LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On - 18 Jan 2016 17:24 Instrument :
Operator : SJ/UM (B.‘,'I\:gﬁ't:Sam ol
3?22'6 i H1140-01 svsosolius
ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.258 188 190 191 rBvV 267135 327864 2.88% 0.335%
2 4.956 249 251 254 rBVY 1235755 1279814 11.22% 1.308%
3 5.047 256 259 261 rVB 677868 785580 6.89% 0.803%
4 5.401 287 290 292 rBV 881877 1190795 10.44% 1.217%
5 5.790 322 324 326 rBV 163960 161664 1.42% 0.165%
6 6.156 354 356 359 rBV 444095 497077 4 .36% 0.508%
7 6.464 378 383 386 rBY 7365615 11402412 100.00% 11.652%
8 6.567 389 392 394 rVV 1748270 2135381 18.73% 2.182%
9 6.613 394 396 399 rVB 426115 532664 4.67% 0.544%
10 6.796 409 412 414 rBV 1600619 1827807 16.03% 1.868%

11 6.944 423 425 428 rVB 2766197 2783224 24.41% 2.844%
12 7.219 445 449 453 rBvY 218078 365710 3.21% 0.374%
13 7.356 458 461 464 rBV 2464058 2432294 21.33% 2.485%
14 7.482 469 472 474 rBV 7126937 7340822 64.38% 7.501%
15 7.573 478 480 482 rVB2 112854 138080 1.21% 0.141%

16 7.607 482 483 485 rBvV 256565 322058 2.82% 0.329%
17 7.744 492 495 497 rVB 775393 880557 7.72% 0.900%
18 7.802 497 500 501 rBV2 144236 167787 1.47% 0.171%
19 8.076 520 524 527 rBV 2221485 2563153 22.48% 2.619%
20 8.133 527 529 530 rvv 299218 291673 2.56% 0.298%

21 8.179 530 533 534 rvv2 122671 206795 1.81% 0.211%
22 8.224 534 537 538 rvv3 95230 160808 1.41% 0.164%
23 8.270 538 541 544 rvB3 138712 216856 1.90% 0.222%
24 8.362 544 549 551 rBvV2 66550 160277 1.41% 0.164%
25 8.533 559 564 566 rBvV 84349 150011 1.32% 0.153%

26 8.579 566 568 569 rvv 111960 176972 1.55% 0.181%
27 8.613 569 571 573 rvvV 1529088 1595659 13.99% 1.631%
28 8.647 573 574 578 rvVB2 145550 143570 1.26% 0.147%
29 8.716 578 580 582 rBv2 76602 131392 1.15% 0.134%
30 8.762 582 584 587 rvB3 169152 214992 1.89% 0.220%

31 8.842 587 591 593 rBv2 361317 443214 3.89% 0.453%
32 8.956 596 601 603 rBvV 95316 207206 1.82% 0.212%
33 9.013 603 606 607 rvv3d 118100 247981 2.17% 0.253%
34 9.047 607 609 610 rvv 298160 294439 2.58% 0.301%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On - 18 Jan 2016 17:24 Instrument :
Operator : SJ/UM (B.‘,'I\:gﬁ't:Sam ol
3?22'6 i H1140-01 svsosolius
ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.105 612 614 615 rBvV 133498 116340 1.02% 0.119%

36 9.162 615 619 621 rVB 3934242 4907969 43.04% 5.015%
37 9.265 624 628 632 rVB3 260424 506446 4._.44% 0.518%
38 9.379 632 638 640 rBvV 730199 807046 7.08% 0.825%
39 9.459 641 645 646 rBv3 126480 242995 2.13% 0.248%
40 9.482 646 647 650 rvv3 123775 186794 1.64% 0.191%

41 9.562 650 654 655 rvv 622695 962456 8.44% 0.984%
42 9.585 655 656 661 rVB5 65745 144447 1.27% 0.148%
43 9.710 665 667 669 rvB 331117 319421 2.80% 0.326%
44 9.768 669 672 674 rBvV 441675 665702 5.84% 0.680%
45 9.836 674 678 680 rvv 2730735 3265383 28.64% 3.337%

46 9.882 680 682 684 rvv3 98076 184921 1.62% 0.189%
47 10.065 696 698 699 rBv2 141021 171824 1.51% 0.176%
48 10.099 699 701 702 rvVv 227174 345830 3.03% 0.353%
49 10.133 702 704 706 rvV 1546612 1514251 13.28% 1.547%
50 10.168 706 707 709 rvB 696097 636603 5.58% 0.651%

51 10.270 713 716 718 rvv2 648983 743612 6.52% 0.760%
52 10.430 726 730 732 rBV 3885667 5982499 52.47% 6.113%
53 10.488 732 735 738 rVB2 1248761 1684782 14.78% 1.722%
54 10.579 741 743 744 rVV 462524 513420 4_50% 0.525%
55 10.625 744 747 748 rVvV2 1632292 1967766 17.26% 2.011%

56 10.659 748 750 752 rvB2 682135 879614 7.71% 0.899%
57 10.716 752 755 756 rBV 711045 1046371 9.18% 1.069%
58 10.750 756 758 760 rvV 1602480 2088648 18.32% 2.134%
59 10.785 760 761 762 rVB 344048 237648 2.08% 0.243%
60 10.910 770 772 776 rVB 657805 651059 5.71% 0.665%

61 11.013 779 781 783 rBV 782143 727609 6.38% 0.744%
62 11.070 785 786 790 rVB4 80760 157397 1.38% 0.161%
63 11.196 792 797 798 rBV2 224797 508210 4._46% 0.519%
64 11.322 805 808 809 rvB 1922261 2472629 21.69% 2.527%
65 11.585 825 831 832 rBv4 203989 422045 3.70% 0.431%

66 11.642 832 836 839 rvv2 498539 837515 7.35% 0.856%
67 11.722 840 843 844 rVV 3446376 3639523 31.92% 3.719%
68 11.756 844 846 848 rVvV 1392953 1240733 10.88% 1.268%
69 11.802 848 850 853 rvv2 351786 545210 4.78% 0.557%
70 11.871 853 856 857 rvv 697586 779105 6.83% 0.796%

71 11.951 861 863 865 rvB2 258204 283859 2.49% 0.290%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On - 18 Jan 2016 17:24 Instrument :
Operator : SJ/UM gﬁgiéam|em-
3?22'6 i H1140-01 svsosolius
ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 12.065 872 873 875 rvB2 156986 118796 1.04% 0.121%
73 12.111 875 877 880 rBv3 310406 395365 3.47% 0.404%
74 12.225 885 887 891 rvB3 218738 261294 2.29% 0.267%
75 12.305 891 894 895 rBv2 255967 363786 3.19% 0.372%

76 12.373 899 900 905 rBV5 119087 286335 2.51% 0.293%
77 12.476 907 909 911 rVB 235377 210922 1.85% 0.216%
78 12.591 916 919 920 rBvV2 127145 193588 1.70% 0.198%
79 12.648 923 924 930 rVB5 159560 272652 2.39% 0.279%
80 12.854 940 942 944 rBV 163203 222551 1.95% 0.227%

81 12.899 944 946 949 rVvVv 2739578 3265015 28.63% 3.336%
82 12.956 949 0951 953 rVB 132856 139761 1.23% 0.143%
83 13.071 957 961 963 rvB5 136189 328454 2.88% 0.336%
84 13.128 964 966 970 rvv5 104391 157557 1.38% 0.161%
85 13.219 973 974 977 rVvv2 171541 181768 1.59% 0.186%

86 13.276 977 979 981 rVB 146274 162613 1.43% 0.166%
87 13.574 1002 1005 1008 rBV2 191396 273527 2.40% 0.280%
88 13.699 1013 1016 1018 rVB2 462368 589347 5.17% 0.602%
89 13.814 1023 1026 1031 rVV 1224418 1464917 12.85% 1.497%
90 13.894 1031 1033 1036 rVVv2 190082 241210 2.12% 0.246%

91 13.951 1036 1038 1041 rVB 2218900 2275441 19.96% 2.325%
92 14.797 1110 1112 1114 rVB 138497 151043 1.32% 0.154%
93 15.368 1159 1162 1164 rBV 1127061 1704159 14.95% 1.741%
94 15.860 1203 1205 1211 rVB4 68959 153419 1.35% 0.157%
95 16.271 1239 1241 1247 rVB3 62983 158188 1.39% 0.162%

96 16.900 1293 1296 1303 rVBS8 39963 123467 1.08% 0.126%

Sum of corrected areas: 97859445
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance
7000000

TIC: BF084540.D

46 48

6000000

5000000

4000000

3000000

7.36
2000000

4.96

5.05 5.40

1000000 7.74

6.16

5.79
AN

0
Time-->
Abundance

7000000

T
5.00

TIC: BF084540.D

T
5.50

I
6.00

6000000

5000000

10.43

4000000 9.16

3000000

8.08

2000000 8.61

137
#82,0512ESBSIRE28 15 5))

13.00 13.50

1000000

/368 8530 5}

8.50

10.00 10.50 11.00 11.50 12.00 12.50
TIC: BF084540.D

T T
Time--> 8.00 9.50

Abundance
7000000

6000000

5000000

4000000

3000000

200000043,

1000000

15.86 16.27 16.90

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

0
Time-->

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7

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

4.96 14.00 ng 1279810 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 251 (4.956 min): BF084540.D (-249) (-) m/z 43.10 100.00%
a3
59
5000
1o 460 480 500 520
oo SLal 0 83 | /7 5910 58430
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I R R
59 460 480 500 520
m/z 101.10 17.59%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 41 m/z 58.10 14.48%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T RRRET m e N
59 4.60 4.80 5.00 5.20

m/z 41.10 8.97%

5000 41

68
1 50, 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Ethane, 1,1"-oxybis[2-methoxy- Concentration Rank 20

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

6.16 5.44 ng 497077 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1"-oxvbisl2-methoxyv- 134 C6H1403 000111-96-6 83
2 Ethanol. 2-ethoxv- 90 C4H1002 000110-80-5 9
3 Butane. 2-methoxv-3-methvl- 102 C6H140 062016-49-3 9
4 Pentane. 2-methoxv- 102 C6H140 006795-88-6 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 356 (6.156 min): BF084540.D (-354) (-) m/z 59.10 100.00%
59
5000
45
i 580 6.00 620 640
o..,....,....,...??.'...,....i....,..7“?.,....|,....,1922..,. m/z 58.05 39.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #14597: Ethane, 1,1'-oxybis[2-methoxy-
509
5000
5.80 6.00 6.20 6.40
29 45 89 m/z 45.10 30.68%
0 1? ‘W‘ 39 “ ‘ 75 102
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
31
59 5.80 6.00 6.20 6.40
5000 m/z 89.10 19.17%
45
72
0 15 25 37 65 90
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4383: Butane, 2-methoxy-3-methyl- .,....,....,....,.A...,.
50 5.80 6.00 6.20 6.40
m/z 43.05 10.12%
5000
29
0 1] 35 ‘4F‘ 53 | 65 71 79 87 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.57 Concentration Rank 5

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

6.57 23.37 ng 2135380 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 392 (6.567 min): BF084540.D (-389) (-) m/z 132.00 100.00%
32
5000
68
0 s | g ® S0 60 6o 650 7o
Ol ol e 88 Ly 108+ | m/z 134.00 33.88Y%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R RN AR AR
6.20 6.40 6.60 6.80 7.00
31 51 m/z 68.10 31.40%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.05 20.21%
91 105
39 51 65 77 117 146 159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e e
132 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.53%
5000 6
41 97
‘ 53 . ‘ 117
0....‘i“..“.“.l“.“l‘.‘.“l‘..‘.hl....“luuH. T R m
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF011816\

BF084540.D

18 Jan 2016 17:24

SJ/UM

H1140-01 SYS-DIS-011416
4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 5 Butane, 1-isothiocyanato- Concentration Rank 19

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

6.61 5.83 ng 532664 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. l-isothiocvanato- 115 C5HONS 000592-82-5 87
2 2-Piperidinethione 115 C5HONS 013070-01-4 32
3 2-Pvrrolidinethione. 1-methvl- 115 C5HONS 010441-57-3 25
4 l1sobutvl isothiocvanate 115 C5HONS 000591-82-2 25
5 Butanedioic acid, dimethyl ester 146 C6H1004 000106-65-0 17

Abundance Scan 396 (6.613 min): BF084540.D (-394) (-) m/z 41.10 100.00%
a4
115
5000 57 72
| | I‘| 82 o 100 6.20 6.40 6.60 6.80 7.00
Ol el 22 ..L..wnh”,!.h,.”.,”..“.bw..” m/z 115.00 53.40%
m/z--> 20 30 40 50 70 80 90 100 110 120
Abundance #7578: Butane, 1-isothiocyanato-
115
29 41
5000 57 72 I L R L R
6.20 6.40 6.60 6.80 7.00
m/z 72.00 43.67%
0 \‘ ‘\\H ‘ Al ‘\ 8\6 100 Iy
”I'”'I”"P"I"”I'”'I”"P"W"”I'”'I”"P"
m/z--> 20 50 60 70 80 90 100 110 120
Abundance
115
6.20 6.40 6.60 6.80 7.00
5000 m/z 57.05 40.63%
04 71 82 100
o 47 ||| 80 88 108
UL SO SURREL SURELIS SURILI SURLI SURELI SO S B B
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7583: 2-Pyrrolidinethione, 1-methyl- T T T
115 6.20 6.40 6.60 6.80 7.00
m/z 56.05 30.23%
5000 2
73 82
hos2® el g w0
ok .,...‘.,....u“” 2l STl \ BT N [ NN B P SRS\ | PN Y et
m/z--> 20 30 40 50 60 70 90 100 110 120 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.48 Concentration Rank 1

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

7.48 57.28 ng 7340820 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanamine. N-(1l-phenvlethvlide... 133 C9H11N 006907-71-7 40
2 2-Methvlindoline 133 C9H11N 006872-06-6 38
3 Ethanone. 1-phenvl-. o-(4-coumar... 279 C17H13NO3 034605-11-3 35
4 1H-Indazole 118 C7HG6N2 000271-44-3 30
5 Cyanic acid, phenyl ester 119 C7H5NO 001122-85-6 25

Abundance Scan 472 (7.482 min): BF084540.D (-469) (-) m/z 118.10 100.00%
77 118
5000 133
>t R AL L LU L
7.20 7.40 7.60 7.80
103
0 ...,...3?..1...',-.-..:1,....,....,...-.,....,.... e || M7z 77.05 82 32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14290: Methanamine, N-(1-phenylethylidene)-
8

5000

7.20 7.40 7.60 7.80
m/z 133.10 36.69%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

118
RN EE R s
7.20 7.40 7.60 7.80
5000 m/z 51.05 25.94%
133
91
27 51 65
0‘13

Wﬁmrmmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105664: Ethanone, 1-phenyl-, o-(4-coumarinyl)oxime T
8 7.20 7.40 7.60 7.80

m/z 119.05 10.16%

5000

133147162 184 202 223238 264279
R e IR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Piperidinecarboxaldehyde Concentration Rank 15

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

7.74 6.87 ng 880557 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Piperidinecarboxaldehvde 113 C6H11NO 002591-86-8 98
2 Azocine. octahvdro- 113 C7H15N 001121-92-2 40
3 2.5-Pvrrolidinedione. l1-methvl- 113 C5H7NO2 001121-07-9 38
4 Caprolactam 113 C6H11NO 000105-60-2 37
5 Isothiazole, 4,5-dimethyl- 113 C5H7NS 027330-47-8 35

Abundance Scan 495 (7.744 min): BF084540.D (-492) (-) m/z 113.10 100.00%
113
56
5000 42 84
98
e —
|||| || 7|°| . ‘ 150 7.40 7.60 7.80 8.00
Obrrrrrrrr e et el O e m/z 56.10 64.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6772: 1-Piperidinecarboxaldehyde

56

5000
7.40 7.60 7.80 8.00

m/z 84.05 47 .06%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
30 56 70
43 7.40 7.60 7.80 8.00
5000 84 113 m/z 42.10 40.95%
98
15
o 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6713: 2,5-Pyrrolidinedione, 1-methyl-
28 7.40 7.60 7.80 8.00
m/z 98.00 31.68%
5000 56 113
e N TR
[0 e o S LA B o e o e S AR EE e e e e  EREEEEE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 7.80 8.00

8270-BF123115.M Tue Jan 19 10:04:42 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown8.61 Concentration Rank 9

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

8.61 12.45 ng 1595660 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanamine. 1.1-dimethoxv-N.N-d... 119 C5H13NO2 004637-24-5 38
2 Dithiocarbamic acid. N.N-dimethv... 164 C5H12N2S2 002801-22-1 37
3 trans-4-Fluoro-I1-proline 133 C5H8FNO2 1000132-55-8 35
4 Methvl 2.3.4-tri-0-methvl-6-deox... 220 C10H2005 072983-16-5 28
5 Dithiocarbamic acid, N,N-dimethy... 204 C8H16N2S2 066232-66-4 25

Abundance Scan 571 (8.613 min): BF084540.D (-569) (-) m/z 88.00 100.00%
g8
135
5000
42 L R R

8.20 840 8.60 8.80 9.00
61
04% = 207 sl m/z 135.00  64.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #8803: Methanamine, 1,1-dimethoxy-N,N-dimethy!-
88
5000 44 I\||||/|\||||||||||||||||||
8.20 8.40 8.60 8.80 9.00
m/z 73.00 16.86%
0 2? 60 “ 119
..”qunpu..”.”.uupuquupu.””.u.””.u.nupu.nnpu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
44 88
s e e e S s
8.20 8.40 8.60 8.80 9.00
5000 m/z 42.10 15.88%
0 61 120 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14149: trans-4-Fluoro-I-proline
88 8.20 8.40 8.60 8.80 9.00
m/z 44.10 12_.05%
68
5000
41
0 [ 1 114133
LN L L R R R R LR R RN R RN RRLEN RN LS R} _rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl10.13 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.13 9.27 ng 1514250 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pvridinecarboxvlic acid. 2-pro... 163 C9H9NO2 025635-12-5 47
2 _beta.-(4-Aminophenvl)propionic ... 165 C9H11NO2 002393-17-1 38
3 Propanenitrile. 3-(phenvlamino)- 146 C9H10N2 001075-76-9 25
4 1-Propanone. 1-(3-pvridinvl)- 135 C8HONO 001570-48-5 23
5 (6-tert-Butyl-5-hydroxy-3-triflu... 315 C14H16F3N302 1000297-18-2 23
Abundance Scan 704 (10.133 mir(‘ll)): BF084540.D (-702) (-) m/z 106.10 100.00%
106
164
5000
st 1P '9.80 10.00 10.20 1040
39 133 : : : :
Ol ol 82 .|', 22 N A9 R M LA 1T 0 Tm/z 164.10  52.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31486: 3—Pyridinecarb8><ylic acid, 2-propenyl ester
106
5000 UM AR
78 9.80 10.00 10.20 10.40
41 91 m/z 105.05 34 .39%
0 \ﬂ \M‘ 66 , 91 | 118 144 163
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
106
'9.80 10.00 10.20 1040
5000 m/z 78.05 17.06%
165
14 28 39 52 65 77 93 118
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21288: Propanenitrile, 3-(phenylamino)-
106 9.80 10.00 10.20 10.40
m/z 51.10 9.99%
5000
77 146
51
15 27 3\9 “u 6\5 i 93 Wl 117 A
TTrr[rrrr{rr1irrrrrrrr[{rr1rr[{{irr1r[rrr1r[1rr1rr[rrrr[rrrr[rrrr —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\
Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

Sample : H1140-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl10.43 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.43 36.64 ng 5982500 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-(n-Propvl) S-(2-diethvlaminoet... 267 C11H26N02PS 1000273-61-8 22
2 Methvlphosphonodithioic acid. S.... 326 C13H31N20PS2 092030-06-3 22
3 Phosphonothioic acid. methvl-. S... 267 C11H26NO0O2PS 159939-87-4 22
4 Imidazole. 4-fluoro- 86 C3H3FN2 030086-17-0 22
5 3(2H)-Thiophenone, 2-ethyldihydro- 130 C6H100S 052662-38-1 18
Abundance Scan 730 (10.430 min): BF084540.D (-726) (-) m/z 86.00 100.00%
86
130 177
5000
45 60
3 10.20 10.40 10.60 10.80
0 191 2lrese m/z 130.00 59.41%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98355: 0-(n-Propyl) S-(2-diethylaminoethyl) ethylphosphon...
86
5000 LI SULRLILN BN UL R
99 10.20 10.40 10.60 10.80
42 56 11 m/z 177.00 54.56%
0 R J L 116 135 153166180195208 224238253268
U R LA B R N WL R S B R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
86
©10.20 10.40 10.60 10.80
5000 29 4o m/z 161.95 25.51%
72 9
ol 116 130 166
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98359: Phosphonothioic acid, methyl-, S-(2-diethylaminoet...
86 10.20 10.40 10.60 10.80
m/z 59.95 24 _.14%
5000
99
41 56 71
0 Wb 116 139152166179 194 210224 238 252 266
miz-> 20 40 6|O 8IO 100 120 140 160 180 200 220 240 260 10,20 10.40 10.60 10.80

8270-BF123115.M Tue Jan 19 10:04:45 2016

SYS-DIS-011416
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl10.49 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.49 10.32 ng 1684780 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine 87 C4H9NO 000110-91-8 38
2 N-Thio-valero-morpholine 187 CO9H17NOS 002832-99-7 38
3 6.8-Dioxabicvclol3.2.11octane 114 C6H1002 000280-16-0 38
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 25
5 n-Butyro-morpholine 157 C8H15NO02 005327-51-5 25
Abundance Scan 735 (10.488 min): BF084540.D (-732) (-) m/z 57.10 100.00%
57
5000
4 o & 114 pann e N bnd e~
100 129 143 155 10.20 10.40 10.60 10.80
o —— | ST A7 180196 | o787 10 27.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1835: Morpholine
29 57
87
5000
10.20 10.40 10.60 10.80
42 m/z 56.10 27.25%
oo e |
RN JUL L AL FUELELEL RIS AR BARLALALA S DAL DN BN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 87
10,20 10.40 10.60 10.80
5000 " m/z 114.10 23.11%
30
o 70 115 129 183
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #7050: 6,8-Dioxabicyclo[3.2.1]octane
57 10.20 10.40 10.60 10.80
m/z 86.10 20.64%
5000
4 68
‘ 86 114
o...w...uMLmW,.M.qik..,.”M,....“...,.”.,....“
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80

8270-BF123115.M Tue Jan 19 10:04:46 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5,6,7,8-Tetrahydro-2-methyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.72 8.46 ng 1046370 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.6.7.8-Tetrahvdro-2-methvl-1.4-... 176 C11H1202 000058-26-4 52
2 Furan. 2.2"-methvlenebisl5-methvl- 176 C11H1202 013679-43-1 47
3 4-0Oxv-1.3-dihvdro-benzolelll.41d... 176 C9H8N202 016780-57-7 43
4 4(5H)-0xazolone. 2-amino-5-phenvl- 176 C9H8N202 002152-34-3 43
5 cis-2,4-Dimethoxy-._.beta.-methyl-_._.. 223 C11H13NO4 015804-78-1 42
Abundance Scan 755 (10.716 min): BF084540.D (-752) (-) m/z 176.10 100.00%

176
5000 JA;
161 205 SN2 S

77 91103 117 132 147 || 10.40 10.60 10.80 11.00

S .- SV e A RY AT DUNT N ,.1.9.0.,.|'... -6 "m/z 161.10  26.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39803: 5,6,7,8-Tetrahydro-2-methyl-1,4-naphthoquinone
176
5000 161

10.40 10.60 10.80 11.00
105 133 m/z 162.10 25_.79%

39 91 147
0 .??,?7..\.??.,??..“..&:,.M.%ﬁ? NJ.,JI.JN...H,.... N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
176
43

10.40 10.60 10.80 11.00

5000 m/z 205.10 21.87%
105 5, 161
91 119

ol 15 27 65 79 147

e L B  maa R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40424: 4-Oxy-1,3-dihydro-benzo[e][1,4]diazepin-2-one e AT

176 1040 10. 60 1080 11. 00

m/z 177.10 12 _.53%

5000
132
7 104
160

ur | 146 I

m/z--> 20 40 6 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00

8270-BF123115.M Tue Jan 19 10:04:47 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2(3H)-Benzothiazolone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.75 16.89 ng 2088650 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 96
2 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 35
3 4-Methoxvformanilide 151 C8HI9NO2 023896-88-0 27
4 5-Cvclohexvl-1-pentene 152 C11H20 005729-54-4 25
5 1H-Imidazo[4,5-b]pyridine-2-thiol 151 C6H5N3S 029448-81-5 22

Abundance Scan 758 (10.750 min): BF084540.D (-756) (-) m/z 151.00 100.00%

96 131

5000

10.40 10.60 10.80 11.00

167 182195208 223 240

(o} m/z 96.00 87.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23618: 2(3H)-Benzothiazolone
151
96
123
5000 L L L L L LB L LN B

10.40 10.60 10.80 11.00
m/z 123.00 69.10%

69
14 2\8 \\\4\5\\\57\\ h \82 [l 108 ‘\

ol e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
151
e
10.40 10.60 10.80 11.00
5000 m/z 57.10 46.25%
96
%S 70 122
58 | 82 | 108 | 135
o) MRS o 18 N it Y M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23701: 4-Methoxyformanilide T T T e T
151 10.40 10.60 10.80 11.00
108 m/z 56.10 27 .92%
5000
80 122
152730 5365 | 95 136
S e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 wunknownl11.01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.01 5.89 ng 727609 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(diisopropvlaminoethvldisulfide 320 C16H36N2S2 065332-44-7 42
2 1-Propanamine. N.N-dipropvl- 143 C9H21N 000102-69-2 37
3 1-Hexanamine. N-hexvl- 185 C12H27N 000143-16-8 37
4 Methvlthiophosphonic acid. o-ter... 353 C15H36N0O2PSSi 1000273-24-2 33
5 [2-(Diisopropylamino)ethyl]-(2-m... 221 C10H23NS2 168885-96-9 33
Abundance Scan 781 (11.013 min): BF084540.D (-779) (-) m/z 114.10 100.00%
114
5000 57
70
41 ‘ 86 199
100 | 128, ,.156 10.60 10.80 11.00 11.20 11.40
o....,....,“...-!,....,.l...:....,.!..1,4:?..,.1?.9.1??..|.2]1.1.,2]2]7..2,“.2.. m/z 57.10 46.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #127912: Bis(diisopropylaminoethyl)disulfide
114
5000 70 USRI SRR SRR B
1060 1080 11.00 11.20 11.40
84 m/z 70.00 30.70%
o....,....HH o e e AN -
m/z--> 80 100 120 140 160 180 200 220 240
Abundance
114
10.60 10.80 11.00 11.20 11.40
5000 m/z 199.10 15.08%
30 43 72
o 15 58 8 100 | 128142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46177: 1-Hexanamine, N-hexyl- A e
114 10.60 10.80 11.00 11.20 11.40
m/z 41.10 14.61%
44
5000
30
ol 15 ‘J \‘ 57 70 84 100 | 128140 156170 185
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 10,60 10.80 11.00 11.20 11.40

8270-BF123115.M Tue Jan 19 10:04:49 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.64 6.77 ng 837515 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3.5-bis(1.1-dimeth... 250 C15H2203 001421-49-4 90
2 6.7.8.9-Tetrahvdro-1.2.3-trimeth... 250 C15H2203 1000242-60-6 59
3 Hexobarbital-2(or 4)-methvl deri... 250 C13H18N203 1000123-51-5 59
4 Benzenesulfonamide. 4-amino-N-(3... 299 C15H13N302S 028970-84-5 50
5 1,3-Benzenedicarboxylic acid, 5-... 250 C14H1804 016308-65-9 50
Abundance Scan 836 (11.642 min): BF084540.D (-832) (-) m/z 235.10 100.00%
5000
207 250 TTrrr Trrr[rrrr|yroruoT T
41 57 77 91 115199 175190 11.40 11.60 11.80 12.00
O ettt b et e e b L 298 1 757007.05 24.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88416: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydroxy-
235
5000
11.40 11.60 11.80 12.00
57 250 m/z 236.20 14.72%
41 9 11513 175191 ‘ |
0”' SESS| B— ””\ SN S S —— ”” ””\”” S S ——
m/z--> 20 45 60 80 160 120 140 160 1éo 200 220 240 260 280
Abundance
235
250 e e  ERREUReR
11.40 11.60 11.80 12.00
5000 m/z 250.20 14 .00%
204
oL15 41 65 Ol 115133 161 189 219
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88208: Hexobarbital-2(or 4)-methy! derivative R mmma e
235 11.40 11.60 11.80 12.00
m/z 57.10 11.18%
5000
150165
41 ‘ 107 13 ‘ { 193207 250
0|||||||||‘||‘|‘||||‘||‘|‘|||‘|‘||“l|| llll||||||||||‘||lll|l‘lll TTTT ||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.72 29.44 ng 3639520 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 99
2 2.5-di-tert-Butvl-1.4-benzoauinone 220 C14H2002 002460-77-7 45
3 2.5-Cvclohexadien-1-one. 2.6-bis... 232 C16H240 006738-27-8 42
4 1.3-Pentadiene. 1.l1-diphenvl-. (2)- 220 C17H16 015295-31-5 38
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 38

Abundance Scan 843 (11.722 min): BF084540.D (-840) (-) m/z 57.10 100.00%

205

5000

11.40 11.60 11.80 12.00

0 m/z 205.10 93.13%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104143: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000 LI L L L L LB L L BB |
175 11.40 11.60 11.80 12.00
9 189 m/z 217.15 54.72%
77 109 ‘ ‘ 261
Ouuluu‘.‘l‘ \‘\ Hm ‘\hu U‘\\J‘\agu”\ Ah \H\ h H H ; \H ||‘|||||||‘||2|7|6|||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205 220
177
S ERREEEmmE s
163 11.40 11.60 11.80 12.00
5000 m/z 175.10 53.42%
67 135 49
43 91 4o7121
191
Ol I Tl s e b
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77574: 2,5-Cyclohexadien-1-one, 2,6-bis(1,1-dimethylethyl... AT T
7 11.40 11.60 11.80 12.00

m/z 55.10 50.29%

5000

41 57

77 91 115129 161

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Ethyl 2-isothiocyanatopropi... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.76 10.04 ng 1240730  Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Ethvl 2-isothiocvanatopropionate 159 C6HONO2S 039574-16-8 53

2 Ethoxv-diphenvl-acetic acid 3-di... 385 C23H31NO4 087415-97-2 43
3 5-Diethvlamino-2-pentanol 159 C9H21NO 005412-69-1 43
4 Imidazole. 4-Ffluoro- 86 C3H3FN2 030086-17-0 43
5 Dicyclomine 309 C19H35N02 000077-19-0 38
Abundance Scan 846 (11.756 min): BF084540.D (-844) (-) m/z 86.05 100.00%
36
5000
130
A 6I0 159 183 216 250 11.40 11.60 11.80 12.00
SN, " B 0 VRN NS S AN . — m/z 130.00  31.08%
m/z--> 0 50 100 150 200 250 300 350
Abundance #29086: Ethyl 2-isothiocyanatopropionate
86
5000 29
11.40 11.60 11.80 12.00
60 159 m/z 216.10 15.33%
0 ﬁ""l""l'}y] UELERE UL SN DU SR
m/z--> 0 50 100 150 200 250 300 350
Abundance
86
11.40 11.60 11.80 12.00
5000 m/z 60.00 13.00%
105 211
o 34 98 130152 183 | 235 283 342 384
R N e e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #29178: 5-Diethylamino-2-pentanol
86 11.40 11.60 11.80 12.00
m/z 59.00 12.84%
5000
20 58
0 .J Wl b 114 14\.4\
m/z--> 0 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00

8270-BF123115.M Tue Jan 19 10:04:52 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\

Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

ﬁ?ggle i H1140-01 SYS-DIS-011416
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.87 6.30 ng 779105 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 856 (11.871 min): BF084540.D (-853) (-) m/z 73.00 100.00%
43 3
213 L B B I B
143127171185 196" 007 L 12256 1160 11.80 12.00 12.20
Obrrrprrrr m/z 43.10 92.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 L UL B UL B
nmumnmnm
213 m/z 60.00 92 .50%
m/z--> ﬁo 45 éo 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 ' 11.60 11.80 12.00 12.20
5000 m/z 57.10 76 .35%
129
29 g7 115 171185 214
oL15 I 152 198
mmmmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid B e o e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.05 73.66%
5000 129
- 185 228
01115 | 14325171
0: |||||| \ml} H‘ “|‘|||‘||:|I-|57|||||‘||1|99||25L|3||‘||||||||||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011816\
Data File : BF084540.D

Aca On : 18 Jan 2016 17:24

Operator : SJ/UM

Sample : H1140-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20 Cycloeicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.81 12.88 ng 1464920 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 99
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91

Abundance Scan 1026 (13.814 min): BF084540.D (-1023) (-) m/z 57.10 100.00%
57
83
5000
111
LRI BUREUSI SN AL B
3 l 108 156 13.40 13.60 13.80 14.00 14.20
o dohy L 188206 230 299280302 | “ns7 5510  73.57%
m/z--> 50 100 150 200 250 300
Abundance #106397: Cycloeicosane
55
5000 AR SRR R BRI
29 13. 40 13. 60 13. 80 14. oo 14 20
1l m/z 43.10 72.70%
oL . \\ H\ \‘ “\ | 139 168 106 204 252 280
m/z--> §o 1%0 200 250 360 '
Abundance
57 83
1340 13.60 13.80 14.00 14.20
5000 111 m/z 83.10 67.82%
. 139 167 196 202 266 294 320340
m/z--> §o 160 1%0 260 2éo 300 '
Abundance #121981: 1-Docosene e e e AR
13.40 13.60 13.80 14.00 14.20
. m/z 69.10 61.09%
5000
29
125
o 2 L | ,183 181 308
m/z--> 50 1(')0 150 2(')0 250 3(')0 ! 13. 40 13. 60 13. 80 14. 00 14 20

8270-BF123115.M Tue Jan 19 10:04:55 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011816\

Data File : BF084540.D

Acq On : 18 Jan 2016 17:24 Instrument :
Operator : SJ/UM Eﬁgiéam|em-
3?22'6 i H1140-01 SYS.DIS.011416
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 4.96 14.0 ng 1279810 1 6.80 1827810 20.0
Ethane, 1,1"-oxyb... 6.16 5.4 ng 497077 1 6.80 1827810 20.0
unknown6 .57 6.57 23.4 ng 2135380 1 6.80 1827810 20.0
Butane, l-isothio... 6.61 5.8 ng 532664 1 6.80 1827810 20.0
unknown? .48 7.48 57.3 ng 7340820 2 8.08 2563150 20.0
1-Piperidinecarbo. .. 7.74 6.9 ng 880557 2 8.08 2563150 20.0
unknown8.61 8.61 12.4 ng 1595660 2 8.08 2563150 20.0
unknown10.13 10.13 9.3 ng 1514250 3 9.84 3265380 20.0
unknown10.43 10.43 36.6 ng 5982500 3 9.84 3265380 20.0
unknown10.49 10.49 10.3 ng 1684780 3 9.84 3265380 20.0
5,6,7,8-Tetrahydr... 10.72 8.5 ng 1046370 4 11.32 2472630 20.0
2(3H)-Benzothiazo... 10.75 16.9 ng 2088650 4 11.32 2472630 20.0
unknownl1l.01 11.01 5.9 ng 727609 4 11.32 2472630 20.0
Benzoic acid, 3,5... 11.64 6.8 ng 837515 4 11.32 2472630 20.0
7,9-Di-tert-butyl._.. 11.72 29.4 ng 3639520 4 11.32 2472630 20.0
Ethyl 2-isothiocy... 11.76 10.0 ng 1240730 4 11.32 2472630 20.0
n-Hexadecanoic acid 11.87 6.3 ng 779105 4 11.32 2472630 20.0
Cycloeicosane 13.81 12.9 ng 1464920 5 13.95 2275440 20.0
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