LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF031119\
Data File : BF112984.D
Aca On - 12 Mar 2019 5:16 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K1817-15 PST-027-B111-030619
ALS Vial : 30 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-BF022719.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 5.322 546 550 561 rBV 318370 340210 45.43% 6.325%
2 6.357 723 726 746 rBV 368345 375291 50.11% 6.977%
3 6.492 746 749 758 rBV 434146 371206 49.56% 6.901%
4 6.728 785 789 798 rBV 142016 123391 16.48% 2.294%
5 6.881 812 815 822 rBV 303858 291616 38.94% 5.422%
6 7.286 880 884 891 rBV 162659 189870 25.35% 3.530%
7 7.339 891 893 899 rVB 16154 17245 2.30% 0.321%
8 8.010 1004 1007 1016 rBV 115441 142643 19.05% 2.652%
9 9.086 1187 1190 1210 rBV 358486 502208 67.06% 9.337%
10 9.480 1254 1257 1264 rVB 26963 27592 3.68% 0.513%

11 9.763 1301 1305 1317 rVB 212434 225548 30.12% 4.193%
12 10.545 1434 1438 1448 rBvV 377914 404194 53.97% 7.515%
13 11.239 1552 1556 1564 rBV 264620 291656 38.94% 5.422%

14 11.310 1566 1568 1574 rVB3 7845 8745 1.17% 0.163%
15 11.774 1644 1647 1655 rBV3 45302 60901 8.13% 1.132%
16 12.445 1758 1761 1764 rBV 28914 25114 3.35% 0.467%
17 12.486 1764 1768 1770 rVvVv3 5656 8036 1.07% 0.149%
18 12.510 1770 1772 1775 rVB 10203 7809 1.04% 0.145%
19 12.563 1778 1781 1784 rBV4 10726 13842 1.85% 0.257%
20 12.668 1794 1799 1803 rBV 29253 34136 4_56% 0.635%
21 12.815 1820 1824 1835 rBV 814041 748946 100.00% 13.924%
22 13.062 1861 1866 1870 rBv4 12260 20050 2.68% 0.373%
23 13.404 1921 1924 1931 rVB5 7440 10297 1.37% 0.191%
24 13.733 1976 1980 1986 rBV 58368 87133 11.63% 1.620%
25 13.862 1998 2002 2009 rBV 262623 282459 37.71% 5.251%
26 13.980 2018 2022 2026 rVB4 14193 21187 2.83% 0.394%
27 14.045 2029 2033 2035 rBV3 24657 25946 3.46% 0.482%
28 14.345 2081 2084 2086 rBV 46592 50844 6.79% 0.945%
29 14.368 2086 2088 2092 rVB4 33101 44939 6.00% 0.835%
30 14.439 2098 2100 2104 rBv4 10310 9510 1.27% 0.177%
31 14.545 2113 2118 2121 rBV2 23419 33871 4._.52% 0.630%
32 14.580 2121 2124 2127 rBV2 24908 26280 3.51% 0.489%
33 14.645 2131 2135 2139 rBV 49086 54176 7.23% 1.007%
34 14.956 2185 2188 2192 rBV 57746 71224 9.51% 1.324%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031119\

Data File : BF112984.D

Aca On - 12 Mar 2019 5:16

Operator : JU/SJ

3?22'6 i K1817-15 PST-027-B111-030619
ALS Vial =: 30 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\HPCHEMI\BNA F\METHODS\8270-BF022719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.998 2192 2195 2199 rBv4 49455 83050 11.09% 1.544%
36 15.268 2237 2241 2245 rBVY 147985 184882 24.69% 3.437%
37 15.315 2245 2249 2253 rVB 50074 69332 9.26% 1.289%
38 15.715 2313 2317 2321 rBvVY 52731 75000 10.01% 1.394%
39 18.168 2732 2734 2735 rBvV2 21713 18470 2.47% 0.343%

Sum of corrected areas: 5378849
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF031119\

BF112984 .D

12 Mar 2019 5:16

Ju/SsJ

K1817-15 PST-027-B111-030619
30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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200000
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Time-->
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0
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0

TIC: BF112984.D
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16.00 16.50

14.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112984.D

Aca On - 12 Mar 2019 5:16

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 unknown6.49 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.49 60.17 ng 371206 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 749 (6.492 min): BF112984.D (-746) (-) m/z 132.00 100.00%
5000 68
40 % J 620 6.40 6.60 6.80
54 : : : :
o Lre s N~ m/z 68.00 40.14%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000
6.20 6.40 6.60 6.80
m/z 134.00 31.01%
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 N L S NS SR
104 6.20 6.40 6.60 6.80
5000 m/z 66.00 25.25%
31 5l 8
0 ‘ L1 H (1 . |
e e LA A B o o o I LA i o o o B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 14.62%
5000 98 116
SIS RS JAI 8 T N N
m/z--> 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\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112984.D

Aca On - 12 Mar 2019 5:16

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 3 Decane Concentration Rank 12

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

7.34 2.80 ng 17245 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 56
2 Octane. 2-methvl- 128 C9H20 003221-61-2 56
3 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 50
4 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 50
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 45

Abundance Scan 893 (7.339 min): BF112984.D (-891) (-) m/z 43.00 100.00%
48 57
5000 71
85
| | 99 7.00 7.20 7.40 7.60
0'W””P'”P“'H”W”'W””k'”H“W”'L””P'”P“'P“W”'W”” m/z 57.00 99.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19158: Decane
43 57
5000 A UL L L
71 7.00 7.20 7.40 7.60
29 85 m/z 71.00 48 .53%
ol 15 |J UL 99 113 142
m/z--> fo 25 50 Jo 55 60 70 80 90 100 110 120 130 140 150
Abundance #12672: Octane, 2-methyl-
43
AR I UL L L
7.00 7.20 7.40 7.60
5000 57 m/z 40.95 40.74%
71
29 a5
o | T e 13 m
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #48889: Decane, 2,5,6-trimethyl-
57 7.00 7.20 7.40 7.60
43 m/z 55.90 24 .75%
5000
71
84
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112984.D

Aca On - 12 Mar 2019 5:16

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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-Decanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.77 4.18 ng 60901 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 50
2 Dodecanoic acid 200 C12H2402 000143-07-7 43
3 Undecanoic acid 186 C11H2202 000112-37-8 35
4 Pentadecane 212 C15H32 000629-62-9 10
5 Isobutyl 3-methylbutyl disulfide 192 C9H20S2 075203-66-6 10
Abundance Scan 1646 (11.768 min): BF112984.D (-1644) (-) m/z 73.00 100.00%
60 73
192
5000
5 97 115 129
‘ ﬁ| ”l | 175 | 11.40 11.60 11.80 12.00
O —t R B B B W m/z 42.90 96.42%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #39474. n-Decanoic acid
60 73
129
5000
43 11.40 11.60 11.80 12.00
H m/z 60.00 89.43%
Ol
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #61122: Dodecanoic acid
73
60 R UUNL PRI BRI UL
11.40 11.60 11.80 12.00
5000 43 129 m/z 57.00 75.32%
15 157
101
143 171 200
0...,..”,....... ..,... ..uuﬂu.Jw.ﬂ.ﬁQQ..}”
m/z--> 20 40 0 100 120 140 160 180 200
Abundance #50051. Undecanoic acid
60 73 11.40 11.60 11.80 12.00
m/z 54.90 60.07%
5000 43
29 129 143
115 186
o ..??.L‘ lw.J‘M,HM .ﬂﬂ...h,ld..,k 7169 -
m/z--> 20 40 60 100 120 140 160 180 200 11.40 11.60 11.80 12.00

8270-BF022719.M Tue Mar

12 17:09:50 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112984.D

Aca On - 12 Mar 2019 5:16

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 6 1-Decanol, 2-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.73 6.17 ng 87133 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 87
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 87
4 Oxalic acid. cvclobutvl pentadec... 354 C21H3804 1000309-70-5 87
5 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 87
Abundance Scan 1979 (13.727 min): BF112984.D (-1976) (-) m/z 56.95 100.00%

7

43 | 71

5000

13.40 13.60 13.80 14.00
m/z 71.00 66.77%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119525: 1-Decanol, 2-octyl-

5000
13.40 13.60 13.80 14.00

m/z 43.00 63.73%

111

N 125139 154165182 196210224238 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119526: 1-Dodecanol, 2-hexyl-
57

483 7 13.40 13.60 13.80 14.00
m/z 85.00 47 .12%

5000
111

125
o 139 154168182 196210224238252 269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95993: 1-Decanol, 2-hexyl-

57 13.40 13.60 13.80 14.00
m/z 55.00 42 _.05%

43 71
5000
111

125139 154168182196210224
A
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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8270-BF022719.M Tue Mar

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031119\
Data File : BF112984.D

Aca On : 12 Mar 2019 5:16

Operator : JU/SJ

Sample : K1817-15

Misc :

ALS Vial : 30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .34 3.60 ng 50844 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2083 (14.339 min): BF112984.D (-2081) (-) m/z 57.00 100.00%
57
5000
14.00 14,20 14.40 1460
o m/z 71.00 65.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L DA SO B SRS
14.00 14.20 14.40 14.60
m/z 43.00 58.11%
29
oL, ] IJ ] 11$1‘169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #223851: Hentriacontane
57
14.00 14.20 14.40 1460
5000 m/z 84.95 38.47%
85
29| | 113 141 169
ol I L4 70109 197 225 253 280 300 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400 f“N
Abundance #129490: Eicosane flalab R A ALS B e
57 14.00 14.20 14.40 14.60
m/z 55.00 26.18%
85
5000
o?}mlmmmmmm
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(')0 ! 14. 00 14. 20 14. 40 14|60 '

12 17:09:51 2019

PST-027-B111-030619
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112984.D

Aca On - 12 Mar 2019 5:16

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 8 1-Nonadecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.37 3.18 ng 44939 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 64
2 2.5-Dimethvl-1-pvrroline 97 C6H11N 000822-64-0 38
3 Benzene. 1-fluoro-2-methoxy- 126 C7H7FO 000321-28-8 35
4 Cvclopentane. 1l-ethvl-3-methvl- 112 C8H16 003726-47-4 25
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 25
Abundance Scan 2088 (14.368 min): BF112984.D (-2086) (-) m/z 83.00 100.00%
8B 97
a3 o
5000
14.00 14.20 14.40 14.60
0! m/z 97.00 87.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115906: 1-Nonadecene
4
5000 U SRR PG BN SURBLELE B
mmmmmmmm
125 m/z 43.00 76.99%
o 139154168182106210224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2987: 2,5-Dimethyl-1-pyrroline
42 97
56 g 14.00 14.20 14.40 14.60
5000 m/z 69.00 70.84Y%
0! ..“““... I""I"" R B R amma E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11300: Benzene, 1-fluoro-2-methoxy- A BT o e
8B 126 14.00 14.20 14.40 14.60
m/z 55.00 64 .85%
111
5000
57
15 | 7
Ol bl b e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112984.D

Aca On - 12 Mar 2019 5:16

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 9 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .54 2.40 ng 33871 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 64
2 Octacosane 394 C28H58 000630-02-4 64
3 Hexacosane 366 C26H54 000630-01-3 64
4 Heptacosane 380 C27H56 000593-49-7 59
5 Hentriacontane 437 C31H64 000630-04-6 59
Abundance Scan 2117 (14.539 min): BF112984.D (-2113) (-) m/z 57.00 100.00%
57
5000 85
112 LB DL B
|141 175 223 283 14.'20 14.'40 14.|60 14.|80 '
o Ao s m/z 71.00 66.75%
m/z--> 50 100 150 200 250 300 350
Abundance #175555: Tetracosane
57
5000 85 LR B DI B SRS

14.20 14.40 14.60 14.80
m/z 85.00 48.25%

113
141 169
oL ] e J L .197 225 253 281 309 338

L e A o B
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
R B R B R
14.20 14.40 14.60 14.80
5000 85 m/z 43.00 40.16%
29 13 141
0 ey ﬂ 169 197 225 253 281 309 337 365 394
...,... L e e L B
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane R B
57 14.20 14.40 14.60 14.80
m/z 55.00 33.27%
5000 85
113
L2 | i L 141 169 197 225 253 295 366
el L e B
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112984.D

Aca On - 12 Mar 2019 5:16

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 10 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14 .58 2.84 ng 26280 Perylene-d12 15.27

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosane 394 C28H58 000630-02-4 78

2 Hexadecane 226 C16H34 000544-76-3 78

3 Nonacosane 408 C29H60 000630-03-5 72
4 Heneicosane 296 C21H44 000629-94-7 64

5 Dodecane 170 C12H26 000112-40-3 59
Abundance Scan 2124 (14.580 min): BF112984.D (-2121) (-) m/z 57.00 100.00%

57
85
5000
113 155 A A A A
| i, ‘ i 197 . 81 14.20 14.40 14.60 14.80
0....,..n' T m/z 71.00 78.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 A DAL B BRI B

14 20 14. 40 14.60 14.80

- m/z 85.00 72.93%
ol 1|, ﬂ | J141 169 197 225 253 281 309 337 365 394
L , e R eI LN sl
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57
e bt
14.20 14.40 14.60 14.80
5000 o m/z 43.00 67.22%
29
oL } | | | 118 141 160 197 226
T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215180: Nonacosane e EARRs RS
57 14.20 14.40 14.60 14.80
m/z 54.90 36.33%
85
5000
L2 || ﬂ J Jlf111§9‘197 225 253 281 309 337 365 408
R R ST SIS Er e Gt A LS o
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112984.D

Aca On - 12 Mar 2019 5:16

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 11 unknownl1464 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .64 5.86 ng 54176 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Triacontane 422 C30H62 000638-68-6 80
3 Heptadecane 240 C17H36 000629-78-7 72
4 Nonacosane 408 C29H60 000630-03-5 72
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 72
Abundance Scan 2134 (14.639 min): BF112984.D (-2131) (-) m/z 57.00 100.00%
57
5000 85
”113 141 169 197 239 265 14.40 14.60 14.80 15.00
oy L, L e e e Ao B I m/z 71.00 63.42%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LI IS I BRI B

14.40 14.60 14,80 15.00
m/z 43.00 57.15%

29
oL L. I J / J1§1I169 197 225 253 296
i it S R T
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
R B B
14.40 14.60 14.80 15.00
5000 85 m/z 85.00 51.63%
118 141
o 29 | [ | T 169 197 225 253 281 309 337 365 393 422
R e R Bhira
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane LA I s B B
57 14.40 14.60 14.80 15.00
m/z 55.00 23.03%
85
5000
29
L L | 113 141 169 107 240
—— R B B
m/z--> 50 100 150 200 250 300 350 400 1440 14'60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112984.D

Aca On - 12 Mar 2019 5:16

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 12 unknownl14.96 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.96 7.70 ng 71224 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octacosane 394 C28H58 000630-02-4 86
3 Docosane 310 C22H46 000629-97-0 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 2189 (14.962 min): BF112984.D (-2185) (-) m/z 57.00 100.00%
57
85
5000
71 a9 2 o 14750 1450 1560 1550
ol i d odi .?J.ml b T G m/z 71.00 67.70%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
5000 85 L B B SRS SRR
mmmmmmmm
- 13 m/z 43.00 55.63%
141
I B e e R
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.00 54 _.23%
29 113
o BERy [ L] 141 169 197 225 253 281 309 337 365 394
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #153223: Docosane s B A o
57 14.60 14.80 15.00 15.20
m/z 55.00 21.80%
5000 85
118 141
S LSO A N
m/z--> 50 100 150 200 250 300 350 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112984.D

Aca On - 12 Mar 2019 5:16

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 13 Heptafluorobutyric acid, pe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.00 8.98 ng 83050 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 87
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 87
Abundance Scan 2195 (14.998 min): BF112984.D (-2192) (-) m/z 83.05 100.00%
5000
14.60 14.80 15.00 15.20 15.40
(o} m/z 57.00 93.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 111 LRI AL SRS SN B
14.60 14.80 15.00 15.20 15.40
m/z 43.00 91.71%
29 169 .0
0 || 1 I. A | Ill3lg " I ] | 255 406
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57
83 LR AL BASURE UM I
14.60 14.80 15.00 15.20 15.40
5000 11 m/z 96.95 89.93%
29
0 J I l‘ ‘ dl L ‘ hl3|9‘ " 1§2 2]\-0 255 356
m/z--> 50 100 150 200 250 300 350 400
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester B e e e
57 g3 14.60 14.80 15.00 15.20 15.40
m/z 55.00 85.16%
5000 111
29
| |0 208 298 342
0! NN | 1 | | A A . ———t —T — ——T — S
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112984.D

Aca On - 12 Mar 2019 5:16

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 14 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.72 8.11 ng 75000 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Octacosane 394 C28H58 000630-02-4 83
3 Octadecane 254 C18H38 000593-45-3 80
4 5-Ethvl-5-methvlnonadecane 310 C22H46 1000360-42-7 80
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 2318 (15.721 min): BF112984.D (-2313) (-) m/z 57.00 100.00%
57
5000 85
U3 11 1g3208 s 1140 15560 15580 16,00
(oL — T M A m/z 71.00 64.86%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85 U AR DR U DR
29 mmmmmmmm
m/z 43.00 62.74%
o I 12,241 169 197 225 p53 282
m/z--> 55 160 1%0 260 2éo 300 3éo
Abundance #209566: Octacosane
57
15.40 15.60 15.80 16.00
5000 g5 m/z 85.00 47 .37%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #105886: Octadecane I R e AR EEa
57 15.40 15.60 15.80 16.00
m/z 99.10 21.90%
5000 85
29
LT 14 160 197 295 254
m/z--> 55 160 1%0 260 2éo 300 3éo ' 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF031119\

Data File : BF112984.D

Acq On : 12 Mar 2019 5:16

Operator : JU/SJ

3?22'6 i K1817-15 PST-027-B111-030619
ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 .49 6.49 60.2 ng 371206 1 6.73 123391 20.0
Decane 7.34 2.8 ng 17245 1 6.73 123391 20.0
n-Decanoic acid 11.77 4.2 ng 60901 4 11.24 291656 20.0
1-Decanol, 2-octyl- 13.73 6.2 ng 87133 5 13.86 282459 20.0
Heneicosane 14_34 3.6 ng 50844 5 13.86 282459 20.0
1-Nonadecene 14.37 3.2 ng 44939 5 13.86 282459 20.0
Tetracosane 14_.54 2.4 ng 33871 5 13.86 282459 20.0
Octacosane 14.58 2.8 ng 26280 6 15.27 184882 20.0
unknownl1464 14 .64 5.9 ng 54176 6 15.27 184882 20.0
unknownl14 .96 14.96 7.7 ng 71224 6 15.27 184882 20.0
Heptafluorobutyri... 15.00 9.0 ng 83050 6 15.27 184882 20.0
Eicosane 15.72 8.1 ng 75000 6 15.27 184882 20.0
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