LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117592.D

Aca On : 29 Oct 2019 15:51

Operator :© JU

Sample - K5540-07

Misc :

ALS Vial : 15 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 5.357 553 556 578 rBV 580741 786378 85.53% 10.893%
2 6.387 727 731 748 rBV 709016 898193 97.70% 12.442%
3 6.504 748 751 768 rVB 1002440 919382 100.00% 12.736%
4 6.728 786 789 804 rVB 261028 245267 26.68% 3.398%
5 6.881 812 815 828 rBV 642768 590949 64.28% 8.186%
6 7.292 882 885 903 rBV 413136 505720 55.01% 7.006%
7 8.010 1004 1007 1027 rBV 257561 296909 32.29% 4.113%
8 9.081 1186 1189 1202 rBV 719993 663675 72.19% 9.194%
9 9.480 1254 1257 1268 rBV 87295 91346 9.94% 1.265%
10 9.763 1301 1305 1319 rBB 304224 309361 33.65% 4.285%

11 10.557 1436 1440 1456 rBV 368332 414909 45.13% 5.748%
12 11.251 1554 1558 1567 rBV 244093 265774 28.91% 3.682%

13 11.774 1645 1647 1657 rBvV 24984 32573 3.54% 0.451%
14 12.827 1822 1826 1834 rBV 565397 474198 51.58% 6.569%
15 13.739 1977 1981 1991 rVB3 44455 82656 8.99% 1.145%
16 13.892 2004 2007 2015 rBvV 212147 226039 24.59% 3.131%
17 14.045 2030 2033 2036 rBv4 9518 11874 1.29% 0.164%
18 14.345 2081 2084 2086 rVB3 17301 14546 1.58% 0.202%
19 14.380 2086 2090 2092 rBvV5 8618 12951 1.41% 0.179%
20 14.639 2132 2134 2140 rVB4 23322 27466 2.99% 0.380%
21 14.710 2143 2146 2149 rBV 19062 18309 1.99% 0.254%
22 14.957 2185 2188 2191 rBV2 27711 26608 2.89% 0.369%
23 15.021 2197 2199 2205 rBV7 8037 12694 1.38% 0.176%
24 15.333 2245 2252 2262 rVB 140388 221813 24.13% 3.073%
25 15.427 2264 2268 2271 rBV6 9972 12940 1.41% 0.179%
26 15.715 2313 2317 2322 rBV3 23196 34854 3.79% 0.483%
27 16.180 2393 2396 2401 rVB6 14150 21467 2.33% 0.297%
Sum of corrected areas: 7218851
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117592.D

Aca On : 29 Oct 2019 15:51

Operator :© JU

Sample : K5540-07

Misc :

ALS Vial : 15 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 -
1000000 TIC: BF117592.D
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Abundance -
1000000 TIC: BF117592.D

800000
9.08

600000 12.83

400000 10.56
8.01 11.25

9.48
L

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance -
1000000 TIC: BF117592.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117592.D

Aca On : 29 Oct 2019 15:51

Operator :© JU

Sample : K5540-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 74.97 ng 919382 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 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF117592.D (-748) (-) m/z 132.00 100.00%
5000 68
I J "ok oo 650 6B
o AL 8L m/z 68.10 49.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 31.55%
0 U DAL SN DAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80
5000 og 116 m/z 66.00 29.28%
oy _,\MI 89 .‘“-JW-‘-“. 1189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14396: 1,2,4-Trifluorobenzene
132 6.20 6.40 6.60 6.80
m/z 69.10 19.63%
5000 63 g
31 101 112
Ol a - ..58;‘,“.‘7.2“.i‘. lg.z. |‘-‘- I - L e
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\BF102919\
Data File : BF117592.D

Aca On : 29 Oct 2019 15:51

Operator :© JU

Sample : K5540-07

Misc :

ALS Vial : 15 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 6
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.45 ng 32573 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 59
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 14
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 14
Abundance Scan 1646 (11.769 min): BF117592.D (-1645) (-) m/z 73.00 100.00%
43 73
5000
129
H 1140 1160 11.80 12.00
Ittt m/z 57.00 97 .26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50052: Undecanoic acid
60 73
41
5000 29
129 11.40 11.60 11.80 12.00
‘ 87 101 115 143 m/z 55.00 93.42%
o 16 |Jm| . 157 186
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61122: Dodecanoic acid
73
60
11.40 11.60 11.80 12.00
5000 43 129 m/z 43.10 85.53%
115 157
101
143 171 200
] S— I} ..,..,....,”..,...ﬂQQ..,”
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #39474. n-Decanoic acid
60 73 11.40 11.60 11.80 12.00
m/z 41.00 81.14%
129
5000
43
87 115
143
I T 1 I .phk. }?%.w. B S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11. 60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117592.D

Aca On : 29 Oct 2019 15:51

Operator :© JU

Sample : K5540-07

Misc :

ALS Vial : 15 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, tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.74  7.31ng 82656  Chrysene-di2 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 90
2 Trichloroacetic acid. tridecvl e... 344 C15H27CI1302 074339-51-8 87

3 n-Pentadecanol 228 C15H320 000629-76-5 87
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 1981 (13.739 min): BF117592.D (-1977) (-) m/z 83.10 100.00%
43
5000
13.40 13.60 13.80 14.00
O L m/z 57.05 81.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #189051: Trichloroacetic acid, tetradecyl ester
4 69 83
97
5000 AU SN AR
13140 13.60 13.80 14.00
125 m/z 69.00 80.57%

139153 168 196 241

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #179456: Trichloroacetic acid, tridecyl ester
43 57 69 g3
s
97 13.40 13.60 13.80 14.00
5000 m/z 97.05 75.43%
29 111
126
I | | | 140154 182
0...,.l.l‘,...“ et ..‘l‘,..l.” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84599: n-Pentadecanol e
55 69 83 97 13.40 13.60 13.80 14.00
43 m/z 43.00 72.84%
5000 111
29 ‘ 125
182
MISCIIN PN .o N N ([t
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13. 40 13. 60 13 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117592.D

Aca On : 29 Oct 2019 15:51

Operator :© JU

Sample : K5540-07

Misc :

ALS Vial : 15 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 Tridecanol, 2-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.64 2.48 ng 27466 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 53
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 50
3 Octane. 3.4.5.6-tetramethvl- 170 C12H26 062185-21-1 47
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 47
5 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 47
Abundance Scan 2134 (14.639 min): BF117592.D (-2132) (-) m/z 71.05 100.00%
7
43
5000
141 326 LELELL LELELELE BLELELELES BLELELELE B
dlwzﬂ | | 191T11 2?9281 i ] 14.40 14.60 14.80 15.00
oty } ' . T m/z 57.10 93.87%
m/z--> 50 100 150 200 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
g7
5000 85 LRI UL B U S
14,40 14.60 14.80 15.00
113 m/z 43.10 70.04%
141 211
Ouuu'u\lu'luu‘llullu'luluul||16|9||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl-
g7
1440 14.60 14,80 15.00
5000 m/z 85.10 69.53%
85
29
o “\ ‘ 1, A113}§5155175 203 231 250 303 331 357 386
m/z--> 50 100 150 200 250 300 350 '
Abundance #38355: Octane, 3,4,5,6—tetramethy|— L L B L LB L B
57 14.40 14.60 14.80 15.00
m/z 41.00 38.20%
5000f g a5
113
oL Al Tasetes e
m/z--> 50 100 150 200 250 300 350 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117592.D

Aca On : 29 Oct 2019 15:51

Operator :© JU

Sample : K5540-07

Misc :

ALS Vial : 15 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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .96 2.40 ng 26608 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 68
2 Pentacosane 352 C25H52 000629-99-2 64
3 Heneicosane 296 C21H44 000629-94-7 64
4 Hentriacontane 437 C31H64 000630-04-6 64
5 Hexatriacontane 507 C36H74 000630-06-8 64
Abundance Scan 2189 (14.962 min): BF117592.D (-2185) (-) m/z 71.05 100.00%
7
43
5000
14,60 14.80 15.00 15.20
o m/z 57.00 94 .42%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
5000 85 L DAL BB BRI B B
mmmmmmmm
113 m/z 85.10 64 .32%
L2 I L 141 169 107 225 253 295 366
m/z--> 56 100 1%0 260 2%0 360 3%0
Abundance #185533: Pentacosane
57
14,60 14.80 15.00 15.20
5000 85 m/z 43.10 56.79%
113
oL 2Ly \ | 117t 169189 211 239 267 295 323 352
m/z--> 56 100 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane R AR EEEEE T
57 14.60 14.80 15.00 15.20
m/z 97.00 31.04%
85
5000
29 113
oL DL a6 07 a5 gss o
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 14 60 14. 80 15. oo 15 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117592.D

Aca On : 29 Oct 2019 15:51

Operator :© JU

Sample : K5540-07

Misc :

ALS Vial : 15 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 7 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.14 ng 34854 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 72
2 Hexacosane 366 C26H54 000630-01-3 72
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 64
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 59
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 59
Abundance Scan 2318 (15.721 min): BF117592.D (-2313) (-) m/z 57.00 100.00%
57
85
5000
113 U AL B SRR SRR
3 | | ||J 141159177 197 1540 15.60 15.80 16.00
0..'.,.."" |||II|||II| |||....|....|....|.. m/z 71.10 75 _94Y%
m/z--> 50 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 U AR DR U DR
mmmmmmmm
113 m/z 85.00 60.37%
L2 | L ﬂ (M 169 194211 239 267 205 323 352
m/z--> 50 150 200 2éo 300 3%0
Abundance #194494: Hexacosane
57
15.40 15.60 15.80 16.00
5000 g5 m/z 43.05 52.40%
113
L2 i W (141 169 197 225 253 295 366
m/z--> 55 100 1éo 260 2éo 360 3%0
Abundance #105904: Pentadecane, 2,6,10-trimethyl- e A RERREEESE L
57 15.40 15.60 15.80 16.00
m/z 55.05 23.46%
5000
85
. i 1y | 189 g g
m/z--> 50 1c')o 1&'30 200 250 300 351;0 15. 40 15 60 15. 80 16. oo '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102919\
Data File : BF117592.D

Acq On : 29 Oct 2019 15:51

Operator : JU

Sample - K5540-07

Misc :

ALS Vial : 15 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 .50 6.50 75.0 ng 919382 1 6.73 245267 20.0
Undecanoic acid 11.77 2.5 ng 32573 4 11.25 265774 20.0
Trichloroacetic a... 13.74 7.3 ng 82656 5 13.89 226039 20.0
Tridecanol, 2-eth... 14.64 2.5 ng 27466 6 15.33 221813 20.0
Hexacosane 14.96 2.4 ng 26608 6 15.33 221813 20.0
Pentacosane 15.72 3.1 ng 34854 6 15.33 221813 20.0
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