LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 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-BF012417 .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 5.161 266 269 272 rBV 519878 784231 14.13% 1.700%
2 5.241 274 276 279 rVB 72828 88898 1.60% 0.193%
3 5.573 302 305 307 rBVY 2849793 2836596 51.11% 6.151%
4 6.590 392 394 397 rBVY 1550787 1680202 30.27% 3.643%
5 6.739 404 407 409 rBV 4400426 4465719 80.46% 9.683%
6 6.967 425 427 431 rBVY 1300761 1173622 21.14% 2.545%
7 7.127 438 441 443 rBVY 4003014 3821148 68.84% 8.286%
8 7.539 474 A77 479 rVV 3246481 3563120 64.20% 7.726%
9 7.619 482 484 486 rVvV 113434 123735 2.23% 0.268%
10 7.722 490 493 495 rVvVv 78206 92635 1.67% 0.201%
11 7.916 507 510 513 rBV3 27497 56935 1.03% 0.123%
12 7.996 514 517 519 rBV 39444 64393 1.16% 0.140%
13 8.259 538 540 543 rBVY 1453120 1419865 25.58% 3.079%
14 8.305 543 544 547 rVB3 61596 75843 1.37% 0.164%
15 8.385 547 551 552 rBvV4 26505 81404 1.47% 0.177%

16 8.419 552 554 558 rvB4 46383 102496 1.85% 0.222%
17 8.625 569 572 576 rVB5 64315 161848 2.92% 0.351%
18 8.739 576 582 585 rBvV7 65167 198390 3.57% 0.430%
19 8.830 588 590 592 rBV 159540 232107 4.18% 0.503%
20 8.865 592 593 597 rBv4 58509 108463 1.95% 0.235%

21 8.990 600 604 606 rBv4 55034 120783 2.18% 0.262%
22 9.093 609 613 617 rVB6 59090 211581 3.81% 0.459%
23 9.196 617 622 625 rBv4 122063 469354 8.46% 1.018%
24 9.253 625 627 628 rBv2 40331 65096 1.17% 0.141%
25 9.345 632 635 637 rvV 4059621 5550428 100.00% 12.035%

26 9.379 637 638 640 rvB2 94671 85914 1.55% 0.186%
27 9.493 645 648 651 rvB2 102199 178656 3.22% 0.387%
28 9.642 658 661 662 rBvV3 54351 109632 1.98% 0.238%
29 9.688 662 665 667 rvv 165877 198801 3.58% 0.431%
30 9.745 668 670 672 rvVv 88226 115846 2.09% 0.251%

31 9.813 673 676 680 rvB3 125940 343528 6.19% 0.745%
32 9.882 680 682 684 rBV3 69788 106871 1.93% 0.232%
33 10.031 692 695 696 rBVY 1668721 1638321 29.52% 3.552%
34 10.053 696 697 701 rVvB3 73768 90320 1.63% 0.196%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 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-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.339 721 722 725 rVB2 105652 124775 2.25% 0.271%

36 10.385 725 726 727 rBV 75574 69551 1.25% 0.151%
37 10.522 736 738 744 rVB4 98591 178032 3.21% 0.386%
38 10.682 749 752 754 rvv2 104805 173258 3.12% 0.376%
39 10.751 756 758 761 rvv3 61288 113492 2.04% 0.246%
40 10.819 761 764 767 rBvV 2507377 3140530 56.58% 6.810%

41 10.933 772 774 778 rVB4 68015 154203 2.78% 0.334%
42 11.002 778 780 781 rBV 47681 56644 1.02% 0.123%
43 11.379 811 813 818 rVB4 58982 115149 2.07% 0.250%
44 11.516 823 825 827 rBV 1783572 1508590 27.18% 3.271%
45 11.722 841 843 846 rBV 148198 168171 3.03% 0.365%

46 12.877 942 944 946 rBV 145968 154020 2.77% 0.334%
47 12.922 946 948 950 rvv 547385 468335 8.44% 1.016%
48 12.991 952 0954 958 rvB2 134878 212511 3.83% 0.461%
49 13.105 961 964 967 rBV 3872479 5251794 94.62% 11.388%
50 13.631 1008 1010 1011 rBV 279792 326908 5.89% 0.709%

51 13.665 1011 1013 1015 rBV 61640 72570 1.31% 0.157%
52 13.882 1030 1032 1039 rVB2 77135 125218 2.26% 0.272%
53 13.997 1039 1042 1046 rBV 134641 165383 2.98% 0.359%
54 14.157 1053 1056 1058 rBV 1410166 1331695 23.99% 2.888%

55 14.317 1068 1070 1074 rVB 76587 75811 1.37% 0.164%
56 14.625 1094 1097 1099 rVB 556372 75256 1.36% 0.163%
57 14.934 1122 1124 1128 rBV 74884 89482 1.61% 0.194%
58 15.277 1152 1154 1157 rVB 68750 90374 1.63% 0.196%

59 15.631 1182 1185 1188 rBV 601047 1017797 18.34% 2.207%
60 16.111 1224 1227 1232 rBV 72906 145086 2.61% 0.315%

61 16.637 1269 1273 1280 rVB2 64794 142237 2.56% 0.308%

62 17.243 1322 1326 1331 rBV 40228 94739 1.71% 0.205%
63 17.951 1386 1388 1393 rVB2 22631 59563 1.07% 0.129%
Sum of corrected areas: 46117955
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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\BF012617\

BF092560.D

27 Jan 2017  7:27

SJ/MA

11364-04

47 Sample Multiplier: 1

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

4000000

3000000

2000000

1000000

TIC: BF092560.D

5.16
5.24

5.57

6.59

74

7.13

6.97

7.54

OF==
Time-->

5.00

5.50

Abundance

4000000

3000000

2000000

1000000

10.03

N

05 10948,51968

TIC: BF092560.D

10.82

11.52

13.63
.6

T
Time--> 8.00

8.50

10.00

10.50 11.00

11.50

12.00

12.50

13.00

13.50

Abundance

4000000

3000000

2000000

1000000

14.16

133400/l 1432 1463 14.93 1528

15.63

TIC: BF092560.D

16.11

16.64

17.24

17.95

0

14.00 14.50 15.00

Time-->

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\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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.

5.16 13.36 ng 784231 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 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 269 (5.161 min): BF092560.D (-266) (-) m/z 43.10 100.00%
43
59
5000
1o 480 500 520 540
0 ...,....,....,..??','.-...,??.'.,...‘??....,??..,...:,|....,. m/z 59.10 58.37%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 1 R UL I I B
59 480 500 520 540
m/z 101.10 18.17%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.00 15.26%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e e  RRA
59 4.80 5.00 5.20 5.40
m/z 41.05 9.12%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.74 Concentration Rank 1

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

6.74 76.10 ng 4465720 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 407 (6.739 min): BF092560.D (-404) (-) m/z 132.10 100.00%
132
5000 68
40 ‘ 75 6 640 6.60 680 7.00
54 104 . . . .
o..,....,....,...:,“!.‘.‘?,:!..‘,3%:.'.|,..':.,..5.‘.7,....,.':..,.1.1.5.,....,~'...,... m/z 68.10 43.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR U L SRR
6.40 6.60 6.80 7.00
78 m/z 134.10 32.82%
31 38 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.10 28.06%
33 a4 97 105

70 78
51 60 86 115

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole B R Rt
132 6.40 6.60 6.80 7.00
m/z 69.10 17.01%
5000
104
51 .o 66 77
oL 14 27 37449 58 | L. 89 97 | 115 \
e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown8.62 Concentration Rank 17

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

8.62 2.28 ng 161848 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-EthvIl-2-hexvnal 124 C8H120 071932-97-3 45
2 Bicvclol2.2.1Theptane. 2-butvl- 152 C11H20 061177-16-0 43
3 Cvclohexanone. 2-methvl-5-(1l-met... 152 C10H160 005948-04-9 38
4 Cvclohexanone. 2-methvl-5-(1-met... 152 C10H160 007764-50-3 35
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 30

Abundance Scan 572 (8.625 min): BF092560.D (-569) (-) m/z 41.10 100.00%
41 55 6, 95
81 108
5000
152
125 4 160 ISR S R
| || L L | I ol n| | e L
0.,....,....,!.'..I'....',.'...,.'.I.l.i..'..| TR sl A | I..'..|.|...|....| m/z 69.10 92 _00%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #10149: 4-Ethyl-2-hexynal
41
81
5000 109 IR R R A
29 55 8.20 840 8.60 8.80 9.00
m/z 67.10 90.44%
‘ |l ‘ ], ‘ | 123
ol "'|""‘ H ‘ ‘. \\ H I"l"I""I""I""'I""I""I""I""I
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
820 8.40 8.60 8.80 9.00
5000 67 m/z 55.05 84.70%
41 g 81
28 109 124 .. 152
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24218: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, trans- A B
67 95 8.20 840 860 880 9.00
m/z 95.10 82 .80%
41 82
5000 55 152
109
‘ 137
OW””I””MM'JMW”uk”hLM”PwLP”M”'jﬁ?P'AP”W”'W””I ISR SRR SR
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 860 880 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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, decahydro-2-me... Concentration Rank 13

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

8.74 2.79 ng 198390 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 64
2 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 64
3 Cvclohexanone. 2-methvl-5-(1l-met... 152 C10H160 007764-50-3 49
4 2-Pvridinecarboxamide. 3-hvdroxv... 152 C7H8N202 001196-30-1 42
5 2-Methylbicyclo[3.2.1]octane 124 C9H16 1000215-28-0 41

Abundance Scan 582 (8.739 min): BF092560.D (-576) (-) m/z 71.10 100.00%
!
95
41 g
5000
840 860 880 9.00
o} m/z 67.10 88.32%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #24327: Naphthalene, decahydro-2-methyl-
4 67
95
55 81 152
5000 NSRRI U R R
137 8.40 8.60 8.80 9.00
‘ ‘ 109 m/z 95.10 77 .19%
0 PP ..‘l.‘...‘;‘ﬁ.;.. mifk ""‘l"'"I"l"l""l""l""'I""I'"'I"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
41 67
95 N,
55 81 192 840 8.60 880 9.00
5000 m/z 41.10 66.77%
137
109
123
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #24116: Cyclohexanone, 2-methyl-5-(1-methylethenyl)- s B
67 8.40 8.60 8.80 9.00
95 m/z 55.00 61.29%
41
82
5000 109
152
Ll g |
O'VHWH““L'm“'“W“LPHWH“'“W““PM'““P“W““P“W““P“ NSRRI L L R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.40 8.60 8.80 9.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search
Z:\HPCHEM1\BNA F\DATA\BF012617\
BF092560.D
27 Jan 2017 7:27
SJ/MA
11364-04

47 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Compound Report

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 6 Benzene, pentamethyl- Concentration Rank 8

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

8.83 3.27 ng 232107 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 93
2 Benzene., 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 74
3 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 74

004218-48-8 72
134329-46-7 72

4 Benzene. l-ethvl-4-(1-methvlethvl)- 148 C11H16
5 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16

Abundance Scan 590 (8.830 min): BF092560.D (-588) (-) m/z 133.10 100.00%
5000 148
4 55 g7 77 9 105 1Y 160 |, 840 860 8.80 9.00 9.20
(o} m/z 148.15 40.26%
miz--> 0 20 40 60 80 100 120 140 160
Abundance #21796: Benzene, pentamethyl-
33
5000 LI e
148 840 860 8.80 9.00 9.20
105115 m/z 145.10 16.30%
15 27 39 5\:!- 6\5 7\? m\ ‘ Il
o T e e R
miz--> 0 20 40 60 80 100 120 140 160
Abundance
133
119
8.40 8.60 8.80 9.00 9.20
5000 s m/z 117.05 15.09%
9% 105
;5 27 39 51 65 ”
T R e
miz--> 0 20 40 60 80 100 120 140 160
Abundance #21855: Benzene, 1,3-dimethyl-5-(1-methylethyl)- Y
133 8.40 8.60 8.80 9.00 9.20
m/z 115.10 12.14%
5000
148
, 15 %7 3ﬁ 51 65 77 gﬁ 105 117
e o e o T .
miz--> 0 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10

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

9.09 2.98 ng 211581 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 64
2 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 50
3 Benzene. 1-(1-methvlethenvIl)-3-(... 160 C12H16 001129-29-9 43
4 1H-Inden-1-one. 2.3-dihvdro-3.3-... 160 C11H120 026465-81-6 43
5 Benzene, (2,2-dimethyl-1-methyle... 160 C12H16 005676-29-9 43

Abundance Scan 613 (9.093 min): BF092560.D (-609) (-) m/z 145.10 100.00%
145
105 118
5000

8.80 9.00 9.20 9.40

0 m/z 105.10 62.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170
Abundance #29460: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118
145
5000 LI L L L L L L LB
9 160 8.80 9.00 9.20 9.40
7 128 m/z 118.05 61.46%
15 28 39 51 g5 ‘ 103
0”“mwnﬂp”hm”ﬂmwﬂhﬁnmuum”.N”.Jhuﬂhuqm”“”¢””“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170
Abundance
145
8.80 9.00 9.20 9.40
5000 m/z 160.20 41 .83%

160

51 65 77 91 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #29470: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145 8.80 9.00 9.20 9.40
m/z 95.10 38.30%
5000 160
91 105 17
5 27 4 51 g5 77 ‘ ‘ “ 128
0.q””““hujmuJuuﬁﬂq”ﬂp”q””:anhpuwm”“mq““ﬁ“q“. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.80 9.00 9.20 9.40
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Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 5H-Benzocycloheptene, 6,7-d... Concentration Rank 5

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

9.20 5.73 ng 469354 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Benzocvcloheptene. 6.7-dihvdro- 144 C11H12 007125-62-4 92
2 Fluorene. 1.2.3.4.4a.9a-hexahvdr... 172 C13H16 001559-97-3 53
3 Cvclohexene. 1-phenvl- 158 C12H14 000771-98-2 43
4 Benzene. 1.3-hexadienvl- 158 C12H14 041635-77-2 42
5 Bicyclo[4.2.0]Jocta-1,3,5-triene, ... 144 Cl11H12 071721-26-1 38

Abundance Scan 622 (9.196 min): BF092560.D (-617) (-) m/z 129.10 100.00%
9
5000
8.80 9.00 9.20 9.40 9.60
o} m/z 158.10 31.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19608: 5H-Benzocycloheptene, 6,7-dihydro-
129
5000
115 8.80 9.00 9.20 9.40 9.60
51 63 143 m/z 115.05 30.51%
o) .]-?l |2\|7| |3‘|9| .“ : I\l\lu7\7| : Iwg\:lllllolzl 1 .U. : I\hwl e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
129
17 8.80 9.00 9.20 9.40 9.60
5000 m/z 128.10 27 .81%
115
5 77 N 104 143 157
ot 17—
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28316: Cyclohexene, 1-phenyl- L B et
115 129 158 8.80 9.00 9.20 9.40 9.60
m/z 130.10 26 .56%
143
5000 91
39
27 ‘
oL, |1|5| . -‘.‘- “‘. H\ ‘HHH M. _ HI .“. | - M\I SN
m/z--> 20 40 100 120 140 160 180 8.80 9.00 9.20 9.40 9.60

8270-BF012417 .M Fri Jan 27 18:06:22 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Benzene, 1,3,5-trimethyl-2-__._. Concentration Rank 19

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

9.49 2.18 ng 178656 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 87
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 020027-77-4 81
3 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 81
4 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 81
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 74

Abundance Scan 648 (9.493 min): BF092560.D (-645) (-) m/z 145.20 100.00%
145
5000 160
o o1 105115 | VAR
39 51 63 91 105 : : : :
Ol s e et :,.-..MMMM,EL m/z 160.20 35.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29452: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145 160
5000
9.20 9.40 9.60 9.80
130 m/z 129.10 19.88%
5115
L zr®osoes 7S [T Lo
m/z--> 20 40 60 80 160 120 140 160 180
Abundance
145
920 940 960 980
5000 160 m/z 128.05 14 .90%
132
L 15 27 39 51 65 77 91 105 1r
mz-> 20 40 60 80 100 120 140 160 180
Abundance #29406: Benzene, 1-(2-butenyl)-2,3-dimethyl- Al EEAE S R
145 9.20 9.40 9.60 9.80
m/z 146.10 13.77%
5000 160
91 105175 130
39 77
0..1.5| .2.9. I\I\IIS\:II\-I I():\SIII\III‘I : IH“ 'WI .‘M‘k.l“l‘...‘l‘....|.... TP T
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF012417 .M Fri Jan 27 18:06:23 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.69 2.43 ng 198801 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1(2HY-Naphthalenone. 3.4-dihvdro... 160 C11H120 014944-23-1 95
2 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 001590-08-5 87
3 1(2H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000529-34-0 59

4 1.3.5-Norcaratriene 90 C7H6 004646-69-9 47
5 1H-2-Benzothiopyran-4(3H)-one 164 C9H80S 004426-76-0 45
Abundance Scan 665 (9.688 min): BF092560.D (-662) (-) m/z 118.10 100.00%
5000
9.40 9.60 9.80 10.00
0 m/z 90.10 82.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29365: 1(2H)-Naphthalenone, 3,4-dihydro-3-methyl-
118
90
160
5000 145
9.40 9.60 9.80 10.00
m/z 160.10 56.35%
39 51 63
21 | 77 “ 102 [ 183
Iy dy - wl ! \H ul A il
oLl el ol i W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
118
e
90 160 9.40 9.60 9.80 10.00
5000 m/z 145.10 51.43%
131 145
27 39 51 63 77 103
oLl el Wl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20669: 1(2H)-Naphthalenone, 3,4-dihydro- T T T T TR T T
118 9.40 9.60 9.80 10.00
0
146 m/z 89.10 31.88%
90
5000
39 51 63 131
NN W A o Y N
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00

8270-BF012417 .M Fri Jan 27 18:06:24 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Naphthalene, 1,6-dimethyl- Concentration Rank 7

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

9.81 4.19 ng 343528 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
2 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 98
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 676 (9.813 min): BF092560.D (-673) (-) m/z 156.10 100.00%
6

5000

9.40 9.60 9.80 10.00 10.20

(0} m/z 141.10 80.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27195: Naphthalene, 1,6-dimethyl-
156
141
9.40 9.60 9.80 10.00 10.20
0
o 63 77 115 1,8 m/z 155.05 30.41%
L A .0 W Y Y | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
9.40 9.60 9.80 10.00 10.20
5000 m/z 77.10 18.13%
115
76
27 39 51 63 7 g9 g5 128
O L o e B o o o LALAN B B e e e e o o i e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27169: Naphthalene, 1,7-dimethyl- A o
147 156 9.40 9.60 9.80 10.00 10.20
m/z 115.10 16.49%
5000
115
63 77 128
R e L L S
m/z--> 20 40 60 80 100 120 140 160 180 9. 40 9.60 9. 80 10. 00 10 20

8270-BF012417 .M Fri Jan 27 18:06:25 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknownl10.52 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.52 2.17 ng 178032 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-T4-(1-methvlethenvl)... 160 C11H120 005359-04-6 42
2 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 042775-77-9 41
3 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 000475-03-6 41
4 1H-Inden-1-one. 2.3-dihvdro-3.3-... 160 C11H120 026465-81-6 38
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-17-7 22
Abundance Scan 738 (10.522 min): BF092560.D (-736) (-) m/z 145.10 100.00%
145
159
5000 115 174
91 N
39 51 63 81 | || 188 500 10.20 10.40 10.60 10.80
| I Ay I|Illl| . '."'!l',l'."'.":' ..I L s m/z 159.10 58_95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29353: Ethanone, 1-[4-(1-methylethenyl)phenyl]-
145
5000 RN AR LR SRR
115 160 10.20 10.40 10,60 10.80
m/z 155.10 46.70%
0 15 27 ! ‘ il 65 77 ‘ 102 “ 128 ‘\ |
m/z--> 20 40 eb éo 160 120 140 160 180 200
Abundance
145
10.20 10.40 10.60 10.80
5000 131 m/z 115.10 39.52%
174
91 117
41 51 65 77 105 159
O e e R T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38742: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethyl- R R mEEE
159 10.20 10.40 10.60 10.80
m/z 174.10 39.18%
5000
115 131 14
15 2839 51 65 77 Stags’] | 1 |
I S S S AT ST S S "t AR A 10.20 10.40 10.60 10.80

8270-BF012417 .M Fri Jan 27 18:06:25 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.72 2.23 ng 168171 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethanol. 2-T4-(1.1-dimethvlethyl... 194 C12H1802 000713-46-2 72
2 I2-(4-Methoxv-phenv)-T1.31dioxo... 238 C12H1405 1000193-22-2 72
3 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 56
4 Anthracene. 2-(1.1-dimethvlethvl... 236 C18H20 062337-62-6 38
5 1,8(2H,5H)-Isoquinolinedione, 6,... 179 C9HINO3 037704-54-4 38

Abundance Scan 843 (11.722 min): BF092560.D (-841) (-) m/z 179.10 100.00%
119
135
5000
a & i 1140 11160 1180 12,00
77 91 1 19 158 196 250 e
0 ...,....-,|-.-..'.|,....--,..'.'.,.|...,?...-.,....,.... L1%6208 290 | n757135.10  53.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179
135
5000 TT [T T I T [T T T T[T T T T[T TTT]
104 11.40 11.60 11.80 12.00
107 m/z 107.10 19.91%
1527 4 57 7791 150 | 149163 |

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135 179
R R mEEE
11.40 11.60 11.80 12.00
5000 " m/z 57.10 18.27%
7
150
N 64 | 92107, 163 | 194 028 VL“/A\AﬁfmvwﬁﬂkﬂvJ\Avaf\A
L L B o e RARAE Eanas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51653: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methy!- R R mEEE
179 11.40 11.60 11.80 12.00
m/z 41.10 14 .89%
135
5000
43 g7
I 4 0 s
A B B R A B b ] R R mEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11. 60 11. 80 12. OO

8270-BF012417 .M Fri

Jan 27 18:06:26 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.88 2.31 ng 154020 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9HI9N304 054449-89-7 90
2 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 52
3 1.4-Benzenediamine. N-(1-methvlh._._. 220 C14H24N2 039563-50-3 35
4 2-Fluoro-4-cvanotoluene 135 C8H6FN 170572-49-3 35
5 m-Methoxybenzoic acid, phenyl ester 228 C14H1203 065853-67-0 35
Abundance Scan 944 (12.877 min): BF092560.D (-942) (-) m/z 223.20 100.00%
135 223
45
5000
g1 107 LR BN SR BN S
77 161 12.60 12.80 13.00 13.20
0 ...,....‘,|'...~.L,1.~-...'-~,..'~|.'. b 101177202208 | 204 |t R ae 0 g 74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71811: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223
135
178
5000 N B S SN S
151 12.60 12.80 13.00 13.20
m/z 45.05 67.75%
195
0'”P”'P”W'”W”'W””I“”IJ“P'”w“UP”' AL SRS SRR &
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
223
155 12,60 12.80 13.00 13.20
5000 m/z 57.10 34 .15%
45 91 107
0 67 151 173189205 242 279294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69415: 1,4-Benzenediamine, N-(1-methylheptyl)- E  EAREEEEE S
135 12.60 12.80 13.00 13.20
m/z 41.10 16.99%
5000 \__MAM\MANNWAAbﬂ_“f_kg—ﬂ—
41 220
107
65 80 205
b Ll ot do dgor 2P| e N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20

8270-BF012417 .M Fri Jan 27 18:06:27 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.92 7.03 ng 468335 Chrysene-di12 14.16
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 58
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 46
4 1-Hexene., 2-methvl- 98 C7H14 006094-02-6 35
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35

Abundance Scan 948 (12.922 min): BF092560.D (-946) (-) m/z 56.10 100.00%
96
5000
4
h "\ 157 185 213 23927 g1 312 12.60 12.80 13.00 13.20
Obrrrprrrrlriei m/z 57.10 53.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 AR AR AR
12.60 12.80 13.00 13.20
29 1 257 m/z 43.10 39.32%
0 L) h H\ Yoot L 187 185 213 2?9 | 283 312
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
12,60 12.80 13.00 13.20
5000 m/z 41.10 35.81%
29 73
o 71130 157 185 213 239257 L4 31p
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- R RAREEEEEE s EEEE
56 12.60 12.80 13.00 13.20
m/z 55.05 28.83%
- va\,\__A/\M
30 82 100 129
OEﬁ”L“””J”“”J””P”'””'”'””P”W””'”W””P”W””I USRS SRR IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20

8270-BF012417 .M Fri Jan 27 18:06:28 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.99 3.19 ng 212511 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 95
2 Phenol. 2.4"-isopropvlidenedi- 228 C15H1602 000837-08-1 59
3 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 50
4 1.4-Puran. 5.6-dihvdro-3-I3-indo... 213 C14H15NO 1000128-72-9 50
5 2,4(1H,3H)-Pyrimidinedione, 1,3-... 228 C9H16N203Si 089447-84-7 50
Abundance Scan 954 (12.991 min): BF092560.D (-952) (-) m/z 213.20 100.00%
213
5000
119 228
97 12.60 12.80 13.00 13.20 13.40
135 169 198
ol .',||. . |' ' ol 'l ol dos | 195 192 169181 198 ) L “m/z 119.10  22.35%
miz-> 20 40 80 100 120 140 160 180 200 220
Abundance #75160. Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 UL SRR SR B
1260 12.80 13.00 13.20 13.40
119 228 m/z 43.10 18.26%
. 51 65 77 gf 107 \ 135 152 165
mz-> 20 40 60 éo 160 120 150 1éo 180 200 250
Abundance
119 213
12:60 12.80 13.00 13.20 13.40
5000 91 228 m/z 214.10 16.79%
134
39 65
oL R o 152165 157 197
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75015: 2H,8H-Benzo[1,2-b:3,4-b']dipyran-2-one, 8,8-dimethyl-
213 12.60 12.80 13.00 13.20 13.40
m/z 228.10 14 .56%
5000
185
228
o 51 63 77 gg01 128 | 199 |
mz-> 20 40 eb éo 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20 13.40
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.63 4.91 ng 326908 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 96
2 n-Butvl mvristate 284 C18H3602 000110-36-1 64
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 46
4 1-IN-Aziridvllheptene-3 139 C9H17N 1000255-07-6 35
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35

Abundance Scan 1010 (13.631 min): BF092560.D (-1008) (-) m/z 56.05 100.00%
56
5000
73 o 129 067285
185 241 13.40 13.60 13.80 14.00
- Il -\L“A.ﬁ-,l .m.~| VLI B i l 20 "m/z 57.10  59.86%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 RIS BRI BN SRR B
29 73 13.40 13.60 13.80 14.00
0
‘ ‘ o 129 - 267285 m/z 43.10 40.43%
ob——L ‘.‘ I ‘.‘ \U .‘M‘. \hl\ Sl 157; L |2|13| sz\u i ‘. .“. |3:.|'1. .3‘}0'
m/z--> 50 100 150 200 250 300
Abundance
56
"' 1340 13.60 13.80 14.00
5000 950 m/z 41.10 33.01%
73 211
129
185 284
0 3 11 157 255 “J\thx-v\vNNAﬂﬁ\ﬂAﬂvﬁ\f/k~,¢
m/z--> 50 100 150 200 250 300
Abundance #137350: Octadecanoic acid, 2-methylpropyl ester R AR RRRES T
57 13.40 13.60 13.80 14.00
m/z 55.10 29.68%
5000
29 267285
83 129 |
ob——4—t I‘\JIMW .‘“J.“hl‘l“’.ﬁ.“. I‘:II'5|7|]:E\;?|2|13| Izjul . I3]'-O' .3‘:0' e e A
m/z--> 50 100 150 200 250 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.48 ng 165383 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 90
3 Oxirane. I(dodecvloxv)methvl1- 242 C15H3002 002461-18-9 90
4 17-Pentatriacontene 491 C35H70 006971-40-0 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81
Abundance Scan 1042 (13.997 min): BF092560.D (-1039) (-) m/z 57.10 100.00%
57
43
5000 71

111
125139154168 183 203 221235 267

Obrrrprrrr s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
43
5000

5
139 154 168182 196 211 227

o 258
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 o7
71
5000
29 85
111
125139 154 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83705: Oxirane, [(dodecyloxy)methyl]-
7

5000

111
125140 166 183197

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

13.60 13.80 14.00 14.20 14.40

m/z 43.10 70.85%

T T I I
13.60 13.80 14.00 14.20 14.40

m/z 55.05 48.63%

13.60 13.80 14.00 14.20 14.40

m/z 71.10 47 .16%

13.60 13.80 14.00 14.20 14.40

m/z 83.10 43.37%

T T I I
13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.11 2.85 ng 145086 Perylene-di12 15.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Nonacosane 408 C29H60 000630-03-5 86
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 1227 (16.111 min): BF092560.D (-1224) (-) m/z 57.10 100.00%
57
U AR AR SUNLR B
15.80 16.00 16.20 16.40
155 192 221
ok Ll “1433 e | m/z 43.10 62.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 R TR SRR SURR R BARRE
15. 80 16. oo 16.20 16.40
m/z 71.05 62.55%
29 113
0 \‘ A ‘ H\ h h‘ u‘ \ \1\169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3éo 460
Abundance
57
15.80 16.00 16,20 16.40
5000 g5 m/z 85.05 45 .64%
29
o 113 141 169 197 225 253 281 309 337 365 394
UL L WL UL UL LRI SRR SR B
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane R
57 15.80 16.00 16.20 16.40
m/z 55.00 18.73%
- T mﬂ/\—\/\/\}
L2y ”1ﬁ3‘1§11169 197 225 253 281 309 337 365 408
m/z--> 50 100 1%0 260 250 360 350 460 1580 1600 1620 1640

8270-BF012417 .M Fri Jan 27 18:06:31 2017 Page: 21



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092560.D

Aca On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.64 2.80 ng 142237 Perylene-d12 15.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 1273 (16.637 min): BF092560.D (-1269) (-) m/z 57.05 100.00%

5000

=N

16.40 16.60 16.80 17.00

0 m/z 71.10 64 .19%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107651: Eicosane
57
5000 LA L L L L L

16.40 16.60 16.80 17.00
m/z 43.10 55.17%

|, 141 183 225 282

o) |7

O e s S E E S S o s SN
mz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
A
16.40 16.60 16.80 17.00
5000 m/z 85.10 46.03%
99
ol 15 141 183 205 267 311 367 410
e = R ARG L SRS SE S
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane R e e e A RN,
57 16.40 16.60 16.80 17.00
m/z 55.10 22 .64%
- W”\'\”J\\N'W
97
ol 26 ‘ | ; 141 183 205 267 309 351 393 435 491 535 574 617
A = Bic W el Al A
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
Data File : BF092560.D

Acq On : 27 Jan 2017 7:27

Operator : SJ/MA

Sample : 11364-04

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.16 13.4 ng 784231 1 6.97 1173620 20.0
unknown6.74 6.74 76.1 ng 4465720 1 6.97 1173620 20.0
unknown8.62 8.62 2.3 ng 161848 2 8.26 1419870 20.0
Naphthalene, deca... 8.74 2.8 ng 198390 2 8.26 1419870 20.0
Benzene, pentamet. .. 8.83 3.3 ng 232107 2 8.26 1419870 20.0
Naphthalene, 1,2,... 9.09 3.0 ng 211581 2 8.26 1419870 20.0
5H-Benzocyclohept. .. 9.20 5.7 ng 469354 3 10.03 1638320 20.0
Benzene, 1,3,5-tr... 9.49 2.2 ng 178656 3 10.03 1638320 20.0
1(2H)-Naphthaleno. .. 9.69 2.4 ng 198801 3 10.03 1638320 20.0
Naphthalene, 1,6-... 9.81 4.2 ng 343528 3 10.03 1638320 20.0
unknown10.52 10.52 2.2 ng 178032 3 10.03 1638320 20.0
Ethanol, 2-[4-(1,... 11.72 2.2 ng 168171 4 11.52 1508590 20.0
Pyrrolo[1,2-a]-1,... 12.88 2.3 ng 154020 5 14.16 1331700 20.0
Hexadecanoic acid... 12.92 7.0 ng 468335 5 14.16 1331700 20.0
Phenol, 4,4"-(1-m... 12.99 3.2 ng 212511 5 14.16 1331700 20.0
Octadecanoic acid... 13.63 4.9 ng 326908 5 14.16 1331700 20.0
Ethanol, 2-(tetra... 14.00 2.5 ng 165383 5 14.16 1331700 20.0
Heneicosane 16.11 2.9 ng 145086 6 15.64 1017800 20.0
Eicosane 16.64 2.8 ng 142237 6 15.64 1017800 20.0
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