LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\

Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

3?22'6 - H1649-02 5X BT-C3(1)3W-20160301
ALS Vial : 38 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-BF030316.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 5.167 244 252 257 rBV 170943 219266 17.34% 1.202%
2 5.579 285 288 290 rBVY 579543 738800 58.43% 4.050%
3 5.819 307 309 311 rBvV 57801 47104 3.73% 0.258%
4 6.139 333 337 342 rBV5 12265 34949 2.76% 0.192%
5 6.230 342 345 348 rBV2 13003 24416 1.93% 0.134%
6 6.436 358 363 364 rBV3 16898 28516 2.26% 0.156%
7 6.470 364 366 368 rvv 74676 84884 6.71% 0.465%
8 6.504 368 369 370 rvv 139734 105617 8.35% 0.579%
9 6.539 370 372 373 rVv 44735 55555 4_39% 0.305%
10 6.596 373 377 379 rVV 654598 900899 71.25%  4.938%
11 6.664 381 383 384 rvv 80840 80645 6.38% 0.442%

12 6.744 384 390 392 rvv 759782 991956 78.45% 5.437%
13 6.802 393 395 398 rVvB 258804 240180 19.00% 1.316%
14 6.973 408 410 413 rBV2 639343 894323 70.73% 4.902%

15 7.042 413 416 417 rVB2 43732 46248 3.66% 0.253%
16 7.133 422 424 426 rVB 778655 630780 49.89% 3.457%
17 7.224 431 432 433 rBvY 17059 23190 1.83% 0.127%
18 7.259 433 435 437 rVV 82696 74188 5.87% 0.407%
19 7.293 437 438 442 rVB2 54473 107247 8.48% 0.588%
20 7.373 442 445 447 rVB2 27423 34259 2.71% 0.188%
21 7.442 447 451 452 rBV3 34300 68275 5.40% 0.374%
22 7.533 457 459 462 rVvVv 574930 531354 42.02% 2.912%
23 7.579 462 463 465 rVB 26099 19836 1.57% 0.109%
24 7.670 469 471 473 rBV2 23639 29910 2.37% 0.164%
25 7.750 475 478 479 rBvV2 36998 41431 3.28% 0.227%
26 7.773 479 480 483 rVB 48576 44441 3.51% 0.244%
27 7.887 487 490 491 rVB2 13572 18552 1.47% 0.102%
28 7.933 491 494 497 rBV2 29696 57259 4_.53% 0.314%
29 8.002 497 500 502 rBvV 68418 82539 6.53% 0.452%
30 8.116 508 510 515 rBV2 15492 35077 2.77% 0.192%
31 8.265 520 523 525 rBV 1458207 1264407 100.00% 6.931%
32 8.653 5565 557 561 rVB4 9286 18847 1.49% 0.103%
33 8.767 565 567 573 rBv4 9166 24152 1.91% 0.132%
34 8.973 583 585 588 rvB 38247 37265 2.95% 0.204%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\

Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

3?22'6 - H1649-02 5X BT-C3(1)3W-20160301
ALS Vial : 38 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-BF030316.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.076 590 594 598 rBV 34418 43051 3.40% 0.236%
36 9.339 614 617 619 rBV 1071153 897450 70.98% 4.919%
37 9.682 642 647 650 rBV5 21770 56310 4._.45% 0.309%
38 9.728 650 651 655 rvB 148664 138441 10.95% 0.759%
39 9.876 663 664 668 rBv2 31766 47922 3.79% 0.263%
40 9.945 668 670 674 rvV 40582 50936 4._.03% 0.279%
41 10.025 674 677 678 rvV 869603 1176567 93.05% 6.449%
42 10.048 678 679 684 rvv3 34304 59856 4.73% 0.328%
43 10.219 692 694 696 rvv2 15957 21832 1.73% 0.120%
44 10.265 696 698 700 rvB2 21845 32051 2.53% 0.176%
45 10.448 711 714 716 rVB 57067 47827 3.78% 0.262%
46 10.665 731 733 737 rBV2 24079 59629 4.72% 0.327%
47 10.802 743 745 747 rBV 192959 178377 14.11% 0.978%
48 10.848 747 749 751 rVB3 21424 33632 2.66% 0.184%
49 10.916 754 755 761 rBV 50436 98924 7.82% 0.542%
50 11.008 761 763 765 rBV3 20571 40527 3.21% 0.222%
51 11.111 770 772 776 rVB2 30349 69051 5.46% 0.378%
52 11.362 792 794 796 rvv2 28002 47424 3.75% 0.260%

53 11.408 796 798 803 rvB2 52554 108245 8.56% 0.593%
54 11.499 804 806 810 rBv2 834886 1172711 92.75% 6.428%

55 11.579 810 813 814 rVB 52118 53514 4.23% 0.293%
56 11.728 823 826 830 rBvV2 30080 45756 3.62% 0.251%
57 11.842 834 836 839 rvB4 9991 19481 1.54% 0.107%
58 11.911 840 842 845 rVB3 23193 46006 3.64% 0.252%
59 12.002 845 850 851 rBvV 43489 81879 6.48% 0.449%
60 12.036 851 853 856 rvv 140688 156150 12.35% 0.856%
61 12.082 856 857 858 rvv 25540 25747 2.04% 0.141%
62 12.116 858 860 864 rvB2 61565 92120 7.29% 0.505%
63 12.322 872 878 879 rBvV3 31684 65473 5.18% 0.359%

64 12.391 882 884 886 rvVv 77664 114415 9.05% 0.627%
65 12.436 886 888 897 rvB2 160290 314317 24.86% 1.723%

66 12.551 897 898 900 rvB 24965 23792 1.88% 0.130%
67 12.631 904 905 909 rvB 13801 20900 1.65% 0.115%
68 12.711 910 912 914 rVB 270867 263510 20.84% 1.444%
69 12.779 914 918 919 rBV3 13177 24600 1.95% 0.135%
70 12.871 922 926 927 rBV2 43729 82642 6.54% 0.453%

71 12.905 927 929 930 rBV 153576 133125 10.53% 0.730%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\

Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

3?22'6 - H1649-02 5X BT-C3(1)3W-20160301
ALS Vial : 38 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.939 930 932 935 rVB 199371 238641 18.87% 1.308%
73 13.088 941 945 947 rBV 450644 585983 46.34% 3.212%

74 13.156 949 951 953 rvB2 37942 61884 4._.89% 0.339%
75 13.202 953 955 956 rBV2 27466 47751 3.78% 0.262%
76 13.385 968 971 977 rBV2 38867 126359 9.99% 0.693%
77 13.476 977 979 980 rBV 27230 35433 2.80% 0.194%
78 13.568 982 987 989 rBV5 42595 131979 10.44% 0.723%
79 13.614 989 991 992 rVB 67932 70679 5.59% 0.387%
80 13.659 992 995 999 rBV5 39805 136666 10.81% 0.749%
81 13.774 1003 1005 1007 rBV 56695 79547 6.29% 0.436%
82 13.865 1011 1013 1016 rVB3 20603 37238 2.95% 0.204%
83 13.979 1021 1023 1027 rVB2 59839 84388 6.67% 0.463%
84 14.139 1034 1037 1038 rBV 985322 1003721 79.38% 5.502%
85 14.242 1044 1046 1047 rBV2 43596 37497 2.97% 0.206%
86 14.608 1075 1078 1080 rBVZ2 36952 79772 6.31% 0.437%
87 14.757 1089 1091 1095 rBV 44835 88443 6.99% 0.485%
88 14.997 1109 1112 1113 rBV2 35034 51140 4._.04% 0.280%
89 15.088 1118 1120 1122 rBV2 36290 67638 5.35% 0.371%

90 15.179 1125 1128 1132 rVV 118474 214195 16.94% 1.174%

91 15.488 1152 1155 1157 rVB 99915 168891 13.36% 0.926%
92 15.545 1158 1160 1163 rVV 84132 114103 9.02% 0.625%
93 15.614 1163 1166 1172 rVB 655626 911039 72.05% 4.994%

94 15.945 1193 1195 1196 rBV2 40891 37742 2.98% 0.207%
95 16.837 1272 1273 1274 rVB 27080 18563 1.47% 0.102%
96 17.077 1292 1294 1299 rVB2 45058 83948 6.64% 0.460%
97 17.523 1331 1333 1337 rVB 29537 57645 4 _.56% 0.316%
98 18.265 1396 1398 1400 rBV2 24793 19713 1.56% 0.108%
99 19.283 1485 1487 1489 rVB2 31251 26272 2.08% 0.144%
100 19.420 1498 1499 1501 rBvV2 24728 46505 3.68% 0.255%
Sum of corrected areas: 18243932
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF030316\

BF085194 .D

4 Mar 2016 8:50

SJ/UM

H1649-02 5X BT-C3(1)3W-20160301
38 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF085194.D

7.13

6.74

5.58

5.17

o=
Time-->

I
5.00 5.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

B.12
0

TIC: BF085194.D

9.34

10.02 11.50

8.97
8.68.77 8,%08

Time-->

12.00 12.50

T
8.50 9.00 10.00 10.50 11.00 11.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

3%’%98 4.24

TIC: BF085194.D

14.14

15.61

14.64.76 1510, 15.95

16.84 17.08 17.52

18.27

19.28.42

™7
Time--> 14.0

17.50 18.00 18.50

16.50 17.00

0 14.50

15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\

Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

ﬁ?ggle - H1649-02 5X BT-C3(1)3W-20160301
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.17 4.90 ng 219266 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 252 (5.167 min): BF085194.D (-244) (-) m/z 43.10 100.00%
43
59
5000
T 350 850 570 540 5b0
83 : : : : :
ol 38w Tm/z 59.10  60.10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 IS R R I
4.80 5.00 5.20 5.40 5.60
m/z 101.10 22 .22%
25 3 37 | 83 g3 M1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 5.00 520 5.40 5.60
5000 m/z 58.10 15.74%
101
71
1 28 49 56 86
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4009: Formamide, N,N—diethyl— LI L L L L L L B
30 sg 101 4.80 5.00 5.20 5.40 5.60
m/z 41.10 10.25%
5000 44 86
72
1 |l s s ‘ ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\

Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

ﬁ?ggle - H1649-02 5X BT-C3(1)3W-20160301
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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, l-ethyl-3-methyl- Concentration Rank 12

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

6.50 2.36 ng 105617 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
2 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 369 (6.504 min): BF085194.D (-368) (- m/z 105.10 100.00%
105
5000
120
7 91 6.20 6.40 6.60 6.80
39 57 65
et b el ML WAL Tmzz 120.10 33.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9131: Benzene, 1-ethyl-3-methyl-
105
5000 ISR SRR LR
120 6.20 6.40 6.60 6.80
29 . o m/z 91.05 11.57%
S ol B "SR VN E
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
6.20 6.40 6.60 6.80
5000 m/z 77.10 11.01%
120
39 77 91
"|'“'|"?Tw"'|“"?%'ﬁﬁ'éé'w"'lgﬂ'l"pﬁ""}}g'l"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9135: Benzene, 1-ethyl-4-methyl-
105 6.20 6.40 6.60 6.80
m/z 79.05 8.72%
5000
120
15 27 39 515865 7 gy % gg || 13
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\BF030316\

Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

ﬁ?ggle - H1649-02 5X BT-C3(1)3W-20160301
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknown6.74 Concentration Rank 1

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

6.74 22.18 ng 991956 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 390 (6.744 min): BF085194.D (-384) (-) m/z 132.10 100.00%
132
5000
68
% 640 6.60 680 7.00
40 54 . . . .
B :|-.|.7.7, g7 | ous ) m/z 68.10 34.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
31 51 78 m/z 134.10 32.58%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.10 20.78%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 96.10 13.86%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
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\BF030316\

Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

ﬁ?ggle - H1649-02 5X BT-C3(1)3W-20160301
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 4 Benzene, 1,2,3-trimethyl- Concentration Rank 3

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

6.80 5.37 ng 240180 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
3 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 395 (6.802 min): BF085194.D (-393) (-) m/z 105.10 100.00%
105
5000 120
39 51 cg 65 " 91 6.40 6.60 6.80 7.00 7.20
S AN 1 RN PO 1 [N R m/z 120.10  42.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9123: Benzene, 1,2,3-trimethyl-
105
120
5000
6.40 6.60 6.80 7.00 7.20
7 m/z 119.10 11.92%
s B B e L Tl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 6.40 6.60 6.80 7.00 7.20
5000 m/z 77.10 11.91%
27 m 51 g5 ! 91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9121: Benzene, 1,3,5-trimethyl-
105 6.40 6.60 6.80 7.00 7.20
m/z 91.10 10.49%
120
5000
77
s 2 B sees e e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

Sample : H1649-02 5X

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 6 Benzene, 1,3-diethyl- Concentration Rank 11

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

7.29 2.40 ng 107247 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 438 (7.293 min): BF085194.D (-437) (-) m/z 119.10 100.00%
119
105
5000
o1 134
77
39 51 65 | 7.00 7.20 7.40 7.60
SN BB SN N MBS VP | MU MBI 1/ M [ m/z 105.10 67.21%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14331: Benzene, 1,3-diethyl-
105 119
5000 134
7.00 7.20 7.40 7.60
77 91 m/z 134.10 39.80%
TR AN T N
L | Ll Il . ll Ll !
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
7.00 7.20 7.40 7.60
5000 m/z 91.10 32.95%
134
15 27 39 51 65 77 9t 105
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14373: Benzene, 1-ethyl-3,5-dimethyl-
119 7.00 7.20 7.40 7.60
m/z 77.10 18.43%
5000 134
91
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\

Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

ﬁ?ggle - H1649-02 5X BT-C3(1)3W-20160301
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl2.04 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.66 ng 156150 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 1-butyl- 234 C18H18 1000156-51-7 46
2 Anthracene, 9-butyl- 234 C18H18 001498-69-7 38
3 Benzene, 1,1"-(1,2-propadienylid... 192 C15H12 014251-57-1 35
4 Phenanthrene, 9-butyl- 234 C18H18 010394-57-7 35
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 25
Abundance Scan 853 (12.036 min): BF085194.D (-851) (-) m/z 191.10 100.00%
191
95 219
5000

11.80 12.00 12.20 12.40
m/z 192.10 72.96%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78718: Anthracene, 1-butyl-

191
234

5000
11.80 12.00 12.20 12.40

m/z 219.10 71.69%

27 39 51 63 75 88 101 115127139152 0> 178 M 203215 |
e L AN Wi N s I | N
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
191

11.80 12. 00 12 20 12.40

5000 m/z 95.10 63.30%
234
39 51 63 76 88 101 115127139152 165178 | 203215
L e B e e e A B & e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50637: Benzene, 1,1'-(1,2-propadienylidene)bis- T
191 11. 80 12. 00 12 20 12. 40

m/z 234.15 49_38%

5000
165
115
39 51 63 g5 o4
21 \‘ \‘\ | m‘ ‘ ‘ 127139 15\2 I 178

m/z--> 200 40 60 80 100 120 140 160 180 200 220 240 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\

Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

ﬁ?ggle - H1649-02 5X BT-C3(1)3W-20160301
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl2.44 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.44 5.36 ng 314317 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4,6-Triisopropylbenzoic acid 248 C16H2402 049623-71-4 46
2 Acetonitrile, 2-[2,3-dihydro-2,2... 248 C17H16N2 144498-83-9 46
3 2(1H)-Pyrimidinethione, 3,4-dihy... 248 C13H16N20S 063704-47-2 43
4 3,5-di-tert-Butyl-4-hydroxyaceto... 248 C16H2402 014035-33-7 38
5 Phenanthro[9,10-d]Joxazole, 2-met... 233 C16H11NO 021639-88-3 27
Abundance Scan 888 (12.436 min): BF085194.D (-886) (-) m/z 233.15 100.00%
233
191
5000 248
12.20 12.40 12.60 12.80
m/z 191.10 72.17%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #87255: 2,4,6-Triisopropylbenzoic acid
233
5000 248 LRI B B B S
12.20 12.40 12.60 12.80
43 zm m/z 248.15 49 _.75%
|62 77 9103115128141 155 173187 | p17 |

m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
233
R ERRAREEEE S
12.20 12.40 12.60 12.80
5000 m/z 79.10 30.07%
218 248
117 190
42 g3 8 103 139152%8%178" 206
R B B B L A s B o e S
m/z--> 40 60 80 100 120 140 160 180 200 220 240

Abundance #86998: 2(1H)-Pyrimidinethione, 3,4-dihydro-1-(m-hydroxyph... e e EEEEsmmaee
233 12.20 12.40 12.60 12.80

m/z 164.10 28.21%

5000 248

65

93 174
‘H ) ‘M 81 " 109157 134148160 188200 217

m/z--> 40 60 80 100 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\

Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

ﬁ?ggle - H1649-02 5X BT-C3(1)3W-20160301
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl13.39 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.39 2.52 ng 126359 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,2,3,6,7,8,9,10-Octahydro-11H-c... 260 C14H16N20S 102254-55-7 14
2 Perylene, 1,2,3,10,11,12,12a,12b... 260 C20H20 014930-91-7 14
3 1,2,3,3a-Tetrahydro-7-methyl-10-... 288 C20H20N2 028749-07-7 12
4 Phenol, 2,3,4,6-tetrachloro- 230 Ce6H2Cl140 000058-90-2 11
5 Phenol, 2,3,5,6-tetrachloro- 230 Ce6H2Cl140 000935-95-5 11
Abundance Scan 971 (13.385 min): BF085194.D ( 968) (-) m/z 216.10 100.00%
216231
260
5000 5q 89 92106 124108 164 195 245 281
40 79 AR AR NARRA AR
13.00 13.20 13.40 13.60 13.80
- m/z 231.10 92.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94349: 1,2,3,6,7,8,9,10-Octahydro-11H-cyclohepta[4,5]thie...
260
232
5000
a1 13.00 13.20 13.40 13.60 13.80
82 206 m/z 232.10 81.27%
‘ ! 6\8 I ‘ ! }2\11:\35 164 . 189 MH
miz--> 20 45 éo éo 160 150 140 1éo 1éo 200 220 240 260 2éo
Abundance
260
232 13.00 13.20 13.40 13.60 13.80
5000 m/z 215.10 80.38%
27 51 75 89 130 151165 189 246

mewmﬁwmw’wﬁw’wm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #111109: 1,2,3,3a-Tetrahydro-7-methyl-10-(4-methylphenylb... B AL A
232 13.00 13.20 13.40 13.60 13.80

m/z 233.10 54 .98%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\

Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

ﬁ?ggle - H1649-02 5X BT-C3(1)3W-20160301
ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.57 2.63 ng 131979 Chrysene-d12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 60
2 8-Methyl-6-nonenamide 169 C10H19NO 1000293-20-9 49
3 3-Hydroxy-3-methyl-butyric acid,... 132 C5H12N202 1000193-80-2 47
4 2-Ethoxyethyl acetate 132 C6H1203 000111-15-9 35
5 Mannosamine hydrochloride 179 C6H13NO5 1000127-68-8 35
Abundance Scan 987 (13.568 min): BF085194.D (-982) (-) m/z 59.10 100.00%

43
5000

112
126 145 164181195 218 ,5,048263
281 13.20 13.40 13.60 13.80

m/z 72.10 78 .10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106875: 9-Octadecenamide, (2)-
43

5000
13.20 13.40 13.60 13.80

m/z 43.10 54 .86%

122
136150164178193207221 236

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 59
R A e e o
13.20 13.40 13.60 13.80
5000 m/z 57.10 53.98%
73
95

109 126 152 169

s

WTWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #13721: 3-Hydroxy-3-methyl-butyric acid, hydrazide R e EEaE L
32 9 13.20 13.40 13.60 13.80
m/z 41.10 41.48%
5000 83 114 VVVV\J\/VVJVVA/JXﬂNLJVwaﬁ/xk'
99
...,.‘l“.‘,“a.. 132 R LR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\

Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

ﬁ?ggle - H1649-02 5X BT-C3(1)3W-20160301
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 11 unknownl3.66 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.66 2.72 ng 136666 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphine, (dichloromethyl)(t-bu... 230 C8H17CI20P 1000162-70-0 11
2 Propanal, propylhydrazone 114 C6H14N2 019718-39-9 11
3 Hexadecane, 1-i1odo- 352 C16H331 000544-77-4 10
4 Pyrrolidine-2-carboxamide, 5-o0xo... 246 C8H14N403S 1000259-16-7 10
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 10
Abundance Scan 995 (13.659 min): BF085194.D (-992) (-) m/z 71.10 100.00%
57
85
5000 43
4g 164 181195 216 e
13.40 13.60 13.80 14.00
m/z 57.10 94 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76576: Phosphine, (dichloromethy!l)(t-butyl)(isopropoxy)-
57
5000 LR BN BN I IR
13.40 13.60 13.80 14.00
41 105 m/z 85.10 63.33%
2 ‘ |, 73 87 132147 174188 2162?9
m/z--> 20 46 eb 80 100 120 140 160 1éo 200 220 240 260 280
Abundance
85
30 RN BURRURE AR S I
13.40 13.60 13.80 14.00
5000 m/z 113.20 46.70%
114
56
71 | 99
Wﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141775: Hexadecane, 1-iodo- B
57 13.40 13.60 13.80 14.00
71 m/z 43.10 46.48%
43 P
5000
42 99113127, 41155
‘ || Meerat®ies 50 \ *y39053 281
m/z--> ﬁo 46 60 80 160 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00

8270-BF030316.-M Fri Mar

04 16:30:50 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\

Data File : BF085194.D

Acq On > 4 Mar 2016 8:50

Operator : SJ/UM

3?22'6 - H1649-02 5X BT-C3(1)3W-20160301
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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]
2-Pentanone, 4-hy... 5.17 4.9 ng 219266 1 6.98 894323 20.0
Benzene, l-ethyl-_.. 6.50 2.4 ng 105617 1 6.98 894323 20.0
unknown6 .74 6.74 22.2 ng 991956 1 6.98 894323 20.0
Benzene, 1,2,3-tr... 6.80 5.4 ng 240180 1 6.98 894323 20.0
Benzene, 1,3-diet... 7.29 2.4 ng 107247 1 6.98 894323 20.0
unknownl12 .04 12.04 2.7 ng 156150 4 11.50 1172710 20.0
unknownl12 .44 12.44 5.4 ng 314317 4 11.50 1172710 20.0
unknownl13.39 13.39 2.5 ng 126359 5 14.14 1003720 20.0
9-Octadecenamide, ... 13.57 2.6 ng 131979 5 14.14 1003720 20.0
unknownl3.66 13.66 2.7 ng 136666 5 14.14 1003720 20.0
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