LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On > 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 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-BF072716.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 1.655 5 6 51 rvB 961975 2314347 100.00% 13.262%
2 4.581 259 262 273 rBV 237710 457198 19.75% 2.620%
3 5.061 302 304 320 rBV 913417 1237598 53.48% 7.092%
4 5.267 320 322 338 rvv 78030 161032 6.96% 0.923%
5 6.159 398 400 403 rBVY 1043276 1251684 54.08% 7.172%
6 6.261 407 409 413 rVvV 1318483 1323004 57.17% 7.581%
7 6.330 413 415 417 rVvwV 253493 280278 12.11% 1.606%
8 6.376 417 419 427 rVB 80432 146370 6.32% 0.839%
9 6.490 427 429 436 rVB 281834 291475 12.59% 1.670%
10 6.650 440 443 445 rBV 1042605 1043142 45.07% 5.977%

11 6.753 450 452 458 rVB 93654 124145 5.36% 0.711%
12 7.016 473 475 477 rBV 43602 42828 1.85% 0.245%
13 7.073 477 480 483 rVvVv 553758 825915 35.69% 4_.733%
14 7.130 483 485 487 rVvVv 76035 127103 5.49% 0.728%
15 7.164 487 488 490 rvv 42268 58090 2.51% 0.333%

16 7.359 502 505 513 rVB 331340 376588 16.27% 2.158%
17 7.542 518 521 522 rBV 66205 82507 3.57% 0.473%
18 7.587 522 525 527 rvV 108241 146634 6.34% 0.840%
19 7.782 539 542 544 rBV 375633 378233 16.34% 2.167%
20 8.010 559 562 565 rBvV 295013 356633 15.41% 2.044%

21 8.067 565 567 569 rBvV 270705 368312 15.91% 2.110%

22 8.307 585 588 590 rvv3 10511 24282 1.05% 0.139%
23 8.479 602 603 608 rBv2 85915 132443 5.72% 0.759%
24 8.559 608 610 612 rBvV 97444 94277 4_.07% 0.540%
25 8.605 612 614 615 rBvV 51217 44167 1.91% 0.253%
26 8.673 618 620 623 rBv2 64546 81245 3.51% 0.466%
27 8.776 628 629 632 rVB 73904 78729 3.40% 0.451%

28 8.856 634 636 639 rvB 996179 1215226 52.51% 6.963%
29 8.982 644 647 652 rBv2 101173 166009 7.17% 0.951%
30 9.142 660 661 663 rBv 25562 30281 1.31% 0.174%

31 9.256 669 671 673 rBv 192721 224519 9.70% 1.287%
32 9.473 688 690 693 rBv2 103389 205948 8.90% 1.180%
33 9.519 693 694 696 rvv 362369 387713 16.75% 2.222%
34 9.565 696 698 704 rvv 51871 104475 4_.51% 0.599%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On > 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 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-BF072716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.702 707 710 712 rVvvV3 21642 30823 1.33% 0.177%
36 9.976 733 734 736 rVvV 45177 36005 1.56% 0.206%
37 10.056 739 741 747 rVB6 11541 24378 1.05% 0.140%
38 10.193 749 753 756 rBV2 12891 31174 1.35% 0.179%
39 10.308 761 763 766 rvV 683652 660794 28.55% 3.786%
40 10.445 773 775 781 rVB 48015 60181 2.60% 0.345%
41 10.890 812 814 816 rBV 34684 32943 1.42% 0.189%
42 10.993 821 823 827 rBV 347366 326500 14.11% 1.871%
43 11.553 870 872 875 rBV 63310 64765 2.80% 0.371%
44 12.193 926 928 930 rBV 46551 44999 1.94% 0.258%
45 12.422 945 948 950 rBV 67416 71589 3.09% 0.410%

46 12.582 959 962 964 rBV 818523 942912 40.74% 5.403%
47 13.485 1039 1041 1050 rVB2 75751 112756 4._.87% 0.646%
48 13.611 1050 1052 1058 rBV 294298 393598 17.01% 2.255%

49 14.125 1095 1097 1100 rVB3 15588 26866 1.16% 0.154%
50 14.605 1137 1139 1143 rBV 31110 59593 2.57% 0.341%
51 14.845 1158 1160 1163 rVB 23775 27456 1.19% 0.157%
52 14.902 1163 1165 1167 rVV 21380 27499 1.19% 0.158%

53 14.948 1167 1169 1179 rVB 207805 294300 12.72% 1.686%

Sum of corrected areas: 17451561
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089496.D

1200000

6.16 6.65

10000001L.66
5.06

800000

600000 7.07

400000
4.58 6,349

200000

5.27 3 6.75

1 e e e e A LSA

T T I
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089496.D

1200000

8.86
1000000

12.58
800000

10.31
600000
400000{ 7.78 9.52 10.99

200000

04 AL b A VAW
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089496.D

1200000
1000000
800000
600000

400000
61 14.95

200000 14.61144880
14.13

S S S

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:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.58 31.37 ng 457198 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 262 (4.581 min): BF089496.D (-259) (-) m/z 43.05 100.00%
43
59
5000
101 g | e
51 | 83 | 420 440 460 4.80 500
o S L — m/z 59.10 62.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR RN U AR
420 4.40 4.60 4.80 5.00
m/z 101.10 21.72%
31 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
420 4.40 460 4.80 5.00
5000 m/z 58.10 14.96%
101
15 58
0 28 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R . :

59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.76%

5000 41
68
1| 50 | 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 9

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

5.27 11.05 ng 161032 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 96
2 Stvrene 104 C8HS8 000100-42-5 96
3 1.3.5.7-Cvclooctatetraene 104 C8HS8 000629-20-9 94
4 Butanedioic acid. phenvl- 194 C10H1004 000635-51-8 72
5 Benzene, 1,1"-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 39

Abundance Scan 322 (5.267 min): BF089496.D (-320) (-) . m/z 104.10 100.00%
104
5000 8
51
39 63 89 5.00 520 5.40 5.60
Ol et ettt 0l Tm/z 103.10  50.59%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene
104
78

5000 P
5.00 5.20 5.40 5.60

o1 m/z 78.10 50.04%

39 63
0 2\7 \‘ ‘\ 57 | 72\\\ \ 89 98\ |
LI I e e o B LA o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
104

5.00 5.20 5.40 5.60

5000 78 m/z 51.10 23.48%
51
15 27 39 % 1 89 98
o) MR LMY N Y SR 111 MM, A 1 B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4880: 1,3,5,7-Cyclooctatetraene e RN EER RS L
104 5.00 520 540 560

m/z 77.10 22 .23%

5000 &
51
39
o sl st Peo || 89 98,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 4 unknown6.26 Concentration Rank 2

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

6.26 90.78 ng 1323000 1,4-Dichlorobenzene-d4 6.49
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 12
3 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 409 (6.261 min): BF089496.D (-407) (-) m/z 132.00 100.00%
5000 68 k
20 54 % J 600 620 640 660
7
ol Jer \sus m/z 68.10 45.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR LR L U
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 32.40%
0 ‘ b1 H 1 . !
L L L L L B WL L L UL N
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
600 620 640 660
5000 m/z 66.05 30.00%
33 44 o 105
o € 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 19.11%
5000 98 116
I I 89%‘;,&97,\,\",,“, s 8
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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, l-ethenyl-3-methyl- Concentration Rank 7

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

6.33 19.23 ng 280278 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 96
2 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 95
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 94
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 94
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 93

Abundance Scan 415 (6.330 min): BF089496.D (-413) (-) m/z 117.10 100.00%
147
5000
91
39 51 7 o ‘ 103 6.00 6.20 6.40 6.60
0..,....,....,....',....,"...!,:'.'..,...'.',....',....,:'...,..!.',...., m/z 118.10 81.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8975: Benzene, 1-ethenyl-3-methyl-

5000

6.00 6.20 6.40 6.60
m/z 115.10 40.91%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance
118

6.00 6.20 6.40 6.60

5000 m/z 91.10 31.32%
91
39 103
o 18 27 51 58 65 77 g4 110
R B A e e R BARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8964: Benzene, cyclopropyl- e Ry
7 600 620 6.40 6.60
m/z 103.00 11.89%
5000
| 7 39 515865 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Indene Concentration Rank 13

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

6.75 8.52 ng 124145 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Benzene. l1-propvnvl- 116 C9H8 000673-32-5 91
3 3-Methvlphenvlacetvlene 116 CO9H8 000766-82-5 91
4 Benzene. 1.2-propadienvl- 116 C9H8 002327-99-3 91
5 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 91

Abundance Scan 452 (6.753 min): BF089496.D (-450) (-) m/z 115.05 100.00%
115
5000
9 5 B 4, ? 6.40 6.60 6.80 7.00
Ol e s bl et el e Tm/z 116.10  91.48Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8407: Indene
116
5000
6.40 6.60 6.80 7.00
- m/z 89.00 13.45%
0 7 P 0T m B g )
™ D
Abundance
115
6.40 6.60 6.80 7.00
5000 m/z 63.00 12.69%
o 18 27 94551578 1 8 100
miz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8415: 3-Methylphenylacetylene
115 6.40 6.60 6.80 7.00
m/z 117.05 8.41%
5000
63 89
oL 15 27 39 S0 [ 74 101
m/z--> 15 25 35 45 55 eb 75 85 95 160 1io 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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, 2-ethenyl-1,4-dime... Concentration Rank 11

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

7.13 8.72 ng 127103 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 97
2 2.4-Dimethvistvrene 132 C10H12 002234-20-0 96
3 Benzene. l1l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 95
4 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 94
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 94

Abundance Scan 485 (7.130 min): BF089496.D (-483) (-) m/z 117.05 100.00%
117
132
5000
39 51 65 7/ 105 ‘| 6.80 7.00 7.20 7.40

o

S SN PO T 1 ....',:...,:'.-..,...!,...-.',.'...,. m/z 132.05  76.29%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117
132

5000 R B
91 6.80 7.00 7.20 7.40

51 77 m/z 115.00 46 .36%
| 65 105 ‘
3 SN S .- 1 ,..ﬂw N AN [ [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
132 6.80 7.00 7.20 7.40
5000 m/z 131.10 27 .13%
39 91
27 51 63 77
15 105
o 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117 6.80 7.00 7.20 7.40
m/z 91.10 26.57%
132
5000
91
5, 3 51 105
0”,}?W.H.P.”h”.JM”.“WH,HJM.”JH.98LL.P.ﬂ,”.ML”.P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 3,4-Dimethylthiophenol Concentration Rank 5

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

7.36 19.91 ng 376588 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvithiophenol 138 C8H10S 018800-53-8 78
2 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 72
3 3.5-Dimethvithiophenol 138 C8H10S 038360-81-5 72
4 3-Methvlbenzvl mercaptan 138 C8H10S 025697-56-7 72
5 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 72

Abundance Scan 505 (7.359 min): BF089496.I3(—502) ) m/z 105.10 100.00%
105
5000
51 " 700 7.20 7.40 7.60
39 63 138 : : : :
o.,....,....-,..-..;'....-,.-...7,0...|.'|,....?.1.?ﬁ.':!.,l.lﬁ.lﬁl...lﬁl..:,...., m/z 77.10 19.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17427: 3,4-Dimethylthiophenol
105 138
5000
7.00 7.20 7.40 7.60
45 77 o1 123 m/z 79.10 17.54%
2‘7 38 ‘ \5\3 ‘62\‘6\9 H 84 ‘\ 9\8 ‘\‘ 112 \“ “ !
UUNBIUNERS IR IR LRI LI UL LR SR SRS SRR SRS SRR

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

105

7.00 7.20 7.40 7.60
5000 m/z 103.10 14 _.13%

77 oL 134
o 39 51 63 98 115

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

Abundance #17433: 3,5-Dimethylthiophenol AR L e
105 7.00 7.20 7.40 7.60
)
138 m/z 106.10 9.09%
5000
7
39
‘ 51 63 H 91 123
0 1 \‘\\ AL, L L I,
R B s B o s T A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BF072716.M Mon Aug 01 19:47:41 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Benzene, 1-butynyl- Concentration Rank 18

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

7.54 4_.36 ng 82507 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l-butvnvl- 130 C10H10 000622-76-4 95
2 1H-Indene. l1-methvl- 130 C10H10 000767-59-9 95
3 Benzene.l-methvl-1.2-propadienvl- 130 C10H10 022433-39-2 94
4 2-Methvlindene 130 C10H10 002177-47-1 91
5 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 91

Abundance Scan 521 (7.542 min): BF089496.D (-518) (-) m/z 115.10 100.00%
145 130
5000
39 51 63 77 g9 102 | 7.20 7.40 7.60 7.80
Ol et el st e et ey m/z 130.10 95.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13088: Benzene, 1-butynyl-

5000

7.20 7.40 7.60 7.80
m/z 129.10 76.64%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
115 130
7.20 7.40 7.60 7.80
5000 m/z 128.10 42.88%
51 63
39 77
) 27 89 102 122
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13110: Benzene,1-methyl-1,2-propadienyl-
1 7.20 7.40 7.60 7.80

m/z 127 .00 19.36%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.20 7.40 7.60 7.80

8270-BF072716.M Mon Aug 01 19:47:42 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 o-Cymene Concentration Rank 8

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

8.01 18.86 ng 356633 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 87
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 87
3 p-Cvmene 134 C10H14 000099-87-6 86
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 80
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 80

Abundance Scan 562 (8.010 min): BF089496.D (-559) (-) m/z 119.10 100.00%
119
5000
91
39 51 65 77 103 152 7.60 7.80 8.00 8.20 8.40
o..,....,....,....-,~....,'....~,.-.'..,...':~,....~,.~-...,.'.'..,..'.|:I....,.1.3.5_?,....,!...,. m/z 91.10 25.56%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14811: o-Cymene

5000
7.60 7.80 8.00 8.20 8.40

m/z 117.10 17.76%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

119
7.60 7.80 8.00 820 8.40
5000 m/z 120.10 9.66%
134
91
15 27 41 s1 65 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14807: p-Cymene e e
7.60 7.80 8.00 8.20 8.40
m/z 115.10 7.81%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20 8.40

8270-BF072716.M Mon Aug 01 19:47:43 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 trans-Cinnamyl bromide Concentration Rank 15

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

8.48 7.00 ng 132443 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 64
2 Benzene. 1-pentenvl- 146 Cl1l1H14 000826-18-6 64
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 64
4 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 59
5 2,4-Dimethylstyrene 132 C10H12 002234-20-0 56

Abundance Scan 603 (8.479 min): BF089496.D (-602) (-) m/z 117.05 100.00%
117
5000
91
39 51 63 77 150 8.20 8.40 8.60 8.80
o o s Y W/Zz 115.10  46.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58675: trans-Cinnamyl bromide
117
5000
8.20 8.40 8.60 8.80
o1 m/z 116.10 16.16%
o5 27 ¥ 5163 77 | 102 || 129 169 196
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
8.20 8.40 8.60 8.80
5000 m/z 91.05 12.56%
o1 104 146
27 3 51 65 77 128
e L L L S LS UL B L S B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117 8.20 8.40 8.60 8.80
132 m/z 118.10 11.51%
5000
91
51 77
65
105
0...|....4|.1....|....|....|....|....|....|....|....|.. A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Benzene, 2,4-dimethyl-1-(1-... Concentration Rank 17

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

8.56 4.99 ng 94277 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2.4-dimethvl-1-(1-methv... 148 Cl11H16 004706-89-2 78
2 Benzene. 1.4-diethvl-2-methvl- 148 C11H16 013632-94-5 78
3 1.5.6.7-Tetramethvlbicvclol3.2.0... 148 C11H16 134329-46-7 64
4 Benzene. 1.3-dimethvl-5-(1l-methv... 148 C11H16 004706-90-5 64
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 64

Abundance Scan 610 (8.559 min): BF089496.D (-608) (-) m/z 133.10 100.00%
5000
91 105
39 51 65 77 115 150 166 8.20 8.40 8.60 8.80
o bl 20T Tm/z 105.10  21.15%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133
5000
8.20 8.40 8.60 8.80
148 m/z 91.05 17.27%
, 15 %7 ﬁ? 51 65 77 %1 105 117
O B S S A T e T O
mz-> 0 20 40 60 80 100 120 140 160
Abundance
133
119 8.20 8.40 8.60 8.80
5000 s m/z 115.00 12.26%
91 105
15 28 39 51 65 7
O T T A o e
mz-> 0 20 40 60 80 100 120 140 160
Abundance #22848: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene
133 8.20 8.40 8.60 8.80
m/z 134.10 12.26%
5000
105 148
4l 53 g5 19 | 117
0 .|....|....|..‘.“.|.‘...Hl...“.lu“l.‘.ml‘..‘..|.‘.‘..|....
m/z--> 0 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 20

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

8.78 4_.06 ng 78729 Acenaphthene-d10 9.52

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethyl-5-(1l-methy... 148 C11H16 004706-90-5 78
2 Benzene. 2.4-dimethvl-1-(1l-methv... 148 C11H16 004706-89-2 78
3 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 72
4 Benzene. 1l.4-dimethvl-2-(1l-methv... 148 C11H16 004132-72-3 64

5 Oxalamide, N-(2-hydroxyethyl)-N"... 278 C14H18N204 1000304-26-2 64

Abundance Scan 629 (8.776 min): BF089496.D (-628) (-) m/z 133.05 100.00%
5000
91 105
39 51 65 77 15 150 166 8.40 8.60 8.80 9.00 9.20
ol el 2222wz 105.05  19.55%
miz--> 0 20 40 60 80 100 120 140 160
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethy!)-
133
5000
8.40 8.60 8.80 9.00 9.20
148 m/z 91.05 16.60%
15 27 39 51 g5 77 91 105 137
o .,2...‘.,.‘...‘,‘..‘.‘.,‘a‘...“,..‘..,...‘a“‘,..‘.‘.,..‘..,...
miz--> 20 40 80 100 120 140 160
Abundance
133
L S,
8.40 8.60 8.80 9.00 9.20
5000 m/z 134.10 13.47%
148
, 15 27 39 51 g5 77 91 105 117
o T L e o L
miz--> 20 40 80 100 120 140 160
Abundance #22764: 3,4-Dimethylcumene
133 8.40 8.60 8.80 9.00 9.20
m/z 115.00 11.40%
5000
148
105
15 27 “"‘1 51 65 77 9‘1 115 ‘
L e e e L I R A
miz--> 20 40 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20

8270-BF072716.M Mon Aug 01 19:47:46 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Benzene, 1-(bromomethyl)-4-_.._. Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

898 856ng 166009  Acenaphthene-d10 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1-(bromomethvl)-4-methvl- 184 C8H9Br 000104-81-4 80

2 Benzene. (l-bromoethvl)- 184 C8H9Br 000585-71-7 72
3 Thiophene. 2-(4-methvlbenzvisulf... 252 C12H1202S2 153837-88-8 64
4 Benzene. (l-nitroethvl)- 151 C8H9NO2 007214-61-1 59
5 3-Phenylpropanoic anhydride 282 C18H1803 1000333-89-6 59
Abundance Scan 647 (8.982 min): BF089496.D (-644) (-) m/z 105.05 100.00%
105
5000
e 8.60 8.80 9.00 9.20 9.40
51 65 : : : :
o‘wﬂﬁﬂ*ﬂuﬁﬁ#ﬂ..?f?.?f....,.1.79.,.... e | M/Z 79.10  17.82%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49229: Benzmene, 1-(bromomethyl)-4-methy!-
105
5000
8.60 8.80 9.00 9.20 9.40
7 m/z 77.05 16.39%
ol 2 PLea | 91 169 186
miz--> ﬁo 40 60 80 100 120 140 160 180 200 220 240
Abundance
105
8.60 8.80 9.00 9.20 9.40
5000 m/z 103.00 14.28%
79
oL 27 ol g5 | o2 140 169 184
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #103496: Thiophene, 2-(4-methylbenzylsulfonyl)-
105 8.60 8.80 9.00 9.20 9.40
m/z 106.10 9.37%
5000
39 77
0 57 | 91 | 131147 171 187 220 252
miz--> 20 4'0 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20 9.40

8270-BF072716.M Mon Aug 01 19:47:47 2016

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089496.D

Aca On : 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Trifluoroacetoxy hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.49 5.73 ng 112756 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
4 n-Nonadecanol- 284 C19H400 001454-84-8 95
5 n-Tetracosanol- 354 C24H500 000506-51-4 95
Abundance Scan 1041 (13.485 min): BF089496.D (-1039) (-) m/z 57.10 100.00%
g7
o 1 ,ML
”139 178 57231 315 13.20 13.40 13.60 13.80
0 b ————— | M/z  43.10 95.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000 LI SN UL LN S
13.20 13.40 13.60 13.80
29 125 m/z 55.10 95.43%
oL A, “ h Ll I“}, 19224 269 0
m/z--> 50 200 250 300 350 400
Abundance
57
83 SRR BN BN BN
13.20 13.40 13.60 13.80
5000 111 m/z 83.10 92 .89%
29 139 189 210 255 406
O T T e e T e S B B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester R B B
13.20 13.40 13.60 13.80
83 m/z 69.10 85.59%
5000 111 ’w_ﬁwprﬁwﬂdwAMN/hV/VVNVMA’
29
o | ’ | | |M0 182210 255 a0
miz--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073116\
Data File : BF089496.D

Acq On > 1 Aug 2016 5:31

Operator : UM/SJ

Sample : H4215-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.58 31.4 ng 457198 1 6.49 291475 20.0
Bicyclo[4.2.0]oct. .. 5.27 11.1 ng 161032 1 6.49 291475 20.0
unknown6 .26 6.26 90.8 ng 1323000 1 6.49 291475 20.0
Benzene, l-etheny... 6.33 19.2 ng 280278 1 6.49 291475 20.0
Indene 6.75 8.5 ng 124145 1 6.49 291475 20.0
Benzene, 2-etheny... 7.13 8.7 ng 127103 1 6.49 291475 20.0
3,4-Dimethylthiop... 7.36 19.9 ng 376588 2 7.78 378233 20.0
Benzene, 1-butynyl- 7.54 4.4 ng 82507 2 7.78 378233 20.0
o-Cymene 8.01 18.9 ng 356633 2 7.78 378233 20.0
trans-Cinnamyl br... 8.48 7.0 ng 132443 2 7.78 378233 20.0
Benzene, 2,4-dime... 8.56 5.0 ng 94277 2 7.78 378233 20.0
Benzene, 1,3-dime... 8.78 4.1 ng 78729 3 9.52 387713 20.0
Benzene, 1-(bromo... 8.98 8.6 ng 166009 3 9.52 387713 20.0
Trifluoroacetoxy ... 13.49 5.7 ng 112756 5 13.61 393598 20.0
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