LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\

Data File : BF099090.D

Aca On - 5 Oct 2017 2:08 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; 15585-09 5X oty p
ALS Vial : 26 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-BF092317.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 2.116 3 5 28 rvB4 47951 135082 15.93% 1.507%
2 5.069 504 507 518 rBV 83418 79624 9.39% 0.889%
3 5.475 572 576 584 rBV 536757 493358 58.20% 5.505%
4 6.486 744 748 755 rBV 528279 494755 58.36% 5.521%
5 6.628 769 772 776 rBV 663994 528237 62.31% 5.894%
6 6.863 808 812 816 rVB 808068 634838 74.89% 7.084%
7 7.016 834 838 842 rBV 478135 408099 48.14% 4 .554%
8 7.422 903 907 910 rBV 392176 300782 35.48% 3.356%
9 8.145 1026 1030 1033 rBV 1094692 839306 99.01% 9.366%
10 9.216 1209 1212 1215 rBV 776716 584122 68.90% 6.518%
11 9.610 1276 1279 1282 rBV 77149 56137 6.62% 0.626%
12 9.898 1325 1328 1332 rVB 918755 847737 100.00% 9.460%
13 10.322 1398 1400 1403 rVB 16479 11591 1.37% 0.129%
14 10.686 1459 1462 1467 rVB 305989 245908 29.01% 2.744%
15 10.798 1478 1481 1486 rBV 17092 23965 2.83% 0.267%
16 11.239 1553 1556 1559 rBvV2 12868 11982 1.41% 0.134%
17 11.386 1577 1581 1584 rBV 930893 763342 90.04% 8.518%
18 11.410 1584 1585 1588 rVvv 99072 54214 6.40% 0.605%
19 11.463 1592 1594 1597 rVB 29498 21505 2.54% 0.240%
20 11.668 1625 1629 1634 rVB4 10383 12562 1.48% 0.140%
21 11.886 1662 1666 1668 rBV 11976 10541 1.24% 0.118%
22 11.916 1668 1671 1674 rVB 17164 15178 1.79% 0.169%
23 11.945 1674 1676 1681 rVB3 14901 18183 2.14% 0.203%
24 11.998 1681 1685 1687 rBV2 18058 18350 2.16% 0.205%
25 12.433 1755 1759 1762 rBV2 10005 14921 1.76% 0.167%
26 12.598 1783 1787 1791 rBV 169926 136997 16.16% 1.529%
27 12.827 1823 1826 1828 rVV 120540 90778 10.71% 1.013%
28 12.851 1828 1830 1833 rVB 26004 21868 2.58% 0.244%
29 12.963 1846 1849 1853 rBV 415162 367592 43.36% 4.102%
30 13.039 1859 1862 1866 rBV5 10523 16082 1.90% 0.179%
31 13.133 1874 1878 1879 rBv4 9256 11780 1.39% 0.131%
32 13.151 1879 1881 1884 rVB 19666 18955 2.24% 0.212%
33 13.192 1884 1888 1891 rBV5 10395 11107 1.31% 0.124%
34 13.386 1918 1921 1923 rBV4 9399 12648 1.49% 0.141%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099090.D

Aca On : 5 Oct 2017 2:08

Operator : SJ/JU

Sample : 15585-09 5X

Misc :

ALS Vial : 26 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-BF092317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.445 1928 1931 1934 rBV2 29351 29348 3.46% 0.327%
36 13.662 1965 1968 1972 rVB2 14458 16006 1.89% 0.179%
37 13.992 2022 2024 2025 rBV2 18118 13043 1.54% 0.146%
38 14.027 2025 2030 2032 rVV 580307 616269 72.70% 6.877%
39 14.051 2032 2034 2038 rVB 63884 59219 6.99% 0.661%

40 15.062 2203 2206 2210 rBVY 81275 123325 14.55% 1.376%

41 15.368 2256 2258 2265 rVB 52688 75760 8.94% 0.845%
42 15.433 2265 2269 2275 rBVY 67925 102435 12.08% 1.143%
43 15.498 2275 2280 2290 rBVY 442591 614015 72.43% 6.852%

Sum of corrected areas: 8961546
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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:\HPCHEMI\BNA F\DATA\BF100417\

BF099090.D

5 Oct 2017 2:08

SJ/Ju

15585-09 5X

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099090.D

Aca On : 5 Oct 2017 2:08

Operator : SJ/JU

Sample = 15585-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.12 4.26 ng 135082 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 5
4 1-Butanamine. 3-methvl- 87 C5H13N 000107-85-7 5
5 1-Pentanamine 87 C5H13N 000110-58-7 4

Abundance Scan 6 (2.122 min): BF099090.D (-3) (-) m/z 73.05 100.00%
73.0
5000
430 670
] | 220 230 240 250
bt e Tm/Zz 43.05  39.56%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50
550 87.0 m/z 55.00 33.29%
29.0 ‘
0 M‘ 1 ! ‘ !
UL AL S UL UL UL SRR SUL LI SRR SURLLIL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
73.0
220 230 240 250
5000 55.0 m/z 87.00 28.29%
43.0
ol 150 *70 65.0 830 98,0
mz-> 10 20 30 40 50 60 70 8 9 100
Abundance #827: 1-Propene-1-thiol e
73.0 2.20 2.30 2.40 2.50
m/z 71.00 17.62%
5000
45.0
0 37'Q\‘ ‘ 559 65.0 i
UL RN SN UL UL UL SR SU LIS SRR SURLLIL S RN U U LU
m/z--> 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099090.D

Aca On : 5 Oct 2017 2:08

Operator : SJ/JU

Sample = 15585-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 4

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

5.07 2.51 ng 79624 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 507 (5.069 min): BF099090.D (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e A
4.80 500 5.20 5.40
83.0
0....,....',|:..'!|,....,-....-,|....,....,....,....,....,297.'.0. m/z 59.00 59.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL I
59.0 480 500 520 540
0
150 1010 m/z 101.00 21.60%
0 wl ol " 83.0 \
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
" 480 500 520 540
5000 41.0 m/z 58.00 16.04%
87.0
15.0
G L L I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13663: 3-Hexanol, 4-ethyl- R e R ma
59.0 4.80 500 5.20 5.40
m/z 41.10 10.29%
5000
41.0
83.0 101.0
0--1-5-'?-““--‘.“-‘--‘-“a--“--.‘----.‘----.----.----.----.----.---- S | N
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099090.D

Aca On : 5 Oct 2017 2:08

Operator : SJ/JU

Sample = 15585-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.63 Concentration Rank 1

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

6.63 16.64 ng 528237 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF099090.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.0
©0 510 || gy %0 620 640 6.60 6.80 7.00
0..“”.“”.“”.L”.“L.“:mpﬂnp.”“.”“w”“.”,”“,h”,” m/z 68.00 37.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL AR I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.38%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.99%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14491: 5-Aminoindole | BSLLES NLALELELE LE  ILE BL L
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .56%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100417\
Data File : BF099090.D

Aca On : 5 Oct 2017 2:08

Operator : SJ/JU

Sample = 15585-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.37 2.47 ng 75760 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 87
2 Pervlene 252 C20H12 000198-55-0 81
3 Benzolklfluoranthene 252 C20H12 000207-08-9 81
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 81
5 Benzo[a]pyrene 252 C20H12 000050-32-8 76
Abundance Scan 2258 (15.368 min): BF099090.D (-2256) (-) m/z 252.10 100.00%
25p.
5000
1250 15.00 15.20 15.40 15.60
41.0 85.0 , 224.1 . . : . . .
‘ 155.9180.0 277.1 3151 7> 520 10 58 770,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
195.0 m/z 253.10 21.54%
0 momo%omﬂlmmmommﬂM)M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 17.57%
125.0
0l17.0 50.0 74.0 99.0 150.0174.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104224: Benzo[K]fluoranthene A BT o e
25p.0 15.00 15.20 15.40 15.60
m/z 126.05 13.89%
5000
126.0
0 74.0 99.0, | 20002240 )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100417\
Data File : BF099090.D

Acq On : 5 Oct 2017 2:08

Operator : SJ/JU

Sample - 15585-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.12 4.3 ng 135082 1 6.86 634838 20.0
2-Pentanone, 4-hy... 5.07 2.5 ng 79624 1 6.86 634838 20.0
unknown6.63 6.63 16.6 ng 528237 1 6.86 634838 20.0
Benzo[e]pyrene 15.37 2.5 ng 75760 6 15.50 614015 20.0
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