LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\

Data File : BF082920.D

Aca On - 14 Nov 2015 3:17 Instrument :
Operator : UM/1Z BNA_F

Sample  : G4382-03 Gt
Misc : URS MW-13
ALS Vial : 26 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-BF110715.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 4.967 248 252 255 rBV 792958 924221 16.76% 2.154%
2 5.424 289 292 294 rBVY 2086469 2510356 45.51% 5.849%
3 6.453 380 382 385 rBVY 1998588 1694834 30.73% 3.949%
4 6.579 390 393 395 rBVY 4781622 4196143 76.08% 9.778%
5 6.807 410 413 415 rBV 962344 1187208 21.53% 2.766%
6 6.876 417 419 424 rBV 386677 430863 7.81% 1.004%
7 6.956 424 426 429 rVB 2697983 3710294 67.27% 8.645%
8 7.367 459 462 464 rBV 3029198 3052375 55.34% 7.112%
9 7.836 499 503 507 rBvV2 55497 106594 1.93% 0.248%
10 8.008 515 518 519 rBV 62859 70540 1.28% 0.164%
11 8.088 523 525 528 rBY 1373631 1471996 26.69% 3.430%
12 8.476 556 559 560 rVB3 48300 77598 1.41% 0.181%
13 8.533 560 564 565 rBV3 37458 77345 1.40% 0.180%
14 8.568 565 567 570 rVB2 99422 118438 2.15% 0.276%
15 8.670 573 576 579 rVB4 37335 77174 1.40% 0.180%
16 8.728 579 581 584 rBV3 38784 70656 1.28% 0.165%

17 8.876 587 594 596 rBv4 84146 263870 4.78% 0.615%
18 8.956 599 601 604 rVvB3 90080 129958 2.36% 0.303%
19 9.048 604 609 611 rBV5 126926 288937 5.24% 0.673%
20 9.093 611 613 614 rBvV 89178 117064 2.12% 0.273%

21 9.173 617 620 622 rBV 6199581 5515474 100.00% 12.852%
22 9.276 625 629 633 rBvV6 95712 275106 4_.99% 0.641%
23 9.356 633 636 637 rBv2 93464 140480 2.55% 0.327%
24 9.425 640 642 643 rBvV 116612 126475 2.29% 0.295%
25 9.493 646 648 651 rBvV3 79082 211244 3.83% 0.492%

26 9.562 652 654 657 rvB2 133261 233051 4.23% 0.543%
27 9.665 661 663 665 rBvV3 79621 135148 2.45% 0.315%
28 9.722 665 668 670 rBvV3 51570 111703 2.03% 0.260%
29 9.791 670 674 676 rBv2 175363 252542 4._.58% 0.588%
30 9.848 676 679 681 rBVY 1823535 1645954 29.84% 3.835%

31 9.916 682 685 686 rBvV 287626 408340 7.40% 0.951%

32 10.088 699 700 701 rBV 95580 68961 1.25% 0.161%
33 10.122 701 703 704 rBvV2 94832 106557 1.93% 0.248%
34 10.156 704 706 708 rBvV2 66529 92082 1.67% 0.215%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 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-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.271 714 716 717 rBV2 98512 118361 2.15% 0.276%

36 10.453 730 732 733 rBV 83772 93494 1.70% 0.218%
37 10.545 738 740 743 rBV3 67598 149492 2.71% 0.348%
38 10.591 743 744 745 rVV 81630 61322 1.11% 0.143%

39 10.636 745 748 750 rvv2 2856493 3209504 58.19% 7.479%
40 10.671 750 751 754 rvB3 100086 129913 2.36% 0.303%

41 10.762 757 759 763 rBV3 174143 283722 5.14% 0.661%
42 11.334 806 809 811 rBV 1402321 1415218 25.66% 3.298%
43 11.882 855 857 860 rvB2 610906 630214 11.43% 1.468%
44 12.008 866 868 870 rBvV 183122 181286 3.29% 0.422%
45 12.671 924 926 928 rBV 777638 758709 13.76% 1.768%

46 12.922 945 948 950 rVB 4202408 3860580 70.00% 8.996%
47 13.974 1037 1040 1042 rBV 852601 1098498 19.92% 2.560%
48 15.391 1161 1164 1167 rVB 848847 1026395 18.61% 2.392%

Sum of corrected areas: 42916289
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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\BF111315\

BF082920.D

14 Nov 2015  3:17

umsiz

G4382-03

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 3

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

4.97 15.57 ng 924221 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 252 (4.967 min): BF082920.D (-248) (-) m/z 43.10 100.00%
a3
59
5000
1o 460 480 5.00 520 5.0
IR Y - O/ N A NN B o 1 T R Ao 1
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R I L
59 460 4.80 5.00 5.20 5.40
m/z 101.10 17.85%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 5.00 520 5.0
5000 m/z 58.10 15.35%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R R A
50 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.57%
5000
41
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I' SRR SRS RS R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.58 Concentration Rank 1

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

6.58 70.69 ng 4196140 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 393 (6.579 min): BF082920.D (-390) (-) m/z 132.10 100.00%
68
5000
40 54 % 620 640 6.60 6.80 7.00
o .'7?....',140?.1.1?.. || M/Z  68.10  52.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S ARLUARE LS SRR
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.10 33.97%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
68
620 640 6.60 6.80 7.00
5000 m/z 66.10 32.42%
39 %
27
15 53
R S B S LS B WL B L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl R LR e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 20.77%
5000 og 116
| I n,m...“,.nh.,uh..h, W .- 189 SN | A GRS
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 1-Hexanol, 2-ethyl- Concentration Rank 6

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

6.88 7.26 ng 430863 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 64
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 50
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 47
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47

Abundance Scan 419 (6.876 min): BF082920.D (-417) (-) m/z 57.10 100.00%
57
5000 a1
| 70 8 6.60 6.80 7.00 7.20
98 . .80 7.00 7.
o...,....,....,....',!..?,O.'.J:,....',|-....,:|.'..,....',....1,1..2..,..1%7,....,....,. m/z 41.10 38.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13212: 1-Hexanol, 2-ethyl-
57
5000 41 RSN LR R
29 6.60 6.80 7.00 7.20
70 83 m/z 43.10 33.44%
s L s
s R A AR AR AR AL RN AN AL RALS AR RARAE RS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
42 6.60 6.80 7.00 7.20
5000 m/z 55.05 26.91%
29
71
o 8 98 M2 pp 143
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13305: 1-Pentanol, 2-ethyl-4-methyl-
57 6.60 6.80 7.00 7.20
m/z 56.10 21.56%
5000 43
29 69 83
0"w"}ﬁ"'w""v"'v"'|“"|“"|'“'|"?ﬁ"'ﬁ%?'w"'w""v"'v
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\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown8.88 Concentration Rank 9

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

8.88 3.59 ng 263870 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Heptadiene. 2.3-dimethvl- 124 COH16 074779-65-0 30
2 1.2.4.4-Tetramethvlcvclopentene 124 C9H16 065378-76-9 30
3 Cvclopropane. 1.1-dimethvl-2-(2-... 124 C9H16 033422-32-1 27
4 1.1-Dimethvl-4-methvlenecvclohexane 124 C9H16 006007-96-1 27
5 1,3-Hexadiene, 2,3,5-trimethyl- 124 C9H16 061142-34-5 27

Abundance Scan 594 (8.876 min): BF082920.D (-587) (-) m/z 109.10 100.00%
6 109
41
55
5000 a1 X
128
137 155 170 8.530 8.50 9.'00 9.'20
0 m/z 69.10 78.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10354: 1,3-Heptadiene, 2,3-dimethyl-
109
67
5000 124 R R S R R
8.60 8.80 9.00 9.20
m/z 41.10 68.32%
0...|....|.. l‘l\“w M”|.‘.‘..|.‘...|....|....|
m/z--> 20 40 100 120 140 160
Abundance
109
860 880 9.00 9.0
5000 67 m/z 55.10 57.31%
a1 81 124
5 27 55 91
L L L L UL WL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #10396: Cyclopropane, l,l—dimethyl—2—(2—m9thy|—l—propenyl)— LI L L L L
67 109 8.60 8.80 9.00 9.20
m/z 67.10 52.89Y%
5000 124
41
29 | \‘ J
0: ||‘|‘|||‘|||=||‘||‘H|‘ |‘||| |‘|||||||||||||| R e N EmEms e
m/z--> 20 40 60 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown9.05 Concentration Rank 10

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

9.05 3.51 ng 288937 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvilcvclohexanol 128 C8H160 005715-23-1 46
2 Cvclohexanol. 3.5-dimethvl- 128 C8H160 005441-52-1 43
3 Cvclohexene. 4-ethvl- 110 C8H14 003742-42-5 30
4 2.4-Heptadienal. (E.BE)- 110 C7H100 004313-03-5 25
5 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 22

Abundance Scan 609 (9.048 min): BF082920.D (-604) (-) m/z 43.10 100.00%
71 81
5000
880 9.00 9.20 9.40
01 m/z 81.10 97 .29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12165: 3,4-Dimethylcyclohexanol
71
95
5000 43 81 10 HRR UL S L
S5 8.80 9.00 9.20 9.40
27 m/z 71.10 90.13%
0 ..1.5|....|....|........|....|:!-2.7..|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance
71
95 880 9.00 9.20 9.40
5000 m/z 55.10 73.79%
41 110
. % 81
18 127
L L L L W B L UL
m/z--> 20 40 60 80 100 120 140 160
Abundance #5787: Cyclohexene, 4-ethyl- R AR RRRES T
81 8.80 9.00 9.20 9.40
m/z 41.10 72 .58%
5000 54
41
67
27 ‘ ‘ 95 110
0 '}?I'U"h"whI“w'JM""I""I""I""I"" HRRE UL SR L
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\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown9.28 Concentration Rank 11

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

9.28 3.34 ng 275106 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptane. 1.3.3-tri... 138 C10H18 006248-88-0 27
2 Cvclohexene. 1-methvl-3-vinvloxv- 138 C9H140 100144-30-7 25
3 3-Oxatricvclol4.1.1.0(2.4)loctan... 152 C10H160 001686-14-2 25
4 Cvclohexene. 1-methvl-3-(formviIm... 138 C9H140 129993-40-4 22
5 Cyclohexene, l1l-chloro-6-methyl- 130 C7H11CI 016642-50-5 22

Abundance Scan 629 (9.276 min): BF082920.D (-625) (-) m/z 95.10 100.00%

5000

9.00 9.20 9.40 9.60

(o m/z 81.10 68.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16366: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
81
123
67
5000 41 95 LA L L L L L L L LB L
55 9.00 9.20 9.40 9.60
‘ 109 m/z 41.10 68.40%
o Y N
IR e o e R o S A REREEEER RS R SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
95
67
R e N EmEms e
9.00 9.20 9.40 9.60
5000 55 79 m/z 55.10 67.33%
41
27
109 123 138
O’ T T e T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24212: 3-Oxatricyclo[4.1.1.0(2,4)]octane, 2,7,7-trimethyl- R B EmEEs R S
108 9.00 9.20 9.40 9.60
m/z 108.10 53.75%
5000
23 137 152
0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown9.49 Concentration Rank 14

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

9.49 2.57 ng 211244 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Menth-8(10)-en-9-0l. cis- 154 C10H180 015714-13-3 35
2 Furfurvl alvcidvl ether 154 C8H1003 005380-87-0 25
3 Bicvclol3.3.1Tnonan-3-0l. exo- 140 C9H160 010036-08-5 22
4 Bicvclol3.3.1Tnonan-9-o0l 140 C9H160 015598-80-8 18
5 5-Hepten-2-ol, 6-methyl- 128 C8H160 001569-60-4 11

Abundance Scan 648 (9.493 min): BF082920.D (-646) (-) m/z 55.10 100.00%
55
81 95
5000
900 9.40 9.60 9.80
o} m/z 95.10 78.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25506: p-Menth-8(10)-en-9-ol, cis-
55
81
5000 41 95 ISR R R S
67 9.20 9.40 9.60 9.80
29 ‘ ‘ ‘ 113123 136 m/z 81.10 76.71%
[o) E— IIH‘II i“::‘ﬁ“l“lu“u‘uu |“H‘l|‘iM‘| I‘NI‘IIHIII l|||1|5‘|4|| T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81
o7 920 9.40 9.60 9.80
5000 m/z 69.10 65.27%
53
o 15 27 39 69 107 123 154
miz--> 20 40 60 8 100 120 140 160 180
Abundance #18027: Bicyclo[3.3.1]nonan-3-ol, exo- Al EEAE S R
81 9.20 9.40 9.60 9.80
m/z 41.10 57 .56%
122
5000
41 55 67 93
107
0...|....|“£.‘.‘Hl‘|.“H“‘..“‘lhk..‘Hl‘lu‘...|‘....1‘|10....|....|. R REREE masma s
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown9.79 Concentration Rank 12

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

9.79 3.07 ng 252542 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 49
2 Dodecane 170 C12H26 000112-40-3 46
3 Tridecane 184 C13H28 000629-50-5 46
4 Pentadecane 212 C15H32 000629-62-9 43
5 Hexadecane 226 Cl16H34 000544-76-3 43

Abundance Scan 674 (9.791 min): BF082920.D (-670) (-) m/z 57.10 100.00%
57

5000

5y

9.40 9.60 9.80 10.00 10.20
m/z 43.10 72 .18%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 AL LI L L L L L L
85 9.40 9.60 9.80 10.00 10.20
29 m/z 71.10 55.13%
o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R o N
71 9.40 9.60 9.80 10.00 10.20
5000 m/z 41.10 41 .13%
85
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane R e e R R
43 97 9.40 9.60 9.80 10.00 10.20

m/z 85.10 36.11%

5000

~
iy
©
a1

29
15 | ‘L L | ‘ 99113127141155 184

Y A st St

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10 00 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Benzoic acid, 2,4-dichloro- Concentration Rank 7

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

9.92 4.96 ng 408340 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4-dichloro- 190 C7H4C1202 000050-84-0 97
2 Benzoic acid. 3.4-dichloro- 190 C7H4C1202 000051-44-5 95
3 Benzoic acid. 2.6-dichloro- 190 C7H4C1202 000050-30-6 94
4 3.5-Dichlorobenzoic acid 190 C7H4CI1202 000051-36-5 93
5 Benzoic acid, 2,5-dichloro- 190 C7H4CI1202 000050-79-3 92

Abundance Scan 685 (9.916 min): BF082920.D (-682) (-) m/z 173.00 100.00%
1713

5000
109 121 133 9.60 9.80 10.00 10.20
(o} m/z 175.00 66.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49477: Benzoic acid, 2,4-dichloro-
173
5000 190 IIIIIIIIIIIIIIIIIII
145 9.60 9.80 10.00 10.20
50 ‘ 109 m/z 190.00 54 _.29%
63 ‘ 84 ‘
o I A Ol i 2 ﬁt.}%3}??,.k M full B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
173 190
9.60 9.80 10.00 10.20
5000 145 m/z 192.00 37.18%
. “ 109
o 18 % 63 8 99 | 150133 162
i e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49476: Benzoic acid, 2,6-dichloro- e
173 9.60 9.80 10.00 10.20
m/z 145.00 22 .64%
190
5000
o e & 109 145
VI TN T PV, NP Y oo
m/z--> 20 40 60 80 100 120 140 160 180 200 9. 60 9. 80 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.76 4.01 ng 283722 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 74
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 759 (10.762 min): BF082920.D (-757) (-) m/z 57.10 100.00%

57
43

5000

10.40 10.60 10.80 11.00

115129145 ,547175190 54

0! m/z 43.10 71.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LA L L L L L L L LB B
85 10.40 10.60 10.80 11.00
29 m/z 71.10 56.23%
o S
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R R AR
43 10.40 10.60 10.80 11.00
5000 71 m/z 85.10 40.61%
85
29
0 99 113127141155170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane R R RREEEEa
57 10.40 10.60 10.80 11.00
43 m/z 41.10 26.45%
71
5000 85
29
015 J Il ??113127141155169 198
et e e e e e e e R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00

8270-BF110715.M Mon Nov 16 18:03:15 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.88 8.91 ng 630214 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 Dodecanoic acid 200 C12H2402 000143-07-7 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 857 (11.882 min): BF082920.D (-855) (-) m/z 73.10 100.00%

43 60 7B
5000
129

01115 | 143157171185

11.60 11.80 12.00 12.20

213
199 227 242 256

Obrrrrrfli m/z 43.10 95.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 L L

11.60 11.80 12,00 12.20
m/z 60.05 91.12%

213

143 157171185 199

o
=

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

—

Abundance
43 60 73
29 11.60 11.80 12.00 12.20
5000 m/z 57.10 76.81%
o 129 242
199
. 101115 | 143157171185 213226
A S BARARmans na
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46617: Undecanoic acid e e ERRES BE s
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 70.79%
50001 o9
- 129
101115 ‘ 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.01 2.56 ng 181286 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvphenv... 278 C17H2603 020170-32-5 94
2 Pvridine. 2-(diphenviphosphino)- 263 C17H14NP 037943-90-1 47
3 Trimethvl(2.6 ditert.-butvlpheno... 278 C17H300Si 010416-73-6 45
4 9(10H)-Acridone. 4.5-dichloro- 263 C13H7CI2NO 1000163-26-5 43
5 12-Cyclohex-3-enyl-3-methyl-8,9,... 344 C23H24N20 1000296-08-5 38
Abundance Scan 868 (12.008 min): BF082920.D (-866) (-) m/z 263.20 100.00%
263
5000 57 k
147 219 218 U R AR SRR B
41 77 91 110 128 " 161 185 203 “7 535 11.60 11.80 12.00 12.20 12.40
O bbb b bt el il b S Ll Tm/z 57.10 46.04%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105176: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263
5000 U R SRR SURR B
278 1160 11.80 12,00 12.20 12.40
- m/z 278.20  22.80%
. AL 77 91 110 129 147161 185 203 219 235544
miz-> 20 4 60 80 100 130 140 160 180 200 230 240 250 %0
Abundance
263
11.60 11.80 12.00 12.20 12.40
5000 L85 m/z 264.20 19.62%
51
o 64 78 03%7 133 152 170 202 230 246
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105191: Trimethyl(2,6 ditert.-butylphenoxy)silane A T
263 11.60 11.80 12.00 12.20 12.40

m/z 147.10 17.84%

5000

%

278
71 u

O NI UMM MU S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12. 20 12. 40

8270-BF110715.M Mon Nov 16 18:03:17 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082920.D

Aca On : 14 Nov 2015 3:17

Operator : UM/I1Z

Sample : 64382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 15 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.67 13.81 ng 758709 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Eicosane 282 C20H42 000112-95-8 25
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 11

Abundance Scan 926 (12.671 min): BF082920.D (-924) (-) m/z 43.10 100.00%

43 3
5000 129

143157171 12.40 12.60 12.80 13.00
Ol m/z 73.05 98.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
5000 129 TTT LI L L L TTTT
12. 40 12 60 12. 80 13 00
284 m/z 60.10 80.16%
ZT 143,171
o.nphﬂm”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
T
12.40 12.60 12.80 13.00
5000 129 m/z 57.10 79.05%
28 87 242
143 199
115 157171185
0 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid B A RRREE R
73 12.40 12.60 12.80 13.00
43 m/z 55.10 71.22%
5
5000 129
185 228

143157171 199

1l m Im 1\15 | Ll ‘

o”.“”.“uu M1 A Mt v YD M AL - SN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111315\
Data File : BF082920.D

Acq On : 14 Nov 2015 3:17

Operator : UM/1Z

Sample - G4382-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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_97 15.6 ng 924221 1 6.81 1187210 20.0
unknown6 .58 6.58 70.7 ng 4196140 1 6.81 1187210 20.0
1-Hexanol, 2-ethyl- 6.88 7.3 ng 430863 1 6.81 1187210 20.0
unknown8 .88 8.88 3.6 ng 263870 2 8.09 1472000 20.0
unknown9 .05 9.05 3.5 ng 288937 3 9.85 1645950 20.0
unknown9 .28 9.28 3.3 ng 275106 3 9.85 1645950 20.0
unknown9 .49 9.49 2.6 ng 211244 3 9.85 1645950 20.0
unknown9.79 9.79 3.1 ng 252542 3 9.85 1645950 20.0
Benzoic acid, 2,4... 9.92 5.0 ng 408340 3 9.85 1645950 20.0
Eicosane 10.76 4.0 ng 283722 4 11.33 1415220 20.0
n-Hexadecanoic acid 11.88 8.9 ng 630214 4 11.33 1415220 20.0
3,5-di-tert-Butyl... 12.01 2.6 ng 181286 4 11.33 1415220 20.0
Octadecanoic acid 12.67 13.8 ng 758709 5 13.97 1098500 20.0
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