LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56 Instrument :

Operator : UM/1Z ?:'l\:gﬁ't:Sam ol

3§mple : G3867-06 SB@&GEJ%@Q%HS
isc :

ALS Vial : 51 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-BF092815.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 5.063 253 256 268 rVB 744364 1115183 46.43% 4.683%
2 5.474 290 292 295 rBVY 1537977 1963262 81.74% 8.244%
3 6.514 380 383 385 rBY 2007075 2096273 87.28% 8.802%
4 6.652 392 395 397 rBVY 2348193 2212457 92.11% 9.290%
5 6.880 413 415 418 rBV 308270 409263 17.04% 1.718%
6 7.040 427 429 431 rBV 1743809 1501769 62.53% 6.306%
7 7.452 463 465 471 rBV 1303852 1319537 54.94% 5.541%
8 7.909 503 505 507 rBV 29311 29927 1.25% 0.126%
9 8.172 525 528 530 rBV 681832 633357 26.37% 2.659%
10 8.366 544 545 548 rVB 32972 27852 1.16% 0.117%
11 8.766 578 580 581 rBV 15904 24178 1.01% 0.102%
12 8.835 584 586 587 rVB 26409 29408 1.22% 0.123%
13 8.983 595 599 604 rBV2 133043 177646 7.40% 0.746%
14 9.120 608 611 615 rvB4 23490 41552 1.73% 0.174%
15 9.246 620 622 625 rBVY 1462407 1930138 80.36% 8.104%
16 9.395 633 635 637 rVB 26130 27828 1.16% 0.117%
17 9.520 643 646 649 rBV2 28398 44046 1.83% 0.185%
18 9.589 649 652 653 rvv 65276 76184 3.17% 0.320%
19 9.646 655 657 660 rvv 621000 592478 24.67% 2.488%
20 9.703 661 662 667 rvVB2 55842 95517 3.98% 0.401%
21 9.783 667 669 672 rBV 38142 60684 2.53% 0.255%
22 9.932 679 682 684 rBV 825283 753557 31.37% 3.164%
23 9.966 684 685 689 rVB2 59612 67354 2.80% 0.283%
24 10.046 689 692 693 rBV 17573 27864 1.16% 0.117%
25 10.126 697 699 702 rBV2 15938 32974 1.37% 0.138%
26 10.252 708 710 711 rBV 43815 58331 2.43% 0.245%
27 10.355 715 719 721 rVvv2 55541 117221 4 .88% 0.492%
28 10.481 727 730 733 rVB2 41575 47026 1.96% 0.197%
29 10.549 733 736 737 rBV 48627 62425 2.60% 0.262%
30 10.572 737 738 742 rVB2 24044 43221 1.80% 0.181%

31 10.721 749 751 754 rBV2 1414997 1825890 76.02% 7.667%
32 10.835 759 761 766 rVB 70579 125617 5.23% 0.527%
33 10.926 766 769 773 rBvV2 16313 44140 1.84% 0.185%
34 11.029 775 778 779 rBV 21248 32195 1.34% 0.135%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56 Instrument :

Operator : UM/1Z gmgigamlem'

agmple : G3867-06 sa@&esqgogzns
isc :

ALS Vial : 51 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-BF092815.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.063 779 781 782 rBV 35357 35795 1.49% 0.150%
36 11.166 787 790 794 rBV5 17138 41603 1.73% 0.175%
37 11.281 798 800 802 rBV 43701 62444 2.60% 0.262%
38 11.315 802 803 806 rvB2 38946 36267 1.51% 0.152%
39 11.418 810 812 815 rBV 567392 738753 30.76% 3.102%
40 11.715 836 838 839 rBvV 38155 30477 1.27% 0.128%
41 11.955 857 859 862 rBv2 107992 180699 7.52% 0.759%
42 12.126 872 874 875 rBV 28849 33333 1.39% 0.140%
43 12.744 926 928 934 rVB6 34243 63052 2.63% 0.265%

44 12.835 934 936 938 rVB 291363 249609 10.39% 1.048%
45 12.904 938 942 949 rvVB4 59297 167891 6.99% 0.705%

46 13.018 949 952 955 rBV 2419555 2401843 100.00% 10.085%
47 13.544 996 998 1000 rBV 200467 178944 7.45% 0.751%
48 13.589 1000 1002 1003 rBV 38800 34812 1.45% 0.146%
49 13.795 1017 1020 1027 rBV 15186 38887 1.62% 0.163%
50 13.921 1029 1031 1037 rVV 109083 177336 7.38% 0.745%

51 14.070 1041 1044 1057 rVB 687379 787482 32.79% 3.307%

52 14.241 1057 1059 1061 rBV 45640 55885 2.33% 0.235%
53 14.538 1083 1085 1088 rBV 40989 65056 2.71% 0.273%
54 14.847 1110 1112 1116 rVV 42358 48318 2.01% 0.203%
55 14.927 1116 1119 1121 rVB 14471 24198 1.01% 0.102%
56 15.190 1139 1142 1144 rVB 26922 34308 1.43% 0.144%
57 15.533 1169 1172 1182 rBV 363055 595187 24.78% 2.499%
58 16.001 1210 1213 1216 rBV 15582 26712 1.11% 0.112%
59 16.504 1253 1257 1262 rBV2 12670 31304 1.30% 0.131%
60 17.567 1345 1350 1353 rBv4 9821 29228 1.22% 0.123%
Sum of corrected areas: 23815777
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56

Operator : UM/I1Z

ﬁ?ggle i G3867-06 SB-06-6.5-7.0-092915
ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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: BF082031.D

2000000 6.51

7.04

5.47

1500000
7.45

1000000
5.06 8.17

500000
6.88

7.91 8.37

L T S & L A e

T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF082031.D

13.02

2000000

1500000 9.25 10.72

1000000

500000

14.24 14.54 148%3

- o) A" IE o ——
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082031.D

2000000

1500000

1000000

500000 15.53

15.19 fk 16.00 16.50 17.57

e L L B i B LS

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56

Operator : UM/I1Z

ﬁ?ggle i G3867-06 SB-06-6.5-7.0-092915
ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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.

5.06 54 .50 ng 1115180 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 256 (5.063 min): BF082031.D (-253) (-) m/z 43.10 100.00%
43.1
59.1
5000
1o 480 5.00 520 5.40
o...,....,....,....','.-...,..~.'I,...6?,°....f‘.3.1..,...:,|....,. m/z 59.10 60.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL LS IR I
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.10 18.90%
0"'I""'I"'wl""'l""'l""I""I""I8'3'0"I'"*I""'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0

480 5.00 520 5.40
5000 41.0 m/z 58.10 17.33%

31.0
69.0 87.0
15.0 50.0 98.0
e A UL S L UL I IR SUL I W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

480 5.00 520 5.40
m/z 41.10 8.77%

5000

41.0

29.0 101.0
50.0 |, 730  86.0 \

bt L 500 ) 730 860 | SNBSS 1 MMM

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56

Operator : UM/I1Z

ﬁ?ggle i G3867-06 SB-06-6.5-7.0-092915
ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown6.65 Concentration Rank 1

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

6.65 108.12 ng 2212460 1,4-Dichlorobenzene-d4 6.88
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 395 (6.652 min): BF082031.D (-392) (-) m/z 132.10 100.00%
130.1
5000 68.1
o1 e ek oko 6o 7h0
L B m/z 68.10 40.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR R S L
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.02%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 27 .19%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180 L
Abundance #48639: Tranylcypromine-propiony! I SEERREEE s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.49%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56

Operator : UM/I1Z

ﬁ?ggle i G3867-06 SB-06-6.5-7.0-092915
ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Naphthalene, 2,3-dimethyl- Concentration Rank 12

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

9.59 2.02 ng 76184 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 652 (9.589 min): BF082031.D (-649) (-) m/z 156.10 100.00%
143.1 156.1

5000

115.11281
9.20 9.40 9.60 9.80 10.00

51.1 63.0 76.0 g9 1 1000

(o} m/z 141.05 94 .52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27179: Naphthalene, 2,3-dimethyl-
156.0
141.0
5000

9.20 9.40 9.60 9.80 10.00
m/z 155.10 28 .58%

115.0
63.0 76.0 128.0
27.0 39.0 510539 "7 " 89.0 1020 | T | i

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156.0
141.0
9.20 9.40 9.60 9.80 10.00
5000 m/z 115.05 19.58%
115'0128.0

27.0 39.0 51.0 63.0 77.0 g9 1020

miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #27170: Naphthalene, 1,3-dimethyl-
o 1560 9.20 9.40 9.60 9.80 10.00
141. m/z 128.05 16.04%

5000
115.0
0 27.0 39.0 51.0 63.0 760 g9 1000 | 280 | ||
i ARSI N LA soNS R] PSMB M 1}

mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56

Operator : UM/I1Z

ﬁ?ggle i G3867-06 SB-06-6.5-7.0-092915
ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Naphthalene, 1,8-dimethyl- Concentration Rank 11

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

9.70 2.54 ng 95517 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 95
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 95
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 94
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 94
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93

Abundance Scan 662 (9.703 min): BF082031.D (-661) (-) m/z 141.05 100.00%
141.1 156.1
5000
11 115.0 L L e A
: 76.1 910 »“J . 9.40 9.60 9.80 10.00
A VO M O e .|:-, Al L 1AL " 86 10 87, 75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27186: Naphthalene, 1,8-dimethyl-
141.0 156.0
5000
9.40 9.60 9.80 10.00
76.0 115.0 m/z 155.10 27.64%
390 930 |
0 .].'5.'0| —— "I. il I“l .‘.“.“l " .1.0,1".0. - .“l‘ i I\I\I .‘.“ —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
1410 10
9.40 9.60 9.80 10.00
5000 m/z 115.00 19.14%
115.0
0l 140 0 030700,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27192: Naphthalene, 1,4-dimethyl- R o L I
141.0 156.0 9.40 9.60 9.80 10.00
m/z 153.10 16.14%
5000
115.0
o220 S0 0 oo |y bl
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56

Operator : UM/I1Z

ﬁ?ggle i G3867-06 SB-06-6.5-7.0-092915
ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.35 3.11 ng 117221 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 81
2 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 72
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 70
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 59
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 38
Abundance Scan 719 (10.355 min): BF082031.D (-715) (-) m/z 155.10 100.00%

5000

85.1
105.1  129.0

191.8 10.00 10.20 10.40 10.60

o} m/z 149.00 97 .86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36217: Naphthalene, 2,3,6-trimethyl-
170.0
155.0
5000 R R DAL SUGLIE I

lO.IOO 10.20 10.40 10.60
m/z 170.10  85.15%

0260 410 57.0 71.0 850 1020 1280 bl
L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
155.0
170.0
10.00 10.20 10.40 10.60
5000 m/z 57.10 74 _.23%
128.0
410 30770 1020
Ottt el A il
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36214: Naphthalene, 1,6, 7-trimethyl- L R B S
155 017 0.0 10.00 10.20 10.40 10.60

m/z 43.10 67.77%

B \pmJVJJMAA\AM\xm\MAv$«r»f
128.0
51.0 76.0
36.0 1020 | ) .

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56

Operator : UM/I1Z

ﬁ?ggle i G3867-06 SB-06-6.5-7.0-092915
ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.83 3.40 ng 125617 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Eicosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86

Abundance Scan 761 (10.835 min): BF082031.D (-759) (-) m/z 57.10 100.00%

57.1

5000
1131 1557 1841 10.60 10.80 11.00 11.20
0 2238 m/z 43.10 64.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45543: Tridecane
57.0
5000 850 TT T T[T T T T[T r[rrrrprors
10. 60 10 80 11. 00 11. 20
29.0 m/z 71.10 60.55%
o L ‘ I 120 1410 1840
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
L
10.60 10.80 11.00 11.20
5000 m/z 85.05 40.37%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane L e e s A,
57.0 10.60 10.80 11.00 11.20
m/z 41.10 29.60%
5000 85.0
290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56

Operator : UM/I1Z

ﬁ?ggle i G3867-06 SB-06-6.5-7.0-092915
ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Undecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.96 4.89 ng 180699 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 Tridecanoic acid 214 C13H2602 000638-53-9 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Nonanoic acid 158 C9H1802 000112-05-0 35
5 Methyl 2,6-anhydro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 22
Abundance Scan 859 (11.955 min): BF082031.D (-857) (-) m/z 73.00 100.00%
431 730
5000 [\\‘§'~WM
129.1
97.0 213.2 AR AR AR A
157.1 185.2 : P 11.60 11.80 12.00 12.20
0 : m/z 43.10 99 .57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid
60.0
5000 LR AL DU BRI SO B
nmnmnmnm
29.0 85.0 129.0 m/z 60.10 90.52%
L .m0 100
o\»\ o O e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 730
11!60 11!80 12!00 12fzo '
5000 m/z 57.10 88.03%
129.0
97.0 171.0 214.0
e R S A L S S A LA LA AR SR AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37192: n-Decanoic acid R e  REREE
60.0 11.60 11.80 12.00 12.20
m/z 55.10 83.31%
5000 29.0 129.0 \JANJVN‘AJ\J\\ﬂJkF\%Nﬁf~
87.0
L
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:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56

Operator : UM/I1Z

ﬁ?ggle i G3867-06 SB-06-6.5-7.0-092915
ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.84 6.34 ng 249609 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 80
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 42
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
5 1-Hexanol, 3,5,5-trimethyl- 144 C9H200 003452-97-9 32

Abundance Scan 936 (12.835 min): BF082031.D (-934) (-) m/z 56.10 100.00%
56.1
5000
F 129.1 257.3
1571 185.2 213.2 12.60 12.80 13.00 13.20
Obrrerrrrrilirs || Al g o2 e L L d24 N0 53, 67%
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 UL UL LN U B
12. 60 12. 80 13. 00 13 20
29.0 m/z 43.10 35.06%
83 0 129.0 257.0
0 [l h H \M Wl ‘ 157. O 1850 2130 ‘ \‘ 2830 312 0
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56.0
" 1260 1280 13.00 13.20
5000 m/z 41.10 33.06%
29.0
0 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
R R R A R A R KR LA AR LR LA RAAAN LA EARRN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester B BB BN ST
57.0 12.60 12.80 13.00 13.20
m/z 55.10 29.16%
239.0
29.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2é0 360 T 12. 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56

Operator : UM/I1Z

ﬁ?ggle i G3867-06 SB-06-6.5-7.0-092915
ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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, 4,4"-(1-methylethyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.90 4.26 ng 167891 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 94
2 Carbamic acid. I1.1"-biphenvl1-3... 213 C13H11NO2 055030-29-0 52
3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 52
4 Naphthalene-2.6-dicarboxvlic aci... 376 C24H2404 1000189-60-8 50
5 Phenol, 2,4"-isopropylidenedi- 228 C15H1602 000837-08-1 50
Abundance Scan 942 (12.904 min): BF082031.D (-938) (-) m/z 213.10 100.00%
218.1
5000
43.1 119.0 USRNSSR BN B
61.1 91.0 1411 1651 1931 | | 12.60 12.80 13.00 13.20
o) BT P PRSP Y NOTIPRTS PR - Y o N m/z 119.00 20.11%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000
12.60 12.80 13.00 13.20
119.0 m/z 214.10 16.90%
39.0 650 91‘0 ‘ \ 1410 1650 1950 | 230.0
mz-> 20 45 eb 80 160 150 140 160 180 260 220
Abundance
213.0
12.60 12.80 13.00 13.20
5000 m/z 228.10 16.82%
168.0
. 510 770 o9g0 1150 139.0 196.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64967: Carbanilic acid, p-phenyl- L A- LS DAL BLELELELE BN B
218.0 12.60 12.80 13.00 13.20
m/z 43.10 16.49%
5000
167.0  196.0
0 5.0 770 9801150 13900 | |
miz-> 20 40 eb 80 160 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56

Operator : UM/I1Z

ﬁ?ggle i G3867-06 SB-06-6.5-7.0-092915
ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.54 4_.54 ng 178944 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 n-Butvl mvristate 284 C18H3602 000110-36-1 72
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35

Abundance Scan 998 (13.544 min): BF082031.D (-996) (-) m/z 56.10 100.00%
56.1
5000
129.1
3.1 285.3
185.2 241.2 13.20 13.40 13.60 13.80
Ob el o L2182 m/z 57.10 58.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 RUVAAR BUCLR RN RS
290 1320 13.40 13.60 13.80
. 0
‘ ‘ gso 1290 . " 2850 m/z 43.10 40.02%
b ekl 15701850 21302410 | | 3110 340.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
13.20 13.40 13.60 13.80
0
5000 29,0 m/z 41.10 32.82%
129.0
185.0 284.0
0 B30 157.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #17592: Urea, N,N-di-2-propeny!l- T L R
56.0 13.20 13.40 13.60 13.80

m/z 55.10 31.12%

5000

w
o
o

m‘ ‘ Il 85041101400

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 20 13. 40 13. 60 13. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082031.D

Aca On : 3 Oct 2015 19:56

Operator : UM/I1Z

ﬁ?ggle i G3867-06 SB-06-6.5-7.0-092915
ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 2-Ethyl-1-dodecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.92 4_.50 ng 177336 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 91
2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 76
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 74
4 17-Pentatriacontene 491 C35H70 006971-40-0 74
5 1-Tetracosanol 354 C24H500 000506-51-4 72
Abundance Scan 1031 (13.921 min): BF082031.D (-1029) (-) m/z 57.10 100.00%
57.1

5000
139.1  169.2 209.1 13.60 13.80 14.00 14.20
0 m/z 43.10 70.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65764: 2-Ethyl-1-dodecanol
57.0
5000 TT LIS L L N BN |
29.0 83.0 13.60 13.80 14.00 14.20
‘ 111.0 m/z 71.10 53.86%
T Ll M
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0 83.0
R RRREER R
13.60 13.80 14.00 14.20
5000 111.0 m/z 55.10 53.41%
29.0
o 1390 167.0 210.0 238.0 263.0
T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #159526: Pentafluoropropionic acid, octadecy! ester I I e S BRI e
43.0 13. 60 13. 80 14. 00 14. 20

m/z 83.10 40.69%

5000 690
97.0
‘ L M 1250 1540 1810 205.0224.0 252.0

ow.”.,.” A A SR S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF100215\

Data File : BF082031.D

Acq On : 3 Oct 2015 19:56

Operator : UM/1Z

3?22'6 i 63867-06 SB-06-6.5-7.0-092915
ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.06 54_.5 ng 1115180 1 6.88 409263 20.0
unknown6 .65 6.65 108.1 ng 2212460 1 6.88 409263 20.0
Naphthalene, 2,3-... 9.59 2.0 ng 76184 3 9.93 753557 20.0
Naphthalene, 1,8-... 9.70 2.5 ng 95517 3 9.93 753557 20.0
Naphthalene, 2,3,... 10.35 3.1 ng 117221 3 9.93 753557 20.0
Tridecane 10.83 3.4 ng 125617 4 11.42 738753 20.0
Undecanoic acid 11.96 4.9 ng 180699 4 11.42 738753 20.0
Hexadecanoic acid... 12.84 6.3 ng 249609 5 14.07 787482 20.0
Phenol, 4,4"-(1-m... 12.90 4.3 ng 167891 5 14.07 787482 20.0
Octadecanoic acid... 13.54 4.5 ng 178944 5 14.07 787482 20.0
2-Ethyl-1-dodecanol 13.92 4.5 ng 177336 5 14.07 787482 20.0

8270-BF092815.M Mon Oct 05 18:39:18 2015 Page: 15



