 3508434 5455180 100.00% 7.193%
18 7.796 514 517 519 rvv3 130925 279250 5.12% 0.368%
19 7.842 519 521 525 rVV 2866501 4774541 87 .52% 6.295%
20 7.922 526 528 532 rvVB 1110657 1047313 19.20% 1.381%

21 7.990 532 534 536 rBvV 293731 299549 5.49% 0.395%
22 8.048 536 539 544 rVvVv3 1442896 3516048 64.45% 4._.636%
23 8.128 544 546 549 rVB 596633 545533 10.00% 0.719%
24 8.185 549 551 553 rBV 1028315 903114 16.56% 1.191%
25 8.219 553 554 556 rvv 1401177 1908060 34.98% 2.516%

26 8.265 556 558 559 rvv 508174 594196 10.89% 0.783%
27 8.299 559 561 562 rvv 3388125 3236098 59.32% 4.267%
28 8.333 562 564 566 rvv 1207219 1290235 23.65% 1.701%
29 8.425 569 572 575 rBV 2448118 2763774 50.66% 3.644%
30 8.528 577 581 586 rvB4 529582 1783911 32.70% 2.352%

31 8.642 588 591 593 rBvV 396142 625665 11.47% 0.825%
32 8.722 596 598 600 rBv2 417578 763925 14 .00% 1.007%
33 8.768 600 602 603 rvv2 432253 491538 9.01% 0.648%
34 8.802 603 605 606 rvv2 176152 176316 3.23% 0.232%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\

Data File : BF093445.D

Aca On : 8 Mar 2017 22:56 Instrument :
Operator : SJ/MA BNA_F

Sample - 12126-05 ClientSampleld :
Misc - E2-AA7-BASE
ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF030717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.836 606 608 609 rvv 336597 366745 6.72% 0.484%

36 8.859 609 610 614 rvB2 293763 360611 6.61% 0.475%
37 8.962 614 619 620 rBv2 110319 313231 5.74% 0.413%
38 9.019 620 624 625 rVvv3 59113 90615 1.66% 0.119%
39 9.122 631 633 636 rBvY 2933202 3636828 66.67% 4_795%
40 9.225 639 642 647 rVB3 59108 156248 2.86% 0.206%

41 9.328 647 651 654 rvB2 31126 59430 1.09% 0.078%
42 9.396 654 657 660 rBvV 83100 156559 2.87% 0.206%
43 9.465 660 663 664 rBvY 84560 105069 1.93% 0.139%
44 9.522 667 668 671 rVB 545985 609207 11.17% 0.803%
45 9.728 685 686 688 rBvV 61901 68081 1.25% 0.090%

46 9.796 690 692 695 rBV 1214181 1507084 27.63% 1.987%
47 10.013 708 711 713 rVvv4 27917 72146 1.32% 0.095%
48 10.231 726 730 731 rBV 173631 199662 3.66% 0.263%
49 10.448 747 749 752 rBV 62312 137082 2.51% 0.181%
50 10.596 760 762 764 rBV 1979760 2199785 40.32% 2.900%

51 10.699 769 771 776 rVB 197079 269545 4.94% 0.355%
52 10.848 778 784 790 rBV 106584 412382 7.56% 0.544%
53 11.145 808 810 811 rBV 102226 84311 1.55% 0.111%
54 11.179 811 813 816 rvVvB2 60193 84701 1.55% 0.112%
55 11.282 820 822 825 rBV2 1356583 1603769 29.40% 2.115%

56 11.819 867 869 873 rBvV 179669 179039 3.28% 0.236%
57 11.899 875 876 881 rvB2 40801 56771 1.04% 0.075%
58 12.128 894 896 902 rVB 206739 196570 3.60% 0.259%
59 12.219 902 904 907 rBV 382274 336069 6.16% 0.443%
60 12.345 913 915 916 rBV 52574 67736 1.24% 0.089%

61 12.368 916 917 921 rVB2 52917 80398 1.47% 0.106%
62 12.505 926 929 930 rBV 351416 422742 7.75% 0.557%
63 12.734 945 949 951 rBv2 278166 380692 6.98% 0.502%
64 12.768 951 952 955 rVB3 37813 63014 1.16% 0.083%
65 12.871 958 961 963 rBV 3441909 3314044 60.75% 4_370%

66 12.951 965 968 971 rvB2 45430 71814 1.32% 0.095%
67 13.054 974 977 979 rBV2 46159 103706 1.90% 0.137%
68 13.168 985 987 989 rvv2 40867 59089 1.08% 0.078%
69 13.202 989 990 993 rVvB 62902 76713 1.41% 0.101%

70 13.774 1038 1040 1045 rVB2 163183 202282 3.71% 0.267%
71 13.922 1051 1053 1055 rBV 946067 1456237 26.69% 1.920%

8270-BF030717.M Thu Mar 09 17:05:18 2017 Page: 2



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF030717 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 14.094 1066 1068 1072 rBV5 27990 57460 1.05% 0.076%

73 14.197 1075 1077 1083 rBV 88466 278980 5.11% 0.368%
74 14.951 1141 1143 1144 rBV 139289 193521 3.55% 0.255%
75 15.225 1165 1167 1170 rBV 72692 95216 1.75% 0.126%

76 15.294 1170 1173 1175 rVV 96897 145702 2.67% 0.192%
77 15.340 1175 1177 1184 rVB 653730 881399 16.16% 1.162%

78 16.723 1296 1298 1302 rVB 52315 94666 1.74% 0.125%
79 17.146 1332 1335 1337 rBV 40864 91204 1.67% 0.120%
Sum of corrected areas: 75844785
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030817\

BF093445.D

8 Mar 2017 22:56

SJ/MA

12126-05

17 Sample Multiplier: 1

d Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
tion Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000
1.94

TIC: BF093445.D

6.41

5.36 6.53

4.92

5.3

6.92

7.34

7.20
7.6
7.04

T
Time-->  2.00

OM

.
L B R |

|
4.50 5.00

2.50

3.00

3.50

4.00

5.50

Abundance
3500000

3000000

V.84

2500000

2000000

1500000

1000000

500000

0

TIC: BF093445.D
30

9.12

8.42

10.60

11.28

12.22 125199 73
11.82 12.1 12.73
1790

2 TE183170

Time-->

10.50 11.00 11.50 12.00 12.50

13.00 13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF093445.D

13.92

15.34

14.95 149599

16.72 17.15

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\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Propane, 1,1-dimethoxy- Concentration Rank 12

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

1.94 5.84 ng 311843 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.l1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Glvcine 75 C2H5NO2 000056-40-6 9
3 2-Pentanol. 3-methvl- 102 C6H140 000565-60-6 9
4 1-Butene. 4-methoxv 86 C5H100 004696-30-4 9
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9

Abundance Scan 5 (1.944 min): BF093445.D (-4) (-) m/z 75.10 100.00%
74.1
5000 450 /\
57.0 o5 o 1200 210 220 2.30 2.40
o Y W N P P - =2 m/z 73.10 76.64%

m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
29.0

5000 R B e
2.00 2.10 2.20 2.30 2.40

m/z 45.05 50.56%
‘\ | 57.0 | 870 1030
0...,”..,”.. ...,”..,”..,”..,”..,”..“...“...“
m/z--> 10 60 70 80 90 100 110
Abundance
30.0

2.00 2.10 2.20 2.30 2.40

5000 m/z 41.05 35.14%
75.0
45.0 57.0
o) BN MRS TMNRR S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4356: 2-Pentanol, 3-methy!- L B e AR B
45.0 200 210 220 230 240

m/z 47.05 24 .22%

5000
29.0 56.0
150 |1 ] | 69.0 870 1010

o) NS R RN S N1 R ][ N i L AN L SN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.00 2.10 2.20 2.30 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Butanoic acid Concentration Rank 17

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

4._.33 4.13 ng 220526 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 64
2 4-Bromobutvric acid 166 C4H7Bro0O2 002623-87-2 9
3 Hexanoic acid 116 C6H1202 000142-62-1 9
4 _beta.-Methvl xvloside 164 C6H1205 1000130-04-0 9
5 Benserazide 257 C10H15N305 000322-35-0 9

Abundance Scan 214 (4.333 min): BF093445.D (-206) (-) m/z 60.00 100.00%
6d.0
5000
421 73.0
| | 85.9 4.00 4.20 4.'40 4.|60
0! B L e B i e m/z 73.00 29.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #1989: Butanoic acid
60.0
5000 IBENAEBEREL A AR
730 4.00 4.20 4.40 4.60
27.0 41.0 m/z 42.10 23.75%
N T N
m/z--> 20 40 60 80 100 120 140 160
Abundance
60.0
4.00 4.20 4.40 4.60
5000 m/z 41.10 23.21%
43.0
28.0 87.0
0 15.0 73.0 107.0121.0 151.0 167.0
miz--> 20 40 60 80 100 120 140 160
Abundance #7850: Hexanoic acid R e e m A
60.0 4.00 4.20 4.40 4.60
m/z 45.00 19.04%
5000 27.0 410 73.0
Ml
O |"l 'h""‘ﬁ"'””'l""%oﬂf{1}§?' L UL SRR "|""|""|""|4ﬁ4KT
m/z--> 20 40 60 80 100 120 140 160 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.92 14.93 ng 797858 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 265 (4.916 min): BF093445.D (-263) (-) m/z 43.00 100.00%

43.0
59.1
5000

101.1 L N  REEEsEmmns
83.1 4.60 4.80 5.00 5.20

O il SLO[L 90 831 | h77 59.10  57.21%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

460 4.80 5.00 5.20
m/z 58.10 14.69%

310 ‘ 83.0 g3 1010
Ot e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
_l_l—|_l_l_|_l—|.l_fh

4.60 4.80 5.00 5.20

5000 m/z 101.10 14.37%
41.0
29.0 101.0
50.0 73.0 86.0
L B £ S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R Eama e e Eamms
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.00%
5000 41.0
31.0
69.0 87.0
T
m/z--> 10 20 40 50 60 70 80 90 100 110 4. 60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknown6.53 Concentration Rank 1

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

6.53 68.84 ng 3679100 1,4-Dichlorobenzene-d4 6.76
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 406 (6.527 min): BF093445.D (-404) (-) m/z 132.10 100.00%
13R.1
68.0
5000
96.1 L I L IS U
40.1 540 ‘| 850 | 1070 6.20 6.40 6.60 6.80
Obrrprrrrrrrrr el bbbt 1 890 L4070 Wl "m/z 68.05 52.85%
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 N
5000 UL AR RS AR
6.20 6.40 6.60 6.80
2.0 510 m/z 66.05 34 .28%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 6.40 6.60 6.80
5000 m/z 134.05 31.57%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R
132.0 6.20 6.40 6.60 6.80
m/z 69.05 20.25%
5000
33.0 44.0 0.0 105.0
0"I”"P"W"”I'““Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Phenol, 2-ethyl- Concentration Rank 10

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

7.64 6.43 ng 1129780 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl- 122 C8H100 000090-00-6 97
2 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 91
3 Phenol. 3-ethvl- 122 C8H100 000620-17-7 91
4 Phenol. 4-ethvl- 122 C8H100 000123-07-9 87
5 3,3-Dimethyl-6-methylenecyclohexene 122 C9H14 020185-16-4 72

Abundance Scan 503 (7.636 min): BF093445.D (-501) (-) m/z 107.10 100.00%
107.1
5000 122.1
77.1
39.1 511 g5 ‘I 91.0 136.1 7.40 7.60 7.80 8.00
] PSS T M RSOSSN HRSMRSI| MESS RN m/z 122.10 41.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9602: Phenol, 2-ethyl-
107.0
5000
470 122.0 7.40 7.60 7.80 8.00
' m/z 77.10 30.58%
150 270 N7 90 eso || w0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
107.0 122.0
7.40 7.60 7.80 8.00
5000 m/z 79.10 13.05%
39.0 o 91.0
ol 150 27.0 =57 510 650 '
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9600: Phenol, 3-ethyl-
107.0 7.40 7.60 7.80 8.00
m/z 51.10 8.64%
5000
770 122.0
39.0
51.0 94.0
..,}?:9,.?3:?...:h....ihh..,??1?,...H,....ﬂ.l..,u..q....,hu..,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Phenol, 4-ethyl- Concentration Rank 3

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

7.84 27.16 ng 4774540 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-ethvl- 122 C8H100 000123-07-9 94
2 Phenol. 3-ethvl- 122 C8H100 000620-17-7 91
3 Phenol. 2-ethvl- 122 C8H100 000090-00-6 87
4 1.3-Cvclopentadiene., 5.5-dimethv... 122 C9H14 1000162-25-6 80
5 3,3-Dimethyl-6-methylenecyclohexene 122 C9H14 020185-16-4 78

Abundance Scan 521 (7.842 min): BF093445.D (-519) (-) m/z 107.10 100.00%
107.1
5000 1221
77.0
390 511 650 91.1 7.60 7.80 8.00 8.20
Ottt e el e || M7z 122.100 36.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9604: Phenol, 4-ethyl-
107.0
5000
122.0 7.60 7.80 8.00 8.20
770 ' m/z 77.05 22 .46%
39.0 -
27.0 51‘.0 65.0 91.0 |
o) |||‘| ||||‘||||‘i‘|‘|| I\I\II S )
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 |
Abundance
107.0
7.60 7.80 8.00 8.20
5000 122.0 m/z 39.05 9.18%
27.0 51.0 65.0 924.0
R A I RS AR RS LA LSS AR EARN SRS paRRS!
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9603: Phenol, 2-ethyl-
107.0 7.60 7.80 8.00 8.20
m/z 108.10 7.78%
5000 1220
77.0
o 20 B0 S0 eo | e |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 | 7.60 7.80 8.00 8.20

8270-BF030717.M Thu Mar 09 17:05:22 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Phenol, 2,3-dimethyl- Concentration Rank 11

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

7.92 5.96 ng 1047310 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.3-dimethvl- 122 C8H100 000526-75-0 96
2 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 95
3 Phenol. 2.5-dimethvl- 122 C8H100 000095-87-4 94
4 Phenol. 2.4-dimethvl- 122 C8H100 000105-67-9 93
5 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 90

Abundance Scan 528 (7.922 min): BF093445.D (-526) (-) m/z 107.10 100.00%
107.1
122.1
5000
77.0
910
39|° 51.0 g50 ‘ 1552 1482 7.60 7.80 8.00 8.20
0..,....,....,....,....;lz'...i.'.'..,...!,....,.-.-..,.'.--.! m/z 122.10 76.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9617: Phenol, 2,3-dimethyl-
107.0 1,5
5000
770 7.60 7.80 8.00 8.20
30.0 510 91.0 m/z 77.05 31.75%
65.0
”ﬁigfzg”ﬁ””P”W””P“W””P”W””P“W””P”W””P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
122.0
107.0 7.60 7.80 8.00 8.20
5000 m/z 121.10 27 .87%
77.0
27.0 39.0 51.0 ¢50 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9619: Phenol, 2,5-dimethyl-
107.0 122.0 7.60 7.80 8.00 8.20
m/z 79.10 20.55%
5000
77.0
91.0
39.0 51.0 @50
150 27.0 10 0 B0 | “ ml

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

8270-BF030717.M Thu Mar 09 17:05:23 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Phenol, 2-propyl- Concentration Rank 14

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

8.18 5.14 ng 903114 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-proovl- 136 C9H120 000644-35-9 94
2 Phenol. 4-proovl- 136 C9H120 000645-56-7 74
3 Furan. 2-(l-pentenvl)-. (E)- 136 C9H120 020992-69-2 72
4 Phenol. 2-ethvl- 122 C8H100 000090-00-6 64
5 Benzeneethanol, 4-hydroxy- 138 C8H1002 000501-94-0 59

Abundance Scan 551 (8.185 min): BF093445.D (-549) (-) m/z 107.10 100.00%
107.1
5000
77.0 136.1
39.1 51.0 @50 91.1 7.80 8.00 8.20 8.40 8.60
0..,....,....,....',....,':-...,.-.'..,...|:|,....,-....,....',..1.1.?'9..,...-.,.1.‘.‘?,'.2... m/z 136.10  26.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15797: Phenol, 2-propyl-
107.0
5000
7.80 8.00 8.20 8.40 8.60
470 136.0 m/z 77.05  23.60%

15.0 27.0 39.0 51.0 650 | 910 | 1210

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance
107.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 79.05 11.68%
470 136.0
15,0 27:0 39.0 51.0 650 91.0 120.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15896: Furan, 2-(1-pentenyl)-, (E)-
107.0 7.80 8.00 8.20 8.40 8.60
m/z 108.10 8.28%
5000 20.0 94.0 136.0
39.0
T ‘ | 1210
oSS WM | F SN RS |  HSME tnac R NS,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 820 840 8.60

8270-BF030717.M Thu Mar 09 17:05:23 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Phenol, 2-ethyl-6-methyl- Concentration Rank 7

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

8.22 10.85 ng 1908060 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 91
2 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 91
3 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 90
4 Phenol. 3-(1-methvlethv)- 136 C9H120 000618-45-1 90
5 Phenol, 4-(1-methylethyl)- 136 C9H120 000099-89-8 86

Abundance Scan 554 (8.219 min): BF093445.D (-553) (-) m/z 121.10 100.00%
1251
5000 136.1
771 911
39.0 51.0 65.0 103.1 7.80 8.00 8.20 8.40 8.60
Ottt et e et el n | m/z 136.100 36.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15852: Phenol, 2-ethyl-6-methyl-
121.0
5000 136.0 7.80 8.00 8.20 8.40 8.60
77.0 : : : : : :
LR ‘ 910 m/z 91.10  26.70%
0||||||||||107|0|||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
121.0
136.0 7.80 8.00 8.20 8.40 8.60
5000 m/z 77.10 24 _80%
150 27.0 390 510 650 77090 070

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

Abundance #15861: Phenol, 2-ethyl-5-methyl-
121.0 7.80 8.00 8.20 8.40 8.60
m/z 39.05 10.17%
5000 136.0
77.0 89.0
39.0 510 650 ‘ ‘ 070 |
O T T T T T e T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40 8.60

8270-BF030717.M Thu Mar 09 17:05:24 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Phenol, 2-ethyl-4-methyl- Concentration Rank 20

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

8.26 3.38 ng 594196 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 90
2 Benzene. 1-ethvl-4-methoxv- 136 C9H120 001515-95-3 87
3 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 86
4 Phenol. 3-(l-methvlethvl)- 136 C9H120 000618-45-1 80
5 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 80

Abundance Scan 558 (8.265 min): BF093445.D (-556) (-) m/z 121.10 100.00%
12f.1
5000 136.1
770 911
39.1 51.0 650 103.1 8.00 820 840 8.60
Ol prrrr e ettt e et e m/z 136.10 37.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15856: Phenol, 2-ethyl-4-methyl-
121.0
5000 136.0
8.00 8.20 8.40 8.60
770 910 m/z 91.10 19.80%
o 150 270 390 510 es0 "0 0 MO
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
121.0
8.00 8.20 8.40 8.60
5000 m/z 77.00 16.05%

136.0

77.0 91.0

15.0 27.0 39.0 51.0 650 105.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15855: Phenol, 2-ethyl-5-methyl-
121.0 8.00 8.20 8.40 8.60
m/z 122.10 8.13%
5000
136.0
91.0
270 39.0 510 77.0
. 65.0
I WS P MO PNV N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60

8270-BF030717.M Thu Mar 09 17:05:24 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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, l-ethyl-4-methoxy- Concentration Rank 4

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

8.30 18.41 ng 3236100 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-methoxv- 136 C9H120 001515-95-3 91
2 Phenol. 4-ethvl-3-methvl- 136 C9H120 001123-94-0 91
3 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 91
4 Phenol. 2-(1l-methvlethvl)- 136 C9H120 000088-69-7 90
5 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 90

Abundance Scan 561 (8.299 min): BF093445.D (-559) (-) m/z 121.10 100.00%
121.1
5000
136.1
91.1
39.0 51.0 650 77|-1 w71 | 8.00 820 8.40 8.60
O e e e e e e m/z 136.10 30.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15889: Benzene, 1-ethyl-4-methoxy-
121.0
5000
136.0 8.00 8.20 8.40 8.60
m/z 91.10 14.19%
o 150 270 300 510 650 0 910 150
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
121.0
8.00 8.20 8.40 8.60
5000 m/z 77.10 12.53%
136.0
39.0 51.0 65.0 77.0 91.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15855: Phenol, 2-ethyl-5-methyl-
121.0 8.00 8.20 8.40 8.60
m/z 122.10 9.13%
5000
136.0
27.0 39.0 51.0 77.0 910
0"|""|"'MW""f""N”'"|??;?|"'“l""|“'"|}97;ﬂ'“'ll"'l"“'l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60

8270-BF030717.M Thu Mar 09 17:05:25 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Phenol, 2-ethyl-5-methyl- Concentration Rank 9

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

8.33 7.34 ng 1290240 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 90
2 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 90
3 Phenol. 2-(1-methvlethvI)- 136 C9H120 000088-69-7 86
4 Phenol. 2-(1-methvlethvD)-. meth... 193 C11H15N0O2 002631-40-5 72
5 2,4,6-Octatriene, 2,6-dimethyl- 136 C10H16 000673-84-7 72

Abundance Scan 564 (8.333 min): BF093445.D (-562) (-) m/z 121.10 100.00%
121.1
5000 136.1
771 911
39.1 51.0 65.0 10|7'1 1501 8.00 820 8.40 8.60
Obrrprrrr ettt bt e | M/z 136.100 41.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15855: Phenol, 2-ethyl-5-methyl-
121.0
5000
136.0 8.00 820 8.40 8.60
m/z 77.10 20.08%
27.0 39.0 51.0 77.0 910
0"I""I'""‘I"'*I""'i“""I??'.?I""‘I""I‘“'"I:'L'O'Z.Iq""Il"'l"""l""l""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121.0
8.00 820 8.40 8.60
5000 136.0 m/z 91.10 19.71%

77.0 91.0
15.0 27.0 39.0 51.0 65.0 107.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15870: Phenol, 2-(1-methylethyl)-

121.0 8.00 8.20 8.40 8.60

m/z 107.10 13.89%
5000
136.0
28.0
5.0 5.0 0 9LO 10?'0
L o A AR

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

8270-BF030717.M Thu Mar 09 17:05:26 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Phenol, 2,4,6-trimethyl- Concentration Rank 8

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

8.53 10.15 ng 1783910 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 94
2 Phenol. 2.4.5-trimethvl- 136 C9H120 000496-78-6 91
3 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 91
4 Phenol. 3.4.5-trimethvl- 136 C9H120 000527-54-8 90
5 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 90

Abundance Scan 581 (8.528 min): BF093445.D (-577) (-) m/z 121.10 100.00%
12f.1
136.1
5000
91.1
39.1 51.0 %oll 103.1 | 1s0s 8.20 8.40 8.60 8.80
0"I""I""I""II""I'I"'I"'I"'I""I'"'I'l"'I'I"'I"'I'I'I"'I"I'I""I;"'I m/z 136.10 66.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15844: Phenol, 2,4,6-trimethyl-
121.0 136.0
5000
8.20 8.40 8.60 8.80
91.0 m/z 91.10 24 _.67%
150 27.0 390 510 650 719 | 1030 |
mz-> 10 2 90 4 % 60 7o 80 % 100 110 130 130 140 120 "
Abundance
121.0 136.0
8.20 8.40 8.60 8.80
5000 m/z 135.05 19.18%
91.0
270 39.0 510 65.0 77.0 105.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15843: Phenol, 2,3,5-trimethyl-

121.0 136.0 8.20 8.40 8.60 8.80

m/z 77.10 13.01%
5000
91.0
ﬂO%OSM)QOTP 1050 |
O e R e e e e R e e e

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

8270-BF030717.M Thu Mar 09 17:05:26 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 3-Methyl-4-isopropylphenol Concentration Rank 19

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

8.64 3.56 ng 625665 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-4-isopropviphenol 150 C10H140 003228-02-2 94
2 Thymol 150 C10H140 000089-83-8 90
3 Phenol. 2-methvl-5-(1l-methvlethvl)- 150 C10H140 000499-75-2 90
4 Benzene. l-methoxv-4-(l-methvlet... 150 C10H140 004132-48-3 86
5 Benzene, 2-methoxy-1,3,5-trimethyl- 150 C10H140 004028-66-4 86

Abundance Scan 591 (8.642 min): BF093445.D (-588) (-) m/z 135.10 100.00%
136.1
5000
150.1
91.0
411 571 77.0 107.1 1514 8.40 860 8.80 9.00
Ol e e e it e pre el My el || M/Z 150.10  28.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22654: 3-Methyl-4-isopropylphenol
135.0
5000
150.0 8.40 860 8.80 9.00
910 m/z 91.05 16.70%
15,0 27.0 39.0 51.0 650 77.0 " 107.015309
S S P g
Abundance
135.0
8.40 860 8.80 9.00
5000 m/z 136.10 8.97%
010 150.0
. 270 39.0 510 g50 770 T 1501150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22729: Phenol, 2-methyl-5-(1-methylethyl)-
135.0 8.40 860 8.80 9.00
m/z 77.05 8.41%
5000
150.0
91.0
. 27.0 390 510 650 77.0 " 1050%/°
miz> 10 2 30 40 50 80 70 8 90 100 110 150 130 140 1%0 8.40 8.60 8.80 9.00

8270-BF030717.M Thu Mar 09 17:05:27 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 1H-Inden-5-ol, 2,3-dihydro- Concentration Rank 16

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

8.96 4.16 ng 313231 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-5-0l. 2.3-dihvdro- 134 C9H100 001470-94-6 89
2 4-Hvdroxv-3-methvlacetophenone 150 C9H1002 000876-02-8 55
3 4-Hvdroxv-2-methvlacetophenone 150 C9H1002 000875-59-2 55
4 Thvmol 150 C10H140 000089-83-8 50
5 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 49

Abundance Scan 619 (8.962 min): BF093445.D (-614) (-) m/z 135.10 100.00%
136.1
5000
150.1
510 770 91.1 105.1
38 640 121.1 164.2 8.60 8.80 9.00 9.20
o m/z 133.10 66 .79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14797: 1H-Inden-5-0l, 2,3-dihydro-
133.0
5000
8.60 8.80 9.00 9.20
510 7.0 105.0 m/z 134.10 46.16%
27.0 | ‘ 91.0 ‘
O”P”W””P“m””wm'ﬁh ‘H““%“WL“'HW““'AW““P“W““V'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
135.0
8.60 8.80 9.00 9.20
5000 150.0 m/z 150.10 34 .50%
77.0
107.0
. 270 430 630 91.0 121.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #23389: 4-Hydroxy-2-methylacetophenone
135.0 8.60 8.80 9.00 9.20
m/z 77.00 19.84%
5000
770 107.0 150.0
0 270 43\0\\ 63\0 ‘H 91.0 ‘ 121.0 |
m/z--> 10 20 3'0 40 50 60 70 80 90 100 110 120 130 140 1&'30 160 170 8.60 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.85 5.14 ng 412382 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 83
2 Acetic acid. 3.7.11.15-tetrameth... 340 C22H4402 1000193-63-0 59
3 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 59
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 50
5 4-Propionyloxytetradecane 270 C17H3402 1000245-62-9 50
Abundance Scan 784 (10.848 min): BF093445.D (-778) (-) m/z 57.10 100.00%
57.1
5000
83.1 10,60 10.80 11.00 11.20
111.1 140.2
Obrrrrrrfbrebi b e 202 e e /2 41.00  12.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100819: 1-Octanol, 5,7, 7-trimethyl-2-(1,3,3-trimethylbutyl)-
57.0
5000 LRI BN SULILLE BRI B
10,60 10.80 11.00 11.20
3.0 m/z 43.10 12.15%
Oty b e ATEO 2120 2550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
60 10,60 10.80 11.00 11.20
5000 ' m/z 55.10 11.78%

125.0

29.0
154.0 196.0 224.0 252.0 280.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45608: Decane, 2,2,3-trimethyl- R AR RRRES T
57.0 10.60 10.80 11.00 11.20
m/z 69.10 11.23%
5000
29.0 85.0 126.0
G T .1 NSSNOSSNNOSSI B RO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.22 4.19 ng 336069 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-isopropviphenant... 256 C19H28 1000197-14-1 98
2 Naphthalene. 6-ethvl-1.2.3.4-tet... 256 C19H28 301643-35-6 59
3 2.3.4-Trifluorobenzoic acid. hex... 256 C13H11F302 1000292-55-4 47
4 2(1H)-Ouinolinone. hvdrazone 159 C9HON3 015793-77-8 35
5 s-Indacen-1(2H)-one, 3,5,6,7-tet... 256 C18H240 038754-94-8 35
Abundance Scan 904 (12.219 min): BF093445.D (-902) (-) m/z 159.20 100.00%
159.2
241.2
5000 185.2
117.1 N
” 69.0 91.0 | “ ﬂ 21?'2 11.80 12.00 12.20 12.40 12.60
0,....,....,.'.'.." | —— I .I Al .".'I:'.l'.'...',...'.,....l....ll. m/z 241.20 56 .66%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92361: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7.8, ...
241.0
159.0
5000 AR BARSUNE
11,80 12.00 12.20 12.40 12.60
185.0 m/z 185.20 35.88%
430 90 910449 ot%> 213.0 ‘
0 |....|“...‘.|....|....|1.1.0.P .l“.‘.l“.‘..‘.‘l..‘.‘. Y S N — ””\ :
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
241.0
11.80 12,00 12,20 12.40 12.60
5000 m/z 117.10 24.75%
410 143.0
: 115.0
69.0 910 212. o
O R N AR Smamet
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91806: 2,3,4-Trifluorobenzoic acid, hex-4-yn-3-yl ester e ARREEEEESEE R D
159.0 11.80 12.00 12.20 12.40 12.60
m/z 129.05 20.13%
5000
780 131.0 241.0
270 530 | 1120 | 1860 2100 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093445.D

Aca On : 8 Mar 2017 22:56

Operator : SJ/MA

Sample : 12126-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknownl14.20 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.20 3.83 ng 278980 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxane-4.6-dione. 5-allvl-5... 290 C16H1805 1000264-47-0 9
2 Hexanamide. 6-trifluoroacetvlami... 316 C15H19F3N202 339192-10-8 9
3 Phenol. 4-butvl- 150 C10H140 001638-22-8 7
4 Benzenemethanol. .alpha.-2-prope... 148 C10H120 000936-58-3 5
5 o-Toluidine 107 C7HON 000095-53-4 5
Abundance Scan 1077 (14.197 min): BF093445.D (-1075) (-) m/z 106.90 100.00%
106.9
5000 320.7 g[\\\’”“\“ﬂ\sv
427.6
181.8 256.8 i G e
421 75|-° 14|9-9 | 21?-8 | 2888 205.6 13.80 14.00 14.20 14.40 14.60
O o e R L B e e L m/z 320.70 45 _35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #112015: 1,3-Dioxane-4,6-dione, 5-allyl-5-(4-hydroxybenzyl...
107.0
5000 LRI SUNILE BRI B
13.80 14.00 14.20 14.40 14.60
430 2040 m/z 427 .60 26.78%
oL 750, | 1990 U o440 2900
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance
107.0
13.80 14.00 14.20 14.40 14.60
5000 m/z 181.80 20.02%
41.0
0 75.0 149.0 210.0 259.0 316.0
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #22626: Phenol, 4-butyl-
107.0 13.80 14.00 14.20 14.40 14.60
m/z 256.75 19.32%
- ’_/j\/\‘\
150.0
270 630, |
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 13.I80 14.'00 14.'20 14.'40 14.|60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030817\

Data File : BF093445.D

Acq On : 8 Mar 2017 22:56 Instrument :
Operator : SJ/MA BNA_F

Sample - 12126-05 ClientSampleld :
Misc - E2-AA7-BASE
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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]
Propane, 1,l1-dime... 1.94 5.8 ng 311843 1 6.76 1068830 20.0
Butanoic acid 4.33 4.1 ng 220526 1 6.76 1068830 20.0
2-Pentanone, 4-hy... 4.92 14.9 ng 797858 1 6.76 1068830 20.0
unknown6 .53 6.53 68.8 ng 3679100 1 6.76 1068830 20.0
Phenol, 2-ethyl- 7.64 6.4 ng 1129780 2 8.05 3516050 20.0
Phenol, 4-ethyl- 7.84 27.2 ng 4774540 2 8.05 3516050 20.0
Phenol, 2,3-dimet... 7.92 6.0 ng 1047310 2 8.05 3516050 20.0
Phenol, 2-propyl- 8.18 5.1 ng 903114 2 8.05 3516050 20.0
Phenol, 2-ethyl-6... 8.22 10.9 ng 1908060 2 8.05 3516050 20.0
Phenol, 2-ethyl-4._._. 8.26 3.4 ng 594196 2 8.05 3516050 20.0
Benzene, l-ethyl-_.. 8.30 18.4 ng 3236100 2 8.05 3516050 20.0
Phenol, 2-ethyl-5._.. 8.33 7.3 ng 1290240 2 8.05 3516050 20.0
Phenol, 2,4,6-tri... 8.53 10.2 ng 1783910 2 8.05 3516050 20.0
3-Methyl-4-isopro... 8.64 3.6 ng 625665 2 8.05 3516050 20.0
1H-Inden-5-o0l, 2,... 8.96 4.2 ng 313231 3 9.80 1507080 20.0
1-Octanol, 5,7,7-... 10.85 5.1 ng 412382 4 11.28 1603770 20.0
4b,8-Dimethyl-2-1... 12.22 4.2 ng 336069 4 11.28 1603770 20.0
unknown14 .20 14.20 3.8 ng 278980 5 13.93 1456240 20.0
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