LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072415\

Data File : BF080658.D

Acq On - 25 Jul 2015 8:54 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-04 ClientSampleld :
Misc : MW-4-7-22-15
ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 height area % max. total

5.081 261 262 267 rVB 151010 185807 6.99% 0.430%
5.504 295 299 302 rBv2 770075 1220754 45.91% 2.823%
rvB 53567 44233 1.66% 0.102%
5.927 334 336 338 rBV 49957 47293 1.78% 0.109%
6.453 380 382 384 rBV 531926 411979 15.49% 0.953%
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6.487 384 385 387 rvVB 62498 44226 1.66% 0.102%
6.533 387 389 392 rBV 506337 605221 22.76% 1.400%
rvB 297865 244650 9.20% 0.566%
6.693 400 403 405 rBV 1209176 1204413 45.30% 2.785%
6.750 406 408 411 rVB 860887 903500 33.98% 2.089%
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11 6.933 421 424 425 rBV 375932 353879 13.31% 0.818%
12 6.990 427 429 431 rVV 1190366 917476 34.51% 2.122%
13 7.082 435 437 439 rBvV 895123 1071449 40.30% 2.478%
14 7.184 444 446 447 rBvY 75587 58951 2.22% 0.136%
15 7.207 447 448 450 rVB 108093 89350 3.36% 0.207%

16 7.253 450 452 453 rBvV 218822 172434 6.49% 0.399%
17 7.333 456 459 460 rBvV 83837 86842 3.27% 0.201%
18 7.402 463 465 466 rBvV 138034 120382 4_.53% 0.278%
19 7.425 466 467 468 rVvv 163309 113633 4.27% 0.263%
20 7.493 468 473 477 rVB3 949103 1271265 47.81% 2.940%

21 7.619 483 484 486 rVvv 117259 89978 3.38% 0.208%
22 7.710 489 492 493 rVV 57318 100879 3.79% 0.233%
23 7.733 493 494 496 rVB 216192 149093 5.61% 0.345%
24 7.893 503 508 511 rvB2 114079 170087 6.40% 0.393%
25 7.962 511 514 515 rBV 367889 449131 16.89%% 1.039%

26 7.985 515 516 519 rvv2 33451 58776 2.21% 0.136%
27 8.053 519 522 524 rVvB2 132043 221495 8.33% 0.512%
28 8.167 529 532 534 rBV2 50154 91370 3.44% 0.211%
29 8.213 534 536 540 rvVv 536645 696082 26.18% 1.610%
30 8.327 542 546 547 rBV2 26285 45177 1.70% 0.104%

31 8.396 551 552 555 rvB3 77770 117666 4.43% 0.272%
32 8.465 555 558 560 rBV3 92511 166941 6.28% 0.386%
33 8.499 560 561 564 rVB3 41951 68549 2.58% 0.159%
34 8.602 566 570 571 rBV 149273 138231 5.20% 0.320%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072415\

Data File : BF080658.D

Acq On - 25 Jul 2015 8:54 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-04 ClientSampleld :
Misc : MW-4-7-22-15
ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.682 576 577 578 rvV 60275 51837 1.95% 0.120%
36 8.727 578 581 583 rvv 145144 234237 8.81% 0.542%
37 8.830 587 590 591 rvv2 48530 89246 3.36% 0.206%
38 8.876 593 594 596 rvv 121320 100783 3.79% 0.233%
39 8.933 596 599 600 rvB2 75481 89368 3.36% 0.207%

40 9.025 605 607 608 rBvV 138562 172569 6.49% 0.399%

41 9.288 628 630 633 rBY 1337658 1622273 61.01% 3.751%

42 9.345 633 635 636 rBv2 59763 66676 2.51% 0.154%
43 9.482 645 647 649 rvv2 71113 100072 3.76% 0.231%
44 9.516 649 650 652 rvv 36951 65027 2.45% 0.150%
45 9.550 652 653 654 rvv 81653 99506 3.74% 0.230%

46 9.585 654 656 658 rvv2 86120 164579 6.19% 0.381%
47 9.630 658 660 664 rvv3 90420 181473 6.83% 0.420%
48 9.699 664 666 669 rvv2 37958 72137 2.71% 0.167%
49 9.768 669 672 674 rvv2 79348 170898 6.43% 0.395%
50 9.813 674 676 679 rvV 68241 107993 4._.06% 0.250%

51 9.928 683 686 688 rvv3 73054 141712 5.33% 0.328%
52 9.973 688 690 692 rvv 690906 630262 23.70% 1.457%
53 10.076 696 699 702 rvv4 82125 168719 6.35% 0.390%
54 10.156 705 706 709 rvv3 53725 110520 4.16% 0.256%

55 10.236 709 713 714 rvv2 36123 85725 3.22% 0.198%
56 10.293 714 718 719 rvv3 23194 54167 2.04% 0.125%
57 10.396 721 727 731 rVV6 32969 126724 4.77% 0.293%
58 10.511 734 737 740 rVvv3 33054 57475 2.16% 0.133%
59 10.579 740 743 745 rVB2 30320 52250 1.97% 0.121%

60 10.728 754 756 757 rBV 308162 325644 12.25% 0.753%

61 10.762 757 759 761 rvv2 870861 1204988 45.32% 2.786%
62 10.888 768 770 773 rBV 330909 461613 17.36% 1.067%
63 10.945 773 775 776 rVV 2398273 2014791 75.78% 4 _.659%
64 10.979 776 778 780 rvv2 1958952 2658829 100.00% 6.148%
65 11.013 780 781 782 rVV 2309139 1763620 66.33% 4.078%

66 11.082 785 787 789 rvv2 909821 1219170 45.85% 2.819%
67 11.128 789 791 792 rvv2 1292983 1531110 57.59% 3.541%
68 11.162 792 794 795 rVvVv 2383225 2033046 76.46% 4.701%
69 11.208 795 798 800 rvB 729857 1129805 42.49% 2.613%
70 11.322 806 808 812 rBV3 62078 121537 4._.57% 0.281%

71 11.379 812 813 818 rvv3 36451 47571 1.79% 0.110%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072415\

Data File : BF080658.D

Acq On - 25 Jul 2015 8:54 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-04 ClientSampleld :
Misc : MW-4-7-22-15
ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 11.459 818 820 822 rVB 706331 575323 21.64% 1.330%
73 11.562 827 829 832 rVB 51593 46772 1.76% 0.108%
74 11.871 853 856 857 rBvV2 42078 61906 2.33% 0.143%

75 11.996 864 867 870 rBvV 340615 399733 15.03% 0.924%

76 12.054 870 872 873 rvV 588567 557977 20.99% 1.290%
77 12.099 873 876 877 rvv2 560775 1237125 46.53% 2.861%
78 12.134 877 879 881 rvv2 584716 796279 29.95% 1.841%
79 12.202 881 885 889 rvv4 600064 1810126 68.08% 4.186%
80 12.259 889 890 892 rvv 749378 807473 30.37% 1.867%

81 12.305 892 894 897 rvv 504556 516191 19.41% 1.194%
82 12.408 901 903 905 rBv2 125525 135889 5.11% 0.314%
83 12.534 912 914 916 rBV 41592 47701 1.79% 0.110%
84 12.614 919 921 923 rVvv2 57995 68295 2.57% 0.158%
85 12.728 929 931 933 rvB2 157539 213479 8.03% 0.494%

86 12.785 933 936 938 rvv3 52418 134941 5.08% 0.312%

87 12.831 938 940 942 rvVB2 81038 91701 3.45% 0.212%
88 13.082 959 962 964 rBV 1850413 1893411 71.21% 4_.378%
89 13.117 964 965 967 rvv2 43383 50599 1.90% 0.117%

90 13.197 969 972 974 rBV 186931 335099 12.60% 0.775%

91 13.242 974 976 977 rVvV 137200 191411 7.20% 0.443%
92 13.334 980 984 987 rvv3 146823 412621 15.52% 0.954%
93 13.379 987 988 991 rvv 189012 263901 9.93% 0.610%
94 13.437 991 993 997 rvv 64083 112069 4.21% 0.259%
95 14.248 1061 1064 1066 rVvVv 506350 555429 20.89% 1.284%

96 14.317 1068 1070 1072 rVVv2 30086 58671 2.21% 0.136%
97 14.385 1074 1076 1077 rVvV 66705 110523 4.16% 0.256%
98 14.419 1077 1079 1082 rVV3 94511 202366 7.61% 0.468%
99 14.522 1086 1088 1093 rVB 30022 44601 1.68% 0.103%
100 15.905 1206 1209 1212 rBV 375389 453324 17.05% 1.048%

Sum of corrected areas: 43244080
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080658.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Benzene, l-ethyl-3-methyl- Concentration Rank 16

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

6.45 23.28 ng 411979 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 382 (6.453 min): BF080658.D (-380) (- m/z 105.10 100.00%
14
5000
120
39 51565 g, gﬁ 620 640 660 6.80
e et el 8l Tm/z 12010 30.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9128: Benzene, 1-ethyl-3-methyl-
105
5000 TTTTT
120 6.20 6.40 6.60 6.80
. oL m/z 91.00 13.25%
18 27 39 Sleg65 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
'!TV_V_V'
6.20 6.40 6.60 6.80
5000 m/z 77.00 12.51%
120
39 77 91
e B 8 e | wa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9129: Benzene, 1-ethyl-4-methyl-
105 6.20 6.40 6.60 6.80
m/z 79.10 9.97%
5000
120
15 27 3 sigges 1 Sl | L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.69 Concentration Rank 4

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

6.69 68.07 ng 1204410 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 403 (6.693 min): BF080658.D (-400) (-) m/z 132.00 100.00%
32
5000 o8
LR R L S
40 54 75 103 ‘ 6.40 6.60 6.80 7.00
.,....,...:ll!..?,:!..,:1:~l-.|,..':.,.5.‘?.,..!.,.':..,.1.1?.,....,-'...,.. m/z 68.10 36.56%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 LR R L S
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.31%
79
,|,,,,|§4,|,,,,|”,,69,,,,Imlmff?wl}gﬁll,,,|1,2f},|m ~
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.00 24 _.69%
63 81
31 38 50 74 88 101 112
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R R A RER
132 6.40 6.60 6.80 7.00
m/z 69.00 15.76%
117
5000
39 91
51
27 S 77 105
.,..Jw....p“..HJ.ﬁ%.m..“..blgﬂ.qk.pﬁ....“.ll 2SN | N— R & SNIHLL SN S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Benzene, 1,2,3-trimethyl- Concentration Rank 10

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

6.75 51.06 ng 903500 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 408 (6.750 min): BF080658.D (-406) (-) m/z 105.10 100.00%
105

5000 120

=

7
39 51 __ 65 91 6.40 6.60 6.80 7.00
58
S W O 1700 L O R m/z 120.10  38.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9113: Benzene, 1,2,3-trimethyl-
105

3

5000
120 6.40 6.60 6.80 7.00

m/z 77.00 14 _.39%

39 51 I 91
s A s e e us
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 6.40 6.60 6.80 7.00
5000 m/z 91.05  10.99%
77
15 27 39 515865 8a %% og

wwwwmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9114: Benzene, 1,3,5-trimethyl-

=

6.40 6.60 6.80 7.00
m/z 119.05 10.20%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 6 unknownl10.89 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.89 16.05 ng 461613 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4-(4-Methoxyphenyl)-1-butanol 180 C11H1602 052244-70-9 43
2 p-Sec-butylphenyl acetate 192 C12H1602 003245-24-7 43
3 Benzene, 1-methoxy-4-octyl- 220 C15H240 067698-82-2 43
4 N-Allyl-p-hydroxybenzamide C10H11NO2 090921-72-5 43
5 (d-Threo-2,3-diphenyl)-2-butanol 226 C16H180 004539-33-7 38

Abundance Scan 770 (10.888 min): BF080658.D (-768) (-) m/z 121.00 100.00%
21
107
5000
163 EmEammatL LR
77 91 177 10.60 10.80 11.00 11.20
53 65 134 147 |
,....,....',||...-'.-,.'...,..'..,-..-..'.-.~.'.,.... 2. Tm/z 107.00  52.89%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #42458: 4-(4-Methoxyphenyl)-1-butanol
1‘.
5000
10.60 10.80 11.00 11.20
31 180 m/z 163.10 22 .55%
15 | 51 65 \\ \ 103 | 134147 161
“..w..”,.”.,”..“..w..”,.”. R S REEEEE e S E s
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
121
R o Lamanman
10.60 10.80 11.00 11.20
5000 m/z 41.10 17.71%
150
15 29 43 65 77 91 107 135 163 177 192
B o I LA o i e e R S BB RREES
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #69523: Benzene, 1-methoxy-4-octyl-
121 10.60 10.80 11.00 11.20
m/z 43.05 13.09%
5000
220
4 55 77 9 107 | 135147 |
I e B R e REAEEREEES
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20

8270-BF072415.M Mon Jul 27 14:41:08 2015 S

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.94 70.04 ng 2014790 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
2 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 78
3 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
4 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 64
5 Benzoic acid, 4-(bromomethyl)- 214 C8H7Bro02 006232-88-8 64
Abundance Scan 775 (10.945 min): BF080658.D (-773) (-) m/z 135.10 100.00%
35
5000
41 17 10.60 10.80 11.00 11.20
55 g 77 91 121 ) ) ) ,
Ol il 88 L A 149161172 191 205 220 | n/57107.00  18.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
10.60 10.80 11.00 11.20
m/z 41.10 10.75%
182040 5 77 95099 | 149 175 191 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135
10.60 10.80 11.00 11.20
5000 m/z 136.10 10.42%
150
15 20 B gy65 77 91 g 177 192
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)-
135 10.60 10.80 11.00 11.20
m/z 43.05 6.74%
5000
107
527 L Se 7 %5 | yig | 149 10
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20

8270-BF072415.M Mon Jul 27 14:41:09 2015 S

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknownl1l0.98 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.98 92.43 ng 2658830 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, [1-(1-methylethoxy)-3-b... 190 C13H180 098088-47-2 40
2 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302 220098-92-0 38
3 3-Phenylpropanoic acid, l-adaman... 298 C20H2602 1000282-93-6 38
4 2,5-Cyclohexadiene, 1,4-diethyl-... 164 C12H20 1000150-21-6 38
5 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 30
Abundance Scan 778 (10.979 min): BF080658.D (-776) (-) m/z 149.10 100.00%
107 149
121
5000
41 55 191
7ol 290 10.60 10.80 11.00 11.20
205
m/z 107 .00 98 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49243: Benzene, [1-(1-methylethoxy)-3-butenyl]-
107
5000
79 149 10.60 10.80 11.00 11.20
43 m/z 121.05 64 .79%
27 131
|”'4L“?§“M““|M“ ”LP'”P'”P”'P”"”"”"”W'”W”
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 149
10,60 10.80 11.00 11.20
5000 m/z 135.10 38.65%
120 191
64 80 94 169
Wﬂwwwwﬁmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116724: 3-Phenylpropanoic acid, 1-adamantylmethyl ester
149 10.60 10.80 11.00 11.20
m/z 191.10 27 .53%
5000 135
1
67 ‘ 105
ga ST e gz e g
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10,60 10.80 11.00 11.20

8270-BF072415.M Mon Jul 27 14:41:11 2015 S Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Phenol, 4-(1,1-dimethylprop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.01 61.31 ng 1763620 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 50
2 Hexestrol 270 C18H2202 005635-50-7 47
3 Anhydro 5-hydroxy-3-piperonyl-1,... 221 C9H7N304 1000256-56-5 42
4 Phenol, 4,4"-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 40
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 40
Abundance Scan 781 (11.013 min): BF080658.D (-780) (-) m/z 135.10 100.00%
135
5000 107121 | 449
41
55 77 91 191, 220 10.60 10.80 11.00 11.20 11.40
Ol bbb bl e 2831205 | m/Zz 121,10 46.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107 LA U UL SRR B
10.60 10.80 11.00 11.20 11.40
m/z 107 .00 44 .66%
77 o1 164
27 4155 U 77 | 121 149
m/z--> 20 40 60 80 160 120 150 160 180 200 220 240 260
Abundance
135
10.60 10.80 11.00 11.20 11.40
5000 m/z 149.10 40.22%
107
274 55 77 91 121 | 151165181194 212 241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #70259: Anhydro 5-hydroxy-3-piperonyl-1,2,3,4-oxatriazoliu...
135 10.60 10.80 11.00 11.20 11.40
m/z 41.10 11.72%
5000 149
51 77 221
| \‘L 011% 121 | | 163177191
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 250 260 | 10.60 10.80 11.00 11.20 11.40

8270-BF072415.M Mon Jul 27 14:41:12 2015 S

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Pentanoic acid, 5-hydroxy-,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.08 42 .38 ng 1219170 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 64
2 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 64
3 1-Adamantanecarboxylic acid, 2-a... 314 C21H3002 1000282-94-3 50
4 1-Dodecanone, 2-(imidazol-1-yl)-... 356 C22H32N202 1000137-95-7 40
5 4,47 -Dimethoxybenzil 270 C16H1404 001226-42-2 39
Abundance Scan 787 (11.082 min): BF080658.D (-785) (-) m/z 135.10 100.00%
135
5000
41 o1 10.80 11.00 11.20 11.40
e oo A8 208220 | m/z 107.00 11.70%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #88413: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl ester
135
5000
150 10.80 11.00 11.20 11.40
107 m/z 136.10 9.84%
26 h 56 71 91 | || 177192 219235250
m/z--> 20 Jo éo 85 160 120 140 160 180 200 220 240 260 280 300
Abundance
135
10.80 11.00 11.20 11.40
5000 m/z 41.10 6.55%
107
41 57 74 91 150165 188 206 231247 281 300315
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125181: 1-Adamantanecarboxylic acid, 2-adamanty! ester
135 10.80 11.00 11.20 11.40
m/z 95.00 4._.29%
5000
92
26 41 67 7107 | 151 181 270 296 314
miz-> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40

8270-BF072415.M Mon Jul 27 14:41:14 2015 S Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Hexestrol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.16 70.67 ng 2033050 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
3 Hexestrol 270 C18H2202 005635-50-7 72
4 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 72
5 Benzoic acid, 4-(bromomethyl)- 214 C8H7Bro02 006232-88-8 56
Abundance Scan 794 (11.162 min): BF080658.D (-792) (-) m/z 135.10 100.00%
135
5000
41 17 10.80 11.00 11.20 11.40
77 91 . . . .
M .',..'.'.,.|...1$.1.. 149 172189205220 ' ‘m/z 107.00  18.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
10.80 11.00 11.20 11.40
m/z 41.05 10.39%
27 41 37 77 91 1?7121 | 149 175 191206
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260
Abundance
135
10.80 11.00 11.20 11.40
5000 m/z 136.10 10.23%
107
274 55 7791 gy | 149164
Wﬁwﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100743: Hexestrol
135 10.80 11.00 11.20 11.40
m/z 95.00 5.44%
5000 107
27455 7791 | 121 | 151165 181104 212 241 270
m/z--> 20 40 60 85 160 150 140 160 180 200 220 240 260 | 10.80 11.00 11.20 11.40

8270-BF072415.M Mon Jul 27 14:41:15 2015 S

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 3-(3-Pyridyl)propenoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.21 39.28 ng 1129810 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(3-Pyridyl)propenoic acid 149 C8H7NO2 001126-74-5 64
2 Benzoic acid, 2-(1-oxopropyl)- 178 C10H1003 002360-45-4 59
3 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-_.._. 149 C6H7N5 1000244-21-4 56
4 Acetamide, 2-(4-cyclohexylphenox... 324 C20H24N202 1000263-95-6 38
5 Silane, trimethyl(2-methylphenyl)- 164 C10H16Si 007450-03-5 38
Abundance Scan 798 (11.208 min): BF080658.D (-795) (-) m/z 149.10 100.00%
149
5000 107
55 121 144 177 10.80 11.00 11.20 11.40 11.60
Ol 06 10 9L L L T e M 220 | h/57107.00  36.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22484: 3-(3-Pyridyl)propenoic acid
149
51 121
5000 7 4
132 10.80 11.00 11.20 11.40 11.60
39 93 m/z 150.10 10.68%
27 ‘ 66 ‘
\“ I\“ihl\ " ‘:H‘u‘ IHI ‘ “\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149

10.80 11.00 11.20 11.40 11.60

5000 m/z 121.00 10.02%
51 65
77 93
105 121133 161 178
e e 161 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22438: 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-DIAMINE L R
149 10.80 11.00 11.20 11.40 11.60
m/z 55.00 7.67%
5000
107
132
1728 4% 6880 o4 1217
i I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40 11.60

8270-BF072415.M Mon Jul 27 14:41:17 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Ethanol, 2-[4-(1,1-dimethyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.05 19.40 ng 557977 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-[4-(1,1-dimethylpropy... 208 C13H2002 006382-07-6 83
2 2-(4-Formyl-phenoxy)-acetamide 179 C9HONO3 135857-20-4 72
3 1,3-Dioxolane, 2-(4-methoxypheny... 194 C11H1403 036881-00-2 72
4 Ethanol, 2-[4-(1,1-dimethylethyl... 194 C12H1802 000713-46-2 53
5 Benzoic acid, 4-nitroso-, ethyl ... 179 C9HINO3 007476-79-1 43
Abundance Scan 872 (12.054 min): BF080658.D (-870) (-) m/z 179.10 100.00%
179
5000 135
4 e 77 91 1?7121 151165 193207221235249264 11.80 12.00 12.20 12.40
SBBMNENI A 0 K s m/z 135.05  42.35Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61481: Ethanol, 2-[4-(1,1- d|methy|p|opyl)pheno><y]
135
5000 107

11.80 12.00 12.20 12.40
m/z 107.00 14.61%

41 77 91 208
27 55 193
S O P MR P -8 vt 2 e W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
179
11.80 12.00 12.20 12.40
5000 m/z 180.10 12.17%
135
77
105
44 58 121
92 149162
R R RARA S L o L e AR RRREE L s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51653: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methy!- R AR e S
179 11.80 12.00 12.20 12.40
m/z 41.10 9.00%
135
5000
43
52 o T | e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. OO 12. 20 12. 40

8270-BF072415.M Mon Jul 27 14:41:18 2015 S Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknownl12.10 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.10 43.01 ng 1237130 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,4-Dihydro-6-nitrocoumarin 193 C9H7NO4 020920-99-4 43
2 2-Anthracenamine 193 C14H11N 000613-13-8 38
3 1-Anthracenamine 193 C14H11N 000610-49-1 37
4 [1,17-Biphenyl]-4-acetonitrile 193 C14H11IN 031603-77-7 35
5 2,4,6-Trimethoxybenzonitrile 193 C10H11NO3 002571-54-2 30
Abundance Scan 876 (12.099 min): BF080658.D (-873) (-) m/z 193.10 100.00%
193
107 165
5000
55 12t 179
41
| | 77 91 l 1351T9 | 275249264 11.80 12.00 12.20 12.40
..,....',l.l..'.||.'.'..|‘|..',“' bl B0 TNMW N SN NSBBSBS R m/z 107.00 61.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51381: 3,4-Dihydro-6-nitrocoumarin
193
5000 135 165
o1 11.80 12.00 12.20 12.40
m/z 165.10 59.35%
‘ ‘ 106119 | 152
HIHHIHM‘H\ qﬁ e \\\ \\m e IMI\HII\HI ...‘. SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
193
11,80 12,00 12.20 12,40
5000 165 m/z 121.00 31.05%
g 9
28 51 69 115 139152 | 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51227: 1-Anthracenamine AR Raa
193 11.80 12.00 12.20 12.40
m/z 55.00 22 .35%
5000 165
97
5063 82 % 115 13935, | 178
m/z--> 20 40 éo 80 100 150 150 160 180 200 220 240 260 11,80 12.00 12.20 12.40

8270-BF072415.M Mon Jul 27 14:41:19 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknownl12.13 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.13 27.68 ng 796279 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trimethylsilyl diethylphosphinate 194 C7H1902PSi 042346-39-4 43
2 Benzoic acid, 4-nitroso-, ethyl ... 179 C9H9NO3 007476-79-1 42
3 1-Dimethyl(phenyl)silyloxypropane 194 C11H180Si 013360-21-9 38
4 1,4-Bis[.alpha.-methoxyethyl]lben... 194 C12H1802 129770-42-9 35

5 3,4-Dihydro-6-nitrocoumarin 193 C9H7NO4 020920-99-4 30
Abundance Scan 879 (12.134 min): BF080658.D (-877) (-) m/z 179.10 100.00%
179
107
165 193
5000
121135
41 55 91
hl 77 1T9 207 236 549 764 11.80 12.00 12.20 12.40
“.”h”uJ'-". bl ol ol L S 2d9 L0t m/z 107.00  70.20%
m/z--> 20 80 100 120 140 160 180 200 220 240 260
Abundance #52280: Trimethylsilyl diethylphosphinate
179
165
5000
73 2147 11.80 12.00 12.20 12.40
59 m/z 165.10 61.55%
45 o1 194
29 9% g 151 ‘
[ T T T T T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
65 103 179
R E e e e  REE RN R
11.80 12.00 12.20 12.40
5000 50 121 149 m/z 193.10 58.48%
29 134
78 165
I R o o B e N BRREERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51734: 1-Dimethyl(phenyl)silyloxypropane
179 11.80 12.00 12.20 12.40
137 m/z 121.00 35.34%
5000
121
45 61 75 91 105 ‘ 165 | 104
Y NPV R T R N B e — SN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12.00 12.20 12. 40

8270-BF072415.M Mon Jul 27 14:41:21 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknownl12.20 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.20 62.93 ng 1810130 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2,4,6-Trimethoxybenzonitrile 193 C10H11NO3 002571-54-2 46
2 2-Phenylindolizine 193 C14H11IN 025379-20-8 43
3 Acridine, 9-methyl- 193 C14H11IN 000611-64-3 43
4 Ethanol, 2-[4-(1,1-dimethylethyl... 208 C13H2002 054934-87-1 43
5 [1,1"-Biphenyl]-4-acetonitrile 193 C14H11IN 031603-77-7 43

Abundance Scan 885 (12.202 min): BF080658.D (-881) (-) m/z 193.10 100.00%
193
107
5000
55
43 | 6 77 91 12115 1T9 165 149 007 221 11.80 12.00 12.20 12.40 12.60
e b 88 bl al g S L 20T Tz 107.00 0 52.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50985: 2,4,6-Trimethoxybenzonitrile
193
5000
11.80 12.00 12.20 12.40 12.60
164 m/z 55.00 17.68%
15 28 39 53 66 77 92104 120134 150 | 475 |
e T L A o e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
S A e et
11.80 12.00 12.20 12.40 12.60
5000 m/z 149.05 15.53%
28 39 51 70 83 96 115196139 152 165177
R i e A e e e WO e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51241: Acridine, 9-methyl-
193 11.80 12.00 12.20 12.40 12.60
m/z 121.05 15.43%
5000
28 39 51 63 53 95 115126139152165177 |
R B I e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-(4-Formyl-phenoxy)-acetamide

Concentration Rank 14

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

12.26 28.07 ng 807473 Phenanthrene-d10 11.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4-Formyl-phenoxy)-acetamide 179 C9HONO3 135857-20-4 72
2 Ethanol, 2-[4-(1,1-dimethylethyl... 194 C12H1802 000713-46-2 53
3 Benzoic acid, 4-nitroso-, ethyl ... 179 C9H9NO3 007476-79-1 43
4 Benzothiazole-6-carboxylic acid 179 C8H5N02S 003622-35-3 42
5 Acetic acid, [2-[(2-propenylamin... 235 C12H13NO4 000119-45-9 38

Abundance Scan 890 (12.259 min): BF080658.D (-889) (-) m/z 179.10 100.00%
179
5000 135
4l 55 77 91 1(|)7121 148161 | 192205 233 264 12.00 12.20 12.40 12.60
0"w'“'“'“lﬂ'w'“'w'“ﬁ”'w'“'w'“ e EARRRREEmaRsEERS m/z 135.05 42 .99%
m/z--> 20 40 60 80 100 120 140 160 180 =200 220 240 260
Abundance #42143: 2-(4-Formyl-phenoxy)-acetamide
179
5000
135 12.00 12.20 12.40 12.60
i 0
44 58 ]Dslm. m/z 107.00 14 .31%
e 2 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
179
135 12.00 12.20 12.40 12.60
5000 m/z 180.10 12.08%
194
a1 107
27 57 7791 ' 150 149163
T T T T T T T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #42152: Benzoic acid, 4-nitroso-, ethyl ester A
65 103 179 12.00 12.20 12.40 12.60
m/z 41.00 7.95%
5000 50 149
29 121134
Ll \ ‘ 165
e U”...M,L.W.H.P.” T B EE R a e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknownl2.31 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.31 17.94 ng 516191 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenylindolizine 193 C14H11N 025379-20-8 40
2 3,4-Dihydro-6-nitrocoumarin 193 C9H7NO4 020920-99-4 36
3 Adamantane-1-carboxylic acid, 3-... 272 C12H17Br02 027983-08-0 33
4 Ethanol, 2-[4-(1,1-dimethylethyl... 208 C13H2002 054934-87-1 16
5 2-Anthracenamine 193 C14H11N 000613-13-8 9
Abundance Scan 894 (12.305 min): BF080658.D (-892) (-) m/z 193.10 100.00%
193
5000
107
435 45 o1 121133 149 12.00 12.20 12.40 12.60
O e G578 | 221233 757107 .00 33.89%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51239: 2-Phenylindolizine
193
5000
12.00 12.20 12.40 12.60
m/z 149.10 13.07%
39 51 70 83 96 115157139152165177 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance
193
12.00 12.20 12.40 12.60
5000 135 165 m/z 194.10 12.99%
91
i
51 65 106119 152
177
B e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101414: Adamantane-1-carboxylic acid, 3-bromo-, methyl ester
193 12.00 12.20 12.40 12.60
m/z 55.00 9.40%
5000 133
91 105 161
7
4L 89 7T P19 | s | 173 | 213 ppg01
AN I B o o e A B R L E TR R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 00 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080658.D

Acq On : 25 Jul 2015 8:54

Operator : TP/UM

Sample : G3079-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 unknownl13.33 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.33 14.86 ng 412621 Chrysene-di12 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Hydroxy-1-methyl-5-phenyl-1,3-._.. 266 C16H14N202 025177-93-9 32
2 2-Amino-10-0x0-10H-9-oxa-1-aza-a... 237 C13H7N302 061424-81-5 27
3 1-Phenyl-3-(2-pyridyl)-5-pyrazolone 237 C14H11N30 021683-60-3 22
4 7-Phenyl-7H-triazolo[e]benzofurazan 237 C12H7N50 035142-93-9 22
5 Oxazolidine-2,4-dione, 5-[4-(eth... 237 C11H11NO3S 1000159-28-3 22

Abundance Scan 984 (13.334 min): BF080658.D (-980) (-) m/z 237.15 100.00%
287
5000 45 107
11 149 265
223 13.00 13.20 13.40 13.60
135
Ly “.n.L i i dj 175 195209 | | 251 m/z 107.00  40.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #97927: 3-Hydroxy-1-methyl-5-phenyl-1,3-dihydro-benzo[e][1...
237

5000 S e TS
13.00 13.20 13.40 13.60

77 9 222 266 m/z 45.00 39.90%
50 64 | 91104118131 1521651807200 | | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance
237
N EEAEERES
13.00 13.20 13.40 13.60
5000 m/z 149.05 26.84%
121
63 209
50 105
37 76 92 139 1541471817194
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #80380: 1-Phenyl-3-(2-pyridyl)-5-pyrazolone
237 13.00 13.20 13.40 13.60
m/z 265.15 23.25%
5000
i
105
27 Slea | O | 118138148160 180195208221 N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072415\

Data File : BF080658.D

Acq On - 25 Jul 2015 8:54 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-04 ClientSampleld :
Misc : MW-4-7-22-15
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, l-ethyl-_.. 6.45 23.3 ng 411979 1 6.93 353879 20.0
unknown6 .69 6.69 68.1 ng 1204410 1 6.93 353879 20.0
Benzene, 1,2,3-tr... 6.75 51.1 ng 903500 1 6.93 353879 20.0
unknown10.89 10.89 16.1 ng 461613 4 11.46 575323 20.0
Phenol, 4-(1,1,3,... 10.94 70.0 ng 2014790 4 11.46 575323 20.0
unknown10.98 10.98 92.4 ng 2658830 4 11.46 575323 20.0
Phenol, 4-(1,1-di... 11.01 61.3 ng 1763620 4 11.46 575323 20.0
Pentanoic acid, 5... 11.08 42 .4 ng 1219170 4 11.46 575323 20.0
Hexestrol 11.16 70.7 ng 2033050 4 11.46 575323 20.0
3-(3-PyridyDprop... 11.21 39.3 ng 1129810 4 11.46 575323 20.0
Ethanol, 2-[4-(1,... 12.05 19.4 ng 557977 4 11.46 575323 20.0
unknown12.10 12.10 43.0 ng 1237130 4 11.46 575323 20.0
unknownl12.13 12.13 27.7 ng 796279 4 11.46 575323 20.0
unknownl12 .20 12.20 62.9 ng 1810130 4 11.46 575323 20.0
2-(4-Formyl-pheno... 12.26 28.1 ng 807473 4 11.46 575323 20.0
unknownl12 .31 12.31 17.9 ng 516191 4 11.46 575323 20.0

5

unknown13.33 13.33 14.9 ng 412621 14.25 555429 20.0
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