LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113045.D

Aca On : 13 Mar 2019 23:11

Operator : JU/SJ

Sample : K1870-05 5X

Misc :

ALS Vial : 15 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-BF022719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal - TIC: BF113044.D
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.334 548 552 565 rBV 746210 699772 37.42% 3.690%
2 6.363 723 727 743 rBV 866367 777247 41.57% 4 _.099%
3 6.492 746 749 759 rBV 897216 790094 42 .25% 4.167%
4 6.728 785 789 792 rBVY 1109465 966653 51.69% 5.098%
5 6.881 811 815 824 rBV 774351 615653 32.92% 3.247%
6 7.281 880 883 896 rBV 500631 460262 24.61% 2.427%
7 7.916 987 991 995 rBV 37964 35732 1.91% 0.188%
8 8.010 1003 1007 1013 rBV 1454462 1342072 71.77% 7.077%
9 9.081 1186 1189 1203 rBV 1050523 936213 50.07% 4_.937%
10 9.475 1253 1256 1265 rVB 73493 64640 3.46% 0.341%
11 9.757 1300 1304 1308 rBVvV2 1871884 1646704 88.06% 8.684%
12 9.786 1308 1309 1318 rVB 44225 42190 2.26% 0.222%
13 10.275 1389 1392 1394 rVvB2 23958 19185 1.03% 0.101%
14 10.304 1394 1397 1400 rBvV 20202 20771 1.11% 0.110%

15 10.539 1433 1437 1449 rBvV 824250 735969 39.36% 3.881%

16 11.098 1526 1532 1533 rBV4 13667 22528 1.20% 0.119%
17 11.233 1552 1555 1558 rBV 1789362 1781282 95.26% 9.394%
18 11.257 1558 1559 1565 rVvV 402281 281482 15.05% 1.484%

19 11.310 1565 1568 1573 rVB 89623 80309 4._.29% 0.424%
20 11.469 1592 1595 1601 rBV 15679 24275 1.30% 0.128%
21 11.698 1631 1634 1637 rBV5 15167 20228 1.08% 0.107%
22 11.733 1637 1640 1643 rVV 55208 64900 3.47% 0.342%
23 11.769 1643 1646 1651 rVV2 244161 304202 16.27% 1.604%
24 11.810 1651 1653 1656 rVvVv 46210 55403 2.96% 0.292%
25 11.845 1656 1659 1662 rVV 92234 116173 6.21% 0.613%
26 11.869 1662 1663 1668 rVB 46261 33438 1.79% 0.176%
27 12.027 1687 1690 1692 rBV 35327 34896 1.87% 0.184%
28 12.280 1731 1733 1736 rBV 36346 39829 2.13% 0.210%
29 12.363 1745 1747 1752 rVB5 23041 29018 1.55% 0.153%
30 12.439 1757 1760 1764 rBV 566994 499239 26.70% 2.633%
31 12.557 1777 1780 1783 rBvV4 40110 45629 2.44% 0.241%
32 12.669 1793 1799 1802 rBV 470087 507617 27.15% 2.677%
33 12.739 1809 1811 1816 rVB 80211 73936 3.95% 0.390%

34 12.810 1820 1823 1830 rVB 990590 961748 51.43% 5.072%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113045.D

Aca On : 13 Mar 2019 23:11

Operator : JU/SJ

Sample : K1870-05 5X

Misc :

ALS Vial : 15 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\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.998 1852 1855 1858 rVB 61606 57170 3.06% 0.301%
36 13.063 1863 1866 1869 rVB2 61025 52464 2.81% 0.277%
37 13.098 1870 1872 1875 rVB 32691 31823 1.70% 0.168%
38 13.221 1890 1893 1898 rBV2 32716 35736 1.91% 0.188%
39 13.663 1966 1968 1974 rBV4 33399 39299 2.10% 0.207%

40 13.716 1974 1977 1983 rBV2 156907 194601 10.41% 1.026%

41 13.863 1996 2002 2005 rBV 1663016 1869951 100.00% 9.861%
42 13.886 2005 2006 2011 rVB 232084 147200 7.87% 0.776%
43 14.345 2081 2084 2086 rBV2 93876 100982 5.40% 0.533%
44 14.868 2170 2173 2176 rBVY 179427 238430 12.75% 1.257%
45 14.951 2184 2187 2196 rVB2 201032 275768 14.75% 1.454%

46 15.145 2218 2220 2226 rVB 104381 121288 6.49% 0.640%
47 15.204 2228 2230 2234 rVB 114981 119288 6.38% 0.629%

48 15.268 2236 2241 2245 rBVY 945241 1128229 60.33% 5.950%
49 15.710 2312 2316 2321 rBV 294872 421401 22.54% 2.222%

Sum of corrected areas: 18962919
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF031319\

BF113045.D

13 Mar 2019 23:11

JussJ

K1870-05 5X

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113045.D

Aca On : 13 Mar 2019 23:11

Operator : JU/SJ

Sample : K1870-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.49 Concentration Rank 1

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

6.49 16.35 ng 790094 1,4-Dichlorobenzene-d4 6.73
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.492 min): BF113045.D (-746) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 . . . .
o Lre s N~ m/z 68.00 41.60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 AL
5000 ISR RS R
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 31.44%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80
5000 67 m/z 66.00 26.80%
41 97
53
T P
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 15.62%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113045.D

Aca On : 13 Mar 2019 23:11

Operator : JU/SJ

Sample : K1870-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 5
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.42 ng 304202 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 41
Abundance Scan 1646 (11.769 min): BF113045.D (-1643) (-) m/z 72.90 100.00%
43 60 73
192
5000
11.40 11.60 11.80 12.00
(o} m/z 42.95 89.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L DU UL B S B
nmnmnmnm
m/z 59.90 87.11%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 1140 1160 11.80 12.00
5000 29 129 m/z 56.95 72 .63%
143157 214
Olllllllll | H‘\‘I
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 70.83%
5000 129
29
‘ 143157171185199 242
O.Fﬁ.k.ﬁt. T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113045.D

Aca On : 13 Mar 2019 23:11

Operator : JU/SJ

Sample : K1870-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Dichloroacetic acid, heptad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.08 ng 194601 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1978 (13.721 min): BF113045.D (-1974) (-) m/z 57.00 100.00%

g7

83

5000

-

13.40 13.60 13.80 14.00

139 168 196215
m/z 43.00 81.39%

248 273201 320

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83

3

13.I4O 13.I60 13.I80 14.IOO
m/z 55.00  75.50%

5000

o 139 168 191210 238 265 205

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1
56 83

3

13.40 13.60 13.80 14.00
m/z 83.00 68.23%

5000
29
ol b il 168 196 222238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate e AREEEEEaSEE
57 13.40 13.60 13.80 14.00
97 m/z 97.00 62.68%
4
5000
125
0 154 182 210 238 265283
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113045.D

Aca On : 13 Mar 2019 23:11

Operator : JU/SJ

Sample : K1870-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.95 4.89 ng 275768 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Triacontane 422 C30H62 000638-68-6 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 2187 (14.951 min): BF113045.D (-2184) (-) m/z 57.00 100.00%
57
AN U BRI B
< 14.60 14.80 15.00 15.20
It Jl LY 09 197219 252 283 310 345367390 m/z 71.00 64.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 U B B BRI SR B
Mmmmmmmm
- m/z 43.00 56.99%
oL L. I J / J1§1I169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.00 48 .80%
118 141
oL2/ | [ | 47,169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #175559: Tetracosane B B .
57 14.60 14.80 15.00 15.20
m/z 55.00 21.54%
85
5000
29
o \ Jli3‘lfl‘1§9 197 225 253 338
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3%0 4(')0 14 60 14. 80 15. oo 15 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113045.D

Aca On : 13 Mar 2019 23:11

Operator : JU/SJ

Sample : K1870-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Perylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.14 2.15 ng 121288 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 96
2 Benzolalpvrene 252 C20H12 000050-32-8 95
3 Benzolelpvrene 252 C20H12 000192-97-2 91
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 91
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
Abundance Scan 2219 (15.139 min): BF113045.D (-2218) (-) m/z 252.10 100.00%
252
5000
125
41 97 156 181 50 225 365 14.80 15.00 15.20 15.40
Ol 13 202 2732% 332 .38 49 Tn/z 250.00  29.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104216: Perylene
252
5000 LA AR SN AR
14.80 15.00 15.20 15.40
196 m/z 125.00 23.21%
oL 43 73 100, | 149 180200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252
14:80 15.00 15.20 15.40
5000 m/z 253.00 17.67%
126
ol 50 74 100, | 149 174 200 224
m/z--> 50 160 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene T
252 14.80 15.00 15.20 15.40
m/z 125.90 13.87%
5000
125
ol 50 74 99, | 146 174 200 224
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113045.D

Aca On : 13 Mar 2019 23:11

Operator : JU/SJ

Sample : K1870-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.71 7.47 ng 421401 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Heneicosane 296 C21H44 000629-94-7 95
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2316 (15.710 min): BF113045.D (-2312) (-) m/z 57.00 100.00%
57
5000 85 ~«Au_«m~vv__/\AN*N_WQN__]\
13 15.40 15,60 15.80 16.00
141 169
of ek L L 14 109101210 230 266 296 326 354 3% 70771700 66.91%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 U A BN B DU
mmmmmmmm
29 m/z 43.00 58.64%
o | | 4 g *13 141 169 197 225 253 281 309 337 365 394
miz--> 0 éo 160 1éo 260 2%0 360 3%0 460
Abundance #141425: Heneicosane
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 50.25%
29
. | | I | M8 141 169 107 225 253 _ 2%
miz--> 0 éo 160 1%0 260 250 360 3%0 400
Abundance #164584: Heptadecane, 9-hexyl- A B m
43 15.40 15.60 15.80 16.00
m/z 55.00 20.50%
71
5000
210
o j l ] j 11?7‘155 182 | 239 267 296 323
miz--> 0 éo 100 1éo 200 250 300 3%0 460 1540 1560 1580 1600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031319\
Data File : BF113045.D

Acq On : 13 Mar 2019 23:11

Operator : JU/SJ

Sample : K1870-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
Quant Title : 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]
unknown6 .49 6.49 16.4 ng 790094 1 6.73 966653 20.0
n-Hexadecanoic acid 11.77 3.4 ng 304202 4 11.23 1781280 20.0
Dichloroacetic ac... 13.72 2.1 ng 194601 5 13.86 1869950 20.0
Heneicosane 14.95 4.9 ng 275768 6 15.27 1128230 20.0
Perylene 15.14 2.1 ng 121288 6 15.27 1128230 20.0
Octacosane 15.71 7.5 ng 421401 6 15.27 1128230 20.0
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