LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081919\
Data File : BF116402.D

Aca On 19 Aug 2019 21:55

Operator : HP/JU

Sample : K4277-05

Misc :

ALS Vial : 11 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-BF073019.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 5.428 565 568 605 rBV 829486 1389515 71.97% 7.217%
2 6.445 738 741 760 rBVY 1290322 1532997 79.40% 7.962%
3 6.575 760 763 778 rVB 1517369 1590996 82.40% 8.263%
4 6.804 799 802 815 rBV 526206 519454 26.90% 2.698%
5 6.957 825 828 852 rBVY 1236405 1186828 61.47% 6.164%
6 7.369 895 898 923 rBV 842390 977615 50.63% 5.078%
7 8.086 1016 1020 1039 rBV 617414 691879 35.83% 3.593%
8 9.151 1198 1201 1216 rBvV 1919263 1692884 87.68% 8.792%
9 9.551 1266 1269 1280 rBV 181236 177402 9.19% 0.921%
10 9.833 1314 1317 1322 rBV 983384 829569 42.96% 4 _.309%
11 9.869 1322 1323 1332 rVB 26902 23176 1.20% 0.120%

12 10.622 1448 1451 1467 rBV 991438 1162295 60.20% 6.037%
13 11.322 1566 1570 1572 rBV 1017863 886922 45.94% 4.606%
14 11.345 1572 1574 1579 rVvV 249487 260038 13.47% 1.351%

15 11.410 1583 1585 1590 rVB 31882 33151 1.72% 0.172%
16 11.574 1610 1613 1619 rBV2 18866 26614 1.38% 0.138%
17 11.839 1653 1658 1660 rBV2 36277 56011 2.90% 0.291%
18 11.857 1660 1661 1668 rVB2 42955 43349 2.25% 0.225%
19 11.939 1672 1675 1678 rBV 36129 38597 2.00% 0.200%
20 12.174 1713 1715 1722 rBV2 19895 25130 1.30% 0.131%

21 12.539 1774 1777 1782 rBV 341907 329130 17.05% 1.709%
22 12.698 1800 1804 1809 rBV3 18156 21239 1.10% 0.110%
23 12.768 1810 1816 1822 rVB 298091 346105 17.93% 1.798%
24 12.898 1834 1838 1841 rBV 2194028 1930809 100.00% 10.028%

25 12.986 1849 1853 1859 rVB4 22098 36869 1.91% 0.191%
26 13.098 1870 1872 1878 rVB2 32618 42853 2.22% 0.223%
27 13.168 1878 1884 1886 rBV2 18001 21960 1.14% 0.114%
28 13.204 1886 1890 1894 rBV3 30264 41809 2.17% 0.217%
29 13.298 1903 1906 1909 rBV 19703 23451 1.21% 0.122%
30 13.627 1957 1962 1966 rBV 19399 24083 1.25% 0.125%
31 13.739 1973 1981 1984 rBV3 37905 53920 2.79% 0.280%

32 13.792 1984 1990 1996 rBV4 123494 276274 14.31% 1.435%
33 13.963 2014 2019 2022 rBV2 1058289 1124979 58.26% 5.843%
34 13.992 2022 2024 2031 rVB 154137 167155 8.66% 0.868%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081919\
Data File : BF116402.D

Aca On 19 Aug 2019 21:55

Operator : HP/JU

Sample : K4277-05

Misc :

ALS Vial : 11 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-BF073019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.357 2084 2086 2090 rVB 24402 23658 1.23% 0.123%
36 14.404 2090 2094 2096 rBV3 43739 44213 2.29% 0.230%
37 14.704 2138 2145 2150 rBV2 70409 86426 4.48% 0.449%
38 14.774 2154 2157 2163 rVB 27921 30317 1.57% 0.157%
39 14.962 2184 2189 2193 rBV6 13143 27755 1.44% 0.144%
40 15.009 2193 2197 2198 rBVY 115994 132252 6.85% 0.687%
41 15.121 2211 2216 2222 rBV3 19459 31960 1.66% 0.166%
42 15.304 2243 2247 2254 rVB 57556 72566 3.76% 0.377%

43 15.368 2254 2258 2260 rBVY 90526 113301 5.87% 0.588%
44 15.415 2263 2266 2281 rVB 662469 906462 46.95% 4._.708%

45 15.804 2326 2332 2339 rBvV 48010 71554 3.71% 0.372%

46 16.286 2409 2414 2419 rBvV2 23640 40170 2.08% 0.209%

47 16.915 2516 2521 2528 rVB2 24560 47767 2.47% 0.248%

48 17.356 2592 2596 2606 rBvV2 19401 40345 2.09% 0.210%
Sum of corrected areas: 19253804
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116402.D

Aca On 19 Aug 2019 21:55

Operator : HP/JU

Sample : K4277-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF116402.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081919\
Data File : BF116402.D

Aca On 19 Aug 2019 21:55

Operator : HP/JU

Sample : K4277-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.57 Concentration Rank 1

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

6.57 61.26 ng 1591000 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 762 (6.569 min): BF116402.D (-760) (-) m/z 132.00 100.00%
132.0
68.0
5000
40.0 549 9.0 J 620 640 6.60 6.80 7.00
0 el el m/z 68.00 53.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR R SRR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 65.95 35.04%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.20 6.40 6.60 6.80 7.00
5000 980 1160 m/z 134.00 30.48%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ \I = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B R e S I
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 21.38%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 ||‘|||‘|‘||“N||“l‘|||‘“|||‘ﬁ||“i‘||l‘||l“:luuuuluuuuluuuu
m/z--> 20 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\BF081919\
Data File : BF116402.D

Aca On 19 Aug 2019 21:55

Operator : HP/JU

Sample : K4277-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.79 4.91 ng 276274 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
Abundance Scan 1990 (13.792 min): BF116402.D (-1984) (-) m/z 57.00 100.00%
5%.0 83.0
5000
13.40 13.60 13.80 14.00 14.20
0 m/z 83.00 91.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0
5000
13.40 13.60 13.80 14.00 14.20
m/z 55.00 85.01%
290 139.0 167 9
Obreryediedh b -0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate
57.0 83.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.00 84 .94Y%
o 139.0167.0196.00220  266.0294.0305
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol R e e L L
55,0 83.0 13.40 13.60 13.80 14.00 14.20
m/z 69.00 T77.77%
5000
29.0
0 139.0167.0 196.0  238.0266.0204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081919\
Data File : BF116402.D

Acq On 19 Aug 2019 21:55

Operator : HP/JU

Sample - K4277-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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 .57 6.57 61.3 ng 1591000 1 6.80 519454 20.0
Behenic alcohol 13.79 4.9 ng 276274 5 13.96 1124980 20.0
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