LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000864.D
Aca On : 18 Oct 2019 03:29 Instrument :
Operator : JU gyA{é el

- _ lentosampleld :
3?22'6 : K5401-02 RBR200036-RT1488
ALS Vial : 21 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\HPCHEMI1I\BNA P\METHODS\8270-BP100119.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 5.375 555 559 582 rBVY 3489081 3632984 65.14% 8.109%
2 6.393 728 732 750 rBVY 3543647 3820214 68.50% 8.527%
3 6.522 750 754 757 rBVY 4540182 3965223 71.10% 8.851%
4 6.746 789 792 802 rBVY 1198381 1049368 18.82% 2.342%
5 6.905 815 819 822 rBVY 4088558 3414028 61.22% 7.620%
6 7.310 884 888 891 rBVY 2756428 2413083 43.27% 5.386%
7 8.034 1007 1011 1014 rBV 1514091 1289150 23.12% 2.877%
8 9.116 1191 1195 1198 rBVY 6403587 5342945 95.80% 11.926%
9 9.510 1259 1262 1271 rBV 650865 517805 9.28% 1.156%
10 9.799 1307 1311 1314 rBvV 1731232 1551828 27.83% 3.464%

11 10.593 1442 1446 1459 rBV 3731766 3343790 59.96% 7.464%
12 11.293 1562 1565 1568 rBV 1943606 1645784 29.51% 3.673%
13 11.316 1568 1569 1574 rVV 260140 194734 3.49% 0.435%
14 11.369 1574 1578 1581 rVvB2 101169 120176 2.15% 0.268%
15 11.834 1654 1657 1661 rBvV2 101786 109882 1.97% 0.245%

16 12.522 1770 1774 1777 rBV 709882 598271 10.73% 1.335%
17 12.751 1808 1813 1816 rBV 560023 538464 9.66% 1.202%
18 12.904 1834 1839 1842 rBV 6200136 5576930 100.00% 12.448%
19 13.087 1868 1870 1873 rVB 82960 76204 1.37% 0.170%
20 13.822 1992 1995 2005 rVB3 398894 520871 9.34% 1.163%

21 13.969 2015 2020 2023 rBV 1731389 1821218 32.66% 4._.065%
22 13.998 2023 2025 2028 rVB 186375 149414 2.68% 0.333%
23 14.075 2036 2038 2042 rVB 79677 77270 1.39% 0.172%
24 14.145 2048 2050 2056 rVB2 95890 96427 1.73% 0.215%
25 14.457 2100 2103 2105 rBV3 120909 133841 2.40% 0.299%

26 14.616 2127 2130 2134 rBV 115028 144768 2.60% 0.323%
27 14.763 2153 2155 2158 rVB 131433 117239 2.10% 0.262%
28 15.022 2196 2199 2207 rVB 197106 348969 6.26% 0.779%
29 15.104 2210 2213 2216 rBV 134724 134033 2.40% 0.299%
30 15.322 2248 2250 2257 rVB 104756 127014 2.28% 0.284%

31 15.387 2258 2261 2267 rVB 135402 161146 2.89% 0.360%

32 15.451 2267 2272 2276 rBV 1364675 1629358 29.22% 3.637%
33 15.928 2349 2353 2359 rVB 100064 139374 2.50% 0.311%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP101819\
Data File : BP000864.D

Aca On : 18 Oct 2019 03:29

Operator :© JU

Sample = K5401-02

Misc :

ALS Vial : 21 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 44801805
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RBR200036-RT1488
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101819\

Data File : BP000864.D

Aca On : 18 Oct 2019 03:29

Operator : JU

ﬁ?gg le K5401-02 RBR200036-RT1488
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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: BP000864.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101819\

Data File : BP000864.D

Aca On : 18 Oct 2019 03:29

Operator : JU

3?22 le K5401-02 RBR200036-RT1488
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 unknown6.52 Concentration Rank 1

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

6.52 75.57 ng 3965220 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 12

Abundance Scan 754 (6.522 min): BP000864.D (-750) (-) m/z 132.05 100.00%
132
5000
68
96 BN SRRE RARE SRR
40 J [, 172200227254281308 347 377405432458487 515542 6.20_6.40 6.60 6.80
O T i B o A L e m/z 134.05 32.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BN SREE RRE SRR
6.20 6.40 6.60 6.80
31 m/z 68.05 31.76%
O'LH'“'l“ S DAL UL BRI SR LI S S DL I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
SRS AR AR AR
6.20 6.40 6.60 6.80
5000 67 m/z 66.05 20.88%
97
3
0..ﬁ‘,l.ﬂ.‘u.“.J,.L...,....,.... R B e AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl B B
57 132 6.20 6.40 6.60 6.80
m/z 96.10 14.82%
5000 98
0 LIl 160 189
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101819\

Data File : BP000864.D

Aca On : 18 Oct 2019 03:29

Operator : JU

3?22 le K5401-02 RBR200036-RT1488
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.72 ng 520871 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
2 Cvclohexadecane 224 C16H32 000295-65-8 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 1995 (13.822 min): BP0O00864.D (-1992) (-) m/z 57.10 100.00%
il w
5000
230
1125 202 " al60 1280 1400 1420
53 - - - -
ol AL .1.1.1, el 1230309340369 399427 461490 543 | sz 83.10  90.29%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
5
5000 LR SN SIS SULBURA SR
13.60 13.80 14.00 14.20
125 m/z 97.10 81.77%
0 | }53182210 266294327
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
55 g3
1360 13.80 14.00 14.20
5000 m/z 43.10 75 .04%
11
) | nemoe2t
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester A BREmEEEs
57 13.60 13.80 14.00 14.20
97 m/z 55.10 73.12%
- wquA\*N\,ANVﬁk\.vaAwAmJ_ﬂ
125
29 169
0 | hlwzm 255 406
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP101819\

Data File : BP000864.D

Acq On : 18 Oct 2019 03:29

Operator : JU

3?22 le K5401-02 RBR200036-RT1488
ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.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 .52 6.52 75.6 ng 3965220 1 6.75 1049370 20.0
1-Heneicosyl formate 13.82 5.7 ng 520871 5 13.97 1821220 20.0
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