LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112895.D

Aca On : 6 Mar 2019 21:28

Operator : JU/SJ

Sample : K1753-09

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-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 5.346 549 554 557 rBVY 4457805 4443880 97.53% 10.301%
2 6.369 722 728 732 rBV2 4118417 4556523 100.00% 10.562%
3 6.504 746 751 754 rBVY 4330544 4456474 97.80% 10.330%
4 6.728 786 789 793 rBVY 1483916 1325966 29.10% 3.073%
5 6.887 812 816 819 rBVY 3765177 3280545 72.00% 7.604%
6 7.287 879 884 898 rBVY 2602906 2805763 61.58% 6.504%
7 7.516 920 923 933 rVB 55638 56064 1.23% 0.130%
8 8.010 1003 1007 1014 rBV 1740137 1668673 36.62% 3.868%
9 8.439 1077 1080 1084 rBV 53718 48350 1.06% 0.112%
10 9.086 1185 1190 1201 rBV 4344065 4216893 92.55% 9.774%
11 9.222 1210 1213 1225 rVB2 49498 75980 1.67% 0.176%

12 9.481 1253 1257 1263 rBV 214604 206126 4._.52% 0.478%
13 9.763 1300 1305 1313 rBV 1647407 1638125 35.95% 3.797%
14 10.545 1433 1438 1450 rBV 3017523 3021559 66.31% 7.004%
15 11.239 1552 1556 1559 rBV 1484159 1561570 34.27% 3.620%

16 11.710 1629 1636 1639 rBV 39375 54753 1.20% 0.127%
17 11.775 1643 1647 1655 rBvV3 304130 351395 7.71% 0.815%
18 12.280 1730 1733 1737 rBV 65651 60204 1.32% 0.140%
19 12.439 1757 1760 1764 rBV 159908 160174 3.52% 0.371%
20 12.557 1778 1780 1789 rBV5 53693 89984 1.97% 0.209%

21 12.669 1794 1799 1802 rBV 149874 149634 3.28% 0.347%
22 12.816 1820 1824 1828 rBV 3245573 2891192 63.45% 6.702%
23 13.063 1858 1866 1869 rBV5 25208 50321 1.10% 0.117%
24 13.721 1972 1978 1989 rBV3 249551 463518 10.17% 1.074%
25 13.857 1997 2001 2013 rVB 1422010 1647346 36.15% 3.818%

26 14.045 2029 2033 2037 rBvV 74966 77392 1.70% 0.179%
27 14.245 2055 2067 2069 rBv4 103509 299659 6.58% 0.695%
28 14.345 2082 2084 2096 rVB 179510 286262 6.28% 0.664%
29 14.510 2110 2112 2120 rBvV4 34911 63459 1.39% 0.147%
30 14.639 2131 2134 2138 rBV 179482 176277 3.87% 0.409%

31 14.710 2144 2146 2150 rVB3 56236 57632 1.26% 0.134%
32 14.863 2169 2172 2179 rVB 99625 179386 3.94% 0.416%
33 14.957 2184 2188 2192 rBV 197972 238619 5.24% 0.553%
34 15.139 2217 2219 2223 rBV 52070 57552 1.26% 0.133%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112895.D

Aca On : 6 Mar 2019 21:28

Operator : JU/SJ

Sample : K1753-09

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 - 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-BF022719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.198 2226 2229 2234 rVB 67414 84663 1.86% 0.196%

36 15.263 2234 2240 2245 rBV 1287186 1680844 36.89% 3.896%
37 15.310 2245 2248 2256 rVB 197245 272288 5.98% 0.631%
38 15.715 2312 2317 2321 rVB 142707 202956 4._.45% 0.470%
39 16.180 2392 2396 2408 rVB2 99150 184017 4._.04% 0.427%

Sum of corrected areas: 43142018
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112895.D

Aca On : 6 Mar 2019 21:28

Operator : JU/SJ

Sample : K1753-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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: BF112895.D
5{35 6.3$50
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T
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Abundance TIC: BF112895.D
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L A e e e e e e . o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112895.D

Aca On : 6 Mar 2019 21:28

Operator : JU/SJ

Sample : K1753-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 67.22 ng 4456470 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 47
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 25
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 750 (6.498 min): BF112895.D (-746) (-) m/z 131.95 100.00%
132
5000 68
40 | 75 o ‘ 620 6.40 6.60 6.80
54 104 . . . .
o....,...:l'!..“ﬁ:!..,.:..,....,..5.‘?,..!.,....,.1.1?.,....,-'...,.. m/z 67.95 42_87%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S RARSE RS RRARE AR
6.20 6.40 6.60 6.80
m/z 134.00 33.43%
|| ” 89 ¢7103
0||||||||||||“ I||I|| || o IIIIIII”IIl|I”IIII|!|”|I1I1I5||””| R
m/z--> 30 50 90 100 110 120 130 140
Abundance #14142. 3 ChIoro 6-fluoro-pyrazine
132
89 o 620 6.40 6.60 6.80
5000 m/z 66.00 27 .88%
78
31 35 44
OH'WM“wwl“JL'w'“lw'“l“'w'“'w'“l“'w'“'l““l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- e e
132 6.20 6.40 6.60 6.80
m/z 69.00 16.91%
5000
6 104
39 51 7 90 117
OH'W'“JH'“P“'W ”'P'ml”'W'”'Pw”I”NW'”'”t” T AR LR L S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112895.D

Aca On : 6 Mar 2019 21:28

Operator : JU/SJ

Sample : K1753-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 4_.50 ng 351395 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Octadecanoic acid 284 C18H3602 000057-11-4 70
Abundance Scan 1646 (11.769 min): BF112895.D (-1643) (-) m/z 73.00 100.00%
48 60 73
5000
97 129 192
us | ersran |23 o0 1180 1260
oIS m/z 43.00 99.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 L DA DR BN B
nmnmnmnm
m/z 60.00 89.23%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 1140 1160 11.80 12.00
5000 29 129 m/z 57.00 84 .39Y%
143157 214
0,,,|,\l,,\lm A
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L B o
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 73.28%
5000 129
29
199
‘ 143157171185 242
O.Fﬁ.k.ﬁt. mR e A A b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112895.D

Aca On : 6 Mar 2019 21:28

Operator : JU/SJ

Sample : K1753-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.63 ng 463518 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 94
Abundance Scan 1978 (13.721 min): BF112895.D (-1972) (-) m/z 57.00 100.00%
37 83
111
BRI BN BN
3 139 13.40 13.60 13.80 14.00
ol W LA o7, 201221 248 308 m/z 43.00 93.03%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 B DA UL IR UL
13,40 13.60 13.80 14.00
29 m/z 55.00 89.27%
139
0 L7y 167 196 238 266 294
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57
8 UL BN B
13.40 13.60 13.80 14.00
5000 111 m/z 82.95 84 .33%
29
o | | j140 182 210 557255 506
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester T T T T T T T T T
57 13.40 13.60 13.80 14.00
m/z 96.95 78.05%
5000
29
ol | 139 163182 2}0 237255 356
m/z--> % 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\BF030619\
Data File : BF112895.D

Aca On : 6 Mar 2019 21:28

Operator : JU/SJ

Sample : K1753-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1,2,9,10-Dibenzopyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.25 3.64 ng 299659 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.9.10-Dibenzopvrene 302 C24H14 000191-30-0 96
2 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 60
3 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 58
4 Dibenzo(a.i)pvrene 302 C24H14 000189-55-9 55
5 Dibenz(a,e)aceanthrylene 302 C24H14 005385-75-1 52
Abundance Scan 2068 (14.251 min): BF112895.D (-2055) (-) m/z 302.10 100.00%
302
5000 150
s1 77 100 125 | 1g7 187 20799512 14.00 14.20 14.40 14.60
0’ m/z 300.05 88.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146701: 1,2,9,10-Dibenzopyrene
302
5000
14.00 14.20 14.40 14.60
150 m/z 150.00 44 .36%
ol17 39 75 100 124 185 223 248 272
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146695: 3,4:8,9-Dibenzopyrene
302
1400 1420 1440 14.60
5000 m/z 303.00 26.13%
151
0 51 74 101 125, j‘ 168 198 224 248 274 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146696: 1,2:4,5- leenzopyrene LI L L L BN L B
302 14.00 14.20 14.40 14.60
m/z 149.00 24 _49%
5000
150
0 100 124 | 208 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112895.D

Aca On : 6 Mar 2019 21:28

Operator : JU/SJ

Sample : K1753-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.35 3.48 ng 286262 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Eicosane 282 C20H42 000112-95-8 94
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2085 (14.351 min): BF112895.D (-2082) (-) m/z 57.00 100.00%
57
85
5000
ob— J b0 2072275 267 308 333 36 m/z 71.00 65.72%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 D SRR B SRR B
g5 mmmmmmmm
29 m/z 43.00 64 .75%
o | ,| , J (113 141 169 197 226
UL SR UL SR UL S SR S
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85 14.00 14.20 1440 14.60
5000 m/z 85.00 59.96%
29 141
ol .‘i- e 1\ L 109 107 225 253 292
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T T e
57 14.00 14.20 14.40 14.60
m/z 55.00 26.27%
85
- M
29 113
oL Tl 169 197 225 253 296
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1;0 14. oo 14. 20 14. 40 14 60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112895.D

Aca On : 6 Mar 2019 21:28

Operator : JU/SJ

Sample : K1753-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 8 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.64 2.10 ng 176277 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 87
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 86
Abundance Scan 2134 (14.639 min): BF112895.D (-2131) (-) m/z 57.00 100.00%
57
5000 85
13 " 14/40 14.60 14.80 15.00
141 169 207
0 ....,J...UI,.1.1..,....,..?3?,?‘3.8. 048 M0 Tz 71.00  63.44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153222: Docosane
57
5000 85 L B B B B

14.40 14.60 14,80 15.00
m/z 43.00 55.57%

29
oL 113 141 160 197 225 253 281 310
A e A e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202661: Heptacosane
57
R R E e b S
14.40 14.60 14.80 15.00
5000 85 m/z 85.00 48.44%
29 113 141
0 VL LT A 169 197 225 253 281 309 337 380
T e A A o e LI B o o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane L e
57 14.40 14.60 14.80 15.00
m/z 55.00 21.23%
5000 85
29 113
oL J‘mmmmmmmm
L e o B LA A o o o I e b SR
m/z--> 50 100 150 200 250 300 350 400 450 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112895.D

Aca On : 6 Mar 2019 21:28

Operator : JU/SJ

Sample : K1753-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 10 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .96 2.84 ng 238619 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2189 (14.963 min): BF112895.D (-2184) (-) m/z 57.00 100.00%
g7
5000 85
113 252 AR AR AR AR
141 162183 14.60 14.80 15.00 15.20
ol AL LA L a4haea183203220 | 273295 @8 sss | 0t S 00" 6 a0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L R SRR UG SRR

14,60 14.80 15.00 15.20
m/z 43.00 54.26%

29 113
ol |y |, 141,169 107 225 253 205 323 367
bl = A
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
e
a5 14.60 14.80 15.00 15.20
5000 m/z 85.00 51.10%
29 113
oL L by J | 141 169 197 225 253 296
T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane B LE e Eaaa e
57 14.60 14.80 15.00 15.20
m/z 55.00 20.65%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
e T o e e = E L S e
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112895.D

Aca On : 6 Mar 2019 21:28

Operator : JU/SJ

Sample : K1753-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 11 Dodecane, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.72 2.41 ng 202956 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2318 (15.721 min): BF112895.D (-2312) (-) m/z 57.00 100.00%

g7
85
5000
113 15.40 15.60 15.80 16.00
141 169 197
o3 s ll, I el 0 223 280 278 3483V | s 70.95 67.40%
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
g7
85
5000 R DR B IR SRR

15. 40 15 60 15. 80 16.00

29 141 m/z 43.00 55.67%
| Ill3 I 169
o! : .lI .I'. [l .‘l . . ]I — ——t ——t ——— .
I | I | I | I

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
R e e A REaE
85 15.40 15.60 15.80 16.00
5000 m/z 85.00 52.12%
29 113
ol Tl |1 160 197 225 253 296
B B e e o o L e e o LA B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #71394: Pentadecane N B R m S
57 15.40 15.60 15.80 16.00
m/z 55.00 21.25%
5000 85
29
ol gl e 22
m/z--> 50 100 150 200 250 300 350 15. 40 15 60 15. 80 16. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030619\
Data File : BF112895.D

Aca On : 6 Mar 2019 21:28

Operator : JU/SJ

Sample : K1753-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 12 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.19 ng 184017 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 2396 (16.180 min): BF112895.D (-2392) (-) m/z 57.00 100.00%
57
5000 }\ﬁ~»-\fvﬂmw/\wv‘,_vm,Nﬁm,
LRI AN SN R
141 168 197 280 15.80 16.00 16.20 16.40
N 225 233 218 344 m/z 71.00 65.24%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 ERUARRUARSR BARRE RE
15. 80 16. 00 16 20 16. 40
m/z 43.00 60.26%
29
0 | | | | 1| ] ;1‘.‘1 169 197 225 253 296
m/z--> 6 55 100 1%0 260 2%0 360 3%0
Abundance #141430: Eicosane, 2-methyl-
57
15,80 16.00 16.20 16140
5000 P m/z 85.00 52.50%
29 253
Lz TUL LM s 107 505 *F om
m/z--> 6 55 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane BRI BLELELEL BLELEL L B ]
57 15.80 16.00 16.20 16.40
m/z 69.00 18.33%
- I A]\W"WM
. 29 1 | ”113 141 169 197 225 253 295 323 367
m/z--> 6 55 100 1%0 260 250 360 350 1580 1600 1620 1640 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030619\
Data File : BF112895.D

Acq On : 6 Mar 2019 21:28

Operator : JU/SJ

Sample : K1753-09

Misc :

ALS Vial : 15 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 .50 6.50 67.2 ng 4456470 1 6.73 1325970 20.0
n-Hexadecanoic acid 11.77 4.5 ng 351395 4 11.24 1561570 20.0
1-Heneicosanol 13.72 5.6 ng 463518 5 13.86 1647350 20.0
1,2,9,10-Dibenzop... 14.25 3.6 ng 299659 5 13.86 1647350 20.0
Hexadecane 14.35 3.5 ng 286262 5 13.86 1647350 20.0
Docosane 14.64 2.1 ng 176277 6 15.26 1680840 20.0
Hexacosane 14.96 2.8 ng 238619 6 15.26 1680840 20.0
Dodecane, 2-methyl- 15.72 2.4 ng 202956 6 15.26 1680840 20.0
Heneicosane 16.18 2.2 ng 184017 6 15.26 1680840 20.0
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