LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090039.D

Acq On : 8 Sep 2016 22:11

Operator : UM/SJ

Sample : H4704-10

Misc :

ALS Vial : 18 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-BF083116.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 1.724 10 12 59 rVB 4098458 10998428 100.00% 16.851%
2 4.730 273 275 291 rBY 737814 1402361 12.75% 2.149%
3 5.187 311 315 317 rBV 3821832 5533499 50.31% 8.478%
4 6.250 405 408 411 rBV 3820517 5030995 45.74% 7.708%
5 6.364 415 418 421 rVV 4207233 5093201 46.31% 7.803%
6 6.593 436 438 441 rBVY 788808 1053484 9.58% 1.614%
7 6.753 449 452 455 rBV 3620792 3581664 32.57% 5.488%
8 7.165 485 488 491 rBV 2068827 3310635 30.10% 5.072%
9 7.633 527 529 541 rvB2 113230 125614 1.14% 0.192%
10 7.885 548 551 553 rBvY 1590084 1442829 13.12% 2.211%

11 8.970 643 646 648 rBV 4297104 5238667 47.63% 8.026%
12 9.359 678 680 683 rBV 1292193 1604513 14.59% 2.458%
13 9.633 701 704 705 rBV 1515406 1582240 14.39%% 2.424%
14 9.656 705 706 709 rvB 112081 117576 1.07% 0.180%
15 10.411 769 772 775 rBV2 2380460 3069708 27.91% 4_.703%

16 10.548 782 784 789 rVB 64592 128375 1.17% 0.197%
17 11.096 830 832 837 rBV2 1247341 2117714 19.25% 3.245%
18 11.176 837 839 841 rVB 141037 153103 1.39% 0.235%
19 11.679 880 883 884 rvv 206046 230464 2.10% 0.353%
20 11.702 884 885 891 rvB 115340 181466 1.65% 0.278%

21 12.297 935 937 940 rBV 1097855 1112594 10.12% 1.705%
22 12.525 954 957 959 rBV 1000691 1162564 10.57% 1.781%
23 12.685 968 971 973 rBV 3511125 3571701 32.47% 5.472%
24 12.742 974 976 980 rVB3 52542 117618 1.07% 0.180%
25 12.857 982 986 988 rBV 130677 176377 1.60% 0.270%

26 12.925 990 992 993 rBvV 84508 112167 1.02% 0.172%
27 12.959 993 995 999 rVB3 61446 131001 1.19% 0.201%
28 13.462 1036 1039 1041 rBV 82162 139723 1.27% 0.214%
29 13.508 1041 1043 1047 rVV3 57476 153878 1.40% 0.236%
30 13.714 1057 1061 1067 rBV2 1464754 2599430 23.63% 3.983%

31 13.817 1067 1070 1072 rVB 116783 116014 1.05% 0.178%
32 14.480 1126 1128 1133 rVVv4 91750 225961 2.05% 0.346%
33 14.697 1145 1147 1152 rBV 462720 857801 7.80% 1.314%
34 14.788 1152 1155 1160 rVVv2 81793 126080 1.15% 0.193%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090039.D

Acq On : 8 Sep 2016 22:11

Operator : UM/SJ

Sample : H4704-10

Misc :

ALS Vial : 18 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.948 1167 1169 1172 rVV 266747 359269 3.27% 0.550%

36 14.994 1172 1173 1176 rVV 299992 443929 4._.04% 0.680%
37 15.051 1176 1178 1188 rVB 793823 1254984 11.41% 1.923%
38 16.263 1281 1284 1289 rVB2 127626 253681 2.31% 0.389%
39 16.617 1312 1315 1324 rBV 100263 239924 2.18% 0.368%
40 18.457 1470 1476 1483 rVB2 27376 117804 1.07% 0.180%

Sum of corrected areas: 65269036
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090039.D

Acq On : 8 Sep 2016 22:11

Operator : UM/SJ

Sample : H4704-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090039.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090039.D

Acq On : 8 Sep 2016 22:11

Operator : UM/SJ

Sample : H4704-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 4

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

4.73 26.62 ng 1402360 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7

Abundance Scan 275 (4.730 min): BF090039.D (-273) (-) m/z 43.05 100.00%
43
5000 59 /\
101 IDEASEBENARBERARRERAREN
440 460 480 500
e S0l S e 8 | s 75910 50.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LR UL IS UL
59 440 460 480 500
m/z 101.10 15.16%
15 31 101
\ 25,7 37, 53 83
miz--> A S N N T N
Abundance
43
440 460 480 500
5000 m/z 58.10 14 _.18%

58
15 27 37 72 100
I A o e o o R s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance : i i

#4030: 2,3-Butanedione, monooxime T T T .
43 440 460 480 5.00

m/z 41.10 8.64%

5000
101
15 253137 || 51 %8 9 86

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090039.D

Acq On : 8 Sep 2016 22:11

Operator : UM/SJ

Sample : H4704-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 unknown6.36 Concentration Rank 2

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

6.36 96.69 ng 5093200 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
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 418 (6.364 min): BF090039.D (-415) (-) m/z 132.10 100.00%
5000 68
© s | % ot 650 om0 om0
SNSRY NSRS 2N N .S | N m/z 68.05  42.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR SR A R
6.00 6.20 6.40 6.60
m/z 134.10 32.53%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 640 660
5000 m/z 66.05 27 .26%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine- proplonyl e e
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 16.89%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090039.D

Acq On : 8 Sep 2016 22:11

Operator : UM/SJ

Sample : H4704-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 Hexadecanamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.48 3.60 ng 225961 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 58
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 49
3 Tetradecanamide 227 C14H29NO 000638-58-4 43
4 Octanamide 143 C8H17NO 000629-01-6 38
5 3-lIsoxazolecarboxylic acid, 5-me... 141 C6H7NO3 019788-35-3 35
Abundance Scan 1128 (14.480 min): BF090039.D (-1126) (-) m/z 59.10 100.00%
59
5000
T 141 236
g3 110 R S B UL SUARL
239 14.20 14.40 14.60 14.80
162179 202
281 315 82 L7z 72.10 64.08%
m/z--> 50 100 150 200 250 300 350
Abundance #106564: Hexadecanamide
59
5000 L B B B SULA
14.20 14.40 14. 60 14. 80
. m/z 55.10 54 _76%
17 ‘\T | | 86 110128 157170 194212 23g°%°
m/z--> 50 160 1éo 200 2éo 300 350
Abundance
59
1420 14.40 14.60 14.80
5000 M m/z 43.10 37.16%
81
18 %8 126 154 184 pp238 281 PNJ,_wﬁxvvaV/\&n~v~v4AV‘V¥
m/z--> 55 160 1éo 200 250 300 350
Abundance #83609: Tetradecanamide B A RRREE R
59 14.20 14.40 14.60 14.80
m/z 41.10 36.84Y%
- V\M’/\J\L\/\\/
4T 86 114,425,149 184 227
g e e e —
m/z--> 50 100 150 200 250 300 350 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090039.D

Acq On : 8 Sep 2016 22:11

Operator : UM/SJ

Sample : H4704-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.01 ng 126080 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 90
4 Perylene 252 C20H12 000198-55-0 90
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
Abundance Scan 1155 (14.788 min): BF090039.D (-1152) (-) m/z 252.15 100.00%
252
5000
126
57 224 14.40 14.60 14.80 15.00 15.20
4 85 1 150 173191207 274 314 350 /7 250.10 30 20%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
252
5000

14.40 14.60 14.80 15.00 15.20
m/z 253.15  27.57%

125
39 63 8399 , | 146 174 200 224 ‘

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
252
14.40 14.60 14.80 15.00 15.20
5000 m/z 126.00 11.42%
126
74 99 200 224
Wmmwwmmmﬂmwm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104222: Benzo[a]pyrene
252 14.40 14.60 14.80 15.00 15.20
m/z 251.10 11.31%
5000
126 298
as7 801 | 18 a0 T°
TR e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090039.D

Acq On : 8 Sep 2016 22:11

Operator : UM/SJ

Sample : H4704-10

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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]
2-Pentanone, 4-hy... 4.73 26.6 ng 1402360 1 6.59 1053480 20.0
unknown6 .36 6.36 96.7 ng 5093200 1 6.59 1053480 20.0
Hexadecanamide 14.48 3.6 ng 225961 6 15.05 1254980 20.0
Benzo[e]pyrene 14.79 2.0 ng 126080 6 15.05 1254980 20.0
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