LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113939.D

Aca On : 23 Apr 2019 23:38

Operator : JU/SJ

Sample : K2532-03

Misc :

ALS Vial : 25 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF042219 .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 2.210 17 21 28 rvB 47543 68959 2.58% 0.258%
2 5.522 579 584 588 rBVY 2492805 2441152 91.33% 9.116%
3 6.522 749 754 768 rBVY 2345847 2518952 94.24% 9.406%
4 6.669 774 779 782 rBVY 2922332 2613032 97.76% 9.758%
5 6.898 814 818 821 rBV 934694 741815 27.75% 2.770%
6 7.057 841 845 848 rBVY 2552121 2087838 78.11% 7.796%
7 7.451 908 912 916 rBVY 1574981 1505247 56.32% 5.621%
8 8.181 1032 1036 1039 rBV 900970 839308 31.40% 3.134%
9 9.251 1214 1218 1221 rBV 3254062 2672829 100.00% 9.981%
10 9.639 1281 1284 1289 rBV 337162 274170 10.26% 1.024%

11 9.933 1330 1334 1338 rBV 1057261 875550 32.76% 3.270%
12 10.716 1463 1467 1481 rBV 1605706 1579095 59.08% 5.897%
13 11.416 1582 1586 1589 rBV 1028630 901896 33.74% 3.368%
14 11.439 1589 1590 1594 rVvVv 188707 111091 4.16% 0.415%
15 11.492 1596 1599 1602 rVB 41432 33841 1.27% 0.126%

16 11.939 1672 1675 1680 rVB2 134248 117903 4.41% 0.440%
17 12.033 1687 1691 1693 rBV 37993 37245 1.39% 0.139%
18 12.627 1788 1792 1797 rVB 490374 417861 15.63% 1.560%
19 12.857 1825 1831 1834 rBV 354984 373082 13.96% 1.393%
20 12.998 1851 1855 1859 rVB 2970001 2658839 99.48% 9.929%

21 13.074 1863 1868 1871 rBV3 22363 38197 1.43% 0.143%
22 13.186 1884 1887 1890 rVB 61095 57806 2.16% 0.216%
23 13.251 1892 1898 1901 rBV2 59758 76825 2.87% 0.287%
24 13.574 1950 1953 1957 rBV3 30756 33419 1.25% 0.125%
25 13.686 1970 1972 1977 rVB 39843 47369 1.77% 0.177%
26 13.804 1987 1992 1994 rBV2 63029 74588 2.79% 0.279%
27 13.857 1999 2001 2005 rvv2 35897 62660 2.34% 0.234%
28 13.898 2005 2008 2013 rVB3 50100 73597 2.75% 0.275%

29 14.051 2020 2034 2037 rBV2 1179047 1583195 59.23% 5.912%
30 14.074 2037 2038 2047 rVB 224732 194713 7.28% 0.727%

31 14.157 2049 2052 2055 rVB 53022 51815 1.94% 0.193%
32 14.269 2068 2071 2075 rBV2 32517 40983 1.53% 0.153%
33 14.521 2112 2114 2119 rVB2 44244 50943 1.91% 0.190%
34 14.833 2164 2167 2170 rBV 48788 51410 1.92% 0.192%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113939.D

Aca On : 23 Apr 2019 23:38

Operator : JU/SJ

Sample : K2532-03

Misc :

ALS Vial : 25 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF042219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.098 2208 2212 2215 rBV 159925 229842 8.60% 0.858%

36 15.180 2223 2226 2228 rBV2 51980 57651 2.16% 0.215%
37 15.404 2261 2264 2270 rVB 91340 113956 4._.26% 0.426%
38 15.468 2271 2275 2280 rVB 103422 137255 5.14% 0.513%
39 15.533 2281 2286 2289 rBV 620110 781045 29.22% 2.917%

40 15.563 2289 2291 2298 rVB3 74847 95344 3.57% 0.356%
41 16.010 2365 2367 2376 rVB3 35669 56973 2.13% 0.213%
Sum of corrected areas: 26779291
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\

BF113939.D

23 Apr 2019 23:38

JussJ

K2532-03

25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113939.D

Aca On : 23 Apr 2019 23:38

Operator : JU/SJ

Sample : K2532-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 unknown6.67 Concentration Rank 1

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

6.67 70.45 ng 2613030 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 779 (6.669 min): BF113939.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IREBEAREE RS L S
400 540 | 6.40 6.60 6.80 7.00
Ot il 780 | 480170 | s 6 00 40.48%
m/z--> 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 N
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
210 510 m/z 134.00 33.32%
0'“'J“Jhw!'w”'“|'“!i“?hq'“|'“'|“""'w"“l'“'l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.26%
41.0 97.0
‘ 79.0 117.0
0....|....‘l.‘...l‘..‘..l‘.‘.‘lllu.‘.‘.‘l‘....luu‘.. |1|0|7|0””\|””|H|”|”
m/z--> 30 50 60 70 80 90 100 110 120 130 140 A
Abundance #14560: Xenon R AR AR
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.15%
5000
66.0
I L s I A R LA R LA AR R IREBE AR RS UL S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113939.D

Aca On : 23 Apr 2019 23:38

Operator : JU/SJ

Sample : K2532-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.61 ng 117903 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 Dodecanoic acid 200 C12H2402 000143-07-7 52
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 25
Abundance Scan 1675 (11.939 min): BF113939.D (-1672) (-) m/z 73.00 100.00%

.0

43.0

5000
129.0
213.1
970 1711 256.2
52. 94.0 '

80 100 120 140 160 180 200 220 240 260
#107548: n-Hexadecanoic acid
43.0 73.0

73
5000 256.0 '|ll--|---L‘-1..|....|
. 11.60 11.80 12.00 12.20
213.

m
LI L L N O B

11.60 11.80 12.00 12.20
m/z 60.00 70.29%

0 i
REREE
m/z--> 20 40
Abundance

‘ 97.0 m/z 43.00 64 _.05%
|

157.0 185.0
o,n.w.”
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43.0 73.0
L B e S
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 58.47%
97.0 199.0 242.0
Ottt .‘,‘a‘..“l“‘.‘l‘a‘ ”‘H .“MH‘ ““ e ....,..E?O.‘Q..‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid A e T
43.0 73.0 11.60 11.80 12.00 12.20
’ m/z 40.95 53.45%
5000
129.0 171.0 214.0
L e 1 | 2o
oot bt L 1920 | geso | T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113939.D

Aca On : 23 Apr 2019 23:38

Operator : JU/SJ

Sample : K2532-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.40 2.92 ng 113956 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzolilfluoranthene 252 C20H12 000205-82-3 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2263 (15.398 min): BF113939.D (-2261) (-) m/z 252.00 100.00%
252.0
5000
1250 15.00 15.20 15.40 15.60 15.80
69.0 200.0 : : - : :
ol 090 4| 1861 2000 ) 8181 3652 4201 i TEn705  26.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252.0
5000

15.00 15.20 15.40 15.60 15.80
m/z 253.00 23.01%

125.0
50.0 83.0 , | 158.0 200.0

o7ttt
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252.0
R R R A Ea s e
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.00 15.94%
126.0
0 50.0 87.0 , | 163.0200.0
— T e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104223: Benzolj]fluoranthene N e o
252.0 15.00 15.20 15.40 15.60 15.80
m/z 251.00 11.12%
5000
126.0
0 51.0 87.0 | l 163.0 200.0 |
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042319\
Data File : BF113939.D

Acq On : 23 Apr 2019 23:38

Operator : JU/SJ

Sample - K2532-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .67 6.67 70.5 ng 2613030 1 6.90 741815 20.0
n-Hexadecanoic acid 11.94 2.6 ng 117903 4 11.42 901896 20.0
Benzo[e]pyrene 15.40 2.9 ng 113956 6 15.53 781045 20.0
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