LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114734.D

Aca On 1 Jun 2019 3:40

Operator : HP/JU

Sample : K3104-04

Misc :

ALS Vial : 19 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-BF052919 .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 3.657 263 267 278 rVB2 58073 118277 1.10% 0.177%
2 4.881 468 475 485 rvB2 169818 240842 2.24% 0.361%
3 5.304 542 547 550 rBY 3288979 3192827 29.70% 4.787%
4 6.322 716 720 723 rBVY 2684160 2105430 19.59% 3.157%
5 6.463 739 744 747 rBV 6455332 5826117 54.20% 8.735%

6.692 780 783 787 rBV 2700061 2407985 22.40% 3.610%
6.857 806 811 814 rBV 7873971 7849621 73.02% 11.769%
7.257 873 879 882 rBV 5765953 6311341 58.71% 9.462%
7.975 997 1001 1004 rBV 3633955 2979389 27.71% 4._467%
9.051 1178 1184 1187 rBV 10148231 10750124 100.00% 16.117%

=
QO ~NO®

11 9.439 1246 1250 1256 rBV 814615 676753 6.30% 1.015%
12 9.722 1293 1298 1306 rBV 3646635 3224310 29.99% 4._.834%
13 10.504 1426 1431 1434 rBV 4435430 4280392 39.82% 6.417%
14 11.192 1544 1548 1552 rBV 3352255 2876970 26.76% 4_.313%
15 11.733 1637 1640 1650 rBV 376824 469358 4._.37% 0.704%

16 12.515 1770 1773 1783 rBV 158495 207226 1.93% 0.311%
17 12.780 1813 1818 1821 rBV 8441817 8612158 80.11% 12.912%
18 13.680 1967 1971 1977 rBV2 189604 244963 2.28% 0.367%
19 13.815 1989 1994 1997 rBV 2282394 2209877 20.56% 3.313%
20 14.915 2178 2181 2186 rVB 107951 114936 1.07% 0.172%

21 15.198 2224 2229 2236 rBV 1657462 1878170 17.47% 2.816%
22 15.262 2237 2240 2245 rVB 108830 122132 1.14% 0.183%

Sum of corrected areas: 66699198
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\

- BF114734.D

1 Jun 2019 3:40
: HP/JU

- K3104-04

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF052919 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114734.D

Aca On 1 Jun 2019 3:40

Operator : HP/JU

Sample : K3104-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.88 2.00 ng 240842 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 475 (4.881 min): BF114734.D (-468) (-) m/z 43.00 100.00%
43
59
5000
T 250 4o 500 520
83 : : :
...,....,....,....',':...“'ﬁ.!I,....,?.3..,.'...,...:,|....,....,....,....,...., m/z 59.00 52.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R I UL L UL
59 460 480 500 5.20
m/z 101.00 21.34%
15 31 101
" 51J 83
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8367: n-Propyl t-butyl ether
59
460 4.80 5.00 520
5000 a1 101 m/z 58.00 16.62%
29
'”I'%?'P"'I"“I""P"'I'“'I??'W"g?l”"l"”l'}}Z""l“"I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 460 4.80 5.00 5.20
m/z 41.00 8.68%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I U UL A R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114734.D

Aca On 1 Jun 2019 3:40

Operator : HP/JU

Sample : K3104-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 2 unknown6.46 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.46 48.39 ng 5826120 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 744 (6.463 min): BF114734.D (-739) (-) m/z 132.00 100.00%
5000 68
40 o J " 620 6.40 6.60 6.80
54 . . . .
| f7 s L apsus _l  "h/z 68.00 38.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U S LU U

6.20 6.40 6.60 6.80
m/z 134.00 34 .09%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
A I e
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 25.18%
41 53 97 117
b e
S e - .- R A
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 15.21%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF052919.M Mon Jun 03 04:46:57 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114734.D

Aca On 1 Jun 2019 3:40

Operator : HP/JU

Sample : K3104-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.73 3.26 ng 469358 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 20
Abundance Scan 1639 (11.727 min): BF114734.D (-1637) (-) m/z 72.95 100.00%
5000
143157171185 1120 1160 1180 1200
m/z 43.00 93.27%
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 LR DU BRI SRS BUUL
nmnmnmnm
m/z 59.95 82 .55%
llvjl 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
1140 11.60 11.80 12.00
5000 129 m/z 41.00 71.23%
29
5 | ||
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid B Bam e B
43 6073 11.40 11.60 11.80 12.00
m/z 57.05 61.26%
5000 29 »
“ T7 Ol115 ‘ 171185 214
el LR | 17 | Wgeg | o) s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114734.D

Aca On 1 Jun 2019 3:40

Operator : HP/JU

Sample : K3104-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.68 2.22 ng 244963 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1971 (13.680 min): BF114734.D (-1967) (-) m/z 83.10 100.00%
5000 J\M‘
SRR BRI SR B
16 154 216 248 13.40 13.60 13.80 14.00
el 280 m/z 57.05 99.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
56
5000 SR AR SR S B
13.40 13.60 13.80 14.00
29 m/z 55.00 96.28%
1 167182 210 238 264280 308
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
'13.40 13.60 13.80 14.00
5000 m/z 97.00 93.83%
29
PN 139 167182 210 238 266 204
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300 o
Abundance #131391: n-Nonadecanol-1 LA B e
55 83 13.40 13.60 13.80 14.00
m/z 69.00 86.74%
5000
29
B 182 210 238 266
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300 13%0 13%0 13%0 1450
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF053119\
Data File : BF114734.D

Acq On 1 Jun 2019 3:40

Operator : HP/JU

Sample : K3104-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052919_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]
2-Pentanone, 4-hy... 4.88 2.0 ng 240842 1 6.69 2407990 20.0
unknown6 .46 6.46 48.4 ng 5826120 1 6.69 2407990 20.0
n-Hexadecanoic acid 11.73 3.3 ng 469358 4 11.19 2876970 20.0
Behenic alcohol 13.68 2.2 ng 244963 5 13.82 2209880 20.0
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