LSC Area Percent Report

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

Data File : BF080656.D

Acq On - 25 Jul 2015 7:56 Instrument :
Operator : TP/UM BNA_F

Sample - 63079-15 ClientSampleld :
Misc : MW-13-7-22-15
ALS Vial : 27 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
1 5.081 260 262 267 rBY 152581 216970 6.33% 0.510%
2 5.333 281 284 286 rBvY 49803 46047 1.34% 0.108%
3 5.379 286 288 290 rBV 200223 181774 5.31% 0.427%
4 5.504 296 299 302 rBvV2 672072 901541 26.31% 2.117%
5 5.756 319 321 324 rVB 89161 76280 2.23% 0.179%
6 5.927 334 336 338 rBV 45150 42921 1.25% 0.101%
7 6.453 380 382 384 rvv 224196 178040 5.20% 0.418%
8 6.533 387 389 392 rBVY 328841 432958 12.64% 1.017%
9 6.613 394 396 399 rvB 157706 126739 3.70% 0.298%
10 6.693 401 403 405 rBvV 1188221 1105895 32.28% 2.597%

11 6.750 407 408 411 rVvv 429759 459909 13.42% 1.080%
12 6.933 421 424 425 rBvV 426509 386061 11.27% 0.907%
13 6.990 427 429 431 rVV 550385 468760 13.68% 1.101%
14 7.082 435 437 439 rBvY 826040 1026480 29.96% 2.410%
15 7.116 439 440 442 rVB 156169 107391 3.13% 0.252%

16 7.493 468 473 475 rBvV 796032 910356 26.57% 2.138%

17 7.733 493 494 497 rVB 46054 40809 1.19% 0.096%
18 7.962 510 514 516 rvVv 120741 180993 5.28% 0.425%
19 8.065 521 523 524 rVB2 33342 44978 1.31% 0.106%
20 8.213 534 536 542 rVB2 453741 593678 17.33% 1.394%
21 8.453 5565 557 559 rBvV 35409 48762 1.42% 0.115%
22 8.659 573 575 578 rBV 40951 52970 1.55% 0.124%

23 8.727 578 581 585 rBvV 460297 1064341 31.06% 2.499%
24 8.830 587 590 591 rBvV 375210 347854 10.15% 0.817%
25 8.933 597 599 600 rBvV 121914 104978 3.06% 0.247%

26 9.025 605 607 608 rBvV 66733 71079 2.07% 0.167%
27 9.047 608 609 614 rvB2 41197 67952 1.98% 0.160%
28 9.185 618 621 623 rBv2 27063 39957 1.17% 0.094%

29 9.287 628 630 633 rBY 1046781 1455355 42.48% 3.418%
30 9.356 633 636 638 rBv 111574 181519 5.30% 0.426%

31 9.390 638 639 643 rvB2 68242 66589 1.94% 0.156%
32 9.539 649 652 654 rBv4 27677 67977 1.98% 0.160%
33 9.585 654 656 658 rvB2 42445 58272 1.70% 0.137%
34 9.699 664 666 669 rvB3 22033 43753 1.28% 0.103%
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LSC Area Percent Report

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

Data File : BF080656.D

Acq On - 25 Jul 2015 7:56 Instrument :
Operator : TP/UM BNA_F

Sample - 63079-15 ClientSampleld :
Misc : MW-13-7-22-15
ALS Vial : 27 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 9.768 669 672 673 rBvY 43860 61621 1.80% 0.145%
36 9.813 673 676 678 rVB 44477 72948 2.13% 0.171%
37 9.939 682 687 688 rBvV3 36290 76782 2.24% 0.180%
38 9.973 688 690 692 rVB 674082 575830 16.81% 1.352%
39 10.076 696 699 702 rvB2 43998 80952 2.36% 0.190%
40 10.179 705 708 709 rvB2 34648 60498 1.77% 0.142%
41 10.213 709 711 714 rBV3 47421 67300 1.96% 0.158%
42 10.396 724 727 730 rBV5 17627 41409 1.21% 0.097%
43 10.442 730 731 734 rVB3 27785 41963 1.22% 0.099%
44 10.579 739 743 745 rBV3 23496 41275 1.20% 0.097%

45 10.728 754 756 757 rBV 104403 131801 3.85% 0.310%

46 10.750 757 758 761 rVB2 684550 917998 26.79% 2.156%
47 10.888 768 770 773 rBv2 126888 178513 5.21% 0.419%
48 10.945 773 775 776 rVvV 905553 766145 22.36% 1.799%
49 10.979 776 778 780 rvv2 615252 917915 26.79% 2.156%
50 11.013 780 781 782 rVvV 711631 543272 15.86% 1.276%

51 11.082 784 787 789 rvV 240930 348371 10.17% 0.818%
52 11.116 789 790 792 rVvv2 228894 314286 9.17% 0.738%
53 11.162 792 794 795 rvV 815343 706030 20.61% 1.658%
54 11.208 795 798 800 rvB2 195570 368834 10.76% 0.866%

55 11.379 811 813 817 rVB4 21948 42085 1.23% 0.099%
56 11.459 817 820 822 rBV 680216 559798 16.34% 1.315%
57 11.562 827 829 832 rVB 40196 43805 1.28% 0.103%
58 11.871 853 856 858 rBvV 199689 237248 6.92% 0.557%
59 11.905 858 859 861 rvv 47440 45609 1.33% 0.107%

60 12.008 865 868 871 rvv 659121 786721 22.96% 1.847%

61 12.065 871 873 874 rVV 1255424 1543752 45.06% 3.625%
62 12.088 874 875 878 rvv3 1703811 3349041 97.74% 7.864%
63 12.145 878 880 881 rvv2 1487605 1920312 56.05% 4 _509%
64 12.213 883 886 888 rvv4 1626263 3426311 100.00% 8.046%
65 12.271 890 891 894 rVvV 1996144 2342081 68.36% 5.500%

66 12.316 894 895 898 rvv 1125141 998286 29.14% 2.344%

67 12.374 898 900 902 rvv 43782 84712 2.47% 0.199%
68 12.419 902 904 906 rvv2 198031 294894 8.61% 0.692%
69 12.454 906 907 910 rvv3 47736 88194 2.57% 0.207%

70 12.556 913 916 918 rVvv3 53599 135550 3.96% 0.318%
71 12.636 920 923 925 rVvV 126381 184306 5.38% 0.433%
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LSC Area Percent Report

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

Data File : BF080656.D

Acq On - 25 Jul 2015 7:56 Instrument :
Operator : TP/UM BNA_F

Sample - 63079-15 ClientSampleld :
Misc : MW-13-7-22-15
ALS Vial : 27 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 12.671 925 926 927 rVvV 68800 64409 1.88% 0.151%

73 12.751 927 933 935 rvv 277344 610142 17.81% 1.433%
74 12.785 935 936 937 rvVv 102037 128810 3.76% 0.302%
75 12.854 940 942 944 rvv2 109669 147780 4_.31% 0.347%

76 13.025 954 957 959 rvv 29372 46344 1.35% 0.109%
77 13.105 962 964 966 rvvV 1459918 1542643 45.02% 3.623%
78 13.151 966 968 972 rvV 191967 214947 6.27% 0.505%
79 13.231 972 975 977 rvv2 373573 772522 22 .55% 1.814%
80 13.276 977 979 980 rvVv 315956 478521 13.97% 1.124%

81 13.299 980 981 983 rvv 304312 358904 10.47% 0.843%
82 13.368 983 987 990 rvv3 605200 1391613 40.62% 3.268%
83 13.425 990 992 995 rvv 417573 527428 15.39% 1.239%
84 13.471 995 996 1003 rvv2 173145 340454 9.94% 0.799%

85 13.574 1003 1005 1007 rVv2 44394 67231 1.96% 0.158%
86 13.654 1010 1012 1015 rVV3 37069 73464 2.14% 0.173%
87 13.711 1015 1017 1020 rVVv2 32324 62548 1.83% 0.147%
88 13.836 1024 1028 1031 rVVv2 68162 138505 4._.04% 0.325%
89 13.882 1031 1032 1036 rVV3 22681 40707 1.19% 0.096%

90 14.088 1047 1050 1054 rvVv 225356 348104 10.16% 0.817%

91 14.317 1067 1070 1072 rVvVv 443966 525256 15.33% 1.233%
92 14.351 1072 1073 1075 rVvV 38554 40157 1.17% 0.094%
93 14.397 1075 1077 1079 rVvVv 39030 62401 1.82% 0.147%
94 14.465 1081 1083 1084 rVvVv 63348 101531 2.96% 0.238%
95 14.511 1084 1087 1089 rVV3 89773 197308 5.76% 0.463%

96 14.568 1089 1092 1094 rVv2 34118 84201 2.46% 0.198%
97 14.602 1094 1095 1101 rVB2 36325 57311 1.67% 0.135%
98 14.911 1119 1122 1124 rBV2 30916 54910 1.60% 0.129%
99 14.945 1124 1125 1130 rVV3 20566 52372 1.53% 0.123%

100 16.042 1218 1221 1224 rBV 363925 457637 13.36% 1.075%

Sum of corrected areas: 42584546
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080656.D

Acg On : 25 Jul 2015 7:56

Operator : TP/UM

a?ggle i 63079-15 MW-13-7-22-15
ALS Vial : 27 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: BF080656.D
2000000
1500000
6.69
1000000
5.50
500000
508 23
5.33
O e B o A B e RRA.
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF080656.D
2000000 1427
12.09
12.21
1500000 ©-¥ 13.11
120
p.32
9.29
1000000 10.94

500000
12.75 34
12.4 18. 181 [ 18
85 ]I
1 13.0%
O e e T T S e e e
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF080656.D
2000000
1500000
1000000
500000 16.04
(e e e e e e L i e B e e e e e e e e e e B e A B e e e e e e e B e B
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080656.D

Acg On : 25 Jul 2015 7:56

Operator : TP/UM

a?ggle i 63079-15 MW-13-7-22-15
ALS Vial : 27 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 unknown6.69 Concentration Rank 5

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

6.69 57.29 ng 1105900 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 403 (6.693 min): BF080656.D (-401) (-) m/z 132.00 100.00%
5000 o8
40 % J 640 6.60 680 7.00
54 : : :
| 77 &7 |5 W m/z 68.00 36.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 LR R S S
6.40 6.60 6.80 7.00
33 44 . 105 m/z 134.00 32.97%
,,,\,I,,‘,ﬁ‘?”?\”9,,,,\““,}1,5 |
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.00 25.75%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- L e b
132 6.40 6.60 6.80 7.00
m/z 69.10 15.82%
5000
63 81
31 59 1 w\‘ \\72‘ ‘\ \92 10\]-\1:!-\2 ‘ A A
m/z--> 40 60 80 100 120 140 160 180 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 : BF080656.D

Acg On : 25 Jul 2015 7:56

Operator : TP/UM

a?ggle i 63079-15 MW-13-7-22-15
ALS Vial : 27 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 Benzene, 1,2,3-trimethyl- Concentration Rank 17

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

6.75 23.83 ng 459909 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, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 408 (6.750 min): BF080656.D(—40d)7) ) m/z 105.10 100.00%
105
5000 120 h
39 51 g _ 91 6.40 6.60 6.80 7.00
S PR A i 1120 NN IO e -~ m/z 120.05 38.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9113: Benzene, 1,2,3-trimethyl-
105
5000 -ﬂﬂArA?ArArrr
120 6.40 6.60 6.80 7.00
o 77 o1 m/z 77.00 13.72%
15 27 7 588 | a4 08 13

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
6.40 6.60 6.80 7.00
5000 120 m/z 91.00 11.45%
28 39 51 77 91
14 58 65 84 | 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9114: Benzene, 1,3,5-trimethyl-
105 6.40 6.60 6.80 7.00
120 m/z 119.10 10.86%
5000
77
1521 3 Slsges ' Sleg | |, LA
A R B R R
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 : BF080656.D

Acg On : 25 Jul 2015 7:56

Operator : TP/UM

a?ggle i 63079-15 MW-13-7-22-15
ALS Vial : 27 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, l-ethyl-3-methyl- Concentration Rank 16

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

6.99 24 .28 ng 468760 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 93
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 87

Abundance Scan 429 (6.990 min): BF080656.D (-427) (- m/z 105.10 100.00%
105
5000 57 120
41 77
51 70 91 6.60 6.80 7.00 7.20 7.40
..,....,....,....|,|:|...i'.~-.|!:,?ﬁ‘..-:...|:',.E??‘..,'...9:8,.':!.}%%.~.',-...., m/z 57.05  46.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9131: Benzene, 1-ethyl-3-methyl-
105
5000
120 6.60 6.80 7.00 7.20 7.40
29 . o1 m/z 120.10 38.50%
S ol B "SR VN E
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
6.60 6.80 7.00 7.20 7.40
5000 120 m/z 41.05 21.70%
28 39 7 91
14 ol g5 65 84 | 98
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9130: Benzene, 1-ethyl-2-methyl-
105 6.60 6.80 7.00 7.20 7.40
m/z 43.00 16.38%
5000
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080656.D

Acg On : 25 Jul 2015 7:56

Operator : TP/UM

a?ggle i 63079-15 MW-13-7-22-15
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

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

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

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

5 Tri(l1,2-propyleneglycol), m... Concentration Rank 9

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

8.73 35.86 ng 1064340 Naphthalene-d8 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tri(1,2-propyleneglycol), monome... 206 C10H2204 1000262-26-6 83
2 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 83
3 Dipropylene glycol monomethyl ether 148 C7H1603 034590-94-8 64
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
5 2-Propanol, 1,1"-[(1-methyl-1,2-___. 192 C9H2004 001638-16-0 53

Abundance Scan 581 (8.727 min): BF080656.D (-578) (-) m/z 58.95 100.00%
50
5000
45 73
117
8.40 8.60 8.80 9.00
161
...,....-,|“....'-;..:.,....,....,.1.3.1.,1.4.6..,-....,....,.... m/z 45.10 36.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59732: Tri(1,2-propyleneglycol), monomethyl ether
59
5000
73 8.40 8.60 8.80 9.00
45 108 17 m/z 73.10 31.54%
33‘MJ ‘ 87 | | 130 147 161 175 101 207
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
8.40 860 8.80 9.00
5000 m/z 41.10 22 .65%
45 73
117
31 103
15 87 131143 161
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22089: Dipropylene glycol monomethy! ether = O R
59 8.40 8.60 8.80 9.00
m/z 117.10 13.62%
5000 45 .
21 103
15 “\ bl 89 M 117 130
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080656.D

Acq On : 25 Jul 2015 7:56

Operator : TP/UM

Sample : G3079-15

Misc :

ALS Vial : 27 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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.94 27.37 ng 766145 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 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 64
4 1-n-Hexyladamantane 220 C16H28 022458-75-9 59
5 Phenol, 2-methyl-5-(1-methylethyl)- 150 C10H140 000499-75-2 56
Abundance Scan 775 (10.945 min): BF080656.D (-773) (-) m/z 135.05 100.00%
135
5000
41 107121 10.60 10.80 11.00 11.20
77 91 : : : :
e e el 2AQIBL 477 207220 | /7 107.00  16.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
10.60 10.80 11.00 11.20
m/z 136.10 10.32%
15284 3 7o 1?7121 149 175 191 206
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
135
10.60 10.80 11.00 11.20
5000 m/z 41.05 8.86%
107
o7 M s5 77 01 qpp | 149164
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88413: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl ester
135 10.60 10.80 11.00 11.20
m/z 121.00 6.10%
5000
150
41 g
27 2 77 91 \ 121 | | 163177 192206219 235 250
m/z--> 20 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20

8270-BF072415.M Mon Jul 27 14:39:15 2015 S

MW-13-7-22-15

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080656.D

Acq On : 25 Jul 2015 7:56

Operator : TP/UM

Sample : G3079-15

Misc :

ALS Vial : 27 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, 2-(1,1-dimethylethyl)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.98 32.79 ng 917915 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 55
2 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 43
3 Hexestrol 270 C18H2202 005635-50-7 38
4 Phenol, 4,4"-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 38
5 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 27

Abundance Scan 778 (10.979 min): BF080656.D (-776) (-) m/z 135.10 100.00%
107 135149
5000
10.60 10.80 11.00 11.20
o} m/z 107.00 87.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22689: Phenol, 2-(1,1-dimethylethyl)-
135
107
5000
150 10.60 10.80 11.00 11.20
01 m/z 149.10 83.72%
77
27\\6%\“21\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135
10.60 10.80 11.00 11.20
5000 m/z 121.05 56.29%
107 150
41 9
27 63 17 1y
m‘mﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100743: Hexestrol R A e
135 10.60 10.80 11.00 11.20
m/z 191.10 24 .60%
5000 107
274 55 7701 | 121 | 151165 181104 212 241 270
m/z--> 20 40 60 85 160 150 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20

8270-BF072415.M Mon Jul 27 14:39:16 2015 S

MW-13-7-22-15

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080656.D

Acq On : 25 Jul 2015 7:56

Operator : TP/UM

Sample : G3079-15

Misc :

ALS Vial : 27 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 Phenol, m-tert-butyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.01 19.41 ng 543272 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 68
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 64
3 Phenol, 4,4"-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 53
4 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 53
5 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 50
Abundance Scan 781 (11.013 min): BF080656.D (-780) (-) m/z 135.10 100.00%
135
5000
107121 149
41 77 91 191 ne 220 10.60 10.80 11.00 11.20 11.40
S < T T N ,..|..1,‘?f?..,..-..,29?..;....,....,...., m/z 107.00  28.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22642: Phenol, m-tert-butyl-
135
5000
107 150 10.60 10.80 11.00 11.20 11.40
a1 m/z 121.05 25.13%
gl T |
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260
Abundance
135
10,60 10.80 11.00 11.20 11.40
5000 107 m/z 149.10 22 .99%
164

o7 41 55 7791 451 149
Wmﬁwwwwwwwmm
miz-—> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #100777: Phenol, 4,4'-(1,2-diethyl-1,2-ethanediyl)bis-, (R...
135 10.60 10.80 11.00 11.20 11.40
107 m/z 136.10 9.57%
5000
7

5 | 9} 121 M 151165181197212 240 270

.”,”.W.H.P.”,”.W.H.P.” e R aRaEa e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20 11.40

8270-BF072415.M Mon Jul 27 14:39:17 2015 S

MW-13-7-22-15

Page: 11



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA_F\DATA\BF072415\

BF080656.D

25 Jul 2015 7:56

TP/UM

63079-15 MW-13-7-22-15
27 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L
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 15

R.T. EstConc Area Relative to ISTD R.T.
11.16 25.22 ng 706030 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 83
2 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 78
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
4 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 72
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 56

Abundance Scan 794 (11.162 min): BF080656.D (-792) (-) m/z 135.05 100.00%
135
5000
41 107 10.80 11.00 11.20 11.40
77 95 : : : :
0 ...,....~,..“?3.,6.5...-,....,.|..1.1~,9...!,1.4.7..16.1??2. 189 220 /7 107.00  18.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)-
135
5000
07 10.80 11.00 11.20 11.40
1 m/z 136.10 10.00%
1527 1 S5ee 77 B ao | 140 18
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance
135
10.80 11.00 11.20 11.40
5000 m/z 41.05 9.15%
150
15 20 B 5465 77 91 19 177 192
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60212: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135 10.80 11.00 11.20 11.40
m/z 95.00 4 _83%
5000
41 57 107
1829 | % 77 91 T'119 | 149 163 101 206
m/z--> 20 4'0 60 8|0 1(')0 120 14'10 160 180 200 220 10.80 11.00 11.20 11.40

8270-BF072415.

M Mon Jul 27 14:39:19 2015 S

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080656.D

Acg On : 25 Jul 2015 7:56

Operator : TP/UM

a?ggle i 63079-15 MW-13-7-22-15
ALS Vial : 27 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 unknownl12.01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.01 28.11 ng 786721 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(4-Nitrophenyl)piperazine 207 C10H13N302 006269-89-2 49
2 1,2,4-Benzenetricarboxylic acid,... 294 C15H1806 043049-07-6 27
3 4,5,6,7-Tetrahydro-benzo[c]thiop... 221 C12H15NOS 1000296-67-7 27
4 2-(1-Piperidino)-5-nitropyridine 207 C10H13N302 026820-61-1 27
5 s-Triazolo[4,3-a]pyridine-3-thio... 165 C7H7N3S 004926-22-1 25
Abundance Scan 868 (12.008 min): BF080656.D (-865) (-) m/z 165.10 100.00%
165 007
121
5000 107
™ 221
Coo 7% | s | | oo o 11750 1130 12.00 1220 1240
Ol bt bl L O A m/z 207.20  78.54%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60621: 1-(4-Nitrophenyl)piperazine
165
5000
11.60 11.80 12.00 12.20 12.40
19 207 m/z 121.10 55.25%
42‘ h 701104 | 135149 | 191
m/z--> 40 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
207
11.60 11.80 12.00 12.20 12.40
5000 o1 m/z 107.00 43.09%
239 263
56 161
41 75 103119 136 179 294
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70015: 4,5,6,7-Tetrahydro-benzo[c]thiophene-1-carboxylic ...
5 11.60 11.80 12.00 12.20 12.40
m/z 221.20 31.85%
5000
178192206
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20 12.40

8270-BF072415.M Mon Jul 27 14:39:20 2015 S Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080656.D

Acg On : 25 Jul 2015 7:56

Operator : TP/UM

a?ggle i 63079-15 MW-13-7-22-15
ALS Vial : 27 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 11 2-(4-Formyl-phenoxy)-acetamide Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.06 55.15 ng 1543750 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 1,3-Dioxolane, 2-(4-methoxypheny... 194 C11H1403 036881-00-2 72
3 Ethanol, 2-[4-(1,1-dimethylpropy... 208 C13H2002 006382-07-6 64
4 Ethanol, 2-[4-(1,1-dimethylethyl... 194 C12H1802 000713-46-2 50
5 2-Methoxy-5-methylphenyl isothio... 179 C9HINOS 190774-56-2 43

Abundance Scan 873 (12.065 min): BF080656.D (-871) (-) m/z 179.10 100.00%
179
5000 135

11.80 12.00 12.20 12.40

a0 o1 07
55 77 91 | 121 | 151165 | 193207 233 249264

O 2 e b 18120 ] 103207 233249264 | 77135 10 38.51%
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 11.80 12.00 12.20 12.40
44 58 77 ]Dslzl‘ m/z 107.00 13.41%
b2 | e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
179
135 11.80 12.00 12.20 12.40
5000 m/z 180.10 11.82%
43 g7
15 28 64 10711 150163 194
T e [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61481: Ethanol, 2-[4-(1,1-dimethylpropyl)phenoxy]-
179 11.80 12.00 12.20 12.40
135 m/z 41.05 6.30%
5000 107
41 77 91 208
27 55 193
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 14:39:22 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080656.D

Acq On : 25 Jul 2015 7:56

Operator : TP/UM

Sample : G3079-15

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

MW-13-7-22-15

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

= C:\DATABASE\NISTO2.L

TIC Library
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 unknownl12.09 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.09 119.65 ng 3349040 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 DESOXY-MINOXIDYL 193 C9H15N5 1000246-13-2 41
2 Quinolin-2(1H)-one, 3-butyl-6-fl... 235 C13H14FNO2 279691-75-7 38
3 1,2,4-Triazolo[4,3-a]pyridine-8-... 193 C8H7N303 053975-71-6 35
4 2-Anthracenamine 193 C14H1i1N 000613-13-8 35
5 9-Phenanthrenamine 193 C14H1i1N 000947-73-9 35
Abundance Scan 875 (12.088 min): BF080656.D (-874) (-) m/z 193.10 100.00%
193
107
5000
91 | 135 151 ‘ | 11.80 12.00 12.20 12.40
- ,”.'. |, o '-- 0 PR |, AT | 249284 10700 61.98%
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #51363: DESOXY-MINOXIDYL
110 164 193
5000 84 138
150 11.80 12.00 12.20 12.40
67 m/z 165.10 28.16%
125 178
|||||||||||||| 9? l“:: \HIII\II : |‘||| |||‘| e REaE e
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance
193
'11.80 12.00 12.20 12.40
5000 m/z 235.20 27 .59%
55 206 295
41 g9 83 95 11015, 138, 1164 179 220
miz--> "'4'o""e'o'"'so'"iéc')"1'2'6"iié"iéé"isé"éoé"ézé"éié"z’éé"
Abundance #51331: 1,2,4-Triazolo[4,3-a]pyridine-8-carboxylic acid, 2...
193 11.80 12.00 12.20 12.40
m/z 121.05 25.31%
135
5000
77
162
51 g4 g1 106
m/z--> 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 14:39:23 2015 S

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080656.D

Acg On : 25 Jul 2015 7:56

Operator : TP/UM

a?ggle i 63079-15 MW-13-7-22-15
ALS Vial : 27 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 unknownl2.14 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.14 68.61 ng 1920310 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 [1,1"-Biphenyl]-4-acetonitrile 193 C14H11IN 031603-77-7 47
2 2-Biphenylacetonitrile 193 C14H11IN 019853-10-2 38
3 1H-Indole, 2-phenyl- 193 C14H1i1IN 000948-65-2 38
4 1-Anthracenamine 193 C14H11IN 000610-49-1 38
5 2-Anthracenamine 193 C14H11IN 000613-13-8 38
Abundance Scan 880 (12.145 min): BF080656.D (-878) (-) m/z 193.10 100.00%
193
165
107
5000
121 179
ﬁl ﬁS 77 gﬁ 135119 207 275249264 11.80 12,00 12.20 12.40
SISO RPN PP P Y N P o N . o m/z 165.10 74.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51252: [1,1'-Biphenyl]-4-acetonitrile
193
5000 N NN SN BN
165 11.80 12.00 12.20 12.40
m/z 107.00 55.92%
39 63 829 115 1391° L 178
m/z--> 20 40 60 86 160 120 140 1éo 180 200 220 240 260
Abundance
193
165
11.80 12.00 12.20 12.40
5000 m/z 179.10 33.55%
51
2 70 % jop11s 130152 14
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51246: 1H-Indole, 2-phenyl-
193 11.80 12.00 12.20 12.40
m/z 121.05 33.27%
5000
165
89
102115 139152
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 14:39:25 2015 S Page: 16



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA_F\DATA\BF072415\

BF080656.D

25 Jul 2015 7:56

TP/UM

63079-15 MW-13-7-22-15
27 Sample Multiplier: 1

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

KAEEAAAIAIAXITA A A A A A AT A A A A A A A AR AAA A A XA EAARTAAAAAAEAARARAAAAXAAARAAAAXAATXARAARAALAAAA*XK
Peak Number 14 unknownl2.21 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.21 122.41 ng 3426310 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methylphenanthridine 193 C14H11IN 003955-65-5 47
2 5-(1-Cyclohexenyl)-5-ethyldihydr... 222 C12H18N202 091908-20-2 47
3 2-Phenylindolizine 193 C14H1i1IN 025379-20-8 43
4 1H-Indole, 2-phenyl- 193 C14H11IN 000948-65-2 43
5 2,4,6-Trimethoxybenzonitrile 193 C10H11NO3 002571-54-2 38
Abundance Scan 886 (12.213 min): BF080656.D (-883) (-) m/z 193.10 100.00%
193
5000 107
55 121 149
43 7 01 133 165 o | 205 1933 11.80 12.00 12.20 12.40 12.60
e b e et e L A8 205 238 m/z 107.00 45.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51249: 6-Methylphenanthridine
193
5000
11.80 12.00 12.20 12.40 12.60
178 m/z 121.05 17.86%
30 51 63 76 96 113195139151 165°7°
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
11.80 12.00 12.20 12.40 12.60
5000 m/z 55.00 14 .57%
164
142
15 28 41 55 67 10 91 107 17 Y 07022
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51235: 2-Phenylindolizine
193 11.80 12.00 12.20 12.40 12.60
m/z 149.05 13.96%
5000
27 %9 51 g3 115 165
Illllsll\‘lll‘l H‘ I‘l‘ HH‘ ‘\‘\ HIIII‘I ]:2|7|]:3‘9|:!-??|2‘H| |1|77| |‘H||||||||||||
m/z--> 20 40 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40 12.60

8270-BF072415.M Mon Jul 27 14:39:26 2015 S

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080656.D

Acg On : 25 Jul 2015 7:56

Operator : TP/UM

a?ggle i 63079-15 MW-13-7-22-15
ALS Vial : 27 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 15 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.27 83.68 ng 2342080 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-[4-(1,1-dimethylethyl... 194 C12H1802 000713-46-2 90
2 1,3-Dioxolane, 2-(4-methoxypheny... 194 C11H1403 036881-00-2 72
3 Acetic acid, [2-[(2-propenylamin... 235 C12H13NO4 000119-45-9 47
4 (p-(Allyloxycarbonyl)phenoxy)ace... 236 C12H1205 1000241-83-7 37
5 (p-Butyrylphenoxy)acetic acid 222 C12H1404 001141-96-4 25

Abundance Scan 891 (12.271 min): BF080656.D (-890) (-) m/z 179.10 100.00%
179
5000 135
41 mm7 12.00 12.20 12.40 12.60
77 : : :
Oy 3 T 0L [ 121 | 148 165 | 199006 233047 264 | psn 38 10 46.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179
135
5000 LA SURRULR BN UL B
104 12:00 12:20 12,40 12.60
107 m/z 107.00 16.54%
27 4l 57 7791 | 155 | 149163
m/z--> 20 40 éo 80 100 120 140 160 1§0 200 220 240 260
Abundance
179
135 12.00 12.20 12.40 12.60
5000 m/z 180.10 12.65%
43
15 28 64 10711 150163 194
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79044: Acetic acid, [2-[(2-propenylamino)carbonyl]phenoxy]-
179 12.00 12.20 12.40 12.60
m/z 41.10 8.86%
5000
121
18 41 56 76 92107 | 135151 | 193 2202?5
m/z--> 2'0 4 60 80 1c')o 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60

8270-BF072415.M Mon Jul 27 14:39:27 2015 S

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080656.D

Acq On : 25 Jul 2015 7:56

Operator : TP/UM

Sample : G3079-15

Misc :

ALS Vial : 27 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 2-Propenoic acid, 3-(3-nitr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.32 35.67 ng 998286 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid, 3-(3-nitrophen... 193 C9H7NO4 001772-76-5 52
2 [1,1"-Biphenyl]-4-acetonitrile 193 C14H11IN 031603-77-7 42
3 Adamantane-1-carboxylic acid, 3-... 272 C12H17Br02 027983-08-0 36
4 2-Butanone, 4-[2-isopropyl-5-met... 304 C20H3202 1000196-43-1 23
5 Ethanol, 2-[4-(1,1-dimethylethyl... 208 C13H2002 054934-87-1 12
Abundance Scan 895 (12.316 min): BF080656.D (-894) (-) m/z 193.10 100.00%
193
5000
107
55 1214, 149 12.00 12.20 12.40 12.60
77 91 l 134
i b 199178 | 221233 1 T777107.00 30.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51388: 2-Propenoic acid, 3-(3-nitrophenyl)-, (E)-
1 193
176
5000 65 146
51 12.00 12.20 12.40 12.60
% J 129 m/z 194.10 12.62%
30
LTI OV W p51#7 ‘\ “u.ﬁé%.t‘...t SRR
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 m/z 149.10 12.29%
82
27 51 69 96 115127139152164178
mz-> 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 8.27%
5000 133
161
4 59 71| \ 110 |15 | 173 | 213 y080m
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 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 : BF080656.D

Acg On : 25 Jul 2015 7:56

Operator : TP/UM

a?ggle i 63079-15 MW-13-7-22-15
ALS Vial : 27 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 unknownl2.75 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.75 21.80 ng 610142 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4,5-Trifluoroaniline 147 C6H4F3N 000367-34-0 27
2 2,6-Dimethylphenyl isocyanate 147 C9HONO 028556-81-2 27
3 Ethanone, 1-(2,3,4-trimethylphen._.. 162 C11H140 001467-36-3 25
4 Ethanone, 1-(2,4,6-trimethylphen... 162 C11H140 001667-01-2 25
5 Benzene, 1,3-bis(l-methylethyl)- 162 C12H18 000099-62-7 25
Abundance Scan 933 (12.751 min): BF080656.D (-927) (-) m/z 45.10 100.00%
45
147
5000 119
a1
| | II Ly 163 191 223 051 308 12.40 12.60 12.80 13.00
rerprrret e bl m/z 147.05  75.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21465: 2,4,5-Trifluoroaniline
147
5000
12.40 12.60 12.80 13.00
100 119 m/z 119.00 46.10%
G
1l i I () |
m/z--> 20 40 eb 80 160 150 140 160 180 200 220 240 260 280 300
Abundance
147
118 12.40 12.60 12.80 13.00
5000 m/z 121.00 39.20%
39 a1
65
15
m@mﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #30563: Ethanone, 1-(2,3,4-trimethylphenyl)-
147 12.40 12.60 12.80 13.00
m/z 43.10 38.82%
119
5000
a1
43
65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080656.D

Acg On : 25 Jul 2015 7:56

Operator : TP/UM

a?ggle i 63079-15 MW-13-7-22-15
ALS Vial : 27 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 18 unknownl13.23 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.23 29.42 ng 772522 Chrysene-di12 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H3003 002315-61-9 43
2 1-(2-Fluoro-4-nitro-phenyl)-2-me... 238 C12H15FN202 1000278-20-9 14
3 Phenol, 4,4"-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 10
4 Bentranil 223 C14H9NO2 001022-46-4 10
5 Benzene, 1,1"-ethylidenebis[3,4-... 238 C18H22 001742-14-9 10
Abundance Scan 975 (13.231 min): BF080656.D (-972) (-) m/z 223.20 100.00%
45 73
5000
288 219 13.00 13.20 13.40 13.60
161 209 308 : : . .
17193 m/z 45.00 79.70%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223
135
5000
13.00 13.20 13.40 13.60
m/z 135.05 56.02%
77
1w151 173189205 | 237 279294
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
223
' 13.00 13.20 13.40 13.60
5000 m/z 237.20 54 _.51%
177
41 55 94
75 121 149 193208 238
mmﬁmwmmwm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100777: Phenol, 4,4-(1,2-diethyl-1,2-ethanediyl)bis-, (R...
135 13.00 13.20 13.40 13.60
107 m/z 107.00 46.95%
5000
77
55 | %1 L 150165181197212 240 270

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080656.D

Acq On : 25 Jul 2015 7:56

Operator : TP/UM

Sample : G3079-15

Misc :

ALS Vial : 27 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 unknownl3.37 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.37 52.99 ng 1391610 Chrysene-di12 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbazole, pentamethyl- 237 C17H1SN 027477-88-9 35
2 Indolo[2,3-b]Jquinoxaline, 1-fluoro- 237 C14H8FN3 296244-71-8 14
3 7-Phenyl-7H-triazolo[e]benzofurazan 237 C12H7N50 035142-93-9 14
4 2-p-Tolylisoindole-1,3-dione 237 C15H11NO2 002142-03-2 14
5 9,10-Anthracenedione, l-amino-2-... 237 C15H11NO2 000082-28-0 14

Abundance Scan 987 (13.368 min): BF080656.D (-983) (-) m/z 237.15 100.00%

45 l

107

5000
265

13.00 13.20 13.40 13.60
m/z 45.00  75.49%

223
162175 195209 251

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

Abundance #80505: Carbazole, pentamethyl-
237
5000 222
13.00 13.20 13.40 13.60
m/z 107.00 62.44%
207
39 6376 90 08 139150165178101 7 |
“.”,“.w.”.“.”,”.W.H.P.”,”...”...” T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
237
13.00 13.20 13.40 13.60
5000 m/z 149.10 38.81%
40 90 105119
64 77 9 10519132 147 163 182 197210
T T T T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #80318: 7-Phenyl-7H-triazolo[e]benzofurazan PP T T TR
237 13. 00 13. 20 13. 40 13. 60

m/z 265.20 34 .26%

5000 "
51 64
\ \ 105119 152 179 207

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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080656.D

Acg On : 25 Jul 2015 7:56

Operator : TP/UM

a?ggle i 63079-15 MW-13-7-22-15
ALS Vial : 27 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 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.43 20.08 ng 527428 Chrysene-di12 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrrolo[1,2-a]-1,3,5-triazine-7-... 223 C9H9N304 054449-89-7 90
2 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H3003 002315-61-9 58
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 35
4 2-Propen-1-one, 1-(4-aminophenyl... 223 C15H13NO 002403-30-7 35
5 Phenol, 4,4"-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 35
Abundance Scan 992 (13.425 min): BF080656.D (-990) (-) m/z 223.15 100.00%
23
135
5000 45
107
91 13.20 13.40 13.60 13.80
279
el T e L g 6119 a8 219 ti3e 05 77.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71811: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223
135
178
5000 151 13.20 13.40 13.60 13.80
m/z 45.00 37.03%
IIII""I""I""I""I""I""IIlll ""“"1'9'5"" IR DR DA SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
223
135 13.20 13.40 13.60 13.80
5000 m/z 107.00 15.71%
45 91 107
67 151 173189205 242 279294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135 13.20 13.40 13.60 13.80
m/z 224.20 15.34%
5000
107
18 4% oo | 150 175191206
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF080656.D

Acq On - 25 Jul 2015 7:56 Instrument :
Operator : TP/UM BNA_F

Sample - 63079-15 ClientSampleld :
Misc : MW-13-7-22-15
ALS Vial : 27 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]
unknown6 .69 6.69 57.3 ng 1105900 1 6.93 386061 20.0
Benzene, 1,2,3-tr... 6.75 23.8 ng 459909 1 6.93 386061 20.0
Benzene, l-ethyl-_.. 6.99 24_.3 ng 468760 1 6.93 386061 20.0
Tri(1,2-propylene... 8.73 35.9 ng 1064340 2 8.21 593678 20.0
Phenol, 4-(1,1,3,... 10.94 27.4 ng 766145 4 11.46 559798 20.0
Phenol, 2-(1,1-di... 10.98 32.8 ng 917915 4 11.46 559798 20.0
Phenol, m-tert-bu... 11.01 19.4 ng 543272 4 11.46 559798 20.0
Phenol, 4-(1,1-di... 11.16 25.2 ng 706030 4 11.46 559798 20.0
unknownl12.01 12.01 28.1 ng 786721 4 11.46 559798 20.0
2-(4-Formyl-pheno... 12.06 55.1 ng 1543750 4 11.46 559798 20.0
unknownl12 .09 12.09 119.7 ng 3349040 4 11.46 559798 20.0
unknownl2.14 12.14 68.6 ng 1920310 4 11.46 559798 20.0
unknownl2.21 12.21 122.4 ng 3426310 4 11.46 559798 20.0
Ethanol, 2-[4-(1,... 12.27 83.7 ng 2342080 4 11.46 559798 20.0
2-Propenoic acid, ... 12.32 35.7 ng 998286 4 11.46 559798 20.0
unknownl12.75 12.75 21.8 ng 610142 4 11.46 559798 20.0
unknownl13.23 13.23 29.4 ng 772522 5 14.32 525256 20.0
unknown13.37 13.37 53.0 ng 1391610 5 14.32 525256 20.0

5

Pyrrolo[1,2-a]-1,... 13.43 20.1 ng 527428 14.32 525256 20.0
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