LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030719\
Data File : BF112921.D

Aca On : 7 Mar 2019 15:13

Operator : JU/SJ

Sample : K1757-07

Misc :

ALS Vial : 6 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 5.334 548 552 568 rBY 2681370 2669078 79.60% 7 .400%
2 6.363 723 727 746 rBVY 2812520 2949860 87.98% 8.179%
3 6.498 746 750 753 rBVY 3293585 2846083 84.88% 7.891%
4 6.728 786 789 793 rBVY 1095662 903836 26.96% 2.506%
5 6.886 812 816 819 rBVY 2608152 2117675 63.16% 5.872%
6 7.286 880 884 887 rBVY 1953301 1689545 50.39% 4.684%
7 8.010 1003 1007 1015 rBvV 1257401 1166248 34.78% 3.234%
8 9.086 1186 1190 1204 rBV 3328473 3082662 91.94% 8.547%
9 9.480 1254 1257 1265 rBV 276198 263269 7 .85% 0.730%
10 9.763 1301 1305 1318 rVB 1457974 1424630 42.49% 3.950%
11 10.039 1348 1352 1357 rBvV 28996 46001 1.37% 0.128%

12 10.545 1434 1438 1452 rBV 2410215 2430834 72.50% 6.740%
13 11.239 1552 1556 1564 rBV 1574030 1560598 46.54% 4.327%
14 11.774 1643 1647 1656 rBV 546437 578763 17.26% 1.605%
15 12.445 1757 1761 1763 rBV 31949 35016 1.04% 0.097%

16 12.557 1777 1780 1788 rBV 225424 279667 8.34% 0.775%
17 12.815 1820 1824 1828 rBV 3647784 3352925 100.00% 9.296%
18 13.062 1863 1866 1869 rVB3 43833 38248 1.14% 0.106%
19 13.404 1917 1924 1933 rVB3 62257 93265 2.78% 0.259%
20 13.727 1973 1979 1989 rBV2 299930 421431 12.57% 1.168%

21 13.862 1997 2002 2010 rBV 1690787 1747590 52.12% 4._.845%
22 14.045 2029 2033 2036 rVB 176514 171095 5.10% 0.474%
23 14.345 2081 2084 2092 rBV 378828 387168 11.55% 1.073%
24 14.639 2127 2134 2141 rBV 605801 692420 20.65% 1.920%
25 14.709 2143 2146 2151 rVB2 88774 105819 3.16% 0.293%

26 14.874 2170 2174 2175 rBV2 40684 52670 1.57% 0.146%
27 14.956 2184 2188 2193 rVB 807500 839148 25.03% 2.327%
28 15.262 2235 2240 2245 rBV 1063498 1435190 42.80% 3.979%
29 15.309 2245 2248 2255 rVB 803275 1027527 30.65% 2.849%
30 15.715 2311 2317 2323 rBV 631251 947624 28.26% 2.627%

31 16.186 2391 2397 2404 rBV 307341 540924 16.13% 1.500%
32 16.727 2484 2489 2496 rVB 84570 170143 5.07% 0.472%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030719\
Data File : BF112921.D

Aca On : 7 Mar 2019 15:13

Operator : JU/SJ

Sample : K1757-07

Misc :

ALS Vial : 6 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
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 36066952
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112921.D

Aca On : 7 Mar 2019 15:13

Operator : JU/SJ

Sample : K1757-07

Misc :

ALS Vial : 6 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: BF112921.D

3500000 6.50

3000000
6.36
5. 33 6. 89

2500000
2000000 7.29

1500000

6.73
1000000

. [

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF112921.D

3500000 9.09

3000000
2500000 10.54

2000000

11.24

1500000 9.76
8.01

1000000

11.77

9.48 12.56
10.04 12.4. 13.06

500000

e o T e B e R e e e T e

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF112921.D

3500000

3000000

2500000

2000000

13.86

1500000

1000000

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112921.D

Aca On : 7 Mar 2019 15:13

Operator : JU/SJ

Sample : K1757-07

Misc :

ALS Vial : 6 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 62.98 ng 2846080 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 (BE)-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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 750 (6.498 min): BF112921.D (-746) (-) m/z 131.95 100.00%
5000 68
40 % J 620 6.40 6.60 6.80
54 : : : :
o Jrer lasus o "m/Z 67.95 40.73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR LR L
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 33.81%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80
5000 67 m/z 65.95 26.17%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S EEREEmEn
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 15.67%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF022719.M Fri Mar 08 16:26:09 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112921.D

Aca On : 7 Mar 2019 15:13

Operator : JU/SJ

Sample : K1757-07

Misc :

ALS Vial : 6 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 7
R.T. EstConc Area Relative to ISTD R.T.
11.77 7.42 ng 578763 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 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1646 (11.768 min): BF112921.D (-1643) (-) m/z 73.00 100.00%
60 73
5000 L
129
97 L DAL S B EUL R B
Lo 1 ap187171 192 213 oo 1140 11.60 11.80 12.00
0 m/z 42.95 96.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 AL AR UERE
nmnmnmnm
m/z 60.00 85.42%
7JJ 143157171185199213
0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid

43 B R e e RN E ma e
11.40 11.60 11.80 12.00

5000 129 m/z 57.00 72 .51%

143 157 214

l%

0
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid

60 73 11.40 11.60 11.80 12.00
2 m/z 41.00 70.43%
5000 129
185 228
‘ T7 01115 | 14357171 ‘ 199

0 ‘ ‘\I ‘H‘I\‘HII}III\I\‘I |“|‘|||‘|||||||||||||||25I-|3||‘||||||||| |||||,\|—T|||||||| T

m/z--> 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\BF030719\
Data File : BF112921.D

Aca On : 7 Mar 2019 15:13

Operator : JU/SJ

Sample : K1757-07

Misc :

ALS Vial : 6 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 4 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.56 3.20 ng 279667 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
Abundance Scan 1781 (12.563 min): BF112921.D (-1777) (-) m/z 72.95 100.00%
43 57 78
5000 129
12:20 12.40 12.60 12.80
(0 R RRRRA R m/z 42.95 92 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 DAL B DU B B
nmnmnmnm
m/z 57.00 79.12%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
o N SR AN B
12.20 12.40 12.60 12.80
5000 m/z 59.95 78.40%
29
NELEN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
78 12.20 12.40 12.60 12.80
43 m/z 55.00 69.03%
5
5000 129
- 185 228
115
1 143,:7171
Qbbb Al ﬁ‘..’ﬂu MY St e il .‘..1.???.1.3..‘.. el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112921.D

Aca On : 7 Mar 2019 15:13

Operator : JU/SJ

Sample : K1757-07

Misc :

ALS Vial : 6 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 Oxalic acid, isobutyl tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.73 4.82 ng 421431 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
4 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 76
Abundance Scan 1979 (13.727 min): BF112921.D (-1973) (-) m/z 57.00 100.00%

HE

5000 97
l} 149 13.40 13.60 13.80 14.00
182
o....,..-..,ll.'.l.e,h....,2.1.6..,..25.‘?,....,....,....,....,....,....,. m/z 42.95 75.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57
5000 LN L L L L L LB L |

13.40 13.60 13.80 14.00
m/z 71.00 62.73%

97
Ak |7 126 16mg7 21
-t e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
ERAEEE e e
13.40 13.60 13.80 14.00
5000 m/z 54.95 49_.28%
97
ol N | a26 224 269
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriacontyl pentafluoropropionate L
57 13.40 13.60 13.80 14.00
m/z 83.00 46.31%
97
5000
39
ol27 PL‘ 181 222 264 320 362 404 448 493 594
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112921.D

Aca On : 7 Mar 2019 15:13

Operator : JU/SJ

Sample : K1757-07

Misc :

ALS Vial : 6 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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.34 4.43 ng 387168 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 87

Abundance Scan 2083 (14.339 min): BF112921.D (-2081) (-) m/z 57.00 100.00%
57
5000 85 ﬂ A
5 | |113 134155 183 210 239 267 14.00 14.20 14.40 14.60
ol b g gD e e e, m/z 71.00 65.34%
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
5000 85 =T
14.00 14.20 14.40 14.60
‘ - m/z 43.00 64.52%
0 - J. Wl .ll -I 1137 II 1?3 207225
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #141426: Heneicosane
57
o 14.00 14.20 14.40 14.60
5000 m/z 85.00 46 .44%
29 113
oL ‘ || 7,1 169 107 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance #185535: Heptadecane, 9-octyl-
57 14.00 14.20 14.40 14.60
m/z 55.00 21.05%
5000 85
o 31“} I M3, 14 169 197 %2 567 204 323 352 «_,ﬂwjkwwﬁ-«/A¥»wwrxaAkw“#xv
m/z--> 55 160 1éo 260 2éo 360 3éo 1!00 1450 1£4o 14%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112921.D

Aca On : 7 Mar 2019 15:13

Operator : JU/SJ

Sample : K1757-07

Misc :

ALS Vial : 6 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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .64 9.65 ng 692420 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2134 (14.639 min): BF112921.D (-2127) (-) m/z 57.00 100.00%
57
5000 85
113 14.40 14.60 14.80 15.00
141
- ,‘. LA 169107 225 055 205303 460 pso7i 00 67 17%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57
5000 85
14.40 14.60 14.80 15.00
- m/z 43.00 59.18%
oLl J | 13 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 250 300 3éo 460 4%0
Abundance #141426: Heneicosane
57
85 14.40 14.60 14.80 15.00
5000 m/z 85.00 48.67%
29 113
oL | [ 777141 160 107 205 253 296
m/z--> 55 160 1éo 260 250 360 3éo 460 4%0
Abundance #175557: Tetracosane
57 14.40 14.60 14.80 15.00
m/z 54.95 21.64%
5000 85
29 113
oL 717 141 169 197 225 253 281 309 338
m/z--> 55 160 1éo 260 250 360 3éo 460 4%0 14M0 1460 14%0 1500

8270-BF022719.M Fri Mar 08 16:26:12 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112921.D

Aca On : 7 Mar 2019 15:13

Operator : JU/SJ

Sample : K1757-07

Misc :

ALS Vial : 6 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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.96 11.69 ng 839148 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2189 (14.962 min): BF112921.D (-2184) (-) m/z 57.00 100.00%
57
85
5000
NN d1}3 41169 211 252 295 323 3 14.60 14.80 15.00 15.20
O e s e e T B B BB m/z 71.00 69.31%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.60 14.80 15.00 15.20
m/z 43.00 57 .75%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.00 53.21%
. 290 1) (128 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 2%0 360 350 '
Abundance #209566: Octacosane
57 14.60 14.80 15.00 15.20
m/z 55.00 19.42%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112921.D

Aca On : 7 Mar 2019 15:13

Operator : JU/SJ

Sample : K1757-07

Misc :

ALS Vial : 6 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 9 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.72 13.21 ng 947624 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexadecane 226 C16H34 000544-76-3 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2318 (15.721 min): BF112921.D (-2311) (-) m/z 57.00 100.00%

57
5000 85

141 169 197 15. 40 15.60 15.80 16.00
ol b 11 1 A 20 225 258 295 8s7 m/z 71.00 69.20%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
85 L B I B N B B RN

5000
15.40 15.60 15.80 16.00
m/z 42.95  55.99%

29 113
0 |, ﬂ L Ilf:rl 169 197 225 253 295 323 367
e / I B A e e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57

15.40 15 60 15. 80 16.00

85

5000 m/z 85.00 50.08%
29 113
ol L L4 1 100 197 225 253 296
ettt A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57 15.40 15.60 15.80 16.00

m/z 55.00 19.63%

113
29‘ |77 241 169 197 225 253 281 309 337 365 393 422

o A S O R R Skt s it et

m/z--> 50 100 150 200 250 300 350 400 15. 40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030719\
Data File : BF112921.D

Aca On : 7 Mar 2019 15:13

Operator : JU/SJ

Sample : K1757-07

Misc :

ALS Vial : 6 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 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.73 2.37 ng 170143 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 2490 (16.733 min): BF112921.D (-2484) (-) m/z 57.00 100.00%

5000

%

141 183 295 16.40 16.60 16.80 17.00
0 m/z 42.95 71.18%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane %k”
5|7
5000 LU VAR AR

16.40 16.60 16.80 17.00
m/z 71.00 69.91%

99
26 Jdl 141 183 225 267 309 351 393 436

m/z--> CI) 5|0 1CI)O 1é0 200 250 300 350 400 450 5CI)O 55|O 6CI)O
Abundance #241528: Tetratetracontane
517
AU VAR ARER
16.40 16.60 16.80 17.00
5000 m/z 85.05 54.05%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

liew

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane T
517 16.40 16.60 16.80 17.00
m/z 55.00 21.73%
o WN4MAfvaMﬂN/\MmeNA4wﬂmMﬂﬂ
99
0l_26, | | 141 183 225 267 309 365
T P e e T e e e B ES R EamEmaa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 40 16 60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030719\
Data File : BF112921.D

Acq On : 7 Mar 2019 15:13

Operator : JU/SJ

Sample : K1757-07

Misc :

ALS Vial : 6 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 63.0 ng 2846080 1 6.73 903836 20.0
n-Hexadecanoic acid 11.77 7.4 ng 578763 4 11.24 1560600 20.0
Octadecanoic acid 12.56 3.2 ng 279667 5 13.86 1747590 20.0
Oxalic acid, isob... 13.73 4.8 ng 421431 5 13.86 1747590 20.0
Tetradecane, 2,6,... 14.34 4.4 ng 387168 5 13.86 1747590 20.0
Octacosane 14 .64 9.7 ng 692420 6 15.26 1435190 20.0
Heneicosane 14.96 11.7 ng 839148 6 15.26 1435190 20.0
Hexacosane 15.72 13.2 ng 947624 6 15.26 1435190 20.0
Hentriacontane 16.73 2.4 ng 170143 6 15.26 1435190 20.0
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