LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089753.D

Aca On : 17 Aug 2016 9:59

Operator : UM/SJ

Sample : H4145-14

Misc :

ALS Vial : 27 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
Title
Signal > TIC
peak R.T. first max last PK
# min scan scan scan TY
1 1.667 5 7 16 rBY
2 1.792 16 18 28 rvv
3 1.930 28 30 62 rvB
4 2.901 107 115 118 rBV
5 4.856 282 286 297 rVB
6 5.290 321 324 326 rBvV
7 6.341 412 416 418 rBY
8 6.467 424 427 429 rBY
9 6.650 439 443 445 rBY
10 6.719 445 449 451 rBvV2
11 6.856 458 461 465 rvVB2
12 7.222 490 493 494 rBVY
13 7.267 494 497 501 rvB2
14 7.530 517 520 523 rBvY
15 7.747 536 539 541 rBvY
16 8.010 557 562 564 rBV2
17 8.136 570 573 575 rVB
18 8.696 619 622 625 rBvY
19 8.867 633 637 639 rBv
20 9.073 651 655 657 rBv
21 9.199 662 666 668 rvv
22 9.473 686 690 692 rBvY
23 9.530 692 695 697 rvB
24 9.736 711 713 716 rVB
25 9.953 727 732 734 rVB2
26 10.182 747 752 754 rBvV
27 10.296 758 762 764 rVB
28 10.410 769 772 774 rVB
29 10.525 779 782 785 rBvV
30 10.776 800 804 806 rBvY
31 10.833 806 809 812 rVvB
32 11.245 840 845 848 rBV2
33 11.805 891 894 896 rBvV
34 12.662 965 969 972 rBvV
8270-BF081616.M Wed Aug 17 17:25:

peak
heiaht
2479575
10018412

754957
2756544
2507228

12721143
12367560
13882788
14647421
6304361

11142664
6241164
8504613
13119892
6897488

14802891
9579321
8804020
11582559
16728720

20333063
11909845
7327497
6086602
13501560

16484119
17612816
18681739
8908896

13910105

9348329

17459045
14546759
17673457

34 2016

corr.

area
4157282
19887952
3920776
8507650
4589071

14438432
15897442
14884447
21119690
8892611

21598810
7669614
17076827
21288996
7110455

21929686
8864797
11926059
15740142
18109166

29878284
16937614
9367819
5875637
26880097

19785496
23197016
22087861
9837394

14894916

9209833

35782562
17355720
29991180

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

corr.
% max.
8.60%
41.16%
8.11%
17.61%
9.50%

29.88%
32.90%
30.81%
43.71%
18.41%

44 _70%
15.87%
35.34%

44 _06%
14 .72%

45 _39%
18.35%
24 .68%

32.58%

37.48%

61.84%

35.06%
19.39%
12.16%

55.63%

40.95%
48.01%
45.72%
20.36%
30.83%

19.06%
74 .06%
35.92%
62.07%

% of

total

0.553%
2.647%
0.522%
1.132%
0.611%

1.922%
2.116%
1.981%
2.811%
1.184%

2.875%
1.021%
2.273%

2.833%
0.946%

2.919%
1.180%
1.587%

2.095%

2.410%

3.977%

2.254%
1.247%
0.782%

3.578%

2.633%
3.087%
2.940%
1.309%
1.982%

1.226%
4.762%
2.310%
3.992%



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089753.D

Aca On : 17 Aug 2016 9:59

Operator : UM/SJ

Sample : H4145-14

Misc :

ALS Vial : 27 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-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.811 979 982 985 rBV 14746930 16837504 34.85% 2.241%

36 13.314 1023 1026 1028 rBV 17384651 29233284 60.50% 3.891%
37 13.919 1073 1079 1080 rBV2 20966772 48315922 100.00% 6.430%
38 13.954 1080 1082 1085 rVB 16890684 26597840 55.05% 3.540%
39 15.040 1172 1177 1181 rBV 9159016 21965860 45.46% 2.923%
40 15.394 1202 1208 1209 rBVY 13679769 29327382 60.70% 3.903%

41 15.428 1209 1211 1214 rVB 4162034 4457714 9.23% 0.593%
42 16.034 1261 1264 1271 rVB 435216 639591 1.32% 0.085%
43 16.754 1320 1327 1337 rBV2 6276586 18839343 38.99%% 2.507%
44 16.903 1337 1340 1352 rVV3 154285 491695 1.02% 0.065%
45 17.154 1354 1362 1388 rVB 5894042 15966938 33.05% 2.125%

Sum of corrected areas: 751364407
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF081616\
BF089753.D
17 Aug 2016

UM/SJ

H4145-14

9:59

27 Sample Multiplier: 1

: C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance TIC: BF089753.D
2e+07
6.65
1.5e+07 6.47 s
5.29 6.34 i
6.86
1.79
1e+07
7.27
6.72 7.
5000000
1.6 2.90 4.86
.93
ELESS S N G A Y | G £ | S |
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089753.D
9,20
2e+07 10.41
10.3( 11.24 12.66 13.31
9.07 10.14
9.95 10.78
8.87 9.47
1le+07 8.14 8.70 10.52 ]u0.83
775 D.53
9.74
5000000
O .,L... — e o —t L _— T A ——r— A e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089753.D
2e+07 1392
18.95
Se+
1.5e+07 15.39
1e+07 15.04
1675 17.15
5000000 15.43
16.03 16.90
Ot ————TA T ——— 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\BF081616\
Data File : BF089753.D

Aca On 17 Aug 2016 9:59

Operator : UM/SJ

Sample : H4145-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

1.93 8.82 ng 3920780 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 3-Bromopropionaldehvde dimethvyl ... 182 C5H11Br02 036255-44-4 38
3 2-Propanol. 1.1-dimethoxv-. acetate 162 C7H1404 074495-37-7 36
4 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 36
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 14

Abundance Scan 30 (1.930 min): BF089753.D (-28) (-) m/z 75.00 100.00%
75
5000
45
U S L
57 1.80 2.00 2.20
0....,....',|'.|...',..':",....1,93...,....,....,....,....,2.0.7.. m/z 73.10 74.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 U S L

1.80 2.00 2.20
m/z 45.05 34 .65%

m/z--> 20 80 100 120 140 160 180 200
Abundance
75

1.80 2.00 2.20

5000 m/z 41.05 21.97%
45
151
29

ol 15 57 95 109 123135 181

A L e L B e AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32554: 2-Propanol, 1,1-dimethoxy-, acetate LA S e o

75 1.80 200 2.20

m/z 47.00 12._.10%

5000 43 “
89
8L || s7 S0 131 161

e e ey

m/z--> 20 40 60 80 100 120 140 160 180 200 1.80 2.00 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089753.D

Aca On 17 Aug 2016 9:59

Operator : UM/SJ

Sample : H4145-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._86 10.32 ng 4589070 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 286 (4.856 min): BF089753.D (-282) (-) m/z 43.00 100.00%
43
59
5000
101 e
460 480 500 5.20
83
o) ..'.'|,..7.1.,~....',|....,....,....,....,....,.295?. m/z 59.10 56.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 4.80 500 520
m/z 101.00 20.89%
15 4 ‘ 101
0"ﬂ|'M'W'“*|“"F%'“J”"l“"w"'w"'w"w"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 4.80 500 520
5000 M m/z 58.00 18.38%
o 73 126 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4076: Morpholine, 4-methy!- A L . .
43 460 480 500 5.20

m/z 41.05 8.78%

5000
101
1‘5 it i ‘
56
! | 86
o..”,.U”pl.m,.ﬂ”,.”.;.”.,.”.,.”.,.”.,.”.,.”.

m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089753.D

Aca On 17 Aug 2016 9:59

Operator : UM/SJ

Sample : H4145-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 unknown6.47 Concentration Rank 2

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

6.47 33.48 ng 14884400 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 427 (6.467 min): BF089753.D (-424) (-) m/z 132.00 100.00%
32
5000 68
40 % 620 640 6.60 680
54 : : : :
ol 82 115 || 146 175 193208 282 m/z 68.10 20_.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RS R A A
6.20 6.40 6.60 6.80
31 51 ‘ m/z 134.00 36.68%
0..W.HNPW.“l”M”.WJH...u..”,”..”...”...”..”,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
620 640 6.60 680
5000 67 m/z 66.10 26.31%
41 97
117
o 81
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14491: 5-Aminoindole R e EEma LA
132 6.20 6.40 6.60 6.80
m/z 69.05 16.40%
5000
104
. 27 51 66 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089753.D

Aca On 17 Aug 2016 9:59

Operator : UM/SJ

Sample : H4145-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 Benzo(a)pyren-6-amine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.87 ng 639591 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo(a)pvren-6-amine 267 C20H13N 007428-83-3 95
2 1-Phenvl-3-(4-nitrophenv)-2-pvr... 267 C15H13N302 003314-41-8 46
3 1-Phenazinecarboxvlic acid. 6-(1... 282 C16H14N203 073634-72-7 45
5-TCvano(4.4-dimethvl-5-methvlen... 282 C17H22N4 1000192-90-5 43
5 BH-Naphtho[2,3-c]carbazole 267 C20H13N 000198-96-9 40
Abundance Scan 1264 (16.034 min): BF089753.D (-1261) (-) m/z 267.05 100.00%
267
5000 239
282
119 ﬁr—Lv
141 15.80 16.00 16.20 16.40
0 ....,.“?9.,..7.‘.‘,..??,.l...i,en.;.,l....1,6.?..,1.5.‘?. 21 ...-.||,....,. 32 Tm/z 239.10  43.99%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #116625: Benzo(a)pyren-6-amine
267
5000
15.80 16.00 16.20 16.40
239 m/z 282.05 33.37%
ol 51 76 98 125 146 165 190 211 ML ‘
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
267
" 15.80 16.00 16.20 16,40
5000 77 m/z 268.10 21.41%
221
51 104 237
o 132
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129063: 1-Phenazinecarboxylic acid, 6-(1-hydroxyethyl)-,
267 15.80 16.00 16.20 16.40
m/z 119.50 21.18%
239
5000
179 282
ol27 43 59 75 102 127 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 i 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089753.D

Aca On 17 Aug 2016 9:59

Operator : UM/SJ

Sample : H4145-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 unknownl6.90 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.90 2.21 ng 491695 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.1*-Biphenvll-2.2"-diamine 184 C12H12N2 001454-80-4 47
2 2-Dibenzofuranol 184 C12H802 000086-77-1 46
3 Dibenzo-p-dioxin 184 C12H802 000262-12-4 46
4 1.4-Benzenediamine. N-phenvl- 184 C12H12N2 000101-54-2 43
5 Cis-1-(2-furyl)-2-phenylcyclopro... 184 C13H120 039763-89-8 38
Abundance Scan 1340 (16.903 min): BF089753.D (-1337) (-) m/z 184.10 100.00%
184
5000
7 128 499 LU DR SR
5 03 | 154 228257 514337 17 16.60 16.80 17.00 17.20
0’ m/z 167.00 33.74%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #48652: [1,1'-Biphenyl]-2,2'-diamine
184
5000 UL SRS SR
16.60 16.80 17.00 17.20
m/z 77.00 20.53%
51 1 139
b s 4ol wa b \l
e L B L L UL UL LI WL LI
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
184
16.60 16.80 17.00 17.20
5000 m/z 498.90 20.24%
26 51 92 128155
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #48771: Dibenzo-p-dioxin R e E ma
184 16.60 16.80 17.00 17.20
m/z 496.90 20.21%
5000
92 128
51
0 '?§=!MIH"H"L'ﬁ??"'I" LS AR LML LA UL SR U AU S B
m/z--> 50 100 150 200 250 300 350 400 450 500 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081616\
Data File : BF089753.D

Acq On : 17 Aug 2016 9:59

Operator : UM/SJ

Sample > H4145-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081616_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]
Propane, 1,l1-dime... 1.93 8.8 ng 3920780 1 6.70 8892610 20.0
2-Pentanone, 4-hy... 4.86 10.3 ng 4589070 1 6.70 8892610 20.0
unknown6 .47 6.47 33.5 ng 14884400 1 6.70 8892610 20.0
Benzo(a)pyren-6-a... 16.03 2.9 ng 639591 6 15.43 4457710 20.0
unknownl16.90 16.90 2.2 ng 491695 6 15.43 4457710 20.0
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