LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091863.D

Aca On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 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-BF122116.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 2.213 9 11 39 rvB4 75100 442385 2.86% 0.464%
2 3.618 130 134 138 rBvV 271654 455903 2.94% 0.478%
3 4.910 245 247 251 rBV 687695 873511 5.64% 0.916%
4 5.321 278 283 284 rBV 837417 1741246 11.24% 1.826%
5 5.344 284 285 288 rVB 3282740 2900015 18.72% 3.041%
6 5.573 302 305 307 rBVY 2435883 3336140 21.53% 3.498%
7 5.904 331 334 336 rBV 278614 325235 2.10% 0.341%
8 6.384 374 376 378 rVV 1865155 2025390 13.07% 2.124%
9 6.430 378 380 381 rvVv 588035 590707 3.81% 0.619%
10 6.453 381 382 385 rVB 303013 252483 1.63% 0.265%

11 6.510 385 387 389 rBV 4249945 5591563 36.09% 5.863%
12 6.567 389 392 396 rvB2 357528 699731 4._.52% 0.734%
13 6.739 405 407 410 rBV 1171621 1600957 10.33% 1.679%
14 6.807 410 413 415 rVV 729133 827634 5.34% 0.868%
15 6.899 419 421 426 rVB2 4281628 5729566 36.98% 6.007%

16 7.013 428 431 433 rVV 5891576 7380808 47.64% 7.739%
17 7.310 451 457 460 rBV 3475199 4482041 28.93% 4._.699%
18 7.779 495 498 500 rVVv2 1248462 1947029 12.57% 2.041%
19 7.813 500 501 505 rvVv 1424738 2030794 13.11% 2.129%
20 7.905 507 509 511 rVB 170285 169532 1.09% 0.178%

21 8.065 517 523 524 rBV2 8679466 15494121 100.00% 16.245%
22 8.099 524 526 529 rVB 842105 1080455 6.97% 1.133%
23 8.533 563 564 570 rvv2 156885 265901 1.72% 0.279%
24 8.693 573 578 581 rvv3 147288 215179 1.39% 0.226%
25 8.842 588 591 593 rBV 2416916 2338355 15.09% 2.452%

26 8.888 593 595 598 rvv 210867 227257 1.47% 0.238%
27 9.116 611 615 617 rBV 5432566 7991587 51.58% 8.379%
28 9.448 641 644 646 rBvV 120815 169154 1.09% 0.177%
29 9.642 658 661 663 rBY 1500094 1309906 8.45% 1.373%
30 9.779 670 673 675 rBV 2528245 2738467 17.67% 2.871%

31 9.813 675 676 678 rVB 708899 534694 3.45% 0.561%
32 10.031 693 695 698 rBvV 385635 422774 2.73% 0.443%
33 10.568 739 742 745 rBV2 3509966 4531773 29.25% 4._.751%
34 11.265 800 803 805 rBV 2615303 2650172 17.10% 2.779%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091863.D

Aca On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 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-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.854 939 942 944 rBV 6210745 6928085 44.71% 7.264%

36 13.894 1030 1033 1036 rBV 2368080 2268086 14.64% 2.378%
37 15.288 1152 1155 1157 rBV 1449185 1800753 11.62% 1.888%
38 15.334 1157 1159 1168 rVB 119352 209966 1.36% 0.220%
39 15.723 1190 1193 1198 rBV 135458 209645 1.35% 0.220%
40 16.180 1230 1233 1239 rVB 137981 248177 1.60% 0.260%

41 16.717 1276 1280 1284 rBV 84740 177299 1.14% 0.186%
42 17.346 1331 1335 1342 rBVY 63499 162670 1.05% 0.171%

Sum of corrected areas: 95377146
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF122116\

BF091863.D

22 Dec 2016  4:50

UM/SsJ

H6156-09

33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

8000000

6000000

4000000

2000000

TIC: BF091863.D

7.01

7.31

4.91

0
Time-->

T
5.00

Abundance

8000000

6000000

4000000

2000000

.10

TIC: BF091863.D

12.85
9.12

10.57
11.26

9.78

8.84

8.533.69(8.89

0

T
Time--> 8.00

13.50

11.50 12.00 12.50 13.00

8.50

9.00 9.50

10.00 10.50 11.00

Abundance

8000000

6000000

4000000

2000000

TIC: BF091863.D

13.89

15.29

.33 15.72 16.18 16.72 17.35

0
Time-->

14.

16.00 16.50 17.00

17.50 18.00 18.50

00 14.50 15.00 15.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091863.D

Aca On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.91 10.91 ng 873511 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 247 (4.910 min): BF091863.D (-245) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
4.60 4.80 5.00 5.20
71.0 83.0
...,....,....,....-,':...,..:.|,....,....,.l...,...:,|....,....,....,....,...., m/z 59.10 59.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LN L L
59.0 460 480 500 520
m/z 101.10 21.26%
?1‘.0 L1 L 83.0 10%.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 410 m/z 58.10 15.48%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L BB
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.96%
5000
101.0
15.0
27.0 56.0 71.0 ‘
"W”'W”mw””ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091863.D

Aca On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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-methylethyl)- Concentration Rank 10

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

5.90 4_.06 ng 325235 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 80
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 78
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 72

Abundance Scan 334 (5.904 min): BF091863.D (-331) (- m/z 105.10 100.00%
105.1
5000
120.1
51.0 .0 560 5.80 6.00 6.20
39.1 [~ 63.0 ||| 91|.O L . . . .
1L B Bt e o e o O L m/z 120.10 27 .34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9118: Benzene, (1-methylethyl)-
105.0
5000 L ---u----4----
120.0 5.60 5.80 6.00 6.20
770 ' m/z 77.00 14 .44%
150 270 300 50 g0 1 910 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
AN AR AR R
5.60 5.80 6.00 6.20
5000 120.0 m/z 79.00 13.13%
270 0 510 630 O 910
R IR U IR UL UL I I I IURIE S B SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9134: Benzene, 1-ethyl-4-methyl-
105.0 5.60 5.80 6.00 6.20
m/z 103.10 10.91%
5000
120.0
77.0 91.0
150 270 390 580 €680 | | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 560 580 600 620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091863.D

Aca On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 _alpha.-Methylstyrene Concentration Rank 11

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

6.45 3.15 ng 252483 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Methvlstvrene 118 C9H10 000098-83-9 94
2 Azetidine. 3-methvIl-3-phenvl- 147 C10H13N 005961-33-1 64
3 Benzene. l1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 53
4 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 49
5 Benzene, 1,1"-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 43

Abundance Scan 382 (6.453 min): BF091863.D (-381) (-) m/z 118.10 100.00%
118.1
103.0
5000 280
51.0 91.0 LB B o T e o
39.1 63.0 | ‘ 6.20 6.40 6.60 6.80
Obrrprrrrrrrrrrretprre bt et et b el e || M/ 117.05 85 24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8688: .alpha.-Methylstyrene
118.0
5000 103.0
8.0 6.20 6.40 6.60 6.80
2.0 910 m/z 103.00 58.07%
020 0 060 | T
mz> 10 20 3 40 50 80 7o 85 % 100 110 130 130 140 1%
Abundance
118.0
6.20 6.40 6.60 6.80
5000 m/z 78.00 35.65%
103.0
78.0 91.0
147.0
mmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8701: Benzene, 1-ethenyl-4-methyl- E  REams e
118.0 6.20 6.40 6.60 6.80

m/z 115.00 29.15%

5000
91.0

39.0 510 65.0 ‘1%0
15.0 27.0 ™ l l 77\0 \

" | | N
L R B e L L L L R R R R R AN RE R RR R AR R L B L B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091863.D

Aca On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.51 Concentration Rank 3

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

6.51 69.85 ng 5591560 1,4-Dichlorobenzene-d4 6.75
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 387 (6.510 min): BF091863.D (-385) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 L o J 7550 640 660 650
01 B e e T m/z 68.10 47 .54%
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 A NRRE ARSE RN
6.20 6.40 6.60 6.80
310 510 ‘ ‘ m/z 134.00 32.43%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.00 29.24%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.82%
74.0
5000 98.0 116.0
|||||||||||||‘|‘|‘|||‘M|||“|||H“||‘u“| |‘H||||:!-5|8|.q||||]:8|9.|0| AR EE e
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091863.D

Aca On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Benzene, 1,2,3-trimethyl- Concentration Rank 7

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

6.57 8.74 ng 699731 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 392 (6.567 min): BF091863.D (-389) (- m/z 105.10 100.00%
105.1
5000 120.1 A
391 510 es0 ‘10 910 620 6.40 6.60 6.80 7.00
e ittt e b et Tm/z 120.10  43.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9113: Benzene, 1,2,3-trimethyl-

105.0 A

6.20 6.40 6.60 6.80 7.00
m/z 119.10 12 _.38%

0o 390 510 g5 /70 910

150 27 |
S Y P WO 1 NS N NN |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
120.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 77.00 11.94%

27.0 410 510 50 (0 9LO

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9114: Benzene, 1,3,5-trimethyl-
105.0 6.20 6.40 6.60 6.80 7.00
120.0 m/z 91.00 10.48%
5000

39.0 77.0  91.0
150 270 510 65.0 L1 \ Ll I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091863.D

Aca On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Indene Concentration Rank 1

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

7.01 92.20 ng 7380810 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9H8 000673-32-5 94
3 Benzene. l-ethvnvl-4-methvl- 116 C9H8 000766-97-2 91
4 Benzene. 1.2-propadienvl- 116 C9H8 002327-99-3 91
5 Benzene,l-ethynyl-2-methyl- 116 C9HS8 000766-47-2 91

Abundance Scan 431 (7.013 min): BF091863.D (-428) (-) m/z 115.05 100.00%
115.1
5000
&30 290 obo 650 7h0 750 Tho
39.0 510 : : - : :
et el Sl 980 L Tm/z 116.10  93.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8166: Indene
116.0
5000 R L S SRS
660 6.80 7.00 7.20 7.40
6.0 m/z 89.00 13.00%
270 390 s00 B0 44, \
AR N N S N N N Mt AR
Abundance
115.0
ARARRARRS RARAS LRRRA RN
6.60 6.80 7.00 7.20 7.40
5000 m/z 63.00 11.01%
270 390 510 630 740 83.0 o0
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8175: Benzene, 1-ethynyl-4-methyl- R R
115.0 6.60 6.80 7.00 7.20 7.40
m/z 117.05 8.94%
5000
5.0 630 720 890 4
m/z--> ﬁo §o Jo éo éo 75 85 gb 160 1io 150 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091863.D

Aca On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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-Methylindene Concentration Rank 16

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

7.78 2.51 ng 1947030 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindene 130 C10H10 002177-47-1 97
2 Benzene. (l-methvl-2-cvclopropen... 130 C10H10 065051-83-4 97
3 1H-Indene. l-methvl- 130 C10H10 000767-59-9 96
4 Benzene.l-methvl-1.2-propadienvl- 130 C10H10 022433-39-2 96
5 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 94

Abundance Scan 498 (7.779 min): BF091863.D (-495) (-) m/z 130.10 100.00%
115.0 13p.1

5000

>

A

A
51.0 T Trrr TTrrr L Trrr T
39.0 Gﬁ-lo 770 910 1020 740 7.60 7.80 8.00 8.20

.,”.w.an.nﬂh.W.H.Pﬂm,”.ﬁhn.Jn”,”hq.JLLJ. - 'm/z 115.00  99.58%

P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12660: 2-Methylindene
130.0
115.0
5000
7.40 7.60 7.80 8.00 8.20
m/z 129.10 81.87%
51.0 64.0
280 390 [~ 770 8oo 1020 |

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

Abundance
115.0 130.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 128.05 42 .85%
51.0 64.0
270 390 770 ggo 102.0
R B e R A RARRREAE ST LEE S L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12668: 1H-Indene, 1-methyl- A e
115.0 130.0 7.40 7.60 7.80 8.00 8.20
: m/z 119.10 33.44%
5000
51.0 63.0
Ll Tl B Y |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091863.D

Aca On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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-methyl- Concentration Rank 13

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

8.84 3.02 ng 2338360 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64

Abundance Scan 591 (8.842 min): BF091863.D (-588) (-) m/z 142.10 100.00%
14p.
5000
115.0

39.1 510 630 750 890 126.0 8.60 8.80 9.00 9.20
e i etz oo ML Tmzz 141.100 91.58%
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18499: Naphthalene, 1-methyl-
142.0
5000 LA B L L L LB L B LB
115.0 8.60 8.80 9.00 9.20
m/z 115.00 33.82%
27.0 39.0 510 630 740 8901020“1260 i
< AL ko (LR 1
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
142.0
T A
8.60 8.80 9.00 9.20
5000 m/z 143.10 11.76%
115.0
27.0 39.0 51.0 630 740 89.0 1959 126.0
ﬁwwmmmwwwm
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18504: 1,4-Methanonaphthalene, 1,4-dihydro- N RN EEEEEEEER
141.0 8.60 8.80 9.00 9.20
m/z 139.10 11.46%
5000 115.0
63.0
27.0 390 510 7 740 890 1000 | 1260 )
o MY TN s s Rl L S S A e S ILUSY AR
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091863.D

Aca On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1,3-Phenylene, bis(3-phenyl... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.03 3.09 ng 422774 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Phenvlene. bis(3-phenvlprope... 370 C24H1804 1000259-62-4 90
2 2-Propenovl chloride. 3-phenvl- 166 C9H7CIO 000102-92-1 86
3 4-Methvlcoumarine-7-cinnamate 306 C19H1404 300829-05-4 83
4 Propanedioic acid. nitrile. hvdr... 229 C12H11N302 294878-35-6 78
5 Vinyl trans-cinnamate 174 C11H1002 017719-70-9 74

Abundance Scan 695 (10.031 min): BF091863.D (-693) (-) m/z 131.00 100.00%
131.0
5000 770
50.0 106.1 160.1 9.80 10.00 10.20 10.40
o} I o S o N B e m/z 77.00 39.64%
m/z--> 50 100 150 200 250 300 350
Abundance #148449: 1,3-Phenylene, bis(3-phenylpropenoate)
131.0
5000 103.0
9.80 10.00 10.20 10.40
51.0 m/z 103.00 39.46%
L ‘h W ‘ 171.0 207.0 240.0 283.0 326.0 370.0
m/z--> 50 100 150 200 250 300 350
Abundance
131.0
" '9.80 10.00 10.20 10.40
5000 103.0 m/z 51.00 19.24%
51.0
166.0
m/z--> " s0 100 150 200 250 300 350 ,\JA__MAA_A,J\
Abundance #120742: 4-Methylcoumarine-7-cinnamate LA s e e
131.0 9.80 10.00 10.20 10.40
m/z 132.00 10.72%
5000 103.0
51.0
bl 176.0 306.0
m/z--> 50 100 150 200 250 300 350 9.80 10.00 10.20 10.40

8270-BF122116.M Thu Dec 22 18:39:17 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091863.D

Aca On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Octacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.33 ng 209645 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 1193 (15.723 min): BF091863.D (-1190) (-) m/z 57.10 100.00%
57.1
5000
el 15.40 15.60 15.80 16.00
141.1 : . : .
...,....lll o .- N S m/z 71.10 74.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57.0
5000 AR SRR U R R
15.40 15.60 15.80 16.00
m/z 43.10 56.81%
99.0
2qoL ‘\“ | 4 ;4}0 1830 2250 2810 337.0 394.0
m/z--> 50 100 150 200 250 360 3éo 460
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.05 52.58%
99.0
260, | | M101760°00 a0 w0
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57.0 15.40 15.60 15.80 16.00
m/z 55.05 20.20%
5000
99.0
26.0) | |l . ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
m/z--> éo 100 1éo 260 250 360 3éo 460 1520 1560 1580 1600 '

8270-BF122116.M Thu Dec 22 18:39:18 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091863.D

Aca On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.76 ng 248177 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 1233 (16.180 min): BF091863.D (-1230) (-) m/z 57.10 100.00%
5%.1
5000 \
901 1530 16,00 1650 1640 |
41.1 . : . :
LR gt aes2 2251 oepa S0 74.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57.0
15.80 16.00 16.20 16.40
99.0 m/z 43.05 57.62%
260, L) 40 180 22s0 220
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15,80 16.00 16.20 1640
5000 m/z 85.10 53.83%
99.0
2610 141.0 1830 225.0 296.0
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #158131: Nonacosane e EEEERR SRt
57.0 15.80 16.00 16.20 16.40
m/z 55.10 20.13%
5000
99.0
26,0 | | ||, 1410 1830 2250 267.0 309.0 351.0  408.0
m/z--> 55 160 1%0 260 250 360 350 400 15.80 16.00 16.20 16.40 '

8270-BF122116.M Thu Dec 22 18:39:18 2016 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122116\
Data File : BF091863.D

Acq On : 22 Dec 2016 4:50

Operator : UM/SJ

Sample : H6156-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.91 10.9 ng 873511 1 6.75 1600960 20.0
Benzene, (1-methy... 5.90 4.1 ng 325235 1 6.75 1600960 20.0
-alpha.-Methylsty... 6.45 3.1 ng 252483 1 6.75 1600960 20.0
unknown6 .51 6.51 69.8 ng 5591560 1 6.75 1600960 20.0
Benzene, 1,2,3-tr... 6.57 8.7 ng 699731 1 6.75 1600960 20.0
Indene 7.01 92.2 ng 7380810 1 6.75 1600960 20.0
2-Methylindene 7.78 2.5 ng 1947030 2 8.03 15494100 20.0
Naphthalene, 1-me... 8.84 3.0 ng 2338360 2 8.03 15494100 20.0
1,3-Phenylene, bi... 10.03 3.1 ng 422774 3 9.78 2738470 20.0
Octacosane 15.72 2.3 ng 209645 6 15.29 1800750 20.0
Eicosane 16.18 2.8 ng 248177 6 15.29 1800750 20.0
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