LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117498.D

Aca On : 23 Oct 2019 22:04

Operator :© JU

Sample = K5494-05

Misc :

ALS Vial : 17 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 5.351 552 555 573 rBV 808161 856085 82.44% 9.261%
2 6.381 726 730 748 rBVY 1000283 985717 94.92% 10.664%
3 6.504 748 751 758 rVV 1141322 986122 94.96% 10.668%
4 6.734 786 790 800 rBV 245964 241127 23.22% 2.609%
5 6.887 812 816 829 rBV 875088 738497 71.12% 7.989%
6 7.298 882 886 906 rBV 580488 594245 57.22% 6.429%
7 8.010 1004 1007 1020 rBV 337343 316736 30.50% 3.426%
8 9.086 1186 1190 1193 rBY 1332604 1038442 100.00% 11.234%
9 9.480 1254 1257 1266 rBV 114045 94822 9.13% 1.026%
10 9.763 1301 1305 1314 rBV 450178 370506 35.68% 4.008%

11 10.551 1436 1439 1449 rBvV 574450 569737 54.86% 6.163%
12 11.245 1554 1557 1560 rBV 343160 323497 31.15% 3.500%

13 11.269 1560 1561 1567 rVB 35260 33009 3.18% 0.357%
14 11.774 1645 1647 1655 rBV3 37069 44096 4._.25% 0.477%
15 12.463 1761 1764 1769 rVB 82080 71348 6.87% 0.772%
16 12.692 1798 1803 1809 rBV 72351 81019 7.80% 0.876%
17 12.827 1822 1826 1830 rBV 890066 810068 78.01% 8.763%
18 13.021 1852 1859 1863 rBV 8681 15973 1.54% 0.173%
19 13.739 1976 1981 1989 rBV7 32815 75688 7.29% 0.819%
20 13.863 1998 2002 2003 rBV2 14438 12806 1.23% 0.139%
21 13.886 2003 2006 2010 rBV2 233971 267760 25.78% 2.897%
22 14.045 2029 2033 2036 rBV2 10866 14668 1.41% 0.159%
23 14.345 2081 2084 2087 rBV 18939 18320 1.76% 0.198%
24 14.380 2087 2090 2093 rBv4 8599 13105 1.26% 0.142%
25 14.645 2132 2135 2139 rVB 17272 17589 1.69% 0.190%
26 14.915 2177 2181 2184 rBV 46757 61076 5.88% 0.661%
27 14.957 2186 2188 2192 rVV2 29611 30583 2.95% 0.331%
28 15.021 2196 2199 2203 rVB4 13504 17106 1.65% 0.185%
29 15.204 2227 2230 2235 rVB 27813 31083 2.99% 0.336%
30 15.268 2237 2241 2245 rVV 36444 46482 4.48% 0.503%
31 15.321 2245 2250 2263 rVB 206913 288269 27.76% 3.119%
32 15.715 2313 2317 2324 rBV3 25694 36884 3.55% 0.399%
33 16.186 2392 2397 2402 rBvV4 10666 18924 1.82% 0.205%
34 16.739 2484 2491 2496 rBV3 20254 42135 4._.06% 0.456%

8270-BF101819.M Thu Oct 24 17:39:00 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117498.D

Aca On : 23 Oct 2019 22:04

Operator :© JU

Sample = K5494-05

Misc :

ALS Vial : 17 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 16.815 2496 2504 2511 rVB7 6693 18029 1.74% 0.195%
36 17.168 2556 2564 2569 rVB4 10966 24580 2.37% 0.266%
37 17.609 2632 2639 2648 rVB9 7531 23054 2.22% 0.249%
38 18.603 2802 2808 2810 rBV7 7315 14645 1.41% 0.158%

Sum of corrected areas: 9243832
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117498.D

Aca On : 23 Oct 2019 22:04

Operator :© JU

Sample = K5494-05

Misc :

ALS Vial : 17 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: BF117498.D
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Abundance TIC: BF117498.D
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1000000
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Abundance TIC: BF117498.D
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1000000
800000
600000
400000
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200000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117498.D

Aca On : 23 Oct 2019 22:04

Operator :© JU

Sample = K5494-05

Misc :

ALS Vial : 17 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 unknown6.50 Concentration Rank 1

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

6.50 81.79 ng 986122 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.498 min): BF117498.D (-748) (-) m/z 132.00 100.00%
132
5000 68
40 % 620 640 6.60 6.80
o lge | g8 “66.10 4
et m/z 68.10 49_.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 98 116 SN LS LA U
6.20 6.40 6.60 6.80
m/z 66.00 31.10%
158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
620 640 6.60 6.80
5000 m/z 134.00 30.58%
104
66
14 27 30 50 07T g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- R e EEAEsmmmseans
132 6.20 6.40 6.60 6.80
117 m/z 69.05 19.67%
5000
39 51 65 77 ot
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117498.D

Aca On : 23 Oct 2019 22:04

Operator :© JU

Sample = K5494-05

Misc :

ALS Vial : 17 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 Undecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.73 ng 44096 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 59
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Lactose 342 C12H22011 000063-42-3 47
Abundance Scan 1646 (11.769 min): BF117498.D (-1645) (-) m/z 73.00 100.00%
43 78
5000
97 DA IR R RS B
| | 129 11.40 11.60 11.80 12.00
—_eee m/z 43.00 87.92%
m/z--> 50 100 150 200 250 300 350
Abundance #50052: Undecanoic acid
41
5000
129 11.40 11.60 11.80 12.00
87 m/z 60.00 80.68%
sol Ly o | [s57 1o
m/z--> 50 160 1éo 260 250 360 3éo '
Abundance #39473: n-Decanoic acid
60
" 1140 1160 11.80 1200
5000 129 m/z 41.00 62.18%
87
.15.”.\.,l‘l..-l‘.‘%q?...ﬂﬁ?lfz..,....,....,....,....,
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
78 11.40 11.60 11.80 12.00
m/z 55.00 61.67%
43 155
5000 129
l 98
b ] It”w i 27 279 330 387
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117498.D

Aca On : 23 Oct 2019 22:04

Operator :© JU

Sample = K5494-05

Misc :

ALS Vial : 17 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 Trichloroacetic acid, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.74 5.65 ng 75688 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 90
4 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 90
Abundance Scan 1981 (13.739 min): BF117498.D (-1976) (-) m/z 83.05 100.00%
55 | 83
5000 111
| | 007 230 13.40 13.60 13.80 14.00
i e e L T e e B m/z 69.05 95.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
48
69
97
5000 AU N U
13.40 13.60 13.80 14.00
195 m/z 55.05 89.74Y%
IL Il 115..3 196 224
m/z--> 50 100 150 260 2éo 360 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83 AU N U
13.40 13.60 13.80 14.00
5000 111 m/z 43.05 84.48%
29 169
LAl ‘xi‘hl?g. |, 20 255 406
m/z--> §0 160 1%0 200 250 360 3%0 460
Abundance #131391: n-Nonadecanol-1 e
55 83 13.40 13.60 13.80 14.00
m/z 56.95 74 .25%
5000 111
29
Jl \ } b Jll?9.168 196 238 266
m/z--> §0 160 1%0 260 250 360 3%0 460 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117498.D

Aca On : 23 Oct 2019 22:04

Operator :© JU

Sample = K5494-05

Misc :

ALS Vial : 17 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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.20 2.16 ng 31083 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 81
2 Pervlene 252 C20H12 000198-55-0 76
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 74
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 64
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 64

Abundance Scan 2229 (15.198 min): BF117498.D (-2227) (-) m/z 252.05 100.00%

5000

14.80 15.00 15.20 15.40 15.60
m/z 253.10 28.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #104217: Benzo[e]pyrene
252
5000
14.80 15.00 15.20 15.40 15.60
m/z 250.10 27 .73%
113125
50 63 83 99 146158 174187200212224 237
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104215: Perylene
252
14.80 15.00 15.20 15.40 15.60
5000 m/z 125.00 23.56%
126
38 50 62 74 87 99 1H M 138150162174186198211224237‘L
R o e AN a s o e e e e EARBEEERARE S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104229: Benz[e]acephenanthrylene
252 14.80 15.00 15.20 15.40 15.60
m/z 126.10 19.26%
5000
126
5163 83 1007 ‘ H 150 174187200 224237 \
R B e e LB AL N B o o e e e e e R S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117498.D

Aca On : 23 Oct 2019 22:04

Operator :© JU

Sample = K5494-05

Misc :

ALS Vial : 17 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 6 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.56 ng 36884 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 64
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 64
4 Sulfurous acid. butyl octadecvl ... 390 C22H4603S 1000309-18-5 64
5 Tetratetracontane 619 C44H90 007098-22-8 53
Abundance Scan 2318 (15.721 min): BF117498.D (-2313) (-) m/z 71.05 100.00%
a3 | T
5000
99 il I A |
| | " 135151 197 15.40 15.60 15.80 16.00
reprrrr e e m/z 57.05 96.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane
57
5000 85 U AR DR U DR
mmmmmmmm
41 m/z 85.10 96.39%
o ) 4| ) 18 e 169 197 226
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 220 240 260 280 360
Abundance #172312: Sulfurous acid, pentadecyl 2-propy! ester
ile]
71 15.40 15.60 15.80 16.00
5000 m/z 43.05 79.74%
97
2 ‘ L, e g 2
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 220 240 260 280 360
Abundance #152416: Tridecane, 1-iodo- e A RERREEESE L
57 15.40 15.60 15.80 16.00
m/z 69.00 24 .21%
5000 85
4
183
‘ L T 155 | 310
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 3(')0 15. 40 15 60 15. 80 16. 00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102319\
Data File : BF117498.D

Acq On : 23 Oct 2019 22:04

Operator : JU

Sample - K5494-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.M
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 .50 6.50 81.8 ng 986122 1 6.73 241127 20.0
Undecanoic acid 11.77 2.7 ng 44096 4 11.25 323497 20.0
Trichloroacetic a... 13.74 5.7 ng 75688 5 13.89 267760 20.0
Benzo[e]pyrene 15.20 2.2 ng 31083 6 15.32 288269 20.0
Hexadecane 15.72 2.6 ng 36884 6 15.32 288269 20.0
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