LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 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-BF013017.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 5.127 264 266 270 rBV 716625 801258 14.61% 1.666%
2 5.550 301 303 306 rBY 2125804 2398751 43.73% 4 .986%
3 6.099 349 351 353 rBV 51406 56852 1.04% 0.118%
4 6.579 391 393 396 rBY 1661914 1596793 29.11% 3.319%
5 6.716 402 405 407 rBV 3966592 3827133 69.76% 7.956%
6 6.899 417 421 423 rBV 91090 127326 2.32% 0.265%
7 6.944 423 425 427 rBV 1343458 1140803 20.80% 2.371%
8 7.104 436 439 441 rBV 3697663 3612775 65.86% 7.510%
9 7.196 445 447 448 rVB 115421 106432 1.94% 0.221%
10 7.287 452 455 457 rBV 259575 258881 4.72% 0.538%
11 7.344 457 460 465 rBV5 44818 94752 1.73% 0.197%

12 7.516 467 475 477 rBV 3251380 3760485 68.55% 7.817%
13 7.596 480 482 484 rVvv2 138568 165112 3.01% 0.343%
14 7.642 484 486 488 rVB 168821 176826 3.22% 0.368%
15 7.722 488 493 495 rVB2 383454 488816 8.91% 1.016%

16 7.767 495 497 498 rBV2 55595 61050 1.11% 0.127%
17 7.882 504 507 512 rBVv3 230257 384103 7.00% 0.798%
18 7.973 512 515 517 rBV2 98758 157706 2.87% 0.328%
19 8.042 519 521 525 rBV5 77858 169928 3.10% 0.353%
20 8.145 528 530 531 rBvV2 45984 58051 1.06% 0.121%

21 8.179 531 533 534 rVB 58719 62879 1.15% 0.131%
22 8.236 534 538 541 rBV 1764095 1997178 36.41% 4.152%
23 8.282 541 542 544 rVB2 168825 137283 2.50% 0.285%
24 8.396 550 552 553 rBvV 37863 70978 1.29% 0.148%
25 8.430 553 555 557 rvv 276966 258113 4.71% 0.537%

26 8.476 557 559 561 rVvB 177382 205384 3.74% 0.427%
27 8.522 561 563 565 rBvV3 58728 92508 1.69% 0.192%
28 8.613 569 571 574 rVB3 160295 217549 3.97% 0.452%
29 8.705 574 579 581 rBv4 123771 350832 6.40% 0.729%
30 8.773 582 585 586 rBv2 70208 86244 1.57% 0.179%

31 8.796 586 587 589 rvB 177584 166125 3.03% 0.345%
32 8.865 589 593 594 rBv4 57871 117789 2.15% 0.245%
33 8.899 594 596 598 rvv2 92679 93438 1.70% 0.194%
34 8.933 598 599 601 rBv2 35963 62636 1.14% 0.130%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.013 604 606 608 rvv2 91664 151980 2.77% 0.316%

36 9.059 608 610 611 rvv2 132821 190737 3.48% 0.396%
37 9.162 615 619 623 rBv2 182792 611291 11.14% 1.271%
38 9.242 623 626 627 rvv2 150969 229215 4.18% 0.476%
39 9.276 627 629 630 rvv2 181202 188234 3.43% 0.391%
40 9.322 630 633 634 rvvV 4960025 5485773 100.00% 11.404%

41 9.345 634 635 638 rvB2 196080 205368 3.74% 0.427%
42 9.448 639 644 645 rBv4 133404 288839 5.27% 0.600%
43 9.505 645 649 652 rvB4 117852 340669 6.21% 0.708%
44 9.619 657 659 660 rvv2 64627 105384 1.92% 0.219%
45 9.653 660 662 664 rvv3 282705 476737 8.69% 0.991%

46 9.710 666 667 669 rvv 243744 273914 4_.99% 0.569%
47 9.768 669 672 673 rvv2 205925 367578 6.70% 0.764%
48 9.859 677 680 682 rvB2 176008 280486 5.11% 0.583%
49 9.996 690 692 694 rVB 1764202 1546848 28.20% 3.215%
50 10.305 717 719 722 rBv4 163279 357369 6.51% 0.743%

51 10.613 744 746 747 rBV 66438 80645 1.47% 0.168%
52 10.739 755 757 759 rBV 230192 321959 5.87% 0.669%
53 10.796 759 762 764 rVB 2541392 2945700 53.70% 6.123%
54 10.899 770 771 776 rVB4 97991 187067 3.41% 0.389%
55 11.356 808 811 813 rBv4 115723 236307 4_.31% 0.491%

56 11.482 820 822 825 rBV 1049652 1453599 26.50% 3.022%
57 11.699 838 841 844 rBV 333175 457074 8.33% 0.950%
58 12.019 867 869 872 rBv3 121171 130660 2.38% 0.272%
59 12.854 940 942 947 rVB 322025 376282 6.86% 0.782%
60 13.071 958 961 964 rBV 3595677 4652344 84.81% 9.671%

61 13.848 1028 1029 1032 rBV2 79835 124604 2.27% 0.259%
62 13.962 1037 1039 1043 rVB2 47076 79034 1.44% 0.164%
63 14.122 1050 1053 1055 rBV 1472486 1329898 24.24% 2.765%
64 15.597 1178 1182 1187 rVB 703614 1141350 20.81% 2.373%

65 16.557 1263 1266 1273 rVB 32814 69850 1.27% 0.145%
66 17.163 1315 1319 1321 rBV2 20019 56458 1.03% 0.117%
Sum of corrected areas: 48106022
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Data Path
Data File

Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO013117\
BF092695.D

31 Jan 2017 21:46

SJ/MA

11596-02

18 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF092695.D

6.72

5.55
6.58

5.13

6.10

7.10

6.94

6.40 ||7.26%

7.52

0
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

7.00

7.50

Abundance
5000000

4000000

3000000

2000000

1000000

L~ A

10.00

TIC: BF092695.D

10.80

13.07

T
Time--> 8.00

10.50 11.00 11.50 12.00 12.50

13.00

13.50

Abundance
5000000

4000000

3000000

2000000

1000000

14.12

15.60

13.83.96
[

0

TIC: BF092695.D

16.56 17.16

Time-->

14.00 14.50 15.00 15.50 16.00

16.50 17.00 17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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.

5.13 14.05 ng 801258 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 266 (5.127 min): BF092695.D (-264) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 o 500 550 sm
il 91 831 |7 T 89,10 56.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L UL I L
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 16.62%
'"|“t'|”'wﬂ“'“ﬂh"|“"|“"|“"?iq'|“'*m"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 15.27%
20.0 101.0
150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59.0 480 5.00 520 5.40
m/z 41.10 9.02%
5000
410 101.0
T }?3q |""ﬁfﬁq "”l‘J'§q.9'w‘*I" é?ﬁq T ??ﬂq RIS SR I NS RS SR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.72 Concentration Rank 1

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

6.72 67.10 ng 3827130 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 405 (6.716 min): BF092695.D (-402) (-) m/z 132.10 100.00%
130.1
5000 68.1
w01 L o i 5k ek 7b
e T e e B m/z 68.10 43.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 SRS SRR A SR
6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.10 32.64%
T 'J'I'?ﬁqk 7ﬂf{‘F§P'J|J“' S DN DL LA DR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
'6.40 6.60 6.80 7.00
5000 m/z 66.10 28.40%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.06%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| R R e R RRR R
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:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Benzene, 1,2-diethyl- Concentration Rank 11

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

7.29 4_.54 ng 258881 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 97
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 87
5 1,3,8-p-Menthatriene 134 C10H14 021195-59-5 80

Abundance Scan 455 (7.287 min): BF092695.D (-452) (-) m/z 105.10 100.00%
105.1
134.1
5000
77.0
51.0 || 2071 7.00 7.20 7.40 7.60
'] N MMM S m/z 119.10 88.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14329: Benzene, 1,2-diethyl-
119.0
5000 T
91.0 7.00 7.20 7.40 7.60
' m/z 134.10 52.55%
39.0
1B O Lo e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
7.00 7.20 7.40 7.60
5000 m/z 91.10 35.03%
91.0
41.0 650 135.0
mz-> 20 40 60 80 100 120 140 160 180 200 {N
Abundance #14326: Benzene, 1,3-diethyl-
119.0 7.00 7.20 7.40 7.60
m/z 117.10 20.55%
5000
91.0
39.0
.1.5.'?.‘.‘. .‘l..“..??..o. .“‘l..‘..l‘l‘. .‘.‘l.fl.?.lo....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 8

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

7.72 4.90 ng 488816 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
4 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 493 (7.722 min): BF092695.D (-488) (-) m/z 119.10 100.00%
119.1
5000 134.2
91.0
30.0 510 650 77.1 | 1031 | 148.1 740 7.60 7.80 8.00
0.w”.w””P.”ﬁ”.P”WH.WHA,HHHH.NHWHUWHH ; m/z 134.20 45 .48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14360: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0
5000 ||||/|\||||||||||||||||||
7.40 7.60 7.80 8.00
910 m/z 91.05 18.88%
27.0 3%? 510 650 770 T 1050 |
| 11 m 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119.0

7.40 7.60 7.80 8.00

5000 134.0 m/z 120.10 10.40%
91.0
15.0 27.0 39.0 51.0 650 77.0 105.0
mmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14354: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 133.10 10.20%
134.0
5000
91.0
150 27.0 390 51.0 650 770 "7 1050 | !
T T T R e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Benzene, (2-methyl-1-butenyl)- Concentration Rank 14

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

7.88 3.85 ng 384103 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 90
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 83
3 Benzene. l1-methvl-2-(1l-methvl-2-... 146 C11H14 097664-19-2 70
4 Benzene. 1-methvl-4-(l-methvl-2-_... 146 C11H14 097664-18-1 70
5 1H-Indene,2,3-dihydro-2,2-dimethyl- 146 C11H14 020836-11-7 64

Abundance Scan 507 (7.882 min): BF092695.D (-504) (-) m/z 131.10 100.00%
131.1
5000
91.0
115.1 146.1
39.0 51.0 g31 /70 1%1|” h 7.60 7.80 8.00 8.20
bbb e bl bl e | TmZZz 133.10 0 42.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20721: Benzene, (2-methyl-1-butenyl)-
131.0
146.0
5000 91.0
7.60 7.80 8.00 8.20
115.0 m/z 91.05 33.27%
27.0 39\'0 53.0 65\9 77\'0 10?'0 ‘ \‘ \ 1l
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131.0
7.60 7.80 8.00 8.20
5000 m/z 146.10 25.43%
146.0
91.0 118.0
150 27.0 390 51.0 630 77.0 104.0
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20774: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131.0 7.60 7.80 8.00 8.20
m/z 115.10 23.24%
5000 91.0
115.0 146.0
2703?0510 6§0770 103.0 ‘ ‘
| | | | 11 b
m/z--> 10 20 30 40 50 60 70 80 9'0 100 110 150 13'0 140 1&1,0 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 20

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

8.43 2.58 ng 258113 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 96
2 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 62
3 Naphthll.2-bloxirene. 1a.2.3.7b-... 146 C10H100 002461-34-9 43
4 Benzene. 1.1"-(1.2-cvclobutanedi... 208 C16H16 020071-09-4 35
5 Benzene, 1,1"-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 35

Abundance Scan 555 (8.430 min): BF092695.D (-553) (-) m/z 104.05 100.00%
104.1
5000 oL1 146.1
. 1311 |"“|“'w"“M“'w'“
39.0 510 g31 /81 13[71 8.00 820 8.40 8.60 8.80
rrrrrrrprrr e e et el et - M/ 14610 41 . 96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20761: Naphthalene, 1,2,3,4-tetrahydro-2-methy!-
104.0
5000 146.0
91.0 8.00 8.20 840 8.60 8.80
131.0 m/z 91.10 33.04%
203M)m06m)@0 “1FD‘
| | 1 | Ly | i}
m/z--> 10 20 30 40 50 60 70 80 gb 100 110 120 130 140 150
Abundance
104.0
o | L8b0 830 840 8ho 8ho
5000 m/z 131.05 21.81%
117.0

78.0 91.0

150 27.0 390 51.0 63.0 131.0

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

Abundance #20682: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104.0 8.00 8.20 8.40 8.60 8.80
m/z 115.05 15.02%
5000 146.0
117.0
39.0 580 78.0 910
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 840 8.60 8.80

8270-BF013017.M Wed Feb 01 14:18:54 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 _alpha.,.beta.,_beta.-Trime... Concentration Rank 17

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

8.70 3.51 ng 350832 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 91
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 70
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 64
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 60
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 60

Abundance Scan 579 (8.705 min): BF092695.D (-574) (-) m/z 131.10 100.00%
1311
5000
146.1
91.1
431 s5.0 67.0 |1%|J||% 162.1 8.40 860 8.80 9.00
1 11 L L1y

..,....,....,|..-.."'|'- "'|"| -""' il m/z 146.10 33.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20750: .alpha.,.beta.,.beta.- Trimethylstyrene

131.0

146.0

5000 91.0
840 860 8.80 9.00

m/z 135.05 23.69%
39\\0 51\0 es0 ' \ 10?\011?0 \M | 0
| I M‘\ I | | il |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance

131.0

8.40 8.60 8.80 9.00
5000 146.0 m/z 136.10 22._.73%

39.0 ) 115.0
21.0 510 30 77.0 910,434

mmmmmwmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #20741: 1H-Indene, 2,3-dihydro-1,2-dimethyl- T

131.0 8.40 8.60 8.80 9.00

m/z 91.10 21.98%
5000
910 146.0
: 115.0
39.0

S TN O S [ %4 Ll

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.40 8.60 8.80 9.00

8270-BF013017.M Wed Feb 01 14:18:55 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Fluorene, 1,2,3,4,4a,9a-hex... Concentration Rank 4

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

9.16 7.90 ng 611291 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluorene. 1.2.3.4.4a.9a-hexahvdr... 172 C13H16 001559-97-3 58
2 Benzene. 1.3-hexadienvl- 158 C12H14 041635-77-2 40
3 Cvclohexene. 1-phenvl- 158 C12H14 000771-98-2 38
4 Borinic acid. (2-cvclohexvlidene... 308 C18H37BOSi 074810-48-3 37
5 Borinic acid, diethyl-, trimethy... 158 C7H19BOSi 074630-37-8 32

Abundance Scan 619 (9.162 min): BF092695.D 615) ) m/z 129.10 100.00%
5000
880 9.00 9.20 940
m/z 115.10 31.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37577: Fluorene, 1,2,3,4,4a,9a-hexahydro-, cis-
129.0
172.0
5000 IS A LA L
115.0 8.80 9.00 9.20 9.40
‘ 1430 m/z 130.10 29.39Y%
91.0 .
S ,f3¢9 7?V?. ST =) I%§7]OII\JI -
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
129.0
880 9.00 9.0 940
5000 m/z 158.10 28.27%
158.0
115.0 143.0
390 30 77.0 10
miz-> 20 40 60 80 100 120 140 160 180
Abundance #28316: Cyclohexene, 1-phenyl- R R AR AR B
129.0 8.80 9.00 9.20 9.40
1150 198.0 m/z 128.10  22.39%
143.0
5000 91.0
51.0 77.0
27.0
—— .‘l . I‘I\I .“l‘. 1 ] S IM — HI .‘.‘. i IM i A“.Hl ——— SN S M
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BF013017.M Wed Feb 01 14:18:56 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown9.24 Concentration Rank 19

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

9.24 2.96 ng 229215 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahydro-... 174 C13H18 000475-03-6 47
2 1H-Inden-1-one. 2.3-dihvdro-3.3.... 174 C12H140 054484-71-8 46
3 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 021693-51-6 43
4 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 030316-36-0 43
5 2(1H)-Quinolinone, 4-methyl- 159 C10H9NO 000607-66-9 30

Abundance Scan 626 (9.242 min): BF092695.D (-623) (-) m/z 159.10 100.00%
158.1
95.1
5000 174.2
41551 770 "ok 550 5o 9o
m/z 95.10 52.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38744: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethy!-
159.0
5000 IRRBE LRSS AN RN
9.00 9.20 9.40 9.60
174.0 m/z 174.20 41.83%
27.0 410 550 710 9101050 TOy50 |
miz-> 20 40 60 80 100 120 140 160 180
Abundance
159.0
" 9.00 920 940 9.60
5000 m/z 109.10 34 .35%
174.0
115.0
39.0 91.0
15.0 63.0 77.0 1310, ,c
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38740: Naphthalene, l,2,3,4—tetrahydro—l,5,8—trim8th‘ l- LI
159.0 9.00 9.20 9.40 9.60
m/z 91.10 16.81%
5000
174.0
150 390530 770 010 11\“3-012‘?-014“1-0 | ‘
| L I L o1l | . e il il L
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 9.'00 9.'20 9.210 9.|60

8270-BF013017.M Wed Feb 01 14:18:56 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown9.45 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.45 3.73 ng 288839 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.trans-1.6-Dimethvilspirol4.51... 166 C12H22 1000111-72-3 30
2 2(1H)-Naphthalenone. octahvdro-8... 166 C11H180 002530-17-8 30
3 2(1H)-Naphthalenone. octahvdro-8... 166 C11H180 001197-95-1 30
4 3-Octadecvne 250 C18H34 061886-64-4 27
5 3,5-Octadiene, 4,5-diethyl-, (E,Z)- 166 C12H22 021293-02-7 25

Abundance Scan 644 (9.448 min): BF092695.D (-639) (-) m/z 95.10 100.00%

5000

9.20 9.40 9.60 9.80
m/z 55.10 74 .29%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #33341: cis,trans-1,6-Dimethylspiro[4.5]decane
81.0 95.0
166.0
55.0 67.0
R N IER S S
5000 9.20 9.40 9.60 9.80
13901230 m/z 109.10 70.29%
H 137.0 151.0 |,
””p”q””p”q””p”q””p”qnupnquupuquupuqunpnq.
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
41.0
55.0 IIII|IIII|IIII|IIII|III
67.0 95.0 108.0 9.20 9.40 9.60 9.80
5000 81.0 : m/z 41.10 63.68%
166.0
124.0 151.0
137.0
mwmmmmwwwwm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #33227: 2(1H)-Naphthalenone, octahydro-8a-methyl-, trans- R AR RRRES T
55.0 95.0 9.20 9.40 9.60 9.80
67.0 g1 9 m/z 166.15 55.77%
' 166.0
5000 109.0 1549
151.0
1 =
S— TR O e AR AL SN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 9.20 9.40 9.60 9.80

8270-BF013017.M Wed Feb 01 14:18:57 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 3,5-Dimethyl-1-adamantanol Concentration Rank 12

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

9.50 4.40 ng 340669 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvl-1-adamantanol 180 C12H200 000707-37-9 83
2 Photocitral a 152 C10H160 1000292-85-0 38
3 Cvclopropanecarboxvlic acid. 2.2... 168 C10H1602 033383-56-1 38
4 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 38
5 Benzeneacetic acid, .alpha.,4-di... 168 C8H804 001198-84-1 35

Abundance Scan 649 (9.505 min): BF092695.D (-645) (-) m/z 109.10 100.00%
109.1128.1
5000
920 940 9.60 9.80
m/z 123.10 96.67%
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #42617: 3,5-Dimethyl-1-adamantanol
109.0123.0
5000 U U
180.0 9.20 9.40 9.60 9.80
41.0 550 1650 m/z 95.10 37.99%
: 79.0 :
I%7g9 .MM.. Al ..?9:? . N N
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
123.0
0 55 50 sko oko
5000 m/z 107 .05 32.13%
67.0
95.0
81.0 109.0
137.0 155 ¢
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #34548: Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(1-pro... T
109.0 9.20 9.40 9.60 9.80
m/z 41.10 28.79%
5000 67.0
41.0
93.0 168.0
U "‘j'HJ' 'hh'l SARSN '%3]}0'%5?l0|' R AL O U U
mz--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF013017.M Wed Feb 01 14:18:58 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 13 Naphthalene, 1,7-dimethyl- Concentration Rank 6

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

9.65 6.16 ng 476737 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 95
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 95
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 95
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94

Abundance m/z 156.10 100.00%
5000
9.40 9.60 9.80 10.00
m/z 109.10 92.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27169: Naphthalene, 1,7-dimethyl-
141.0196:0
5000 S L L L I
9.40 9.60 980 1000
0
00 63.0 77.0 115.0 m/z 141.05 81.12%
.]:5.'O| e "I. il I“l I\IMH\I - .1.0,1".0. . ‘. I .“l‘. I\I\I .‘H‘ ‘ ———————
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0
9.40 9.60 9.80 10.00
5000 m/z 95.10 58.84%
77.0 115.0
150 300 %30 98.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27175: Naphthalene, 2,7-dimethyl- R A BAR T e  S
156.0 9.40 9.60 9.80 10.00
m/z 55.10 37.16%
5000 141.0
77.0
115.0
LV G MO X i ) RSN O —
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 980 10. OO

8270-BF013017.M Wed Feb 01 14:18:58 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Naphthalene, 1,6-dimethyl- Concentration Rank 9

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

9.77 4.75 ng 367578 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 672 (9.768 min): BF092695.D (-669) (-) m/z 141.10 100.00%
141.1156.1
5000
115.1
390 630770 951 180.2 9.40 9.60 9.80 10.00
SRR BT D - ' m/z 156.05 85.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27172: Naphthalene, 1,6-dimethyl-
156.0
141.0
5000
9.40 9.60 9.80 10.00
0 1150 m/z 155.05 24 _33%
.1.5.0,...3.9,0..‘..6,3\0.‘&“,...9.8,0...‘.,.‘l‘..‘,‘..l“‘ I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141.0156.0
9.40 9.60 9.80 10.00
5000 m/z 115.10 17.01%
115.0
270 510 T80 gep
mz-> 20 40 60 80 100 120 140 160 180
Abundance #27192: Naphthalene, 1,4-dimethyl- R e EEaE L
141.0156.0 9.40 9.60 9.80 10.00
m/z 128.10 15.13%
5000
770 115.0
|||||||3|9|O||“||6|3‘20||l“||||9?|0|||‘|||‘l‘||‘|‘||l“‘||||||||| R LR R
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00

8270-BF013017.M Wed Feb 01 14:18:59 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Naphthalene, 2,3-dimethyl- Concentration Rank 16

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

9.86 3.63 ng 280486 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 94
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 93
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 93
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 93

Abundance Scan 680 (9.859 min): BF092695.D (-677) (-) m/z 141.10 100.00%
141.1
156.1
5000
115.1 B B B B
39.0 771 954 1731 9.60 9.80 10.00 10.20
2L 1882 m/z 156.10  79.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27164: Naphthalene, 2,3-dimethyl-
141.0156.0
5000
9.60 9.80 10.00 10.20
115.0 m/z 155.05 24_74%
L o -‘-‘l“.--‘-9-8.0---‘-.-‘-‘--‘.‘--l‘“ I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141.0156.0
9.60 9.80 10.00 10.20
5000 m/z 115.10 19.43%
510 770 115.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #27167: Naphthalene, 2,6-dimethyl- B Al M
156.0 9.60 9.80 10.00 10.20
141.0 m/z 142.10 12 .59%
5000
77.0 115.0
51.0
B el 280 L L e Y e
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20

8270-BF013017.M Wed Feb 01 14:19:00 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknownl10.30 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.30 4.62 ng 357369 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 49
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 42
3 2-Exo-methvl-3-methvlenebenzonor... 170 C13H14 151123-60-3 42
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 42
5 Azulene, 4,6,8-trimethyl- 170 C13H14 000941-81-1 35
Abundance Scan 719 (10.305 min): BF092695.D (-717) (-) m/z 155.10 100.00%
1B2.1
172.1
5000 300 55.1 82.1
—v—v-|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—
oB 204.2 10.00 10.20 10.40 10.60
Ll m/z 115.10 94 _45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36212: Naphthalene, 2,3,6-trimethyl-
170.0
5000 SR SR SRR B AR
10.00 10.20 10.40 10.60
1530 m/z 170.10 92 .69%
270 510 760 020 1280 7 |
m/z--> 20 40 65 éo 100 120 150 160 180 200
Abundance
170.0
10.00 10.20 10.40 10.60
5000 m/z 128.10 91.67%
153.0
270 510 760 1020 1280
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #36228: 2-Exo-methyl-3-methylenebenzonorbornene AR e R ERE m
115.0 10.00 10.20 10.40 10.60
m/z 116.10 91.27%
155.0
5000
63.0
89.0
171.0
0l oy L ey T e Ve
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60

8270-BF013017.M Wed Feb 01 14:19:00 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Naphthalenecarboxylic aci... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.74 4.16 ng 321959 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 52
2 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 50
3 Benzene. (1.2-dicvclopropvl-2-ph... 262 C20H22 110330-90-0 37
4 2-Propenoic acid. 3-phenvl-. eth... 176 C11H1202 000103-36-6 35
5 Benzene, (2-chloro-2-butenyl)- 166 C10H11CI 054411-12-0 35

Abundance Scan 757 (10.739 min): BF092695.D (-755) (-) m/z 131.10 100.00%
1
51.0 10.40 10.60 10.80 11.00
193.2210.1 m/z 176.10 47.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39811: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131.0
5000 AR A SRR B B
510 910 1040 10.60 10.80 11.00
270 AL m/z 115.10 34.46%
‘h M “\\\ \H\I\H\‘? “‘. H‘\ll ‘b “ H. ””\M”” R e o
m/z--> 100 120 140 160 180 200 220 240
Abundance
131.0
10.40 10.60 10.80 11.00
5000 91.0 176.0 m/z 91.10 30.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95842: Benzene, (1,2-dicyclopropyl-2-phenylethyl)- s B
131.0 10.40 10.60 10.80 11.00
m/z 158.10 29 .35%
39\0 , 880, “ \L\ 1650 2340
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 1040 10.60 10.80 11.00

8270-BF013017.M Wed Feb 01 14:19:01 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknownll.36 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.36 3.25 ng 236307 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Menth-8-ene. 3-methvlene- 150 C11H18 1000151-25-7 45
2 Cvclohexane. 1l-methvlene-4-(1-me... 136 C10H16 000499-97-8 35
3 1.6-Octadien-3-o0l. 3.7-dimethyl-... 273 C17H23N02 007149-26-0 32
4 _beta.-Pinene 136 C10H16 000127-91-3 27
5 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C10H16 018172-67-3 27
Abundance Scan 811 (11.356 min): BF092695.D (-808) (-) m/z 93.10 100.00%

93.1
5000 41.1

. 11. 00 11. 20 11. 40 11. 60
21212321 m/z 94.10  49.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22880: p-Menth-8-ene, 3-methylene-
93.0 135.0
41.0

5000 67.0 T
11,00 11.20 1140 11.60

m/z 80.10 44 _22%

.,..l.f?,l%...,....,....,....,....,....,.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

93.0

11. 00 11. 20 11. 40 11.60

5000 m/z 41.10 42.73%
41.0 69.0 136.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102398: 1,6-Octadien-3-ol, 3,7-dimethyl-, 2-aminobenzoate R AT o
43.0 93.0 11.00 11.20 11.40 11.60

m/z 107.10 39.42%

5000
69.0
121.0

15.0 | ‘ 139.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-(4-Formyl-phenoxy)-acetamide Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.70 6.29 ng 457074 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4-Formvl-phenoxv)-acetamide 179 C9HONO3 135857-20-4 64
2 Ethanol. 2-T4-(1.1-dimethvlpropv... 208 C13H2002 006382-07-6 56
3 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 50
4 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 50
5 Acetic acid, [2-[(2-propenylamin... 235 C12H13NO4 000119-45-9 38

Abundance Scan 841 (11.699 min): BF092695.D (-838) (-) m/z 179.10 100.00%
179.1
5000 135.1
571 107 "140 1160 1180 1200
77.0 : : : :
obr e 2O L 5TA | 2102 2503 L HaETIeT 45 asy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42143: 2-(4-Formyl-phenoxy)-acetamide
179.0
5000 L B UL SULRIN R
135.0 11.40 11.60 11.80 12.00
580 /70 105.0 ‘ m/z 107.10 14 .83%
...l..?.l?.“..‘ ‘.‘..l“‘ ---‘-| ‘H...l‘...ll....l....‘....  ABRRRARE maRE
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
179.0
135.0 U BN L BN SRR
11.40 11.60 11.80 12.00
5000 107.0 m/z 180.20 11.75%
41.0 77.0 208.0
19.0 159.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]- R AR EESEE R E T
179.0 11.40 11.60 11.80 12.00
m/z 57.10 11.12%
135.0
5000
410 107.0
'}%Q'”J'““I“Tzﬁ'vW'”'l”'lP"W'”"”""”I'”'I”'W U BN L BN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013117\
Data File : BF092695.D

Aca On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample : 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.85 5.66 ng 376282 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9H9N304 054449-89-7 90
2 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 43
3 2-Propen-1-one. 1-(4-aminophenvl... 223 C15H13NO 002403-30-7 43
4 9-Acridinecarboxvlic acid 223 C14H9NO2 005336-90-3 38
5 Propargite 350 C19H2604S 002312-35-8 16
Abundance Scan 942 (12.854 min): BF092695.D (-940) (-) m/z 223.20 100.00%
228.2
135.1
5000
45.1
e e eI
107.1 12.60 12.80 13.00 13.20
obpld T 4 612182 ] 2602 2943 1 o aet 6T 63 610
miz--> 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...
223.0
135.0
178.0
5000 12.60 12.80 13.00 13.20
m/z 45.10 27 .45%
M \
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
223.0
s 60 1280 1900 153
5000 m/z 57.10 15.26%
45.0 107.0
77.0 156.0177.0 199.0 294.0 J“/\A
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71712: 2-Propen-1-one, 1-(4- amlnophenyl) 3-phenyl- A maR TS S
120.0 22 12.60 12.80 13.00 13.20
m/z 224.20 13.94%
5000 65.0 1520 1780 j\¥
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 "' 1260 12.80 13.00 13.20

8270-BF013017.M Wed Feb 01 14:19:03 2017

Page: 22



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF013117\
Data File : BF092695.D

Acq On : 31 Jan 2017 21:46

Operator : SJ/MA

Sample - 11596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.13 14.1 ng 801258 1 6.94 1140800 20.0
unknown6 .72 6.72 67.1 ng 3827130 1 6.94 1140800 20.0
Benzene, 1,2-diet... 7.29 4.5 ng 258881 1 6.94 1140800 20.0
Benzene, 1,2,4,5-._.. 7.72 4.9 ng 488816 2 8.24 1997180 20.0
Benzene, (2-methy... 7.88 3.9 ng 384103 2 8.24 1997180 20.0
Naphthalene, 1,2,... 8.43 2.6 ng 258113 2 8.24 1997180 20.0
-alpha.,.beta.,.b... 8.70 3.5 ng 350832 2 8.24 1997180 20.0
Fluorene, 1,2,3,4... 9.16 7.9 ng 611291 3 10.00 1546850 20.0
unknown9 .24 9.24 3.0 ng 229215 3 10.00 1546850 20.0
unknown9 .45 9.45 3.7 ng 288839 3 10.00 1546850 20.0
3,5-Dimethyl-1-ad... 9.50 4.4 ng 340669 3 10.00 1546850 20.0
Naphthalene, 1,7-... 9.65 6.2 ng 476737 3 10.00 1546850 20.0
Naphthalene, 1,6-... 9.77 4.8 ng 367578 3 10.00 1546850 20.0
Naphthalene, 2,3-... 9.86 3.6 ng 280486 3 10.00 1546850 20.0
unknown10.30 10.30 4.6 ng 357369 3 10.00 1546850 20.0
1-Naphthalenecarb... 10.74 4.2 ng 321959 3 10.00 1546850 20.0
unknownll.36 11.36 3.3 ng 236307 4 11.49 1453600 20.0
2-(4-Formyl-pheno... 11.70 6.3 ng 457074 4 11.49 1453600 20.0
Pyrrolo[1,2-a]-1,... 12.85 5.7 ng 376282 5 14.12 1329900 20.0
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