LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample : H3628-12

Misc :

ALS Vial : 46 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-BF060716.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 1.781 15 17 40 rVB 98847 161919 7.52% 0.791%
2 4.833 282 284 288 rBV 43575 57411 2.66% 0.281%
3 4.913 288 291 296 rVB 20760 24443 1.13% 0.119%
4 5.279 321 323 326 rBVY 1040032 964129 44.75% 4.711%
5 6.341 413 416 423 rVB 607845 641283 29.77% 3.133%
6 6.456 423 426 429 rBV 1772401 1633226 75.81% 7.980%
7 6.639 438 442 444 rBV3 13556 30304 1.41% 0.148%
8 6.684 444 446 450 rBV 626190 567902 26.36% 2.775%
9 6.844 457 460 462 rVB 1539928 1734634 80.51% 8.475%
10 7.039 473 477 479 rBV3 19631 41850 1.94% 0.204%
11 7.210 489 492 494 rBV3 21067 46997 2.18% 0.230%
12 7.256 494 496 498 rvVv 1331580 1312093 60.90% 6.411%
13 7.336 501 503 505 rVvv3 38584 68438 3.18% 0.334%
14 7.370 505 506 508 rvVv 36059 26523 1.23% 0.130%
15 7.439 511 512 516 rVB2 41103 64888 3.01% 0.317%
16 7.496 516 517 518 rBV 31533 23679 1.10% 0.116%
17 7.553 520 522 525 rVB 20417 27755 1.29% 0.136%
18 7.610 525 527 528 rBV 22579 27299 1.27% 0.133%
19 7.644 528 530 532 rVB3 20165 29316 1.36% 0.143%
20 7.736 532 538 540 rBV3 29623 115377 5.36% 0.564%
21 7.862 546 549 550 rBV3 21085 35112 1.63% 0.172%
22 7.919 551 554 556 rVvVv3 46412 98680 4 .58% 0.482%
23 7.976 556 559 560 rvVv 515609 653372 30.33% 3.192%
24 7.999 560 561 564 rVB3 39172 71375 3.31% 0.349%

25 8.102 566 570 573 rBV5 83076 196312 9.11% 0.959%

26 8.227 576 581 582 rBV5 65851 151431 7.03% 0.740%
27 8.342 588 591 593 rBv4 79904 146141 6.78% 0.714%
28 8.399 593 596 600 rBv4 72382 198401 9.21% 0.969%
29 8.536 606 608 610 rBv2 148190 148201 6.88% 0.724%
30 8.593 610 613 615 rVB3 42479 75209 3.49% 0.367%

31 8.639 615 617 619 rBV3 35245 57746 2.68% 0.282%
32 8.685 619 621 624 rBV3 46201 109960 5.10% 0.537%
33 8.753 624 627 629 rVV3 112344 199172 9.24% 0.973%
34 8.833 633 634 635 rvv 65065 79308 3.68% 0.387%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample : H3628-12

Misc :

ALS Vial : 46 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.867 635 637 642 rVvv3 93656 230931 10.72% 1.128%

36 8.959 642 645 647 rVB3 83949 189635 8.80% 0.927%
37 9.005 647 649 650 rBv 156327 193665 8.99% 0.946%
38 9.050 650 653 659 rVvB 2141225 2154453 100.00% 10.526%
39 9.187 662 665 668 rBv4 62264 109869 5.10% 0.537%
40 9.347 675 679 681 rBV5 82057 183838 8.53% 0.898%

41 9.393 681 683 684 rvv2 136237 179481 8.33% 0.877%
42 9.428 684 686 687 rvv2 62268 107857 5.01% 0.527%
43 9.450 687 688 691 rvv 135859 204576 9.50% 1.000%
44 9.496 691 692 693 rvv 81807 84103 3.90% 0.411%
45 9.576 697 699 701 rvv3 98153 164925 7.66% 0.806%

46 9.668 705 707 709 rBvV2 59442 116148 5.39% 0.567%
47 9.725 709 712 713 rVvV 612576 663284 30.79% 3.241%

48 9.748 713 714 717 rVB3 57880 88470 4.11% 0.432%
49 9.896 725 727 728 rBV 57668 57915 2.69% 0.283%
50 9.999 734 736 738 rBV3 45735 73973 3.43% 0.361%

51 10.033 738 739 741 rVvv2 128431 149026 6.92% 0.728%
52 10.090 741 744 748 rVV6 174230 294605 13.67% 1.439%
53 10.159 748 750 752 rvB2 95352 134920 6.26% 0.659%
54 10.216 753 755 760 rBV5 60750 115756 5.37% 0.566%
55 10.296 760 762 764 rVB2 35972 38106 1.77% 0.186%

56 10.388 766 770 771 rBv4 50926 123963 5.75% 0.606%
57 10.479 775 778 779 rBV 112430 178869 8.30% 0.874%
58 10.513 779 781 783 rVB 1021487 997043 46.28% 4.871%

59 10.628 790 791 796 rBV5 41051 85274 3.96% 0.417%
60 10.810 805 807 809 rBv2 24574 29801 1.38% 0.146%
61 11.199 839 841 843 rBV 573067 506245 23.50% 2.473%
62 11.588 873 875 877 rBV 30620 46715 2.17% 0.228%
63 12.571 959 961 963 rVB 26651 27440 1.27% 0.134%
64 12.616 963 965 968 rvv2 35163 45317 2.10% 0.221%

65 12.674 968 970 977 rVB 171419 213010 9.89% 1.041%

66 12.788 977 980 982 rBVY 1740897 1845233 85.65% 9.016%

67 13.691 1057 1059 1066 rBV2 45228 78079 3.62% 0.381%

68 13.828 1069 1071 1074 rVB 589003 533716 24.77% 2.608%

69 15.211 1189 1192 1197 rBV 331444 400901 18.61% 1.959%
Sum of corrected areas: 20467028
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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: BF088167.D
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Abundance TIC: BF088167.D
9/05
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T
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Abundance TIC: BF088167.D
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1500000
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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\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.46 Concentration Rank 2

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

6.46 57.52 ng 1633230 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 426 (6.456 min): BF088167.D (-423) (-) m/z 132.00 100.00%
132.0
5000 68.1
RS S U
401 541 | 85.0 %lll 115.0 6.20 6.40 6.60 6.80
O L T e L e e . (x e m/z 68.10 38.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RSN SR U
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.91%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 620 6.40 6.60 6.80
5000 67.0 m/z 66.10 24.64%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole TTT T IAT | B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.72%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 4 unknown7.74 Concentration Rank 20

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

7.74 3.53 ng 115377 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azocine. octahvdro- 113 C7H15N 001121-92-2 47
2 2-Thiophenemethanamine 113 C5H7NS 027757-85-3 47
3 Ethvl ethvlphosphonofluoridate 140 C4H1O0FO2P 000650-20-4 38
4 Propvl Ethvlphosphonofluoridate 154 C5H12F02P 002992-95-2 38
5 4-Fluoro-6-aminopyrimidine 113 C4H4FN3 051421-96-6 35

Abundance Scan 538 (7.736 min): BF088167.D (-532) (-) m/z 113.10 100.00%
118.1
69.1
5000
131.1
7.40 7.60 7.80 8.00
o} m/z 69.10 65.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6985: Azocine, octahydro-
30.0 5.0 -0,
43.0
5000 84.0 113.0 L L L L R
7.40 7.60 7.80 8.00
m/z 55.00 48 .93%
so || ||
O'W'MW'”'“”'b“'ﬂhlP”“N”'N“W'”h'”WlLW'”W'”W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
113.0
740 7.60 7.80 800
5000 85.0 970 m/z 97.10 41.22%
45.0
58.0 69.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18109: Ethyl ethylphosphonofluoridate L BT B
113.0 7.40 7.60 7.80 8.00
m/z 41.10 31.00%
5000
84.0
95.0 125.0
0 aso 10 L | T ase0
S A AR AR AR RS RRARA RARRS AR RARAS AR SRR RAAS RARRS AU RS R LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown8.10 Concentration Rank 8

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

8.10 6.01 ng 196312 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Citronellol 156 C10H200 000106-22-9 27
2 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 25
3 Cvclohexene. 1-methvl-4-(l1-methyvy... 138 C10H18 005502-88-5 25
4 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 25
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 25

Abundance Scan 570 (8.102 min): BF088167.D (-566) (-) m/z 69.10 100.00%
5000
780 8.00 8.20 8.40
o} m/z 55.10 67.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28226: Citronellol
69.0
41.0
5000 A R U R U
55.0 82.0 7.80 8.00 8.20 8.40
95.0 123.0 m/z 95.10 59.39%
27.0 ‘ ‘ ‘ 109.0 1380 156.0
0'&ﬂ9PJLLJJ“WLLP”J““Lh'L”P”W””PMW””P”W”“P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41.0 69.0
780 8.00 8.20 840
5000 m/z 96.10 56.92%
84.0
27.0 550
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16979: Cyclohexene, 1- methyl 4-(1-methylethyl)- R EE A R E s E
95.0 7.80 8.00 8.20 8.40
m/z 41.10 52.62%
68.0
5000 970
. 55.0 81.0 138.0
‘ ‘ ‘ 1230
0..%.‘}’9,...“ “. \‘ IH H‘...,‘.‘”.,.%9?.(.)..,.‘.......,....,....,....,. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 6 unknown8.23 Concentration Rank 14

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

8.23 4.64 ng 151431 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 38
2 Cyclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 38
3 1.3-Dimethvl-5-n-decvilcvclohexane 252 C18H36 086710-36-3 38
4 Cyclohexane. 1.2.4-trimethvl-. (... 126 C9H18 007667-60-9 32
5 Cyclooctane, ethyl- 140 C10H20 013152-02-8 32

Abundance Scan 581 (8.227 min): BF088167.D (-576) (-) m/z 69.10 100.00%
69.1 111.1
5000
780 8.00 820 840 8.60
o} m/z 111.10 85.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
5000 IRSEBS SRS SRR RN
7.80 8.00 8.20 8.40 8.60
41.0 m/z 55.10 53.88%
o ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
69.0 111.0
780 8.00 820 840 8.60
5000 m/z 131.10 45 .04%
41.0
ol15.0 91.0
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 250 240
Abundance #104200: 1,3-Dimethyl-5-n-decylcyclohexane
69.0 111.0 7.80 8.00 8.20 8.40 8.60
m/z 41.10 34.98%
5000
43.0
‘ 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 780 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 7 unknown8.34 Concentration Rank 17

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

8.34 4_47 ng 146141 Naphthalene-d8 7.98

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 49
2 Cvclopenten-4-one. 1.2.3.3-tetra... 138 C9H140 1000163-38-6 47
3 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 47

005256-65-5 43
013674-19-6 38

4 Cvclohexene. 3-methvl-6-(1-methv... 138 C10H18
5 Cyclohexanemethanol, 4-(1-methyl... 156 C10H200

Abundance Scan 591 (8.342 min): BF088167.D (-588) (-) m/z 95.10 100.00%
95.1
55.1 69.1
5000 41.1 '
81.1 108.1 TT IIIIIIIIIIIIIIIIIII
1231 138.1152.1 8.00 820 840 8.60
o m/z 69.10 57.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5982: 1,3-Dimethyl-1-cyclohexene
95.0
5000 LI L L L L L L L L
67.0 8.00 8.20 8.40 8.60
410 550 82.0 110.0 m/z 55.10  49.90%
27.0 ‘
0 L1 L MR Al H‘ Ll iR
T T T T T e T I e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
N IR m s
138.0 8.00 8.20 8.40 8.60
5000 110.0 m/z 41.10 42 .80%
67.0
41.0 550 123.0
27.0 79.0
0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6004: Cyclopentene, 1,2,3-trimethyl- R B R
95.0 8.00 8.20 8.40 8.60
m/z 81.10 26.74%
5000 67.0
110.0
39.0 550
27.0 : 79.0
0..,1..5i(.),...‘:‘,....‘i‘....i‘a‘.‘..,..‘.a,...‘.‘i‘....,‘.‘.l.,....‘,....,....,....,....,....,... B s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown8.40 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.40 6.07 ng 198401 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 3.3.5-trimethvl-. ... 142 C9H180 000933-48-2 37
2 (2-Fluorophenvl) methanol. ethvl... 154 C9H11FO 1000374-44-6 37
3 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 37
4 2-Cyclohexen-1-ol. 2-methvl-5-(1... 152 C10H160 001197-06-4 27
5 1H-1,2,3,4-Tetrazole-1,5-diamine... 208 C8H9FNG6 1000351-63-3 22
Abundance Scan 596 (8.399 min): BF088167.D (-593) (-) m/z 109.10 100.00%
109.1
57.1
5000

137.1 1551

8.00 8.20 8.40 8.60 8.80

0! m/z 57.10 61.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20051: Cyclohexanol, 3,3,5-trimethyl-, cis-
109.0
83.0
5000 LI LN L L L L L L
410 8.00 8.20 8.40 8.60 8.80
55.0 m/z 41.10 45 .88%
124.0
o “\‘ W Tme | 0
m/z--> 80 100 120 140 160
Abundance
109.0
R e R R
8.00 8.20 8.40 8.60 8.80
5000 m/z 71.10 45 .22%
83.0 125.0
15.0 29.0 430 57.0 70,0 96/0 154.0
L R B B
m/z--> 20 40 60 80 100 120 140 160
Abundance #20029: Cyclohexanol, 3,3,5-trimethyl- e  RRREEREE ST
109.0 8.00 8.20 8.40 8.60 8.80
m/z 83.10 42 .93%
5000 83.0
41.0 550
27.0 ‘ H f ‘ 96.0 124.0
ol Al \ 1 T i Y. N (O
m/z--> 20 80 100 120 140 160 800 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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, pentamethyl- Concentration Rank 15

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

8.54 4_.54 ng 148201 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 90
2 Benzene., 1.3-diethvl-5-methvl- 148 C11H16 002050-24-0 83
3 1.5.6.7-Tetramethvlbicvclol3.2.0... 148 C11H16 134329-46-7 80
4 Benzene. 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 80
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 74

Abundance Scan 608 (8.536 min): BF088167.D (-606) (-) m/z 133.10 100.00%
138.1
5000 148.1
81.1
411 551 104.0117'1 1741 8.20 8.40 8.60 8.80
0 . m/z 148.10 50.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22770: Benzene, pentamethyl-
133.0
148.0 N
5000 T T T T T T
8.20 8.40 8.60 8.80
m/z 81.10 18.26%
oL 270410 630 770 %010503390 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
119.0133.0
820 840 8.60 880
5000 148.0 m/z 117.10 15.82%
91.0 105.0
510 77.0
L S L L L L UL UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22848: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene /L.N.\, R BAREE RS
133.0 8.20 8.40 8.60 8.80
m/z 91.05 14 .42%
5000
91.0
41.0 77.0
O g ”"?ﬁq ”"'Hl"‘»'l'”*}%ﬁq 'w'l"“"l N A SRR RS L
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 860 8.80

8270-BF060716.M Mon Jun 20 17:40:09 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown8.75 Concentration Rank 6

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

8.75 6.10 ng 199172 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Heptadiene. 2.4-dimethvl- 124 C9H16 074421-05-9 25
2 Cvclohexane. 1.3-dimethvl-2-meth... 124 C9H16 019781-47-6 25
3 1-(2-Propnenvl)cvclopentene 108 C8H12 037689-19-3 20
4 1-Methvlcvclooctene 124 C9H16 000933-11-9 15
5 Disiloxane, pentamethyl- 148 C5H160Si12 001438-82-0 15

Abundance Scan 627 (8.753 min): BF088167.D (-624) (-) m/z 133.10 100.00%
67.1 109.1 138.1
81.1
411
5000 154.1
176.1 8.40 8.60 8.80 9.00
0! m/z 67.10 96.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10690: 2,4-Heptadiene, 2,4-dimethyl-
67.0 109.0
5000 410 UM SR S L
81.0 124.0 8.40 8.60 8.80 9.00
27.0 m/z 109.10 84 .25%
‘ ‘ 95.0
0...luﬁ‘..i‘..‘l“ll‘.“l‘..Hi‘..‘.“‘llu‘.‘..lu‘...lu...|....|.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
61.0 109.0
820 8.110 8.%0 8.|80 9.'00 '
5000 ‘ m/z 81.10 71.64%
41.0
270 124.0
L L L 0 UL L L UL UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5452: 1-(2-Propenyl)cyclopentene R B EAR mE
67.0 8.40 8.60 8.80 9.00
93.0 m/z 41.10 53.53%
5000 39.0 108.0
ol |
0-¥QQ-“--i--MW|J“--w--“-.-*--.----.----.----.- UM SRR R R
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF060716.M Mon Jun 20 17:40:09 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown8.87 Concentration Rank 5

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

8.87 6.96 ng 230931 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-DimethvI-8-o0xo-non-2-enal 182 C11H1802 1000186-82-6 47
2 Hvdrazinecarboxamide. 2-(2-thien... 169 C6H7N30S 079531-82-1 43
3 Silane. tetra-2-propenvl- 192 C12H20Si 001112-66-9 35
4 3-Oxabicvclol4.1.01heptan-2-one.... 168 C10H1602 022841-82-3 32
5 1,2,4,4-Tetramethylcyclopentene 124 C9H16 065378-76-9 22

Abundance Scan 637 (8.867 min): BF088167.D (-635) (-) m/z 109.10 100.00%
109.1
123.1
95.1
69.1
5000
411 951
140.1 I e I EEEEEmEms
dao ot 8.60 8.80 9.00 9.20
0 : m/z 123.10 72.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46981: 2,3-Dimethyl-8-oxo-non-2-enal
109.0
43.0
5000 LRI I UL UL I
95.0 124.0 8.60 8.80 9.00 9.20
81.0 182.0 m/z 95.10 56.78%
20 | L0 L o a0 %
Oulu‘.‘..‘ l“lu‘lm. .“i“l‘.‘.“l“l.M.‘l‘.l“.‘...luuuull‘...luuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109.0
40 o "ok b0 obo 550
5000 ' m/z 69.10 49 _.43%
70.0 96.0 169.0
152.0
L A W L B R UL W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54584: Silane, tetra-2-propenyl- R B Al REEEE L
95.0 109.0123.0 8.60 8.80 9.00 9.20
430 69.0 151.0 m/z 125.10 40.46%
5000
0.|....|... ..|....|....|..1.3.6'|0....]-leflluouuluuu e
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF060716.M Mon Jun 20 17:40:10 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 unknown8.96 Concentration Rank 9

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

8.96 5.72 ng 189635 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-5-methvilcvclopentene 110 C8H14 097797-57-4 46
2 Cvclohexane. ethvlidene- 110 C8H14 001003-64-1 35
3 Cvclohexene. 3-(1-methvlethvl)- 124 C9H16 003983-08-2 22
4 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 22
5 2-Thiophenecarboxylic acid, 3,5-... 238 C13H1802S 1000278-87-5 22

Abundance Scan 645 (8.959 min): BF088167.D (-642) (-) m/z 81.10 100.00%
5000
8.60 880 9.00 9.20
0 m/z 95.10 56.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5992: 1-Ethyl-5-methylcyclopentene
81.0
95.0
5000 SRS SR R
67.0 00 8.60 8.80 900 9.20
390 ., - m/z 69.10 53.36%
0||1|4.|O|||||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81.0
8.60 880 9.00 9.20
5000 410 67.0 m/z 111.10 50.13%
270 | 110.0
95.0
13.0
L S L L U L UL S L UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10704: Cyclohexene, 3-(1-methylethyl)- B R EEERE RS
81.0 8.60 8.80 9.00 9.20
m/z 41.10 42 .52%
5000
41.0
27.0 109.0124.0
0||||||||||||||||||||9|5|.0||||||||||||||||||||||| R LR R
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF060716.M Mon Jun 20 17:40:11 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown9.35 Concentration Rank 11

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

9.35 5.54 ng 183838 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethvifluorobenzene 124 C8H9F 000443-88-9 43
2 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 43
3 2-Cvclopenten-1-one. 3.4.5-trime... 124 C8H120 055683-21-1 43
4 2.4-Heptadiene. 2.6-dimethvl- 124 C9H16 004634-87-1 43
5 2-Acetyl-5-methylfuran 124 C7H802 001193-79-9 43

Abundance Scan 679 (9.347 min): BF088167.D (-675) (-) m/z 109.10 100.00%
109.1
69.1 124.1
5000
9.00 9.20 940 9.60
0 m/z 69.10 64 .06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10602: 2,6-Dimethylfluorobenzene
109.0
5000 L L R B I B
124.0 9.60 9.'20 9.'40 9.%0 '
m/z 124.10 62 .55%
51.0 77.0
2710 | | \‘940\‘
0 |||||‘||||||‘||‘|M|||‘||‘|||1‘|“‘||||||‘||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109.0
9.00 9.20 940 9.60
5000 83.0 m/z 55.10 48 .89%
41.0
57.0 124.0
15.0 140.0
L S S L UL L UL UL L UL L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10571: 2-Cyclopenten-1-one, 3,4,5-trimethyl- R AN EmaE S
109.0 9.00 9.20 9.40 9.60
m/z 41.10 36.28%
5000 810
124.0
41.0 56.0 ‘ |
T S S L UL U L I UL B IUNRAE S SR
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF060716.M Mon Jun 20 17:40:11 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 14 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 12

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

9.39 5.41 ng 179481 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 014944-23-1 95
2 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 001590-08-5 81
3 1(2H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000529-34-0 46
4 Acetonitrile. 2-T4-(cvanomethvl)... 145 C8H7N3 1000197-65-1 43
5 1H-2-Benzothiopyran-4(3H)-one 164 C9H80S 004426-76-0 38

Abundance Scan 683 (9.393 min): BF088167.D (-681) (-) m/z 118.00 100.00%
118.0
5000
9.00 9.20 9.40 9.60 9.80
o m/z 90.10 68.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30848: 1(2H)-Naphthalenone, 3,4-dihydro-3-methy!-
118.0
5000 1600 g
%.0 1450 9.00 9.20 940 9.60 9.80
26.0 m/z 160.10 64.51%
: 63.0
ok .1.3.O| : \l : .4;‘3;0.“. : |‘h" - o .H. : IH' — ‘lHI S |“"' : "I‘ e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
118.0
90.0 160.0 9.00 9.20 9.40 9.60 9.80
5000 ' m/z 145.10 49.91%
390  63.0 145.0
S S S S S S UL L UL S B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21573: 1(2H)-Naphthalenone, 3,4-dihydro- s B R
118.0 9.00 9.20 9.40 9.60 9.80
m/z 89.00 29.01%
90.0 146.0
5000
39.0 63.0
Ouuuulu‘uuu“l||“||‘|‘h‘||‘|‘|||‘|||ﬁ::‘l”lul“‘uulu“uuul||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80

8270-BF060716.M Mon Jun 20 17:40:12 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 15 Naphthalene, l-ethyl- Concentration Rank 13

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

9.58 4.97 ng 164925 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l-ethvl- 156 C12H12 001127-76-0 87
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 83
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 74
4 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 74
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 72

Abundance Scan 699 (9.576 min): BF088167. D (-697) () m/z 141.10 100.00%
1.1
156.1
5000 74.0
10 190.1
91.1 - T T T T T T T T
51.0 175.1 920 9.40 9.60 9.80
o m/z 156.10 80.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28467: Naphthalene, 1-ethyl-
141.0
156.0
5000
9.20 9.40 9.60 9.80
115.0 m/z 147.10 50.58%
0L,15.0 39.0 630 89.0 a A
miz--> 5w e s o o g ik i
Abundance
141.0156.0
920 9.40 9.60 980
5000 m/z 74.00 43.28%
510 770 115.0
G L S S L S WL WL L S L
m/z--> 20 40 80 100 120 140 160 180
Abundance #28479: Naphthalene, l,3—dimethy|— LI L L L L L L B
141.0156.0 9.20 9.40 9.60 9.80
m/z 132.00 40.03%
5000
76.0 115.0
0= '|%7'q '|'?1“9 r "lhl'gl'q T '$' 'Ht 'H | TTT T T IR SRR SR
m/z--> 20 40 80 100 120 140 160 180 920 9.40 9.60 9.80

8270-BF060716.M Mon Jun 20 17:40:13 2016

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.03 4.49 ng 149026 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 93
2 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 64
3 1-(2.2-Dimethvilcvclopropvl)-2-ph... 170 C13H14 1000294-91-1 55
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 49
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 48
Abundance Scan 739 (10.033 min): BF088167.D (-738) (-) m/z 132.00 100.00%
13p.0
155.1170.1
5000
" '9.80 10.00 10.20 10.40
o m/z 155.10 66 .20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38371: Naphthalene, 2,3,6-trimethyl-
170.0
155.0
5000 R RN SN IR B
9.80 10.00 10.20 10.40
m/z 170.10 61.43%
oL 270 510 760910 113080 | |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
155.0170.0
9.80 10.00 10.20 10.40
5000 m/z 159.10 60 .66%
115.0
o 41.0 57.0 76.0 91.0 139.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #38389: 1-(2,2-Dimethylcyclopropyl)-2-phenylacetylene R e B e
155.0,0 6 9.80 10.00 10.20 10.40
' m/z 174.10 57 .35%
5000 9.0 1150
% o | |
o R ...‘i‘. Al Nﬁ‘..“l‘l .‘l‘l‘. I" ; .Hl I:!'#Ibl'cl)ll .‘l ‘ - IM. R
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40

8270-BF060716.M Mon Jun 20 17:40:13 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 17 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.09 8.88 ng 294605 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 53
2 1(2H)-Naphthalenone. 8-ethvl-3.4... 174 C12H140 051015-33-9 46
3 Benzene. 1.3-diisocvanato-2-methvl- 174 C9H6N202 000091-08-7 42
4 1(2H)-Naphthalenone. 3.4-dihvdro... 174 C12H140 032281-65-5 38
5 Benzene, (1-ethyl-1-propenyl)- 146 C11H14 004701-36-4 35

Abundance Scan 744 (10.090 min): BF088167.D (-741) (-) m/z 174.10 100.00%

11

5000

9.80 10.00 10.20 10.40

0 m/z 117.10 99.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 LA L L L L L L L
91.0 132.0 9.80 10.00 10.20 10.40
0
39.0 65.0 ‘ m/z 146.10 84.76%
0 15.0 ! ‘ \‘\ \H u‘” | M ‘ H‘\
...,”..,..”,....“...,.”.,....“...,.”.,...w
m/z--> 20 40 80 100 120 140 160 180
Abundance
146.0
R R R e e
9.80 10.00 10.20 10.40
5000 174.0 m/z 133.10 63.02%
117.0

39.0 g3 910

oY NSRS RN SIS T TR MDY SN MM T ML | S S M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41761: Benzene, 1,3-diisocyanato-2-methyl- e e ERRES BE s
174.0 9.80 10.00 10.20 10.40
m/z 115.00 59.17%
5000
146.0
118.0
o150 390 590 760 91\0 ‘ | Il
T L L B
m/z--> 20 40 60 80 100 120 140 160 180 9. 80 10. 00 10. 20 10 40

8270-BF060716.M Mon Jun 20 17:40:14 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl10.16 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.16 4_.07 ng 134920 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1l-i1odo- 268 C10H211 002050-77-3 30
2 10-MethvlInonadecane 282 C20H42 056862-62-5 30
3 Tetradecane 198 C14H30 000629-59-4 30
4 1-lodo-2-methvlnonane 268 C10H211 1000101-47-9 27
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 27
Abundance Scan 750 (10.159 min): BF088167.D (-748) (-) m/z 57.10 100.00%
57.1
5000

9.80 10.00 10.20 10.40

o m/z 43.10 66.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116706: Decane, 1-iodo-
57.0
85.0
5000 LA L L L L L LB L L B
9.80 10.00 10.20 10.40
29.0 m/z 55.10 64 .49%
155.0
o bl 1270 T 1830 268.0
T T T e e T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R A e e o
85.0 9.80 10.00 10.20 10.40
5000 ’ m/z 41.10 55.78%
154.0
29.0
o 113.0 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane R e EEaE L
57.0 9.80 10.00 10.20 10.40
m/z 71.10 48.94%
5000 85.0
29.0
0 \‘ \‘ e 1130 m 141.0 169.0 1980
..W.H.P.”,.”.“.”,”.W.H.P.” T R A e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Benzenesulfonamide, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.39 3.74 ng 123963 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7H9NO2S 000088-19-7 93
2 Bicvclol4.1.01hepta-1.3.5-triene 90 C7H6 004646-69-9 53
3 Boranamine. 1-chloro-N.N-dimethyvy... 145 C6H13BCIN 051783-28-9 42
4 Acetonitrile. 2.2"-I(phenvimethy... 185 C11H11N3 016728-92-0 40
5 Butanedioic acid, 2,3-dihydroxy-... 248 C11H2006 038535-05-6 38
Abundance Scan 770 (10.388 min): BF088167.D (-766) (-) m/z 90.10 100.00%
5000
10.00 10.20 10.40 10.60 10.80
0 m/z 106.05 T77.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39304: Benzenesulfonamide, 2-methyl-
90.0
106.0
5000 R LR SN SN
65.0 10.00 10.20 10.40 10.60 10.80
39.0 171.0 m/z 91.10 76.08%
‘ ‘ 137.0 1540
0"'%'"'whhﬁlh'ﬂh"l'lﬂ"l"”M"J'P"'I'”'I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
90.0
10.00 10.20 10.40 10.60 10.80
5000 m/z 89.00 38.17%
63.0
39.0
e L S I S B WU B L B
m/z--> 20 40 60 80 100 120 140 160 180 A,
Abundance #21371: Boranamine, 1-chloro-N,N-dimethyl-1-(1-methyl-2-pr... e
9d.0 10.00 10.20 10.40 10.60 10.80
m/z 65.00 36.22%
5000
61.0
21.0 420 1160  145.0
0'%%P|'M'NW”"“k“'“hl""ﬁ”'ll'“"lw'”l""l""l R LR SRR SN
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60 10.80
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088167.D

Aca On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.67 7.98 ng 213010 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2.5-bis(Trimethvilsilvl)thiophene 228 C10H20SSi2 017906-71-7 58
3 N-Benzvl-p-anisidine 213 C14H15N0O 017377-95-6 50
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 50
5 4H-Pyrazolo[5,1-c]-1,4-benzodiaz... 213 C11H7N302 1000277-20-1 50

Abundance Scan 970 (12.674 min): BF088167.D (-968) (-) m/z 213.10 100.00%
218.1
5000
119.0
390 650 91.0 12.40 12.60 12.80 13.00
165.1 : : : :
b et a8 )L 2" 119.00 27.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84554: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 AR DARAR R AR I
1240 12.60 12,80 13.00
910 119.0 m/z 214.10 16.05%
m/z--> 20 Jo éo 80 160 120 1&0 1éo 180 260 220
Abundance
213.0
12,40 12.60 12.80 13.00
5000 m/z 91.05 15.63%
73.0
99.0
0 163.0 183 0 231.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71964: N-Benzyl-p-anisidine R B e
910 1220 218.0 12.40 12.60 12.80 13.00
' m/z 228.10 15.30%
5000
65.0
olls0 390 | 1410 1670 1950 || . ALA
m/z--> 20 40 60 éo 100 120 140 1éo 180 260 220 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
Data File : BF088167.D

Acq On 19 Jun 2016 7:38

Operator : UM/SJ

Sample - H3628-12

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_M
Quant Title : 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]
unknown6 .46 6.46 57.5 ng 1633230 1 6.68 567902 20.0
unknown7 .74 7.74 3.5 ng 115377 2 7.98 653372 20.0
unknown8.10 8.10 6.0 ng 196312 2 7.98 653372 20.0
unknown8.23 8.23 4.6 ng 151431 2 7.98 653372 20.0
unknown8 .34 8.34 4.5 ng 146141 2 7.98 653372 20.0
unknown8 .40 8.40 6.1 ng 198401 2 7.98 653372 20.0
Benzene, pentamet. .. 8.54 4.5 ng 148201 2 7.98 653372 20.0
unknown8.75 8.75 6.1 ng 199172 2 7.98 653372 20.0
unknown8 .87 8.87 7.0 ng 230931 3 9.72 663284 20.0
unknown8 .96 8.96 5.7 ng 189635 3 9.72 663284 20.0
unknown9 .35 9.35 5.5 ng 183838 3 9.72 663284 20.0
1(2H)-Naphthaleno. .. 9.39 5.4 ng 179481 3 9.72 663284 20.0
Naphthalene, 1-et... 9.58 5.0 ng 164925 3 9.72 663284 20.0
Naphthalene, 2,3,... 10.03 4.5 ng 149026 3 9.72 663284 20.0
Benzene, l-methyl... 10.09 8.9 ng 294605 3 9.72 663284 20.0
unknown10.16 10.16 4.1 ng 134920 3 9.72 663284 20.0
Benzenesulfonamid... 10.39 3.7 ng 123963 3 9.72 663284 20.0
Phenol, 4,4"-(1-m... 12.67 8.0 ng 213010 5 13.83 533716 20.0
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