LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22Ie - 1515302 AOU2-MW3-100716

ALS Vial : 10 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-BF101116.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 4.771 211 213 232 rBV 856045 1417648 19.83% 2.420%
2 5.137 243 245 255 rBV 275806 373266 5.22% 0.637%
3 5.423 267 270 273 rBV 183832 497773 6.96% 0.850%
4 5.583 282 284 290 rBV 722399 1340160 18.75% 2.288%
5 5.663 290 291 300 rVB 270984 384587 5.38% 0.657%
6 6.177 332 336 342 rBV 57569 199712 2.79% 0.341%
7 6.497 358 364 367 rBV2 109489 274483 3.84% 0.469%
8 6.589 370 372 381 rVV2 601549 1385575 19.38% 2.365%
9 6.714 381 383 394 rVV 2225096 3159044 44.19% 5.393%
10 6.943 401 403 414 rvVB 942925 1329718 18.60% 2.270%

11 7.103 414 417 425 rBV 4191218 4847650 67.82% 8.276%
12 7.206 425 426 430 rVB2 44503 73132 1.02% 0.125%
13 7.366 437 440 445 rBvY 321753 745586 10.43% 1.273%
14 7.514 450 453 455 rBV 3082865 3738021 52.29% 6.381%
15 7.629 461 463 468 rVB 180486 207830 2.91% 0.355%

16 8.109 503 505 506 rBvV 62628 80143 1.12% 0.137%
17 8.143 506 508 511 rvv 96807 124627 1.74% 0.213%
18 8.200 511 513 514 rvv2 64654 76460 1.07% 0.131%

19 8.235 514 516 521 rVvv2 1811753 3229651 45.18% 5.513%
20 8.303 521 522 528 rVB3 169646 310766 4 _35% 0.531%

21 8.497 533 539 545 rBvV2 30950 105031 1.47% 0.179%
22 8.829 565 568 570 rBV 1179493 1334513 18.67% 2.278%
23 8.955 576 579 582 rBV 114212 160610 2.25% 0.274%
24 9.046 585 587 591 rvB3 165985 212278 2.97% 0.362%
25 9.309 607 610 613 rBVY 5285885 7148129 100.00% 12.203%

26 9.423 617 620 623 rvB2 106017 178339 2.49% 0.304%
27 9.572 630 633 638 rBv4 103768 280765 3.93% 0.479%
28 9.652 638 640 643 rvv2 101481 204517 2.86% 0.349%
29 9.709 643 645 646 rvVv 79069 99423 1.39% 0.170%
30 9.766 648 650 654 rvB 68099 85384 1.19% 0.146%

31 9.995 667 670 671 rBV 2037520 2181548 30.52% 3.724%
32 10.029 671 673 675 rVB 167416 232577 3.25% 0.397%
33 10.200 685 688 690 rBvV 719347 802468 11.23% 1.370%
34 10.303 694 697 702 rVB3 56837 153053 2.14% 0.261%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22Ie - 1515302 AOU2-MW3-100716

ALS Vial : 10 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-BF101116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.418 702 707 709 rvVB3 53890 93231 1.30% 0.159%

36 10.543 715 718 720 rVB 3045377 2838031 39.70% 4._.845%
37 10.692 729 731 736 rVB2 83030 132928 1.86% 0.227%
38 10.783 736 739 742 rBV 3128475 3133339 43.83% 5.349%
39 10.909 747 750 753 rvB2 231760 294986 4._.13% 0.504%
40 11.092 762 766 767 rBvV2 73251 132354 1.85% 0.226%

41 11.286 780 783 785 rBvV2 43786 85497 1.20% 0.146%
42 11.343 785 788 789 rvv2 55523 76026 1.06% 0.130%
43 11.378 789 791 797 rVB2 110345 167914 2.35% 0.287%
44 11.481 797 800 801 rBV 2283162 2133875 29.85% 3.643%
45 11.549 804 806 808 rvB2 99758 156669 2.19% 0.267%

46 11.709 817 820 824 rBV2 143546 216199 3.02% 0.369%
47 12.006 845 846 849 rBvV2 81943 92142 1.29% 0.157%
48 12.098 852 854 857 rvB 57776 91940 1.29% 0.157%
49 12.692 905 906 909 rBV 113388 135141 1.89% 0.231%
50 12.921 924 926 934 rVB2 106570 174204 2.44% 0.297%

51 13.069 936 939 942 rBV 6826592 6856845 95.93% 11.706%

52 13.961 1015 1017 1020 rBV 67800 78471 1.10% 0.134%
53 14.121 1028 1031 1038 rVB 2145791 2066213 28.91% 3.527%
54 14.990 1105 1107 1113 rVB 41214 78681 1.10% 0.134%

55 15.435 1143 1146 1148 rBV 66395 105197 1.47% 0.180%
56 15.595 1157 1160 1163 rBV 1125000 1466764 20.52% 2.504%
57 15.938 1186 1190 1195 rVB 98454 180811 2.53% 0.309%
58 16.533 1238 1242 1250 rVB 100636 246393 3.45% 0.421%
59 17.264 1301 1306 1316 rVB 86830 249679 3.49% 0.426%
60 18.144 1378 1383 1392 rVB 57280 202020 2.83% 0.345%

61 19.241 1475 1479 1485 rVB3 29627 117762 1.65% 0.201%

Sum of corrected areas: 58577779
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10

Operator : UM/SJ

ﬁ?ggle i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090535.D

6000000

5000000
7.10
4000000
7.51
3000000
6.71
2000000

1000000 4.77 5.58 6.50 6.94

514 545 [5.66 7.37|| 7 63
o A\ i 6.18 6.5 7.21

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF090535.D

1307

6000000
9.31

5000000

4000000

10.54 10.78
3000000
9.99 11.48
2000000{ 8.23 i

8.83
1000000 10.20
ERA0 5 50 8.9505 ||9.42.9m517 10.03 10.80.42| 10.69'0,%41 0011631 56171 1210110

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF090535.D

6000000

5000000

4000000

3000000

14.12
2000000

15.60
1000000

13.96 14.99 15.44 /\ 15.94 16.53 17.26 18.14 19.24

0 R e o e e B e R L I e b B e

T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10

Operator : UM/SJ

ﬁ?ggle i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 Pyridine, 2-methyl- Concentration Rank 3

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

4.77 21.32 ng 1417650 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 2-methvl- 93 C6H7N 000109-06-8 95
2 Pvridine. 4-methvl- 93 C6H7N 000108-89-4 91
3 Pvridine. 3-methvl- 93 C6H7N 000108-99-6 91
4 Aniline 93 C6H7N 000062-53-3 90
5 2-Pyridineacetic acid 137 C7H7NO2 013115-43-0 64

Abundance Scan 213 (4.771 min): BF090535.D (-211) (-) m/z 93.10 100.00%
9B
5000 66 /L
78 EARABENARSENRERESREARN
9 4 g | & | 440 460 480 500 5.20
0l et A8l WML L 87 My Tm/z 66.10  44.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2498: Pyridine, 2-methyl-
93
66
5000 LR A R L
4.40 4.60 4.80 5.00 5.20
39 51 78 m/z 92.10 25.51%
ot Z L oel el | e |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
93
440 460 480 500 5.20
5000 o6 m/z 78.10 17.95%
39
o 15 28 45 21 61 8 g7
miz--> 10 20 3 40 50 60 70 80 90 100
Abundance #2509: Pyridine, 3-methyl- R EEREEEEEEE s
93 4.40 4.60 4.80 5.00 5.20
m/z 65.10 17.51%
5000 66
39
2r |l o 61\‘\ 8 \
e S A L S L L S U SR I W LR AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10

Operator : UM/SJ

ﬁ?ggle i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.14 5.61 ng 373266 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 50
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 245 (5.137 min): BF090535.D (-243) (-) m/z 43.05 100.00%
43
59
5000
101 A
83 4.80 5.00 5.20 5.40
b o 3L 6 S %8 m/z 59.10 67.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS SRR NN AR
4.80 5.00 5.20 5.40
59 m/z 101.10 24.28%
0 21 37, 53 ‘ 67 778 o O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
4.80 5.00 5.20 5.40
5000 m/z 58.10 18.47%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine
3 50 4.80 5.00 5.20 5.40
m/z 41.10 8.79%
5000 18
28
0"'ﬁ%”'w'““$"'ﬁ"'w"'P"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10

Operator : UM/SJ

ﬁ?ggle i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Pyridine, 3-methyl- Concentration Rank 5

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

5.42 7.49 ng 497773 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 3-methvl- 93 C6H7N 000108-99-6 95
2 Pvridine. 4-methvl- 93 C6H7N 000108-89-4 90
3 Pvridine. 2-methvl- 93 C6H7N 000109-06-8 87
4 Aniline 93 C6H7N 000062-53-3 86
5 Silanediamine, 1,1-dimethyl-N,N"___. 242 C14H18N2Si 013435-09-1 86

Abundance Scan 270 (5.423 min): BF090535.D (-267) (-) m/z 93.10 100.00%
9B
5000 66
51 78 106 007 5.00 5.20 5.40 5.60 5.80
o b e 2 | m/z 91.10  41.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2500: Pyridine, 3-methyl-
93
5000 66 SRR AR AR R
39 5.00 520 5.40 5.60 5.80
m/z 66.10 39.95%
15 27 ‘“‘ >t mh 8 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
93
5.00 520 540 5.60 5.80
5000 66 m/z 92.10 35.49%
40
5 28 L 78
G R I I I I WL B L S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2498: Pyridine, 2-methyl-
] 5.00 520 540 5.60 5.80
m/z 65.10 32.85%
66
5000
39 51 78
0"}?|?YHM'JM'Nh'ﬂl'“Ml'"w""l“"l"“l""w"' [Tt T
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10

Operator : UM/SJ

ﬁ?ggle i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Pyridine, 2,6-dimethyl- Concentration Rank 6

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

5.66 5.78 ng 384587 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 2.6-dimethvl- 107 C7HON 000108-48-5 94
2 Pvridine. 2.3-dimethvl- 107 C7HON 000583-61-9 64
3 Pvridine. 2.4-dimethvl- 107 C7HON 000108-47-4 49
4 Pvridine. 3.5-dimethvl- 107 C7HON 000591-22-0 47
5 Pyridine, 2,5-dimethyl- 107 C7HON 000589-93-5 35

Abundance Scan 291 (5.663 min): BF090535.D (-290) (-) o m/z 107.05 100.00%
107
5000 \\_
66 /
% | 19 540 560 580 6.00
51
o O YRR il GOJ 73'H.?§,I”.,”.!“... m/z 106.10 39.85%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5196: Pyridine, 2,6-dimethyl-
107
5000 .

540 5.60 5.80 6.00
39 66 92 m/z 66.05 27.01%

27 il 5}\ \“\ \7‘9\ ‘ ‘

S R U S L S UL UL IS S I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance

107

5.40 5.60 5.80 6.00

5000 m/z 65.05 19.94%
39 66 79 92
oL 15 2 5l 57 73 99
L o o o o o o O LR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5201: Pyridine, 2,4-dimethyl-
107 5.40 5.60 5.80 6.00

m/z 92.05 18.20%

5000
79
39 92
28 s |
0 15 iy \‘\ M‘ ‘\‘ |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10

Operator : UM/SJ

ﬁ?ggle i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Pyridine, 3,4-dimethyl- Concentration Rank 11

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

6.18 3.00 ng 199712 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 3.4-dimethvl- 107 C7HON 000583-58-4 97
2 Pvridine. 2.5-dimethvl- 107 C7HON 000589-93-5 94
3 Pvridine. 3.5-dimethvl- 107 C7HON 000591-22-0 91
4 Pvridine. 2.4-dimethvl- 107 C7HON 000108-47-4 87
5 Pyridine, 2,3-dimethyl- 107 C7HON 000583-61-9 87

Abundance Scan 336 (6.177 min): BF090535.D (-332) (-) m/z 107.10 100.00%
107
5000
79
¥ 5 Gf = |‘ o 12 580 6.00 6.20 6.40 6.60
Obrr e et it el 88 L m/z 106.10  58.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5186: Pyridine, 3,4-dimethyl-
107
5000
79 5.80 6.00 6.20 6.40 6.60
39 92 m/z 79.10 30.23%
oL 15 27 a5 58 & 73\‘ 86 |
mz-> 10 20 3 40 50 8 70 80 90 100 110
Abundance
107
5.80 6.00 6.20 6.40 6.60
5000 m/z 92.05 16.26%
79
o 39 45 51 5g 66 73 | g 2
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5185: Pyridine, 3,5—dimethy|— LI L L L L L BB
107 5.80 6.00 6.20 6.40 6.60
m/z 77.10 14 .39%
5000
79
a9 ‘ 92
o a5 2 e se B 7 ‘
m/z--> 10 20 30 4'0 50 60 70 8 90 100 110 580 6.00 6.0 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10

Operator : UM/SJ

ﬁ?ggle i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 2-Cyclopenten-1-one, 3-methyl- Concentration Rank 8

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

6.50 4.13 ng 274483 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 3-methvl- 96 C6H80 002758-18-1 74
2 2.4-Dimethvilfuran 96 C6HB80 003710-43-8 68
3 Furan. 2.5-dimethvl- 96 C6H80 000625-86-5 52
4 Bicvclol2.1.01pentane 68 C5H8 000185-94-4 49
5 1,3-Butadiene, 2-methyl- 68 C5H8 000078-79-5 43

Abundance Scan 364 (6.497 min): BF090535.D (-358) (-) m/z 96.10 100.00%
96 105
67
5000 53
81
39 120
6.20 6.40 6.60 6.80
0..,....,....,...'!,“' . |||.| .|||||74||I 8% ||'|'I‘!'|"""|""'|" m/z 105.10 90.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2821: 2-Cyclopenten-1-one, 3-methyl-
96
5000 67
53 81 6.20 6.40 6.60 6.80
m/z 67.10 65.76%
7 |
0"w%al“ﬂﬁ'“'m'“ﬁ'“|“'h7ﬂw'“'"h"“l“'w'“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
67 96
4 53 6.20 6.40 6.60 6.80
5000 m/z 53.10 47 .97%
28 81
89
G A AR AR RS AR AR RAARS RN RARAS RN BAR) SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2805: Furan, 2,5—dimethy|— T '/'T' L L L B B
96 6.20 6.40 6.60 6.80
43 m/z 81.10 38.32%
5000 53
81
27
o | 365 4l 60 ﬁ7 74 88 |
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80

8270-BF101116-M Thu Oct 13 13:45:51 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10

Operator : UM/SJ

ﬁ?ggle i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 unknown6.71 Concentration Rank 2

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

6.71 47 .51 ng 3159040 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Benzeneethanamine. .alpha.-methy... 223 C16H17N 002980-02-1 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 383 (6.714 min): BF090535.D (-381) (-) m/z 132.00 100.00%
5000 68 \
40 54 %6 6.40 6.60 6.80 7.00
ol {2 120 m/z 68.05 46.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
31 ‘ m/z 134.00 32.50%
0...,..‘..”‘,l.H.,.l..‘,....,....,..‘. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.10 27 .39%
104
ol 14 27 39 51 77 89 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80338: Benzeneethanamine, .alpha.-methyl-N-(phenylmethylene)
132 6.40 6.60 6.80 7.00
m/z 69.10 17.94%
5000
1 105
o 39 51 65 /7 | | 117 | 145 165178 208 223
m/z--> 20 Jo 65 éo 160 150 140 160 180 200 220 6.40 6.60 6.80 7.00

8270-BF101116.-M Thu Oct 13 13:45:52 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10

Operator : UM/SJ

ﬁ?ggle i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 4

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

8.83 8.26 ng 1334510 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 96
2 Stvrene 104 C8HS8 000100-42-5 90
3 Isoaquinoline. 1.2.3.4-tetrahvdro- 133 C9H11N 000091-21-4 64
4 1.3.5.7-Cvclooctatetraene 104 C8HS8 000629-20-9 60
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 59

Abundance Scan 568 (8.829 min): BF090535.D (-565) (-) m/z 132.00 100.00%
104 132
5000 -8
e 8.40 8.60 8.80 9.00 9.20
39 89 : : : : :
ol berredrrrr e e e oot | m/z 104.10  89.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14542: 1H-Inden-1-one, 2,3-dihydro-
104 132
5000 [T T kr-- R A
78 8.40 8.60 8.80 9.00 9.20
51 m/z 103.10 49 _55%
ol 15 27 % ® oL us |
iz 10 20 % 45 50 80 76 80 96 100 140 120 130 140 1% 16
Abundance
104
8.40 8.60 8.80 9.00 9.20
5000 78 m/z 78.10 36 .43%
51
oL 15 27 39 63 89
LAY AR RS AR AN AR NLALE RAARA RLARN UAAAN RALAN LARAN AR RALAN RARAS LARLEY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14793: Isoquinoline, 1,2,3,4-tetrahydro-
104 132 8.40 8.60 8.80 9.00 9.20

m/z 77.05 27.07%

5000
78
‘8 3\‘9 “\ \‘ H\‘ | 0 “ ‘\ 122 M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 840 8.60 880 900 9.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10

Operator : UM/SJ

ﬁ?ggle i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 Naphthalene, 2,6-dimethyl- Concentration Rank 14

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

9.57 2.57 ng 280765 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 92
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 92
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 92
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 84
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 78

Abundance Scan 633 (9.572 min): BF090535.D (-630) (-) m/z 156.10 100.00%
117 156
5000
9.20 9.40 9.60 9.80
o m/z 117.05 91.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141
5000
9.20 9.40 9.60 9.80
o 63 77 115 108 m/z 146.10 78 .15%
— |1|5| IZZI I3\|9I Iw\l : I“l ""‘H‘l |8|9| |1|O|2| I‘I | |“l‘| I‘I‘I : \H\‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance
156
920 940 9.60 9.80
5000 141 m/z 141.10 68 .48%
o7 39 51 63 /7 g0 10p 115 128
O S e e T 2 o o o e e B A e e S PO
miz--> 20 40 60 80 100 120 140 160
Abundance #28495: Naphthalene, 1,3-dimethyl-
156 9.20 9.40 9.60 9.80
141 m/z 118.10 49 _95%
5000
115 128
27 39 51 63 76
o Y NN Y ... =3 1 el el
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80

8270-BF101116-M Thu Oct 13 13:45:55 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10

Operator : UM/SJ

ﬁ?ggle i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 1(2H)-Acenaphthylenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.91 2.76 ng 294986 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthvlenone 168 C12H80 002235-15-6 95
2 1H-Inden-1-one. 4.7-difluoro-2.3... 168 C9H6F20 130408-16-1 53
3 Cvclobutaldelnaphthalene 140 C11H8 024973-91-9 52
4 Dibenzofuran 168 C12H80 000132-64-9 52
5 Benzaldehyde, 4-fluoro-3-hydroxy- 140 C7H5F02 103438-85-3 49
Abundance Scan 750 (10.909 min): BF090535.D (-747) (-) m/z 140.10 100.00%
140 168
5000
57 6 113 10,60 10.80 11.00 11.20
43 87 151
O .78 S % itz I Wl 184 0 s 168.00  92.96%
m/z--> 20 40 100 120 140 160 180
Abundance #36885. 1(2H)-Acenaphthylenone
140 168
5000 AR TUNLARLAN SR IUARAR
10,60 10.80 11.00 1120
69 m/z 139.00 80.86%
0 IIIII‘:']'IISRII\‘I I‘U|78\% 98..1?‘-‘3.]]2.2...”"....|.‘..luuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
140 168
10.60 10.80 11.00 11.20
5000 m/z 169.00 15.12%
119
27 39 50 63 74 87 99 19 149
mz-> 20 40 60 80 100 120 140 160 180
Abundance #18083: Cyclobuta[de]naphthalene
140 10.60 10.80 11.00 11.20
m/z 141.00 11.93%
5000
63 84 113
o S | g o g
m/z--> 20 40 60 80 100 120 140 160 180 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10

Operator : UM/SJ

ﬁ?ggle i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 5H-Indeno[l,2-b]pyridine Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.71 2.03 ng 216199 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indenol1l.2-blpvridine 167 C12H9N 000244-99-5 95
2 Carbazole 167 C12H9N 000086-74-8 87
3 9H-Carbazole. 9-nitroso- 196 C12H8N20 002788-23-0 87
4 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 83
5 D-Galactitol, 2-(acetylmethylami... 363 C16H29N0O8 074410-42-7 80
Abundance Scan 820 (11.709 min): BF090535.D (-817) (-) m/z 167.10 100.00%
167
5000 S
83 139
69 113 11.40 11.60 11.80 12.00
o %9 [, 20110 126 ) 153 :|! 288 "m/z 166.00 22.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35952: 5H-Indeno[1,2-b]pyridine
167
5000 w
11.40 11.60 11.80 12.00
139 m/z 168.00 14 _.46%
ol 14 27 39 51 69 ?F 98 113 127 | 151 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
167
11.40 11.60 11.80 12.00
5000 m/z 139.00 12 .99%
84 139
o 28 39 50 63 74 98 113 157
miz--> 20 40 60 80 100 120 140 160 180
Abundance #58142: 9H-Carbazole, 9-nitroso- R S
167 11.40 11.60 11.80 12.00
m/z 83.60 12 .46%
139
0 28 39 51 69 87 g9 113 128 ‘
m/z--> 20 4 60 80 100 120 140 160 180 11:40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\

Data File : BF090535.D

Aca On : 12 Oct 2016 15:10

Operator : UM/SJ

ﬁ?ggle i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 Cyclononasiloxane, octadeca... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.47 ng 180811 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si19 000556-71-8 91
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 86
3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 83
4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 50
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 38
Abundance Scan 1190 (15.938 min): BF090535.D (-1186) (-) m/z 73.10 100.00%
& 147 221
5000 281 o
S NI UL UM BN I
503 15.60 15.80 16.00 16.20
oz s laesl| gl S8y 221,10 79.05H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73 147 221 429
355
5000 281 R RAA PR AR
15,60 15.80 16.00 16.20
‘ ars m/z 147 .05 79.01%
AN NN N 8 Y N SN S .-
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
B &
15,60 15.80 16.00 16.20
5000 281 m/z 281.00 42 .90%
443
o 36 189
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl- R
221 15.60 15.80 16.00 16.20
m/z 355.10 36.29%
73
5000 147 081
341
0 100 | 189, | || 397429 517
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101216\

Data File : BF090535.D

Acg On : 12 Oct 2016 15:10

Operator : UM/SJ

3?22'6 i H5153-02 AOU2-MW3-100716
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Pyridine, 2-methyl- 4.77 21.3 ng 1417650 1 6.94 1329720 20.0
2-Pentanone, 4-hy... 5.14 5.6 ng 373266 1 6.94 1329720 20.0
Pyridine, 3-methyl- 5.42 7.5 ng 497773 1 6.94 1329720 20.0
Pyridine, 2,6-dim... 5.66 5.8 ng 384587 1 6.94 1329720 20.0
Pyridine, 3,4-dim... 6.18 3.0 ng 199712 1 6.94 1329720 20.0
2-Cyclopenten-1-o0... 6.50 4.1 ng 274483 1 6.94 1329720 20.0
unknown6.71 6.71 47.5 ng 3159040 1 6.94 1329720 20.0
1H-Inden-1-one, 2... 8.83 8.3 ng 1334510 2 8.23 3229650 20.0
Naphthalene, 2,6-... 9.57 2.6 ng 280765 3 9.99 2181550 20.0
1(2H)-Acenaphthyl ... 10.91 2.8 ng 294986 4 11.48 2133880 20.0
5H-Indeno[1,2-b]p-.. 11.71 2.0 ng 216199 4 11.48 2133880 20.0
Cyclononasiloxane... 15.94 2.5 ng 180811 6 15.60 1466760 20.0
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