LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114497.D

Aca On : 22 May 2019 21:40 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : K2971-17 SUP-ZC-C-1?052019
isc :

ALS Vial : 10 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-BF051019.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 5.457 570 573 591 rBVY 1374261 1723371 84.91% 6.479%
2 6.469 742 745 764 rBVY 1535862 1900355 93.63% 7.145%
3 6.604 764 768 778 rVB 1928047 1839138 90.62% 6.915%
4 6.828 803 806 817 rBVY 1217037 1034025 50.95% 3.888%
5 6.987 829 833 849 rBVY 1427177 1418828 69.91% 5.334%
6 7.392 898 902 915 rBV 926256 1129446 55.65% 4.246%
7 8.110 1021 1024 1047 rBV 1282896 1389648 68.47% 5.225%
8 9.180 1203 1206 1218 rBvY 1916833 2029554 100.00% 7.630%
9 9.580 1271 1274 1283 rVB 196809 205027 10.10% 0.771%
10 9.863 1319 1322 1338 rVB 1537564 1545088 76.13% 5.809%

11 10.657 1453 1457 1468 rBV 1108761 1235075 60.85% 4.643%
12 11.351 1571 1575 1578 rBV 1695605 1626157 80.12% 6.114%
13 11.374 1578 1579 1586 rVvVv 485332 394741 19.45% 1.484%
14 11.433 1586 1589 1597 rVB 88693 101598 5.01% 0.382%

15 11.857 1656 1661 1662 rBV 49938 44471 2.19% 0.167%
16 11.886 1662 1666 1672 rVV3 84081 139207 6.86% 0.523%
17 11.933 1672 1674 1677 rVV 27364 31231 1.54% 0.117%
18 11.969 1677 1680 1682 rVV 69249 76124 3.75% 0.286%
19 11.992 1682 1684 1689 rVB 37090 38156 1.88% 0.143%
20 12.151 1708 1711 1715 rBV 35938 31126 1.53% 0.117%
21 12.192 1715 1718 1722 rBV2 19708 20709 1.02% 0.078%
22 12.404 1750 1754 1757 rBV 29771 29279 1.44% 0.110%
23 12.504 1766 1771 1773 rBV2 26336 31698 1.56% 0.119%
24 12.568 1778 1782 1788 rBV 683165 651243 32.09% 2.448%
25 12.721 1804 1808 1810 rBV2 23908 22586 1.11% 0.085%
26 12.798 1815 1821 1827 rVV 534127 613987 30.25% 2.308%
27 12.851 1827 1830 1834 rVB2 23127 27454 1.35% 0.103%
28 12.927 1839 1843 1847 rBV 2054381 1849793 91.14% 6.955%
29 13.016 1853 1858 1863 rVB3 27994 46456 2.29% 0.175%
30 13.110 1869 1874 1875 rBV3 22643 31916 1.57% 0.120%
31 13.127 1875 1877 1880 rVB 38481 33534 1.65% 0.126%
32 13.233 1891 1895 1902 rVB2 38813 55224 2.72% 0.208%
33 13.357 1913 1916 1920 rBV2 22998 22665 1.12% 0.085%
34 13.645 1962 1965 1968 rBV 43242 43519 2.14% 0.164%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\
Data File : BF114497.D
Aca On : 22 May 2019 21:40 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?2?:'6 - (eori-ir SUP-2C-C-1-052019
ALS Vial : 10 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-BF051019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.751 1978 1983 1985 rBV 48526 56977 2.81% 0.214%
36 13.768 1985 1986 1989 rVB 36540 23882 1.18% 0.090%
37 13.798 1989 1991 1993 rBV 27902 29357 1.45% 0.110%
38 13.857 1997 2001 2009 rBv4 68450 148691 7.33% 0.559%
39 13.957 2016 2018 2020 rBV 32038 33655 1.66% 0.127%

40 13.992 2020 2024 2027 rVV2 1300116 1496007 73.71% 5.624%

41 14.021 2027 2029 2036 rVB 230313 230254 11.35% 0.866%

42 14.104 2041 2043 2046 rVB 26031 26915 1.33% 0.101%
43 14.139 2046 2049 2051 rBV2 35186 32579 1.61% 0.122%
44 14.386 2089 2091 2095 rVB 36099 33689 1.66% 0.127%
45 14.445 2098 2101 2106 rVB2 66606 75593 3.72% 0.284%
46 14.745 2149 2152 2155 rVB 87906 81974 4._.04% 0.308%
47 14.821 2162 2165 2168 rVB 53455 54099 2.67% 0.203%
48 14.886 2173 2176 2185 rVB4 43573 53146 2.62% 0.200%

49 15.039 2198 2202 2205 rBVY 183095 272402 13.42% 1.024%
50 15.074 2205 2208 2214 rVV2 142577 206748 10.19% 0.777%

51 15.151 2218 2221 2225 rBV 37293 46109 2.27% 0.173%
52 15.339 2249 2253 2257 rVB 97466 120753 5.95% 0.454%
53 15.404 2260 2264 2267 rVV 150598 177072 8.72% 0.666%
54 15.462 2268 2274 2287 rVB 933520 1400430 69.00% 5.265%
55 15.874 2339 2344 2349 rBV 127679 185169 9.12% 0.696%

56 16.368 2423 2428 2437 rBV3 75595 140369 6.92% 0.528%
57 16.951 2521 2527 2535 rBV2 86067 179658 8.85% 0.675%
58 17.403 2599 2604 2610 rVB2 39838 80187 3.95% 0.301%

Sum of corrected areas: 26598144
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052219\

- BF114497.D

: 22 May 2019 21:40

- JUu/SJ

: K2971-17 SUP-2C-C-1-052019
- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF051019.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114497.D

Aca On : 22 May 2019 21:40

Operator : JU/SJ

ﬁ?ggle i K2971-17 SUP-2C-C-1-052019
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
Quant Title : 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 1 unknown6.60 Concentration Rank 1

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

6.60 35.57 ng 1839140 1,4-Dichlorobenzene-d4 6.83
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-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 767 (6.598 min): BF114497.D (-764) (-) m/z 132.00 100.00%
5000 68
620 640 6.60 6.80 7.00
0 e m/z 68.10 43.96%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.08%
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 7.00
5000 67 m/z 66.00 27.61%
41 97
53
T
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 7.00
24 m/z 69.05 17.05%
5000 98 116
o b L8 o |l ase 189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114497.D

Aca On : 22 May 2019 21:40

Operator : JU/SJ

ﬁ?ggle i K2971-17 SUP-2C-C-1-052019
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
Quant Title : 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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.64 ng 185169 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 90
Abundance Scan 2343 (15.868 min): BF114497.D (-2339) (-) m/z 57.10 100.00%
57
5000 85
13 ' 15.60 15.80 16.00 16.20
141 169
0..” L orams 269 35 m/z 43.05 64.80%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 a5 LRI BB BUGILN UL B

15.60 15.80 16.00 16.20
m/z 71.05 59.62%

oL | | J8 141 160 197 225 253 281 300 338
e
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
Sasadastnt ettt
15.60 15.80 16.00 16.20
5000 . m/z 85.05 48.60%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
I A Y It i i S R UL .
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane L B o o S
57 15.60 15.80 16.00 16.20
m/z 55.00 23.73%
5000 85
113
oL h ) J | Yt 169189 211 239 267 295 3p3 352
i ' e . e G R S
miz--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114497.D

Aca On : 22 May 2019 21:40

Operator : JU/SJ

ﬁ?ggle i K2971-17 SUP-2C-C-1-052019
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
Quant Title : 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 4 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.37 2.00 ng 140369 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hexacosane 366 C26H54 000630-01-3 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Borane. diethvl(decvloxv)- 226 C14H31BO 1000152-34-3 64
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 2428 (16.368 min): BF114497.D (-2423) (-) m/z 57.10 100.00%
57
IUNNUUNSUSUAS RS I
113 141 169 203 278 16.00 16.20 16.40 16.60
- |, LA o0 208 2zas1 278 3% m/z 43.05 57.13%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AU B U
16. oo 16. 20 16 40 16.60
m/z 71.05 55.55%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57
16.00 16,20 16.40 16.60
5000 85 m/z 85.10 50.12%
29 113
oL T, j b, lﬁl 169 197 225 253 295 323 367
m/z--> éo 160 150 260 2%0 360 350
Abundance #117638: Nonadecane e e
57 16.00 16.20 16.40 16.60
m/z 55.00 23.20%
- i ,\WNMWJ\V\/VMW
29
0 \‘ L | | " \J 113 141 169 197 225 268
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&1;0 16. oo 16. 20 16 40 16. 60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114497.D

Aca On : 22 May 2019 21:40

Operator : JU/SJ

ﬁ?ggle i K2971-17 SUP-2C-C-1-052019
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
Quant Title : 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 Indeno[1,2,3-cd]fluoranthene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.95 2.57 ng 179658 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indenoll.2.3-cdlfluoranthene 276 C22H12 000193-43-1 93
2 Benzolahilpervlene 276 C22H12 000191-24-2 93
3 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 92
4 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 89
5 Ethyl 5-pentyl-2-thioxo-1,3-dith... 276 C11H1602S3 120356-16-3 43
Abundance Scan 2527 (16.951 min): BF114497.D (-2521) (-) m/z 276.10 100.00%
216
5000
57
T e 124138 16.60 16.80 17.00 17.20
99 207 : : : :
o 169183 221 248 292 =7 B7 08 35 480
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124623: Indeno[1,2,3-cd]fluoranthene
216
5000 138 AU SRR AR

16,60 16.80 17,00 17.20
m/z 43.05  25.46%

158174 198 224 248

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124613: Benzo[ghi]perylene
276
R e e N REERE
16.60 16.80 17.00 17.20
5000 m/z 277.10 24 .89%
138
oL 28 50 74 91 110124‘H 158174 198 222236252 HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124617: Indeno[1,2,3-cd]pyrene
276 16.60 16.80 17.00 17.20
m/z 71.05 22.07%
5000
o8 138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 60 16. 80 17. 00 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052219\

Data File : BF114497.D

Acq On : 22 May 2019 21:40

Operator : JU/SJ

3?22'6 i K2971-17 SUP-2C-C-1-052019
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 .60 6.60 35.6 ng 1839140 1 6.83 1034030 20.0
Tetracosane 15.87 2.6 ng 185169 6 15.46 1400430 20.0
Heneicosane 16.37 2.0 ng 140369 6 15.46 1400430 20.0
Indeno[1,2,3-cd]f... 16.95 2.6 ng 179658 6 15.46 1400430 20.0
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