LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117524.D

Aca On : 24 Oct 2019 21:32

Operator :© JU

Sample : K5499-13 2X

Misc :

ALS Vial : 18 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-BF101819.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 5.357 553 556 576 rBV 292351 378420 79.91% 6.927%
2 6.386 728 731 749 rBV 361508 431212 91.06% 7.893%
3 6.510 749 752 766 rVB 482943 454913 96.07% 8.327%
4 6.733 787 790 802 rBV 333629 286634 60.53% 5.247%
5 6.886 813 816 830 rBV 353426 335338 70.82% 6.138%
6 7.298 883 886 898 rBV 217070 237817 50.22% 4 .353%
7 8.016 1004 1008 1017 rBV 430242 373799 78.94% 6.842%
8 9.086 1187 1190 1203 rBV 576475 473536 100.00% 8.668%
9 9.486 1255 1258 1268 rBB 43049 39802 8.41% 0.729%
10 9.769 1302 1306 1319 rBB 426862 405537 85.64% 7.423%

11 10.557 1437 1440 1452 rBV 204012 207866 43.90% 3.805%
12 11.251 1555 1558 1561 rBV 364129 331276 69.96% 6.064%

13 11.274 1561 1562 1567 rVV 53051 42951 9.07% 0.786%
14 11.333 1570 1572 1575 rVB 6766 6074 1.28% 0.111%
15 11.498 1594 1600 1604 rBV3 4332 6856 1.45% 0.125%
16 11.780 1646 1648 1655 rBv4 19605 24241 5.12% 0.444%
17 11.868 1660 1663 1666 rBV2 7946 9604 2.03% 0.176%
18 12.468 1760 1765 1769 rBV 92220 84960 17.94% 1.555%
19 12.568 1776 1782 1786 rVB5 4184 7430 1.57% 0.136%
20 12.698 1798 1804 1810 rBV 74331 84736 17.89%% 1.551%
21 12.833 1823 1827 1830 rBV 424982 363933 76.85% 6.662%
22 13.027 1857 1860 1864 rVB 7242 6858 1.45% 0.126%
23 13.092 1868 1871 1873 rBV3 8770 7905 1.67% 0.145%
24 13.233 1890 1895 1896 rBv4 3597 5977 1.26% 0.109%
25 13.551 1947 1949 1952 rVB3 5988 5865 1.24% 0.107%
26 13.651 1961 1966 1968 rBV4 11632 19929 4.21% 0.365%
27 13.704 1972 1975 1978 rVV3 11419 18172 3.84% 0.333%
28 13.745 1978 1982 1991 rVB3 34876 75780 16.00% 1.387%
29 13.898 2003 2008 2011 rBV2 322554 358888 75.79% 6.569%
30 14.351 2083 2085 2088 rBV3 15060 14502 3.06% 0.265%
31 14.651 2133 2136 2138 rVB4 16780 13862 2.93% 0.254%
32 14.721 2145 2148 2150 rBV 28265 26072 5.51% 0.477%
33 14.921 2179 2182 2185 rBV 29067 38697 8.17% 0.708%

34 15.333 2247 2252 2265 rVB 192019 256717 54.21% 4._.699%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117524.D

Aca On : 24 Oct 2019 21:32

Operator :© JU

Sample : K5499-13 2X

Misc :

ALS Vial : 18 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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.721 2317 2318 2325 rVB4 20029 26876 5.68% 0.492%

Sum of corrected areas: 5463035
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117524.D

Aca On : 24 Oct 2019 21:32

Operator :© JU

Sample : K5499-13 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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: BF117524.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117524.D

Aca On : 24 Oct 2019 21:32

Operator :© JU

Sample : K5499-13 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.51 Concentration Rank 1

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

6.51 31.74 ng 454913 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 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 752 (6.510 min): BF117524.D (-749) (-) m/z 132.00 100.00%
32
5000 68
96 IRSENRARE SRR RSN SRR
40 54 g5 6.20 6.40 6.60 6.80
0 T L B A m/z 68.10 40.83%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IRSENRARE SRR RSN SRR
6.20 6.40 6.60 6.80
31 51 m/z 134.00 31.70%
O'J“m!w'lﬁ”Jw"w“'”l"'|”"w"w"“|'“'|“'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
IRSENRARE SRR RSN SRR
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 25.36%
41 97
53
AT 0 O
0....“i“..“.‘.l“.“l‘.‘.“l‘..‘.‘ﬁlu...“|..H.|....|....|....|....|...
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132 6.20 6.40 6.60 6.80
m/z 69.10 16.69%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117524.D

Aca On : 24 Oct 2019 21:32

Operator :© JU

Sample : K5499-13 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.74 4.22 ng 75780 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 90
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 90
5 4-Trifluoroacetoxyhexadecane 338 C18H33F302 1000215-97-5 87
Abundance Scan 1981 (13.739 min): BF117524.D (-1978) (-) m/z 43.00 100.00%
43 169 | 97
5000
145 179 AU R
” |” | | 13.40 13.60 13.80 14.00
ob——4 O m/z 69.00 99.87%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
a7
83
5000 AU SN AR
1 1340 13.60 13.80 14.00
29 m/z 83.05 97 .17%
0 il I lk139 163182 Iz}ol 237%5? o ?5§
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
a7
8 AU N U
13.40 13.60 13.80 14.00
5000 111 m/z 57.05 96.67%
29
oLy | L0 182 210 53255 a0
m/z--> w0 100 150" 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecy! ester e
43 13.40 13.60 13.80 14.00
83 m/z 97.10 96.37%
5000
111
04 2 6 ” \ 1l “\ 1?9 X 182 210
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117524.D

Aca On : 24 Oct 2019 21:32

Operator :© JU

Sample : K5499-13 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Carbamic acid, N-phenyl-, 1... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.72 2.03 ng 26072 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Carbamic acid. N-phenvl-. 1.5-di... 273 C17H23N02 118723-77-6 50
2 Farnesol i1somer a 222 C15H260 1000108-92-4 47

3 2-Buten-1-one. 1-(2.6.6-trimethv... 192 C13H200 041436-42-4 47
4 trans-Geranvlaeraniol 290 C20H340 024034-73-9 47
5 Erythro-2,3-dibromopentane 228 C5H10Br2 022415-74-3 47
Abundance Scan 2148 (14.721 min): BF117524.D (-2145) (-) m/z 69.05 100.00%
60
5000

14.40 14.60 14.80 15.00
m/z 81.05 55.71%

136

162 192575226 252271 296 341

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #121997: Carbamic acid, N-phenyl-, 1,5-dimethyl-1-vinyl-4-...
69

93

41

14.40 14.60 14,80 15.00
m/z 95.10 16.65%

5000

o 159 181
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #79401: Farnesol isomer a
69
e A RERREEESE L
14.40 14.60 14.80 15.00
5000 41 m/z 136.10 15.60%
109
0 wlﬂmm ELN - R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #54645: 2-Buten-1-one, 1-(2,6,6-trimethyl-3-cyclohexen-1-yl)-
69 14.40 14.60 14.80 15.00
m/z 68.05 13.88%
5000
41 123

107 ‘ 149 192
P \UL H‘n [

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

o

14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117524.D

Aca On : 24 Oct 2019 21:32

Operator :© JU

Sample : K5499-13 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl5.72 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.09 ng 26876 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 3-(2-methoxvethvl)-2-_.. 252 C16H16N20 161988-60-9 14
2 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 11
3 Methvl (5-hvdroxv-1H-benzimidazo... 207 C9H9N303 022769-68-2 10
4 Sulfide. bis(2-cvano-3.4-dihvdro... 302 C16H22N4S 1000190-79-0 10
5 3-Benzo[g]quinoxalin-2-yl-propio... 252 C15H12N202 025470-39-7 10
Abundance Scan 2318 (15.721 min): BF117524.D (-2317) (-) m/z 57.10 100.00%
57
85 207
5000 110 145 220
3 183 252 283 313 337 T T
| | 6 15.40 15.60 15.80 16.00
Obrreprr e m/z 43.05 82 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104041: 1H-Indole, 3—(2—meth0x%/bethyl)—2—(2—pyridy|)—
207
5000 U B B IR SR
- 1540 15.60 15.80 16.00
m/z 207.10 57 .46%
o7 45 '8 102 128 157 180 5
iz D o D a0 10 210 1R Th0 30 23n 2kD 550 T 30 Ta0 Bk
Abundance #67006: 5-Methyl-2-phenylindolizine
207
15.40 15.60 15.80 16.00
5000 m/z 85.05 56.44%
28 51 77 102 130 152 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #67154: Methyl (5-hydroxy-1H-benzimidazol-2-yl)carbamate e A RERREEESE L
7 15.40 15.60 15.80 16.00
m/z 55.00 49.28%
5000
o} IR I I B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102419\
Data File : BF117524.D

Acq On : 24 Oct 2019 21:32

Operator : JU

Sample - K5499-13 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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 .51 6.51 31.7 ng 454913 1 6.73 286634 20.0
Pentafluoropropio... 13.74 4.2 ng 75780 5 13.90 358888 20.0
Carbamic acid, N-... 14.72 2.0 ng 26072 6 15.33 256717 20.0
unknownl15.72 15.72 2.1 ng 26876 6 15.33 256717 20.0
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