LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101216\
Data File : BF090536.D
Aca On : 12 Oct 2016 15:37 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H5153-03 AOU2-MW3T-100716
ALS Vial : 11 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

3.468 97 99 115 rBV5 18985 97546 1.48% 0.164%
4._.406 179 181 184 rBV 40811 67656 1.02% 0.114%
186 197 rVB 40326 70391 1.07% 0.118%
4.771 211 213 233 rBV 1327052 2299141 34.80% 3.860%
5.137 243 245 255 rBV 458895 593945 8.99% 0.997%

abrwWNPEF
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D
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w
=
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N

5.411 266 269 278 rBv3 238740 924469 13.99% 1.552%
5.583 282 284 290 rvVv 755702 1413517 21.39%% 2.373%
291 300 rVvB 317325 517859 7.84% 0.869%
6.177 332 336 342 rBV 77054 268360 4._.06% 0.451%
6.314 342 348 358 rvVB6 31500 155374 2.35% 0.261%

(@R {cNec R NNe))
()]
(o))
(9}
w
N
O
o

11 6.497 358 364 367 rBv2 129667 335800 5.08% 0.564%
12 6.589 370 372 381 rvv2 655136 1433673 21.70% 2.407%
13 6.714 381 383 394 rVV 2091826 3173084 48.03% 5.327%
14 6.943 401 403 414 rVB 840713 1276406 19.32% 2.143%
15 7.103 414 417 425 rBV 4128847 4860102 73.56% 8.159%

16 7.206 425 426 430 rVB2 46275 84166 1.27% 0.141%
17 7.366 437 440 445 rBvY 307445 704633 10.66% 1.183%
18 7.514 450 453 455 rBV 2719868 3262523 49.38% 5.477%
19 7.629 461 463 469 rVB 268050 288428 4._.37% 0.484%

20 8.029 496 498 503 rVB2 60193 84354 1.28% 0.142%
21 8.109 503 505 506 rBvV 74608 83760 1.27% 0.141%
22 8.143 506 508 510 rVvB 88406 105937 1.60% 0.178%
23 8.200 510 513 514 rBV 71422 82161 1.24% 0.138%

24 8.257 514 518 521 rVvVv2 1821278 3647274 55.20% 6.123%
25 8.303 521 522 529 rvv3 178718 350709 5.31% 0.589%

26 8.497 533 539 545 rBvV2 43375 122048 1.85% 0.205%
27 8.829 565 568 573 rBV 1093724 1268795 19.20% 2.130%
28 8.955 576 579 582 rvVv 174067 246589 3.73% 0.414%
29 9.046 585 587 591 rVvB2 234219 291048 4.41% 0.489%
30 9.309 607 610 613 rBV 4727775 6575323 99.52% 11.039%%

31 9.412 617 619 623 rvB2 107338 182615 2.76% 0.307%
32 9.572 630 633 638 rBv5 107422 283347 4._.29% 0.476%
33 9.652 638 640 643 rvv2 110155 221256 3.35% 0.371%
34 9.709 643 645 647 rvV 80988 107615 1.63% 0.181%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101216\
Data File : BF090536.D
Aca On : 12 Oct 2016 15:37 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H5153-03 AOU2-MW3T-100716
ALS Vial : 11 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 9.766 648 650 655 rvB 72941 86232 1.31% 0.145%
36 9.846 655 657 660 rBvV 57857 94352 1.43% 0.158%

37 9.995 667 670 671 rBVY 1884831 1969352 29.81% 3.306%
38 10.029 671 673 675 rvv2 190415 265454 4.02% 0.446%
39 10.120 677 681 682 rBvV 54244 88793 1.34% 0.149%
40 10.200 685 688 690 rBvV 757370 871146 13.19% 1.462%

41 10.418 702 707 709 rBV3 63978 103272 1.56% 0.173%
42 10.543 715 718 720 rBV 3393792 3216566 48.68% 5.400%
43 10.692 730 731 736 rVB2 92667 138823 2.10% 0.233%
44 10.783 736 739 742 rBV 3013499 3029806 45.86% 5.086%
45 10.909 746 750 754 rVB2 247221 339959 5.15% 0.571%

46 11.092 762 766 767 rBvV2 80582 145562 2.20% 0.244%
47 11.286 780 783 785 rBvV2 58078 106121 1.61% 0.178%
48 11.378 789 791 797 rVB 132405 189029 2.86% 0.317%
49 11.480 797 800 801 rBV 2230595 2138487 32.37% 3.590%
50 11.549 804 806 808 rvB2 118710 186875 2.83% 0.314%

51 11.709 817 820 824 rBv2 151863 236141 3.57% 0.396%
52 12.006 845 846 849 rBV3 76197 86985 1.32% 0.146%
53 12.098 852 854 857 rvB2 72509 111093 1.68% 0.187%
54 12.692 905 906 909 rVvB 169316 181235 2.74% 0.304%
55 12.921 923 926 933 rVB2 147827 229759 3.48% 0.386%

56 13.069 936 939 942 rBV 6685950 6606988 100.00% 11.092%
57 13.961 1015 1017 1020 rBVZ2 71725 71523 1.08% 0.120%
58 14.121 1028 1031 1037 rVB 2029736 1995119 30.20% 3.349%
59 15.161 1119 1122 1127 rVB 68106 146657 2.22% 0.246%
60 15.595 1157 1160 1163 rBV 1006854 1307836 19.79% 2.196%

61 16.532 1239 1242 1250 rVB3 25136 74847 1.13% 0.126%
62 17.252 1302 1305 1312 rVB3 22460 67991 1.03% 0.114%
Sum of corrected areas: 59565907
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101216\
Data File : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

Sample : H5153-03

Misc :

ALS Vial : 11 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:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

AOU2-MW3T-100716

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF090536.D

7.10

6.71

7.51

(e
Time-->

5.00 5.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

8.26

30g 50

TIC: BF090536.D

9.31

10.54
10.78

11.48
9.99

8.83

10.20
5805 |loamsmoveddh 104 109819 b 0anpl

12.6912.92

0
Time-->

12.50 13.0

11.50

8.50

9.00 10.00 10.50 11.00 12.00

0 13.50

Abundance

6000000

5000000

4000000

3000000

1

2000000

1000000

13.96

TIC: BF090536.D

4.12

15.60

15.16 / \

16.53 17.25

0
Time-->

™1
14.00

18.00 18.50

17.00 17.50

14.50

15.00 15.50 16.00 16.50

19.00
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Library Search Compound Report

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

Data File : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

ﬁ?ggle i H5153-03 AOU2-MW3T-100716
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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 36.03 ng 2299140 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 Aniline 93 C6H7N 000062-53-3 86
4 Pvridine. 3-methvl- 93 C6H7N 000108-99-6 70
5 1H-Pyrazole-4-carbonitrile 93 C4H3N3 031108-57-3 64

Abundance Scan 213 (4.771 min): BF090536.D (-211) (-) m/z 93.10 100.00%
9B
5000 66 ﬂ\\‘
78 A SRABENARSENREAESREARN
3|9 " 5|1 o0, || | e 440 460 480 500 5.20
O e I L B B m/z 66.10 45.28%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #2498: Pyridine, 2-methyl-
93
66
5000 AR A R L
4.40 4.60 4.80 5.00 5.20
39 51 78 m/z 92.10 25.82%
0 ...,....,.??.,..?Z,...whu...l‘%..??ﬁjﬂ.,....,..??,.l..,..
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
93
440 460 480 500 520
5000 o m/z 78.10 18.24%
39
o 15 28 45 1 6o 8 g7
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2493: Aniline LA LI L L LB L L B
93 4.40 4.60 4.80 5.00 5.20
m/z 65.10 18.15%
5000
66
I A\M
o2 a5 % | 4% e | 78 8 |
miz--> 0 10 20 30 40 50 60 70 8 90 100 440 460 480 500 520
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Library Search Compound Report

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

Data File : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

ﬁ?ggle i H5153-03 AOU2-MW3T-100716
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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 5

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

5.14 9.31 ng 593945 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Guanidine 59 CH5N3 000113-00-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 245 (5.137 min): BF090536.D (-243) (-) m/z 43.10 100.00%
43
59
5000
i PN
83 : : : :
0.,....','-...-.'|,.‘.39.,-....-,....,....,....,....,....,2.0.7.. m/z 59.10 65.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L AL L LU
59 480 500 520 540
m/z 101.10 22 .40%
31 ‘ g3 101
N S B I B W I I R W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
4.80 5.00 5.20 5.40
5000 M m/z 58.10 18.12%
0 69 126 142
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #258: Guanidine
43 59 4.80 5.00 5.20 5.40
m/z 41.10 8.44%
5000
28
0'|w“'ﬂ“'”i""|”"|"'w""|'”'|""w"'|"”
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

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

Data File : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

ﬁ?ggle i H5153-03 AOU2-MW3T-100716
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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 4

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

5.41 14.49 ng 924469 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 3-methvl- 93 C6H7N 000108-99-6 96
2 Pvridine. 4-methvl- 93 C6H7N 000108-89-4 91
3 Pvridine. 2-methvl- 93 C6H7N 000109-06-8 91
4 Aniline 93 C6H7N 000062-53-3 87
5 2-Pyridineacetic acid 137 C7H7NO2 013115-43-0 83

Abundance Scan 269 (5.411 min): BF090536.D (-266) (-) m/z 93.10 100.00%
9B
5000 66 k
39 INARARRAREE RS LR
51 78 \u 106 007 5.00 520 5.40 5.60 5.80
o L e A o i o SRS E m/z 66.05 38.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2500: Pyridine, 3-methyl-
93
5000 66 DR AR AR AR AR
39 5.00 520 5.40 5.60 5.80
m/z 92.05 32.78%
15 27 ‘“‘ >t mh 8 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
93
5.00 520 5.40 5.60 5.80
5000 39 66 m/z 65.10 30.77%
15 28 o1 78
G S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2498: Pyridine, 2-methyl- A Raman e
93 5.00 520 5.40 5.60 5.80
m/z 91.10 21.49%
66
5000
39 51 78
0...1.5|.2‘.7..“=..‘h‘.[“l“...‘l...‘.|....|....|....|....|....|....
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 : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

Sample : H5153-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 4 Pyridine, 2,6-dimethyl- Concentration Rank 6

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

5.66 8.11 ng 517859 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 91
3 6-Amino-6-methvifulvene 107 C7HON 000694-74-6 64
4 Pvridine. 2.5-dimethvl- 107 C7HON 000589-93-5 49
5 Pyridine, 3,5-dimethyl- 107 C7HON 000591-22-0 38

Abundance Scan 291 (5.663 min): BF090536.D (-290) (-) m/z 107.10 100.00%
167
5000
66
39 79 92 L L e L
51 o | 7 540 5.60 5.80 6.00
Ol Sl 7 L Tm/z 106.10 0 41.42%
m/z--> 20 30 40 50 60 70 8 90 100 110
Abundance #5196: Pyridine, 2,6-dimethyl-
107
5000 RS AR AR ----u---
540 560 5.80 6.00
39 66 92 m/z 66.10 31.55%
27 (RENN] ol i \7‘9 |
S i S S S S S S WL I
m/z--> 20 30 40 50 70 90 100 110
Abundance
107
540 5.60 5.80 6.00
5000 m/z 65.10 23 .44%
39
66 79 92
o 4 °! 56 61 74 87 99
L AU FURLELL FUELELEL SURLELEL UL SURLELEL UL LA WAL IR
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5188: 6-Amino-6-methylfulvene
107 540 560 5.80 6.00
m/z 39.10 20.35%
5000 92
39 “ 77
0 ‘\“ \Hm \‘\ I H\ e ‘
'|"“|""|"“|"" '|""|"”|""|"“|"" R U L RN A
m/z--> 20 30 40 50 90 100 110 540 560 5.80 6.00
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Library Search Compound Report

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

Data File : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

ﬁ?ggle i H5153-03 AOU2-MW3T-100716
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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, 3,5-dimethyl- Concentration Rank 9

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

6.18 4.20 ng 268360 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 3.5-dimethvl- 107 C7HON 000591-22-0 97
2 Pvridine. 3.4-dimethvl- 107 C7HON 000583-58-4 94
3 Pvridine. 2.5-dimethvl- 107 C7HON 000589-93-5 94
4 Pvridine. 2.4-dimethvl- 107 C7HON 000108-47-4 91
5 Pyridine, 2,3-dimethyl- 107 C7HON 000583-61-9 90

Abundance Scan 336 (6.177 min): BF090536.D (-332) (-) o m/z 107.10 100.00%
107
5000
79
3|9 51 6|5 - 9|2 580 6.00 6.20 6.40 6.60
e FTEMN T N I ..JI.”.,”..“..M..” m/z 106.10 58.92%
m/z--> 0 20 30 40 50 60 70 8 9 100 110
Abundance #5185: Pyridine, 3,5-dimethyl-
107
5000
79 5.80 6.00 6.20 6.40 6.60
39 92 m/z 79.10 31.10%

27 51 65 ‘
ohte T e ® ml
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
107 \¢M

5.80 6.00 6.20 6.40 6.60

5000 m/z 92.00 16.58%
79
92
39
ol 15 27 45 %1 58 % 73 g6
L i L

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5184: Pyridine, 2,5-dimethyl- R R e e S
107 580 600 620 640 660

m/z 65.10 15.44%

5000
79
39 92
27 51
0 15 1 ‘ " i . ‘ 73 ‘ ‘ |

m/z--> 10 20 30 40 50 60 70 8 90 100 110 580 6.00 620 6.40 660
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Library Search Compound Report

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

Data File : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

ﬁ?ggle i H5153-03 AOU2-MW3T-100716
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknown6.31 Concentration Rank 12

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

6.31 2.43 ng 155374 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furancarboxvlic acid 112 C5H403 000088-14-2 43
2 1.3-Cvclopentanedione. 2-methvl- 112 C6H802 000765-69-5 27
3 1.4-Pentadiene 68 C5H8 000591-93-5 25
4 2.3-Pentadiene 68 C5H8 000591-96-8 25
5 1H-Imidazole-4-carboxylic acid 112 C4H4N202 001072-84-0 25

Abundance Scan 348 (6.314 min): BF090536.D (-342) (-) m/z 68.10 100.00%
4 68
112
5000
‘I || g 95 106 600 620 640 6.60
0...,....,....,....,....,-...!...',.'...,.!..,..'..,..!.,.'...,.. m/z 40.10 91.67%
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #6246: 2-Furancarboxylic acid

5000
6.00 6.20 6.40 6.60

m/z 112.10 77 .74%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
112
B B e
6.00 6.20 6.40 6.60
5000 56 m/z 39.10 43.14%
27 83
43 69
o 15 37/ 50 | 63 77 .89 97
R B B LI B A B o e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #443: 1,4-Pentadiene R e B L
68 6.00 6.20 6.40 6.60
m/z 43.10 28.23%
39 53
5000
27
\ 62,
O S T S B B B S S L B T AL B o R S
T T T T T T T T T T T T T T 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 620 640 6.60
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Library Search Compound Report

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

Data File : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

ﬁ?ggle i H5153-03 AOU2-MW3T-100716
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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 2-Cyclopenten-1-one, 3-methyl- Concentration Rank 8

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

6.50 5.26 ng 335800 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 81
2 2.4-Dimethvlfuran 96 C6H80 003710-43-8 68
3 2-Cvclopenten-1-one. 2-methvl- 96 C6H80 001120-73-6 64
4 Furan. 2.5-dimethvl- 96 C6H80 000625-86-5 58
5 3-(2,2,4-Trimethylcyclohex-3-eny... 194 C12H1802 1000215-26-6 50

Abundance Scan 364 (6.497 min): BF090536.D (-358) (-) m/z 96.10 100.00%
9% 105
67
5000 53 81
39
120
6.20 6.40 6.60 6.80
Ol ..-!,“!.. it il 74|" S, |'.,.'=!.,'..'.~.,-....,.. m/z 105.10 86.40%
m/z--> 10 20 30 40 50 60 70 8 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 65.61%
al |
0"P%§W'”HI”'WM'”f”"P'JHZQ'P'“ ”""”I”"P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
67 96
s 53 620 640 660 680
5000 m/z 53.10 50.70%
89
G A R AR RS RN LA RS AR RARSS AL BARAS REARS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2822: 2-Cyclopenten-1-one, 2-methy!l- R I RAEEEEEL e R
67 % 6.20 6.40 6.60 6.80
m/z 81.10 37 .85%
53
5000
41
‘M \‘\M\\H 748\1 11
O e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80
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Library Search Compound Report

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

Data File : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

ﬁ?ggle i H5153-03 AOU2-MW3T-100716
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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 8 unknown6.71 Concentration Rank 2

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

6.71 49.72 ng 3173080 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 Benzeneethanamine. .alpha.-methv... 223 C16H17N 002980-02-1 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 383 (6.714 min): BF090536.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 68.10 48.01%
m/z--> 200 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
2 ‘ m/z 134.00 32.02%
0...,..‘..”‘,l.H.,.l..‘,....,....,..‘. S
m/z--> 200 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 29.28%
91 105
o 39 51 65 77 17 1 165178 208 223
m/z--> 25 Jo eb éo 160 150 110 160 180 260 250
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 69.05 18.58%
5000
104
ol 14 27 39 51 77 g9 | 15 ‘
m/z--> 25 Jo eb éo 160 150 140 160 180 260 250 6.40 6.60 6.80 7.00
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Library Search Compound Report

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

Data File : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

ﬁ?ggle i H5153-03 AOU2-MW3T-100716
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 7

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

8.83 6.96 ng 1268800 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 98
2 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 72
3 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 60
4 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 59
5 N-Ethylbenzimidoyl bromide 211 CO9H10BrN 041182-87-0 59

Abundance Scan 568 (8.829 min): BF090536.D (-565) (-) m/z 132.00 100.00%
104 132
5000 28
63 8.40 8.60 880 9.00 9.20
39 89 : : : : :
0 as M8 16l Tm/z 104.10  91.06%
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-- I I
78 8.40 8.60 8.80 9.00 9.20
51 m/z 103.10 50.33%
39 63
"P%?W'E?P"“'“'H”"PM'W'“L rrrpr ”I%lﬁ ”"Ih”l'“'l”"P"W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
104
8.40 8.60 880 9.00 9.20
5000 91 132 m/z 78.10 35.56%
0g 39 51 65 '8 115
ol 15
A ALY RRAR RARRY RRARS LAARS RARAS RRAAN RLARY RRARN ULRAN LARANLALRS LARAN LAARN LARAN LARRIE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4880: 1,3,5,7-Cyclooctatetraene
104 8.40 8.60 8.80 9.00 9.20
m/z 77.10 26 .50%
5000 8
a0 51
0 27 7 & ‘ 8 |
m/z--> 10 20 3'0 4'0 50 60 70 80 90 100 110 120 130 140 150 160 840 8.60 8.80 9.00 9'20

8270-BF101116-M Thu Oct 13 13:46:32 2016 Page: 12



Library Search Compound Report

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

Data File : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

ﬁ?ggle i H5153-03 AOU2-MW3T-100716
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Naphthalene, 1,7-dimethyl- Concentration Rank 11

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

9.57 2.88 ng 283347 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 94
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 94
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 94
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 93
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 89

Abundance Scan 633 (9.572 min): BF090536.D (-630) (-) m/z 156.10 100.00%
156
117 141
5000
9.20 9.40 9.60 9.80
01 m/z 141.05 72.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28493: Naphthalene, 1,7-dimethyl-
156
141
5000
9.20 9.40 9.60 9.80
115 m/z 117.05 69.02%
. 28 39 51 63 77 g 102 il N
m/z--> 10 20 35 45 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156
141
9.20 9.40 9.60 9.80
5000 m/z 146.05 62.91%
77 115
o 27 39 51 63 89 102 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28500: Naphthalene, 1,6-dimethyl-
156 9.20 9.40 9.60 9.80
a1 m/z 115.00 40.21%
5000
115 4108
VI L .S N S | B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

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

Data File : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

ﬁ?ggle i H5153-03 AOU2-MW3T-100716
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Naphthalene, 2,3-dimethyl- Concentration Rank 14

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

9.65 2.25 ng 221256 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
4 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 640 (9.652 min): BF090536.D (-638) (-) m/z 156.10 100.00%
141 1%6
5000
67
115
39 53 76 g 100 128 66 9.40 9.60 9.80 10.00
o m/z 141.05 91.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28469: Naphthalene, 2,3-dimethyl-
141 156
5000
9.40 9.60 9.80 10.00
76 115 g m/z 67.10 33.05%
5 27 ® 5B P oo | H‘\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130140 150 160 170
Abundance

156
141 RPN AR RN R
9.40 9.60 9.80 10.00
5000 m/z 155.10 30.41%

115 128

27 39 51 65 7 89 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28488: Naphthalene, 2,6-dimethyl-
141 156 9.40 9.60 9.80 10.00
m/z 115.05 18.95%
5000
115
5 63 77 128
BEEH N PP S Y PV WY A PPN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.40 9.60 9.80 10.00
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Library Search Compound Report

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

Data File : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

ﬁ?ggle i H5153-03 AOU2-MW3T-100716
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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 1(2H)-Acenaphthylenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.91 3.18 ng 339959 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthvlenone 168 C12H80 002235-15-6 96
2 Cvclobutaldelnaphthalene 140 C11H8 024973-91-9 64
3 7(4H)-Benzothiazolone., 2-amino-5... 168 C7H8N20S 017583-10-7 53
4 Dibenzofuran 168 C12H80 000132-64-9 52
5 2-Amino-5,6-dihydro-4H-cyclopent... 140 C6H8N2S 053051-97-1 47
Abundance Scan 750 (10.909 min): BF090536.D (-746) (-) m/z 140.00 100.00%
140 168
5000
57 69
43 89 113 151 10.60 10.80 11.00 11.20
o b T, 90 12313201 0|18 1 777168.00  89.62%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #36885: 1(2H)-Acenaphthylenone
140 168
5000
10.60 10.80 11.00 11.20
m/z 139.00 84 _.56%
o220 61 M s T |
miz-> 30 40 55 éo 70 80 90 160 110 120 130 150 150 160 170 180 190
Abundance
140
10.60 10.80 11.00 11.20
5000 m/z 169.00 15.83%
63 84 113
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #37114: 7(4H)-Benzothiazolone, 2-amino-5,6-dihydro-
0 140 168 10.60 10.80 11.00 11.20
m/z 57.10 13.30%
5000
112
53 g1 97 151
0I”“I””PU”P”'N”W'”W”AI””P““P”}?%'M”N””P"b”'P”W" ISRV SN SUNRRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 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 : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

ﬁ?ggle i H5153-03 AOU2-MW3T-100716
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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 14 5H-Indeno[l,2-b]pyridine Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.71 2.21 ng 236141 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indenoll.2-blpvridine 167 C12HSN 000244-99-5 95
2 D-Galactitol. 2-(acetvimethvlami... 363 C16H29NO08 074410-42-7 91
3 Carbazole 167 C12HON 000086-74-8 90
4 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 87
5 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 87
Abundance Scan 820 (11.709 min): BF090536.D (-817) (-) m/z 167.00 100.00%
167
5000 N
83 139 11.40 11.60 11.80 12.00
63 113 : : : :
ol el S ) 86207 "m/z 166.10  21.31%
m/z--> 50 100 150 200 250 300
Abundance #35954: 5H-Indeno[1,2-b]pyridine
167
5000
11.40 11.60 11.80 12.00
140 m/z 168.10 13.19%
L% 68 g 13 | |
m/z--> " s0 100 150 200 280 300
Abundance
167
11.40 11.60 11.80 12.00
5000 m/z 139.00 12.70%
28
83
0 45 63 113 1% 186 207 228 267 296 326343
m/z--> 50 100 150 200 250 300 '
Abundance #35949: Carbazole R RREEEAIEL e S
167 11.40 11.60 11.80 12.00
m/z 83.60 11.82%
- /\/\/\/\\/LM
0 39 71 89 113 1ﬁ9 \
m/z--> 50 100 150 200 250 300 ' 1140 11.60 11.80 12.00
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Library Search Compound Report

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

Data File : BF090536.D

Aca On : 12 Oct 2016 15:37

Operator : UM/SJ

ﬁ?ggle i H5153-03 AOU2-MW3T-100716
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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 16 Benz[e]acephenanthrylene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.24 ng 146657 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 96
3 Benzolklfluoranthene 252 C20H12 000207-08-9 95
4 Benzolelpvrene 252 C20H12 000192-97-2 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 1122 (15.161 min): BF090536.D (-1119) (-) m/z 252.10 100.00%
252
5000
113126
224 14.80 15.00 15.20 15.40
o 41 61 78 99 150 167 187200 237 267281 m/z 250.00 24 86%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene
252
5000
14.80 15.00 15.20 15.40
126 m/z 253.05 22.16%
ol 39 63 83 991}3 | 150 174 200224237 H
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 126.00 19.45%
126
39 63 84 997 150 174 200 224237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104226: Benzo[k]fluoranthene

2 14.80 15.00 15.20 15.40
m/z 125.00 13.86%

5000

113

36 50 63 84 99 150 174 200 224237
s aa e RENEME
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF090536.D

Acq On : 12 Oct 2016 15:37

Operator : UM/SJ

3?22'6 i H5153-03 AOU2-MWS3T-100716
ALS Vial : 11 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 36.0 ng 2299140 1 6.94 1276410 20.0
2-Pentanone, 4-hy... 5.14 9.3 ng 593945 1 6.94 1276410 20.0
Pyridine, 3-methyl- 5.41 14.5 ng 924469 1 6.94 1276410 20.0
Pyridine, 2,6-dim... 5.66 8.1 ng 517859 1 6.94 1276410 20.0
Pyridine, 3,5-dim... 6.18 4.2 ng 268360 1 6.94 1276410 20.0
unknown6 .31 6.31 2.4 ng 155374 1 6.94 1276410 20.0
2-Cyclopenten-1-o... 6.50 5.3 ng 335800 1 6.94 1276410 20.0
unknown6.71 6.71 49.7 ng 3173080 1 6.94 1276410 20.0
1H-Inden-1-one, 2... 8.83 7.0 ng 1268800 2 8.23 3647270 20.0
Naphthalene, 1,7-... 9.57 2.9 ng 283347 3 9.99 1969350 20.0
Naphthalene, 2,3-... 9.65 2.3 ng 221256 3 9.99 1969350 20.0
1(2H)-Acenaphthyl ... 10.91 3.2 ng 339959 4 11.48 2138490 20.0
5H-Indeno[1,2-b]p-.. 11.71 2.2 ng 236141 4 11.48 2138490 20.0
Benz[e]acephenant... 15.16 2.2 ng 146657 6 15.60 1307840 20.0
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