LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111815\
Data File : BF083025.D

Acq On : 18 Nov 2015 23:23

Operator : UM/1Z

Sample : G4440-04 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.864 240 243 251 rVB 309842 313327 14.01% 1.818%
2 5.321 281 283 286 rBvY 710420 637873 28.53% 3.702%
3 5.527 299 301 304 rvB 52859 46507 2.08% 0.270%
4 6.373 373 375 378 rBY 740584 686680 30.71% 3.985%
5 6.499 383 386 388 rBY 818360 688748 30.80% 3.997%
6 6.727 404 406 408 rBY 862036 702539 31.42% 4.077%
7 6.887 417 420 422 rVB 537592 503542 22.52% 2.922%
8 7.287 453 455 458 rBV 474954 395641 17.70% 2.296%
9 8.019 516 519 521 rBV 1098442 914248 40.89% 5.306%
10 8.476 555 559 562 rvB2 9213 22781 1.02% 0.132%
11 8.579 565 568 571 rBV 21462 28598 1.28% 0.166%
12 8.785 583 586 589 rBvV 44970 63612 2.85% 0.369%

13 9.093 611 613 615 rBv 912571 724624 32.41% 4_.205%
14 9.493 645 648 650 rBvY 157969 155526 6.96% 0.903%

15 9.596 654 657 658 rBvV 25093 37249 1.67% 0.216%
16 9.768 670 672 674 rBV 1165787 980051 43.83% 5.688%
17 10.042 694 696 698 rBv2 20516 28609 1.28% 0.166%
18 10.316 715 720 723 rVB3 27213 57953 2.59% 0.336%
19 10.396 723 727 728 rBV3 10073 24377 1.09% 0.141%
20 10.545 738 740 742 rBV2 230738 323721 14.48% 1.879%
21 10.591 742 744 747 rVB3 26938 38711 1.73% 0.225%
22 10.705 751 754 756 rVB 19687 31247 1.40% 0.181%
23 10.751 756 758 759 rBV 28032 25817 1.15% 0.150%
24 10.785 759 761 762 rBV 30526 33733 1.51% 0.196%
25 10.922 772 773 775 rBV2 26950 29334 1.31% 0.170%
26 10.968 775 777 778 rBV 18688 23647 1.06% 0.137%
27 11.002 778 780 782 rVB2 35480 46295 2.07% 0.269%
28 11.048 782 784 787 rVB3 17739 24984 1.12% 0.145%
29 11.105 787 789 790 rBvV2 17921 26062 1.17% 0.151%
30 11.139 790 792 793 rBV 41492 36039 1.61% 0.209%

31 11.242 799 801 805 rBv2 806816 1247304 55.79% 7.239%
32 11.322 805 808 809 rvB 98517 103381 4.62% 0.600%
33 11.356 809 811 812 rBV 25530 27075 1.21% 0.157%
34 11.482 819 822 826 rBv4 43177 104497 4.67% 0.606%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111815\
Data File : BF083025.D

Acq On : 18 Nov 2015 23:23

Operator : UM/1Z

Sample : G4440-04 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF110715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.745 843 845 846 rBV 59477 55077 2.46% 0.320%
36 11.779 846 848 850 rvv 58891 76589 3.43% 0.444%
37 11.825 850 852 853 rvv 30610 34124 1.53% 0.198%

38 11.859 853 855 859 rvB2 134625 184587 8.26% 1.071%
39 12.065 869 873 875 rBv2 64228 133621 5.98% 0.775%
40 12.191 882 884 886 rBV3 34448 57772 2.58% 0.335%

41 12.294 891 893 894 rBvV 33560 43385 1.94% 0.252%
42 12.454 905 907 909 rvB 1005980 848856 37.97% 4.927%
43 12.499 909 911 914 rBV2 69544 111576 4._.99% 0.648%
44 12.682 924 927 929 rBV 690661 793649 35.50% 4.606%
45 12.728 929 931 934 rVB3 35584 46279 2.07% 0.269%

46 12.831 938 940 942 rVB 626281 537819 24.05% 3.121%
47 13.014 954 956 958 rVB 112987 120669 5.40% 0.700%
48 13.071 959 961 963 rBvV2 81673 118694 5.31% 0.689%
49 13.117 963 965 968 rBV3 71219 168328 7.53% 0.977%
50 13.311 980 982 984 rBV 130277 105832 4.73% 0.614%

51 13.882 1028 1032 1036 rBV2 1475128 2235875 100.00% 12.976%
52 14.877 1117 1119 1124 rVV 278717 597458 26.72% 3.467%
53 14.980 1126 1128 1130 rVB 245197 256104 11.45% 1.486%
54 15.151 1141 1143 1146 rVV 200566 253295 11.33% 1.470%
55 15.208 1146 1148 1151 rVV 258465 371593 16.62% 2.157%

56 15.265 1151 1153 1159 rVB 492035 727451 32.54% 4.222%
57 16.580 1265 1268 1272 rBV2 98620 217436 9.72% 1.262%

Sum of corrected areas: 17230401
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF111815\

BF083025.D

18 Nov 2015 23:23

umsiz

G4440-04 5X

19 Sample Multiplier: 1

> Z:\HPCHEMI\BNA_F\METHODS\8270-BF110715.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BF083025.D

6.50 673

5.32 6.37]

6.89

5.53

8.02

7.29

0

Time-->

R
6.50 7.00

4.00 4.50

5.00 5.50

T
6.00

2.50

3.00 3.50

Abundance
2000000

1500000

1000000

500000

8.7

TIC: BF083025.D

9.77 12.45

9.09

8

0

Time-->

11.50 12.00 12.50

9.00 9.50 10.00 13.50

T
10.50 11.00 13.00

14.00 14.50

Abundance
2000000

1500000

100000015, #1

o

500000

TIC: BF083025.D

15.27

16.58

0
Time-->

19.00 19.50

18.00

18.50

17.00 17.50

20.00

15.50 16.00 16.50

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083025.D

Acq On : 18 Nov 2015 23:23

Operator : UM/I1Z

Sample : G4440-04 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._86 8.92 ng 313327 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 243 (4.864 min): BF083025.D (-240) (-) m/z 43.10 100.00%
a3
59
5000
1 460 4.80 500 520
...,....,....,....',':...?.1.~:.|,...‘?,9....,E.‘.3..,....~,|....,....,....,....,...., m/z 59.10 58.23%
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 IS IR R
59 460 480 500 5.20
m/z 101.10 18.45%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 m/z 58.10 14 .00%
41
29 101
50 73 86
mﬁwﬁmﬁm
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 e
59 460 4.80 5.00 5.20
m/z 41.10 9.58%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083025.D

Acq On : 18 Nov 2015 23:23

Operator : UM/I1Z

Sample : G4440-04 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 unknown6.50 Concentration Rank 1

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

6.50 19.61 ng 688748 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 386 (6.499 min): BF083025.D (-383) (-) m/z 132.10 100.00%
132
5000 68
40 %6 J 620 640 6.60 680
54 : : : :
B lws 27 h77 68.10  45.800%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 U AN L S
6.20 6.40 6.60 6.80
m/z 134.00 31.86%
31
""l'w'l'l'jg"'l"'w""l'”'l""""l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
57 132
74 620 640 6.60 680
5000 gg 116 m/z 66.10 27.51%
158 189
m/z--> 4 60 80 100 120 140 160 180 200
Abundance #13916: Benzene, 1,3,5-trifluoro- e R
132 6.20 6.40 6.60 6.80
m/z 69.10 18.01%
5000
63 81
31 59 \\‘ 1l ‘\ ! 10\1‘1}\2
mz-> 40 60 80 100 120 140 160 180 200 620 640 6.60 680
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083025.D

Acq On : 18 Nov 2015 23:23

Operator : UM/I1Z

Sample : G4440-04 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 A4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.86 2.96 ng 184587 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 87
2 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 53
3 4,47 -Difluorobiphenyl 190 C12H8F2 000398-23-2 32
4 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 17
5 4-(4-Chlorophenyl)pyridine 189 C11H8CIN 005957-96-0 17
Abundance Scan 855 (11.859 min): BF083025.D (-853) (- m/z 190.10 100.00%
190

5000

M
LI I e

11.60 11.80 12.00 12.20
m/z 189.10 83.47%

94

111 126138 151163 176
miz—-> 20 40 60 80 100 120 140 160 180 200 220

Abundance #49339: 4H-Cyclopenta[def]phenanthrene
190
5000
11.60 11.80 12.00 12.20
95 m/z 191.10 23.73%
40 51 63 81 | 111122 137 150 163174 ||
R S T I o o e o BN B i e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
39 190
R s Rans)
51 91 11.60 11.80 12.00 12.20
0
5000 65 7 115 133 161 m/z 192.10 21.28%
103
147 175
T T T T T T T T T e T
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #49207: 4,4"-Difluorobipheny! T AR AREEE Eae
190 11.60 11.80 12.00 12.20
m/z 187.10 18.35%
5000
94 170
27 39 I 5\7 \7\\5 wle I 107 120 133144 157\ A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083025.D

Acq On : 18 Nov 2015 23:23

Operator : UM/I1Z

Sample : G4440-04 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 9,10-Anthracenedione Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.07 2.14 ng 133621 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 97
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 78
3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 70
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 50
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 49
Abundance Scan 873 (12.065 min): BF083025.D (-869) (-) m/z 208.10 100.00%
208
180
152
5000
50 76 A e
63 97 126 11.80 12.00 12.20 12.40
222
wopass M2 %S h777180.10  81.46%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61654: 9,10-Anthracenedione
152 180 208
5000 76
11.80 12.00 12.20 12.40
50 m/z 152.10 68.24%
63 % 126
,,,IH“HI\,”\\JI,mllo?mw\m S NN (NN NN
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
180
11,80 12,00 12.20 12.40
5000 m/z 151.10 36.01%
76 152
37 50 %3 90 102114126139 | 168
m/z--> 45 éo 85 160 150 110 160 180 200 220 250 2éo
Abundance #42707: Benzo[c]cinnoline L B B
152 11.80 12.00 12.20 12.40
180 m/z 76.00 22.83%
5000
63 76
126
50
SN I U ST A N T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111815\
Data File : BF083025.D

Acq On : 18 Nov 2015 23:23

Operator : UM/I1Z

Sample : G4440-04 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.98 7.04 ng 256104 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
2 Eicosane 282 C20H42 000112-95-8 70
3 Tetradecane 198 C14H30 000629-59-4 68
4 Heneicosane 296 C21H44 000629-94-7 68
5 Heptadecane 240 C17H36 000629-78-7 68
Abundance Scan 1128 (14.980 min): BF083025.D (-1126) (-) m/z 57.10 100.00%
5000 85
252
3 I |1}3 141 169 196 224 292311 339 365385 14,60 14.80 1500 16.20
S T R LSS S R m/z 71.10 61.84%
m/z--> 50 100 150 200 250 300 350
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LRI DU BRI L B
14.60 14.80 15.00 15.20
m/z 43.10 56.97%
L ‘ | . J1ﬁ3‘141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
1460 1480 15.00 15.20
5000 m/z 85.10 48_.16%
85
29
113 141 169 282
m/z--> 50 100 150 200 250 300 350
Abundance #55010: Tetradecane R REmEE e
57 14.60 14.80 15.00 15.20
m/z 252.10 34.67%
5000 85
29
198
.LkJ.J..'.ﬁl}?}?ﬁ N
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111815\
Data File : BF083025.D

Acq On : 18 Nov 2015 23:23

Operator : UM/1Z

Sample : G4440-04 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 4.86 8.9 ng 313327 1 6.73 702539 20.0
unknown6 .50 6.50 19.6 ng 688748 1 6.73 702539 20.0
4H-Cyclopenta[def... 11.86 3.0 ng 184587 4 11.24 1247300 20.0
9,10-Anthracenedione 12.07 2.1 ng 133621 4 11.24 1247300 20.0
Heptadecane, 2,6,... 14.98 7.0 ng 256104 6 15.27 727451 20.0
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