LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 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-BF052316.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 2.033 36 39 46 rVB 73844 153294 3.31% 0.189%
2 2.901 110 115 127 rBv2 133194 302369 6.53% 0.373%
3 3.861 194 199 209 rvB2 42741 140153 3.02% 0.173%
4 4.501 252 255 259 rvww 62872 119510 2.58% 0.147%
5 4.707 270 273 287 rBV2 106988 353071 7.62% 0.435%
6 5.176 311 314 318 rVv3 56435 137469 2.97% 0.169%
7 5.393 332 333 346 rvVv 512932 1646843 35.54% 2.029%
8 5.576 346 349 352 rvv4 75837 250726 5.41% 0.309%
9 5.747 362 364 370 rVvv3 41837 175763 3.79% 0.217%
10 6.136 396 398 405 rBV 331657 591396 12.76% 0.729%

11 6.570 433 436 438 rVV 67739 136033 2.94% 0.168%
12 6.616 438 440 443 rVV 219848 402630 8.69% 0.496%
13 6.867 459 462 463 rBvV 74738 130571 2.82% 0.161%
14 6.902 463 465 469 rvv 281231 465596 10.05% 0.574%
15 6.970 469 471 474 rVWV 111751 182694 3.94% 0.225%

16 7.073 477 480 484 rvv 371715 918182 19.82% 1.131%
17 7.142 484 486 495 rVVv 1538316 3444041 74.33% 4.243%
18 7.393 504 508 511 rvv3 173789 413909 8.93% 0.510%
19 7.473 511 515 518 rvv 558412 916909 19.79% 1.130%
20 7.530 518 520 525 rvv3 126286 278445 6.01% 0.343%

21 7.702 532 535 537 rBV 2005360 3308096 71.40% 4_.076%
22 7.736 537 538 541 rvvV 2015009 1993523 43.03% 2.456%
23 7.805 541 544 549 rvVv 224948 425776 9.19% 0.525%
24 7.885 549 551 559 rvB 454422 679534 14.67% 0.837%
25 8.022 559 563 569 rBv3 308537 965392 20.84% 1.189%

26 8.182 574 577 580 rVB 138662 234538 5.06% 0.289%
27 8.239 580 582 586 rBv4 82636 171652 3.70% 0.211%
28 8.308 586 588 589 rBvV 430858 614361 13.26% 0.757%
29 8.365 589 593 594 rvv2 1381885 2726465 58.84% 3.359%
30 8.399 594 596 602 rvV 1954582 2784278 60.09% 3.430%

31 8.559 608 610 613 rvv 208200 286268 6.18% 0.353%
32 8.662 615 619 622 rBV5 53392 161041 3.48% 0.198%
33 8.719 622 624 627 rVB 836803 990805 21.38% 1.221%
34 8.822 630 633 635 rBv2 137256 212761 4_.59% 0.262%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.879 635 638 640 rBv3 100605 254403 5.49% 0.313%

36 8.993 644 648 654 rvVB 811668 1429132 30.84% 1.761%
37 9.096 654 657 661 rBvV2 1223542 3299530 71.21% 4._.065%
38 9.268 668 672 676 rvB3 300393 679270 14.66% 0.837%
39 9.348 677 679 681 rBv2 168006 283023 6.11% 0.349%
40 9.473 687 690 691 rBv3 121753 231539 5.00% 0.285%

41 9.508 691 693 698 rvv 1009795 2257762 48.73% 2.782%
42 9.599 700 701 703 rvv 445281 556008 12.00% 0.685%
43 9.645 703 705 707 rvv2 208680 390680 8.43% 0.481%
44 9.691 707 709 711 rvVv 116967 192710 4.16% 0.237%
45 9.771 714 716 719 rVB2 213427 475249 10.26% 0.586%

46 9.828 719 721 724 rBV3 316040 596300 12.87% 0.735%
47 9.908 725 728 730 rBv2 335941 635929 13.73% 0.783%
48 9.965 731 733 736 rVB3 374060 534088 11.53% 0.658%
49 10.022 736 738 740 rBV2 95046 169892 3.67% 0.209%
50 10.079 740 743 744 rVV3 82748 165867 3.58% 0.204%

51 10.136 744 748 751 rVB4 226364 617222 13.32% 0.760%
52 10.285 758 761 763 rBV3 442820 718054 15.50% 0.885%
53 10.331 763 765 769 rvv2 546920 1369765 29.56% 1.688%
54 10.399 769 771 773 rvv2 252578 398121 8.59% 0.490%
55 10.445 773 775 776 rVvV 301425 389182 8.40% 0.479%

56 10.502 779 780 782 rvv2 183006 231980 5.01% 0.286%
57 10.582 784 787 789 rVB2 398479 685183 14.79% 0.844%
58 10.651 789 793 795 rBv3 407017 755977 16.32% 0.931%
59 10.776 800 804 806 rBv2 433280 820610 17.71% 1.011%
60 10.822 806 808 809 rBvV 481186 594636 12.83% 0.733%

61 10.856 809 811 814 rVB 784118 1002747 21.64% 1.235%
62 10.982 820 822 825 rVB2 221477 387960 8.37% 0.478%
63 11.062 825 829 830 rBV 361052 680236 14.68% 0.838%
64 11.165 835 838 841 rvv4 390022 934140 20.16% 1.151%
65 11.222 841 843 845 rvv2 281582 438053 9.45% 0.540%

66 11.279 845 848 853 rVvB 2530634 4633319 100.00% 5.708%
67 11.371 853 856 860 rBv2 686054 1061406 22.91% 1.308%
68 11.508 863 868 870 rBv2 261251 559783 12.08% 0.690%
69 11.588 872 875 878 rvB5 239812 534282 11.53% 0.658%
70 11.645 878 880 881 rBv2 106335 175401 3.79% 0.216%

71 11.691 882 884 885 rBV 183210 216615 4.68% 0.267%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 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-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 11.805 891 894 896 rBv4 435983 966802 20.87% 1.191%
73 11.942 904 906 908 rBV2 166567 331910 7.16% 0.409%
74 12.011 908 912 913 rvv4 312057 830893 17.93% 1.024%
75 12.045 913 915 920 rVB3 424880 782713 16.89% 0.964%

76 12.125 920 922 930 rVB7 184165 559129 12.07% 0.689%
77 12.239 930 932 934 rBV3 145171 371858 8.03% 0.458%
78 12.331 937 940 944 rBV3 1067299 2630663 56.78% 3.241%
79 12.502 949 0955 957 rBV3 541552 1379341 29.77% 1.699%
80 12.617 962 965 967 rVB 326138 589274 12.72% 0.726%

81 12.719 971 974 976 rVB2 317287 610594 13.18% 0.752%
82 12.765 976 978 982 rBv2 378795 881089 19.02% 1.085%
83 12.868 985 987 991 rVB3 251154 556148 12.00% 0.685%
84 12.937 991 993 995 rBVv3 171880 360571 7.78% 0.444%
85 13.039 1000 1002 1004 rVV3 254334 619760 13.38% 0.764%

86 13.085 1004 1006 1008 rVV3 367193 848572 18.31% 1.045%
87 13.154 1009 1012 1017 rVV3 497876 1394116 30.09% 1.718%
88 13.245 1017 1020 1023 rVV3 336694 921607 19.89% 1.135%
89 13.302 1023 1025 1028 rVB4 250148 401807 8.67% 0.495%
90 13.485 1038 1041 1044 rBV 485477 1148349 24.78% 1.415%

91 13.645 1052 1055 1058 rBV 1648238 2478769 53.50% 3.054%
92 13.691 1058 1059 1062 rVB3 174262 224265 4._.84% 0.276%
93 13.737 1062 1063 1065 rBV 137425 184489 3.98% 0.227%
94 13.874 1073 1075 1078 rBV3 129217 233881 5.05% 0.288%
95 14.742 1149 1151 1154 rBV 753091 1046182 22.58% 1.289%

96 14.971 1168 1171 1172 rBV2 81997 168465 3.64% 0.208%
97 15.748 1237 1239 1247 rVB2 103112 237178 5.12% 0.292%
98 17.097 1354 1357 1359 rBV 2070368 3004478 64.85% 3.702%
99 18.457 1475 1476 1488 rVB2 345278 700132 15.11% 0.863%
100 20.149 1622 1624 1640 rVB 239360 635868 13.72% 0.783%

Sum of corrected areas: 81169051
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF052916\

BFO87556.D

30 May 2016 18:12
UM/SJ

H3317-11

76

Sample Multiplier: 1

C:\Database\NIST11.L
LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 1 unknown4.71 Concentration Rank 20

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

4.71 7.70 ng 353071 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 2-methvl- 98 C6H100 001120-72-5 35
2 6-Oxabicvclol3.1.0Thexan-2-one 98 C5H602 006705-52-8 12
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 11
4 2-Nonanone. 9-hvdroxyv- 158 C9H1802 025368-56-3 10
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 9

Abundance Scan 273 (4.707 min): BF087556.D (-270) (-) m/z 43.00 100.00%
43
5000 59
67 98 RN SRR SN RN
3?| 5 || N o1 | | | 110 440 4.60 4.80 5.00
] — :..i'.'.'..,..~.!,'...~-" ,....,....,'...., m/z 42.05 66.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3221: Cyclopentanone, 2-methyl-
42
55
98
5000 69
4.40 4.60 4.80 5.00
08 ‘ ‘ 83 m/z 59.10 46 .54%
0 15 M‘\ ol ‘ Il ‘ 62 | ‘
L I IR I SULILL SULILILS SIS IULILS SO SV I I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
42
AR AL AR MRS
4.40 4.60 4.80 5.00
5000 27 m/z 41.10 41 _.37%
55 69 %
49 83
G L I L S UL UL IS IS WA BARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance H#H577: Cyclopropane, ethyl— LA L L L L B |
42 4.40 4.60 4.80 5.00
55 m/z 55.05 38.28%
5000
70
e Il e
0"I”"I”"I”"I"'I”"I”"I”"I”"I”"I”"I”"I IR A AR SRREE RN
m/z--> 10 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Benzene, (1-methylethyl)- Concentration Rank 8

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

6.14 12.90 ng 591396 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 95
2 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 83
3 Benzene. 1-ethvIl-3-methvl- 120 C9H12 000620-14-4 83
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 80
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 72

Abundance Scan 398 (6.136 min): BF087556.D (-396) (- m/z 105.10 100.00%
105
5000 /\k_
51 7w 120 AR SRR SRR R
39 63 7o || 91 5.80 6.00 6.20 6.40
St U - S0 R /S M m/z 120.10  23.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9411: Benzene, (1-methylethyl)-
5000 AR SRR RS LR
120 5.80 6.00 6.20 6.40
51 m/z 77.10 18.63%
o5 2z B 6 M ' o
'W'“'P'”I”'W'”'P'“I”'W'”'P'”I“'W'”'P'”I”'W
m/z--> 10 20 30 40 50 60 70 90 100 110 120
Abundance
105
5.80 6.00 6.20 6.40
5000 m/z 51.05 16.69%
77 o 120
15 27 39 51 o 65
e R S AR RS RRAAS RS RARRS RAARA AR SRS SEARS LAY
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9428: Benzene, 1-ethyl-3-methyl- R EREENEEEE e
5.80 6.00 6.20 6.40
m/z 79.10 16.17%
- J\\
0 "|“"w""'“|'ﬁff
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Benzene, propyl- Concentration Rank 16

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

6.62 8.78 ng 402630 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 94
2 Ethanol. 2-T(phenvimethvDaminol- 151 C9H13NO 000104-63-2 72
3 Benzene. (ethenvloxv)- 120 C8H80 000766-94-9 59
4 Benzeneacetaldehvde 120 C8H80 000122-78-1 50
5 N-(Benzyloxy)-2,2,2-trifluoroace... 219 C9H8F3NO2 174075-91-3 50

Abundance Scan 440 (6.616 min): BF087556.D (-438) (-) m/z 91.10 100.00%
q1
5000
120 DRRARSE RARAE LA AR A
65
39 51 78 105 | 6.20 6.40 6.60 6.80 7.00
OHW'“W““V'JVH'ﬁ“w*LWHAVHWJ“WH“l““v“w'HWH“V“'l m/z 120.10 22.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9407: Benzene, propyl-
91
5000
6.20 6.40 6.60 6.80 7.00
65 120 m/z 65.10 12.81%
o7 39 51 78 105
0”W}?P”W”JP”WM”PMW”MP”WL“P“W””P”W””P”W””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
91
6.20 6.40 6.60 6.80 7.00
5000 m/z 92.10 10.59%
120
65
o 15 28 39 51 77 106 128 151
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9377: Benzene, (ethenyloxy)- I
el 120 6.20 6.40 6.60 6.80 7.00

m/z 51.00 6.74%

5000
51 66 77

15 \‘ Al “ \\‘ 105 |

o.”“.”“”.“”.“”.“”w.”.“”w.”w”.w”.w”.w””,””,””,””, S e e

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 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 3-Octen-2-ol Concentration Rank 12

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

6.90 10.16 ng 465596 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octen-2-ol 128 C8H160 076649-14-4 56
2 Cvclopropanemethanol. .alpha.-bu... 128 C8H160 004379-16-2 53
3 3-Methoxvhex-1-ene 114 C7H140 108811-41-2 50
4 1-Methvlcvcloheptanol 128 C8H160 003761-94-2 49
5 Sulfurous acid, dipentyl ester 222 C10H2203S 1000309-13-9 42

Abundance Scan 465 (6.902 min): BF087556.D (-463) (-) m/z 71.10 100.00%
7
5000 43 h
> 95 113 6.60 6.80 7.00 7.20
o...,....,....,....',|:.'..‘??'.'."I-,...'.'I.'...?.1...,..'..,....,.'...,..1.??.... m/z 43.05 41.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12446: 3-Octen-2-ol
71
43
5000 57 I S R R
27 6.60 6.80 7.00 7.20
m/z 41.10 18.11%
O .1.‘.5.  ARARES .‘i : a‘. .5?.‘;‘. l‘, .6.4.‘l‘, - .7.8.5.;‘?. , .?E. T ,1.1.3. T .1.2.8,. ...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
71
43 A R S L R
6.60 6.80 7.00 7.20
5000 m/z 58.10 17 .94%
27 57
0 50 81l 91 100 110 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance H#HT467: 3—I\/Iethoxyhex—l—ene L B N B I |
71 6.60 6.80 7.00 7.20
m/z 95.10 11.49%
5000
41
0 1] ﬁs ‘ 8‘2‘ 114 ‘/\/\/\Jj\v\ﬂw
miz-> 10 20 30 40 50 60 70 8 90 100 110 120 130 6.60 6.80 7.00 7.20

8270-BF052316.M Tue May 31 19:35:14 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown7.14 Concentration Rank 1

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

7.14 75.12 ng 3444040 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 10

Abundance Scan 486 (7.142 min): BF087556.D (-484) (-) m/z 132.05 100.00%
132
5000 68 {k
40 ‘ 96 S SNSRI LN R
54 75 103 111 119 6.80 7.00 7.20 7.40
Obrrrrrrrprrrrrer AL SRl 87 L SIS W Tm/z 68.10  43.27%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000

6.80 7.00 7.20 7.40
33 44 97 105 m/z 134.00 33.25%
‘ 51 60 70 78 86 ‘

115
NN SRR PV IS M AL MM N - 1|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
e I o S
6.80 7.00 7.20 7.40
5000 m/z 66.10 30.45%
o 15 28 39 52 @ 7 e 104
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine —v—v—rv—v—v—v—rv‘v\—J
132 6.80 7.00 7.20 7.40

m/z 69.10 18.57%

69
104
5000
78
T ‘
N 1N 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 680 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Benzeneacetaldehyde, .alpha... Concentration Rank 14

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

7.39 9.03 ng 413909 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 87
2 Oxirane., 2-methvl-2-phenvl- 134 C9H100 002085-88-3 87
3 2-Tolvloxirane 134 C9H100 002783-26-8 83
4 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 74
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 70

Abundance Scan 508 (7.393 min): BFO87556.D (-504) (-) m/z 105.10 100.00%
105
5000
41 s 79 91 134
0 e | | o8 || 115 126 | 7.00 7.20 7.40 7.60 7.80
o 1 T TSI AOP1 FRO Fc tc R m/z 91.05 23.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15357: Benzeneacetaldehyde, .alphad)—methyl—
105
5000
7.00 7.20 7.40 7.60 7.80
77 134 m/z 79.10 20.26%
. e S es | e s
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.10 17 .54%
77
0 18 27 39 Sl g3 % o8 115 134
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15278: 2-Tolyloxirane B e R R
105 7.00 7.20 7.40 7.60 7.80

m/z 134.05 17.47%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Benzene, 2-propenyl- Concentration Rank 3

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

7.74 43.48 ng 1993520 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 81
2 Indane 118 C9H10 000496-11-7 81
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 74
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 64

Abundance Scan 538 (7.736 min): BF087556.D (-537) (-) m/z 117.10 100.00%
117
5000 j\
39 51 63 i ‘ 740 7.60 7.80 8.00
77 103 : . . .
o..,....,....,....',....;'...!,:'.'..,...-.,....',|....,.-...,..!.',.1.2}‘?,1.3.‘.‘.,..1.‘.‘?... m/z 118.10  54.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8961: Benzene, 2-propenyl-
117
5000 o1 RS SRS RS LR
7.40 7.60 7.80 8.00
m/z 115.10 30.75%
39 51 65 g 103
O”I””I””I””I”'Jh'hmkﬁ”ﬁh”'M*”WJ”W'J“'”W'”W'”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
7.40 7.60 7.80 8.00
5000 m/z 91.10 19.33%
91
ol 15 27 39 51 63 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8966: Benzene, cyclopropyl-
117 7.40 7.60 7.80 8.00
m/z 39.10 10.19%
- [ J/LAM
39 51 63
7 103
0“|}?|“%1'“H'“wh“lHM'P“HVHJU“'N“'P““V“'V'“w'“v" MU SRS SRR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Cyclohexanol, 1,3-dimethyl-__._. Concentration Rank 13

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

7.80 9.29 ng 425776 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 1.3-dimethvl-. cis- 128 C8H160 015466-94-1 50
2 Sulfurous acid. hexvl nonvl ester 292 C15H3203S 1000309-13-1 38
3 Sulfurous acid. isohexvl 2-pentv... 236 C11H2403S 1000309-15-5 37
4 4-Ethyl-4-methvl-1-hexene 126 C9H18 090674-67-2 27
5 1-Bromo-7-(tetrahydro-2-pyranylo... 278 C12H23Br02 010160-25-5 27

Abundance Scan 544 (7.805 min): BF087556.D (-541) (-) m/z 85.10 100.00%
8
43 -
5000
58 109 127
95 7.40 7.60 7.80 8.00 8.20
0! Lv—v—‘v—y—v—v“‘v—v—r‘fl—v—v—y—v—v—v—v—y—v—v—v—v—y—v—v m/z 43_.10 72 _.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12631: Cyclohexanol, 1,3-dimethyl-, cis-
85
43 71
5000 BRI SR R R L
%5 113 7.40 7.60 7.80 8.00 8.20
58 m/z 71.10 66.43%
Oul....|....l....|....|1(.)4...|....|.... T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
85
43 740 7.60 7.80 8.00 8.20
5000 e 1 m/z 67.10 40.68%
o 29 97 111 127 137 161 179
miz-> 20 40 60 8 100 120 140 160 180
Abundance #90256: Sulfurous acid, isohexyl 2-penty! ester R RS S A
4 7 85 7.40 7.60 7.80 8.00 8.20
m/z 41.10 32.85%
5000
97
0 H ‘ il A . \“\ ‘\ 1]\-1 125 140 167
m/z--> 20 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 7. I40 7. %0 7. 80 8. bo 8. I20

8270-BF052316.M Tue May 31 19:35:17 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Benzene, 1,3-diethyl- Concentration Rank 6

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

7.88 14.82 ng 679534 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 87
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 81

Abundance Scan 551 (7.885 min): BF087556.D (-549) (-) m/z 105.10 100.00%
105 119
5000 134
91
77
39 5|1 65 | ‘ | 150 7.60 7.80 8.00 8.20
o N YR RSSO | | 1 N A -0 m/z 119.10 98.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14843: Benzene, 1,3-diethyl-
105 119
5000 134
7.60 7.80 8.00 8.20
27 39 g 77 91 m/z 134.10 43.97%
65
0'W””P”M”J“”m“”NLW”MP”WM”N”WJML”W”MP”W“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105 119
7.60 7.80 8.00 8.20
5000 134 m/z 91.10 30.87%
91
77
o 15 27 39 51 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14841: Benzene, 1,4-diethyl-
105 119 7.60 7.80 8.00 8.20

m/z 77.05 19.76%

5000

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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, 1,2-diethyl- Concentration Rank 5

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

8.02 21.06 ng 965392 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 98
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 93
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 90
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 81
5 Benzene, 1- ethyl -2,3-dimethyl- 134 C10H14 000933-98-2 74

Abundance Scan 563 (8.022 min): BF087556.D (- sds)sg) ) m/z 105.10 100.00%
105 119
5000 91 134
77
7.60 7.80 8.00 8.20 8.40
0 ..,....,....,....|,|.~...;':'.'.. -" " !',?:“..n,!-.?ﬁ:'!!.,..|.-|:l..1.27,..'..,.. m/z 119.10 88.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14837: Benzene, 1,2-diethyl-
105 19
5000 91 134
7.60 7.80 8.00 8.20 8.40
77 m/z 134.10 49.61%
27 39 65
0 "I':!-'S'I""'I""‘I""i""'I"""I"'l‘l""l"'9'8l"'l'l'""'l'?"2'7l""'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
7.60 7.80 8.00 8.20 8.40
5000 134 m/z 91.10 49 _50%
91
27 41 51gg65 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 119 7.60 7.80 8.00 8.20 8.40
m/z 77.05 22 .05%
5000 134
39 91
65
0.w.”.“.ﬁ\”.ﬁﬂn.ﬂuﬁiﬂnlnjh.”.m.nlﬂlw.mﬂh?gz“hq”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 12 Benzene, 2-butenyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.31 13.40 ng 614361 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-butenvl- 132 C10H12 001560-06-1 96
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 95
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 93
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91
Abundance Scan 588 (8.308 min): BF087556.D (-586) (- m/z 117.10 100.00%

117
71
5000
43 132
91

IR LA NS -
51 58 65 800 820 840 8.60

84
,,|| Al 'I'.'.,~!..'.",..'~..',|.'.~..,1:(')::-)'.H49.‘!!,...':-,'.'...,.. m/z 71.10 69.03%

m/z--> 20 30 5 O 70 80 90 100 110 120 130 140
Abundance #14048: Benzene, 2-butenyl-

5000
8 00 8.20 8.40 8.60
m/z 132.10 39.68%

o

04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
e e e
8.00 8.20 8.40 8.60
5000 132 m/z 115.10 35.49%
91
51 i
ok 39 sg ©° 84 | 98105
T T T T T [ e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117 8.00 8.20 8.40 8.60

m/z 43.10 33.97%

e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 17

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

8.72 8.78 ng 990805 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 94
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
5 o-Cymene 134 C10H14 000527-84-4 93

Abundance Scan 624 (8.719 min): BF087556.D (-622) (-) m/z 119.10 100.00%
119
5000 134
91
39 5 e 77 | 108y, 152 8.40 8.60 8.80 9.00
O”P'”P”W”'””””H”Pm"PJWM”I“”PM'PMJ””Pv”P”W””I' m/z 134.10 40.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119
134
5000
8.40 8.60 8.80 9.00
oL m/z 91.10 18.60%
15 27 39 51 6 77 105 |
mz-> 10 % 9 40 80 80 70 80 60 100 110 150 130 140 120 "
Abundance
119
8.40 8.60 8.80 9.00
5000 134 m/z 39.10 11.34%
91
0 15 27 41 51 65 77 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)- R R ma AR
119 8.40 8.60 8.80 9.00
m/z 41.10 10.38%
5000
o1 134
. 27 39 51 65 77 | 1035y
miz> 10 % B 40 8 7o 85 % 100 110 140 150 190 1% 840 860 880 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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-Phenyl-1-butene Concentration Rank 9

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

8.99 12.66 ng 1429130 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 92
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
3 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 87
4 2.4-Dimethvilstvrene 132 C10H12 002234-20-0 87
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76

Abundance Scan 648 (8.993 min): BF087556.D (-644) (-) 117.10 100.00%
117
5000 E
132
91
39 65 17 105 “ ‘ 148 8.60 8.80 9.00 9.20 9.40
0..,....,....,....',....;':-...,.'!'..,...'.'-,....,....,....,..!' ....,....,....',.... m/z 132.10  34.47%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14034: 1-Phenyl-1-butene
117
5000 132

o1 8.60 8.80 9.00 9.20 9.40
m/z 115.10 30.53%
27 39 St 6 T 05 ||
o A S WS PV NSO S N | Y [N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
132 8.60 880 9.00 9.20 9.40
5000 m/z 133.10 24 .60%
91
51
5 7 39 65 77 105
04
mwmmmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117 8.60 8.80 9.00 9.20 9.40
m/z 91.10 24 .46%
132
5000
91
39 51 105
s 27 T 7] \ el
0ll|llll|lll‘l|llll|llll“‘lll|=lll|llll‘|llll‘|llll|l‘lll|llll|llll‘lllllllllllllll _l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Benzene, l-ethenyl-4-ethyl- Concentration Rank 4

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

9.10 29.23 ng 3299530 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 94
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 91

5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12

001587-04-8 91

m/z 117.10 100.00%

8.80 9.00 9.20 9.40

m/z 132.05 34 .98%

8.80 9.00 9.20 9.40

m/z 115.10 29.26%

8.80 9.00 9.20 9.40

Abundance Scan 657 (9.096 min): BF087556.D (-654) (-)
117
5000
132
91
39 51
o 65 103 145 160
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117
5000 132
91
5 27 %S e T T
OFrr e P T e R e e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
5000 132
91
o7 39 S1 &5 77 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91
51
5 27 39 ‘ 65 77 ‘ 105
o.wuanquuLndmnﬁm..ﬂuHHMHWN“PHLHMLHWHHPHWHH,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

m/z 131.10 17.95%

8.80 9.00 9.20 9.40

m/z 91.10 15.66%

8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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, 1,2,3,4-tetrah... Concentration Rank 10

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

10.33 12.13 ng 1369770 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 95
3 Benzene. (l-methyl-1-butenvl)- 146 C11H14 053172-84-2 55
4 Benzene. (1.2-dimethyl-1-propenvl)- 146 C11H14 000769-57-3 50

5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 50

Abundance Scan 765 (10.331 min): BF087556.D (-763) (-) m/z 131.10 100.00%
131
118
146
5000
160 176 10.00 10.20 10.40 10.60
ol ol 78 m/z 118.10 79.99%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118 131
146
5000
27 39 91 105 10.00 10.20 10.40 10.60
15 51 g3 77 m/z 146.10 60.28%
o ‘ e \M‘JM\MM 1 M\ Al
I L T o O RS
miz--> 20 40 60 80 100 120 140 160 180
Abundance
118 131
146
10.00 10.20 10.40 10.60
5000 m/z 117.10 41.85%
o 105
27 39 51 g3 77
oL e T e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21632: Benzene, (1-methyl-1-butenyl)- M T
131 10.00 10.20 10.40 10.60
m/z 115.10 32.01%
146
5000 91
115
,7 39 51 g5 /7 103
L | |
) S J.JH.NJ.NUH.J:.ﬂb..ju.dﬁ.,jh..,....,. At
miz--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 1-Methylindan-2-one Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.86 8.88 ng 1002750 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlindan-2-one 146 C10H100 035587-60-1 93
2 Benzene. (2-methvl-1-methvlenepr... 146 C11H14 017498-71-4 58
3 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100 006072-57-7 58
4 Benzene. l1-methvl-4-(1-methvl-2-_... 146 C11H14 097664-18-1 55
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 Cl11H14 027087-54-3 53
Abundance Scan 811 (10.856 min): BF087556.D (-809) (-) m/z 131.05 100.00%
146
5000 103 117
160 170170 10.60 10.80 11.00 11.20
0 m/z 146.10 59.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21535: 1-Methylindan-2-one
131
146
5000
103 ;4 10.60 10.80 11.00 11.20
51 77 m/z 117.10 50.36%
s 39 63 ‘ o1 w
0....|....‘l..‘..|‘.‘..“l‘l..“‘..l‘l‘..ll.al.l.‘...|....|..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131
1060 10.80 11.00 11.20
5000 146 m/z 103.10 46.97%
91 103
51 77
29 39 65 115
L L S L N UL B L L UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21578: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
131 10.60 10.80 11.00 11.20
146 m/z 118.10 36.85%
5000
39 51 77 103 115
15 27 ‘ ‘ 63 91 ‘
o) I\‘I | |“i : Iw‘im; ; lw |“|“‘l‘| IHMI le‘\‘; : |‘H‘| ; H‘l : lhl . I‘\I e
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20

8270-BF052316.M Tue May 31 19:35:24 2016 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 18 unknownl11.37 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.37 8.07 ng 1061410 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. 2-methvl-. acetate 164 C10H1202 017373-93-2 35
2 4H-Pvran-4-one 2.3-dihvdro-2-phe... 174 C11H1002 1000163-21-2 35
3 Benzene. 1l-cvclopenten-1-vI- 144 C11H12 000825-54-7 27
4 Benzene.2-cvclopenten-1-vl- 144 C11H12 037689-22-8 27
5 Fumaric acid, pentadecyl 2-pheny... 430 C27H4204 1000339-35-1 22
Abundance Scan 856 (11.371 min):(bBF087556.D (-853) (-) m/z 104.10 100.00%
104
129 144
5000
11.00 11.20 11.40 11.60
0 159168 179 m/z 129.10  69.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33429: Benzenemetha(bnol, 2-methyl-, acetate
104
5000 L PO UL BRI BULRLE B
nmnmnmnm
78 m/z 144.10 66.27%
o 27 s 6 | T Jy\ 122 164
miz-> 20 40 60 80 100 120 140 160 180
Abundance
104
11.00 11.20 11.40 11.60
5000 m/z 43.10 50.00%
78 145 156
174
0 27 39 o1 60 69 91 115 131
miz-> 20 40 60 8 100 120 140 160 180
Abundance #20421: Benzene, 1-cyclopenten-1-yl- R R RREEEEa
129 144 11.00 11.20 11.40 11.60
m/z 105.10 34 .58%
5000 115
66
27 %9 51| 77 %1 0l
1 L1 1 | 1
m/z--> ﬁo Jo éo éo 160 150 140 1éo 1éo 1100 1120 1140 11%0 '

8270-BF052316.M Tue May 31 19:35:25 2016 Page: 21



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 4-Isopropylphenylacetic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.50 10.49 ng 1379340 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-1sopropviphenvlacetic acid 178 C11H1402 004476-28-2 91
2 Benzoic acid. 4-(1-methvlethvl)-._.. 178 C11H1402 020185-55-1 60
3 Benzene. 1-(1-hvdroxvethvl)-4-is... 178 C12H180 040150-92-3 59
4 5-Nitrobenzimidazole 163 C7H5N302 1000229-89-5 49
5 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 43
Abundance Scan 955 (12.502 min): BF087556.D (-949) (-) m/z 163.10 100.00%
163
117
5000 178
. 133
39 51 65 12.20 12.40 12.60 12.80
o 1 162 204 m/z 117.10 66.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43770: 4-Isopropylphenylacetic acid
117 163
5000 SRR SR SR AR
o1 178 1220 12.40 12.60 12.80
m/z 91.10 45 _37%
27 65 77 105 ‘ 133
0..1.5|.‘...‘l.‘.“..|U...‘”luu“..|....‘luu..llflusuulluuuluuuuluuu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
163
o 12.20 12,40 12.60 12.80
5000 o1 147 178 m/z 178.10 39.10%
4 5977 103 181
o R S L S L AL B L LI L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44025: Benzene, 1-(1-hydroxyethyl)-4-isobutyl- N EEmma T S
117 163 12.20 12.40 12.60 12.80
m/z 115.10 30.72%
43
5000
57 o1 135 178
m/z--> 20 40 60 80 100 120 140 160 180 200 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087556.D

Aca On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 1,2,3,4-Tetrahydro-2-naphth... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.49 8.73 ng 1148350 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.4-Tetrahvdro-2-naphthoic acid 176 C11H1202 053440-12-3 86
2 Acenaphthvlene. 1.2.2a.3.4.5-hex... 158 C12H14 000480-72-8 62
3 Benzene. 1.3-diethenvl- 130 C10H10 000108-57-6 49
4 Benzene. 1l-methvl-4-(l-propvnvI)- 130 C10H10 002749-93-1 49
5 1H-Indene, 1l-methyl- 130 C10H10 000767-59-9 46
Abundance Scan 1041 (13.485 min): BF087556.D (-1038) (-) m/z 130.10 100.00%
0
5000
13.20 13.40 13.60 13.80
of m/z 129.10 48 _.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42357: 1,2,3,4-Tetrahydro-2-naphthoic acid
130
45
5000 SRR BN BN B
9% 115 176 13.20 13.40 13.60 13.80
63 77 104 m/z 131.10 35.58%
158
0 HIIHHIHH\‘N‘I |“l‘--”*H‘|--‘-w“l‘--l‘| ‘l:.,1.4.7..‘,....‘,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
130
13.20 13.40 13.60 13.80
5000 m/z 115.10 34 .68%
115
158
REE 27 39 51 63 77 91100 141
mes O 0 Wb %0 1bo o a0 1o 1k 20
Abundance #13101: Benzene, 1,3-diethenyl- el Emmas R S
130 13.20 13.40 13.60 13.80
m/z 91.10 31.93%
5000 115
51 77
Y IIII'2'7''3I9""Iefa"'I'8'9"1I0'2'"I""I""I""I""IIIII TTTpTTTT T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087556.D

Acq On : 30 May 2016 18:12

Operator : UM/SJ

Sample : H3317-11

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.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]
unknown4 .71 4.71 7.7 ng 353071 1 7.47 916909 20.0
Benzene, (1-methy... 6.14 12.9 ng 591396 1 7.47 916909 20.0
Benzene, propyl- 6.62 8.8 ng 402630 1 7.47 916909 20.0
3-0Octen-2-o0l 6.90 10.2 ng 465596 1 7.47 916909 20.0
unknown7 .14 7.14 75.1 ng 3444040 1 7.47 916909 20.0
Benzeneacetaldehy. .. 7.39 9.0 ng 413909 1 7.47 916909 20.0
Benzene, 2-propenyl- 7.74 43.5 ng 1993520 1 7.47 916909 20.0
Cyclohexanol, 1,3... 7.80 9.3 ng 425776 1 7.47 916909 20.0
Benzene, 1,3-diet... 7.88 14.8 ng 679534 1 7.47 916909 20.0
Benzene, 1,2-diet... 8.02 21.1 ng 965392 1 7.47 916909 20.0
Benzene, 2-butenyl- 8.31 13.4 ng 614361 1 7.47 916909 20.0
Benzene, 1,2,3,5-... 8.72 8.8 ng 990805 2 9.51 2257760 20.0
1-Phenyl-1-butene 8.99 12.7 ng 1429130 2 9.51 2257760 20.0
Benzene, l-etheny... 9.10 29.2 ng 3299530 2 9.51 2257760 20.0
Naphthalene, 1,2,... 10.33 12.1 ng 1369770 2 9.51 2257760 20.0
1-Methylindan-2-one 10.86 8.9 ng 1002750 2 9.51 2257760 20.0
unknownl1l.37 11.37 8.1 ng 1061410 3 12.33 2630660 20.0
4-1sopropylphenyl. .. 12.50 10.5 ng 1379340 3 12.33 2630660 20.0
1,2,3,4-Tetrahydr... 13.49 8.7 ng 1148350 3 12.33 2630660 20.0
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