LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021819\
Data File : BF112599.D

Aca On : 18 Feb 2019 14:25

Operator : JU/SJ

Sample : K1508-03

Misc :

ALS Vial : 5 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-BF012519.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 5.040 498 502 512 rBV 73300 102524 4.11% 0.486%
2 5.457 570 573 592 rBVY 1539970 1745945 70.03% 8.278%
3 6.475 742 746 764 rBVY 1848638 1898271 76.14% 9.000%
4 6.598 764 767 783 rVB 2029961 2019945 81.02% 9.577%
5 6.822 802 805 818 rBV 667598 573710 23.01% 2.720%
6 6.981 828 832 850 rBY 1783352 1575364 63.19% 7.469%
7 7.387 897 901 918 rBVY 1179903 1196602 47.99% 5.674%
8 8.104 1020 1023 1036 rBV 760078 746855 29.96% 3.541%
9 9.181 1201 1206 1216 rBvV 2827207 2493192 100.00% 11.821%
10 9.575 1269 1273 1281 rBV 125473 118157 4.74% 0.560%

11 9.863 1318 1322 1329 rBV 941030 850558 34.12% 4_.033%
12 10.657 1453 1457 1469 rBV 1552251 1442316 57.85% 6.839%
13 11.351 1571 1575 1584 rBV 876029 822435 32.99% 3.899%
14 11.869 1659 1663 1677 rBv2 152187 194040 7.78% 0.920%

15 12.575 1777 1783 1787 rBV 36544 51630 2.07% 0.245%
16 12.651 1793 1796 1806 rBV2 53095 80128 3.21% 0.380%
17 12.804 1816 1822 1826 rBV2 35610 53526 2.15% 0.254%

18 12.933 1839 1844 1847 rBV 2301961 2042624 81.93% 9.685%
19 13.816 1991 1994 2000 rBV 96080 119497 4._.79% 0.567%
20 13.998 2021 2025 2036 rBV 660487 723935 29.04% 3.432%

21 14.133 2045 2048 2051 rBV 87597 78086 3.13% 0.370%
22 14.439 2096 2100 2103 rBV 166656 157776 6.33% 0.748%
23 14.739 2146 2151 2154 rVB2 187643 223763 8.97% 1.061%
24 14.810 2161 2163 2167 rBV 57880 59888 2.40% 0.284%
25 15.068 2204 2207 2212 rVB 241607 290388 11.65% 1.377%

26 15.445 2266 2271 2273 rBV 240838 322188 12.92% 1.528%
27 15.474 2273 2276 2286 rVB 456213 605949 24 _30% 2.873%

28 15.868 2339 2343 2349 rVB 198303 290903 11.67% 1.379%
29 16.362 2423 2427 2433 rVB 123360 210766 8.45% 0.999%

Sum of corrected areas: 21090961
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021819\
Data File : BF112599.D

Aca On : 18 Feb 2019 14:25

Operator : JU/SJ

Sample : K1508-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112599.D

2500000

2000000 6.60
6.47 6.98

5.46
1500000

7.39
1000000

500000

5.04

S
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: BF112599.D

2500000 12.93

2000000

10.66
1500000

1000000 9.86 11.35
8.10

500000

9.57 11.87

1Zl87652/£39

1 e 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 TIC: BF112599.D

2500000

2000000

1500000

1000000

14.00

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021819\
Data File : BF112599.D

Aca On : 18 Feb 2019 14:25

Operator : JU/SJ

Sample : K1508-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.04 3.57 ng 102524 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 502 (5.040 min): BF112599.D (-498) (-) m/z 43.05 100.00%
43
59
5000
101 SN B U N
| | 83 4.80 500 5.20 5.40
O o B R L e S m/z 59.00 58.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 5.40
m/z 101.10 23.75%
15 31 101
0 25,7 37, 53, | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 5.40
5000 m/z 58.00 13.63%
29 101
o 15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime A e AR R
43 4.80 500 5.20 5.40
m/z 41.10 11.32%
5000
101
15 58
0 \ 28 7|l 51 | 69 84
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021819\
Data File : BF112599.D

Aca On : 18 Feb 2019 14:25

Operator : JU/SJ

Sample : K1508-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2 unknown6.60 Concentration Rank 1

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

6.60 70.42 ng 2019950 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 767 (6.598 min): BF112599.D (-764) (-) m/z 131.95 100.00%
32
5000
47 54 || 75 104 . 620 640 6.60 6.80 7.00
o.,....,....'l'!...,.... .:..,....,....,....,.:..,....,....,"...,.. m/z 68.10 41.40%
m/z--> 20 30 40 50 80 90 100 110 120 130 140
Abundance #14142. 3- ChIoro 6-fluoro-pyrazine
132
69
104 N
5000 USRS SR R
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 32.93%
31 54 51
0'I”'WL”WP!“I”"P'JI”'W'”'P"W'”'P'”I'“'Ih”l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .24%
33 44 o g7 105
0 st 80 T8 e | 115
s % % Ao B o o % % 16 15 1% 1%
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R ARAREE RS R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.62%
117
5000
39 91
51 65
S N 7SS
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021819\
Data File : BF112599.D

Aca On : 18 Feb 2019 14:25

Operator : JU/SJ

Sample : K1508-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.87 4.72 ng 194040 Phenanthrene-d10 11.35
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 Xylose 150 C5H1005 000058-86-6 27
Abundance Scan 1663 (11.869 min): BF112599.D (-1659) (-) m/z 73.00 100.00%
43 60 LS
5000 129
97 213
Llﬂ S | 143157171185 199 7| py 256 11.60 11.80 12.00 12.20
o} m/z 43.10 79.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LI BRI BN BRI B

11:60 11.80 12.00 12.20
m/z 60.00  77.24%

213
143 157171 185 199

of TM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid

3

SN

w
for}
S
~

11.60 11.80 12.00 12.20

5000 m/z 41.05 69.70%
29
129
| T Py

Y N e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid e HL B s

43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 62.67%
5000

|
A

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021819\
Data File : BF112599.D

Aca On : 18 Feb 2019 14:25

Operator : JU/SJ

Sample : K1508-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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-Decanol, 2-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.30 ng 119497 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 90
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 87
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 87
4 Oxalic acid. octadecvl propvl ester 384 C23H4404 1000309-27-0 87
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 83
Abundance Scan 1995 (13.821 min): BF112599.D (-1991) (-) m/z 57.10 100.00%
5000
11 R AN S SO B
3 139159 184201 230 253 282 309 356 13.60 13.80 14.00 14.20
o} m/z 43.05 72.79%
m/z--> 50 100 150 200 250 300 350
Abundance #119525: 1-Decanol, 2-octyl-
5000 83 R AN S SO
13.60 13.80 14.00 14.20
29 111 m/z 71.05 68.23%
! BN RCTE
m/z--> 50 100 150 200 250 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
1360 13.80 14.00 14.20
5000 m/z 55.10 56.66%
T 8 111
oL J\, WA LT e ee 224 20
m/z--> 50 100 150 200 250 300 350
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester A L R REmms e
57 13.60 13.80 14.00 14.20
m/z 85.05 51.40%
5000
83
29 H U 111 283
0 R R R R A— T e
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021819\
Data File : BF112599.D

Aca On : 18 Feb 2019 14:25

Operator : JU/SJ

Sample : K1508-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.16 ng 78086 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Pentadecane 212 C15H32 000629-62-9 95
3 Docosane 310 C22H46 000629-97-0 93
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2047 (14.127 min): BF112599.D (-2045) (-) m/z 57.10 100.00%
57
5000 wwvﬂj\y\ﬂww_Akm“JqJAMAJM
SN SR BRI U
13 141161 188 213231249 282300 328 360 13.80 14.00 14.20 14.40
0 m/z 71.10 79.69%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 R B DU AR
wmmmmmmm
m/z 43.10 75.39%
L L || 1 |, 169 197 225 253 282
m/z--> 55 100 1éo 260 2éo 300 3éo
Abundance #71393: Pentadecane
57
13.80 14.00 14.20 14.40
5000 g5 m/z 85.10 50.37%
29‘
O e
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane AR R E e S
57 13.80 14.00 14.20 14.40
m/z 55.10 28.93%
. 204 ) | M 141169 197 225 253 281 310
m/z--> 5'0 1(')0 150 2(')0 250 300 3&'30 13. 80 14. oo 14 20 14. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021819\
Data File : BF112599.D

Aca On : 18 Feb 2019 14:25

Operator : JU/SJ

Sample : K1508-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .44 4.36 ng 157776 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Octadecane 254 C18H38 000593-45-3 95
3 Tricosane 324 C23H48 000638-67-5 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2100 (14.439 min): BF112599.D (-2096) (-) m/z 57.10 100.00%
57
5000
HREUR BAUA SUMRLE BRI SR
141 183 324 14.20 14.40 14.60 14.80
ol | A “ ;l L6207 244260 30192 7 "w/z 71.10  69.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L B B B B
Mmmmmmmm
m/z 43.10 68.60%
29
oL L. ] JI‘IJ L. (141 169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 350 400
Abundance #105885: Octadecane
57
" 14/20 14,40 14.60 14.80
5000 85 m/z 85.10 52.03%
29
oL L L)t 141 160 107 205 254
m/z--> éo 160 1%0 260 2éo 300 3éo 400
Abundance #164578: Tricosane S B e
57 14.20 14.40 14.60 14.80
m/z 41.10 27 .54Y%
- T \ywwﬁAMwmﬂMﬂﬂﬂNWN”ﬂNJNMA4¢V
113 324
miz-> 50 100 150 200 250 300 350 400 " 14120 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021819\
Data File : BF112599.D

Aca On : 18 Feb 2019 14:25

Operator : JU/SJ

Sample : K1508-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.74 7.39 ng 223763 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
3 Docosane 310 C22H46 000629-97-0 90
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 86
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 2151 (14.739 min): BF112599.D (-2146) (-) m/z 57.10 100.00%
g7
85
5000

14.40 14.60 14.80 15.00

3 |, | ﬂ L 141160 183 211 233253271289307 327345

Ol o r i et e m/z 71.10 73.66%
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 LA L L L L L L |
14.40 14.60 14.80 15.00
29 m/z 43.10 70.94%
. L, ||1}3‘1141 169 197 225 253 296
el — T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethy!-
57
R A REER R
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 58.84%
113
0 \ ’ | | 7 141 183 211 239 267 296
——— e e
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane R B B
57 14.40 14.60 14.80 15.00
m/z 55.10 26.86%
5000 85
113
ol 3l d 1T 188 2 239 g7 310
L LA e s o e e L B a o e 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\BF021819\
Data File : BF112599.D

Aca On : 18 Feb 2019 14:25

Operator : JU/SJ

Sample : K1508-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.07 9.58 ng 290388 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2207 (15.068 min): BF112599.D (-2204) (-) m/z 57.10 100.00%
57
85
5000

14.80 15.00 15.20 15.40

| l 141461 183 207 273 345
ol ‘l ol 261103 207 238 278 30132350 388 m/z 71.10 74.63%
m'z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LA L L L L L LB
14.80 15.00 15.20 15.40
- m/z 43.10 63.52%
oL | T 141 169 197 225 253 281 300 337 365 394
o I et
mz--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
e
71 14.80 15.00 15.20 15.40
5000 m/z 85.10 53.08%
99 127
ol A0 |y o 185 183202 225 253 295 337
e e
mz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T
57 14.80 15.00 15.20 15.40
m/z 41.10 26.82%
5000 85
29 113
oL 1. ] L4 77 141 169 197 225 253 295 323 367
e T e = e e
mz--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021819\
Data File : BF112599.D

Aca On : 18 Feb 2019 14:25

Operator : JU/SJ

Sample : K1508-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.87 9.60 ng 290903 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2343 (15.868 min): BF112599.D (-2339) (-) m/z 57.10 100.00%
g7
5000
L DA SUNILS SR SR
141 169 197 15.60 15.80 16.00 16.20
oL, A .l.ll, .'|. e, 236261285309338 365395 | "m/z 71.10 76.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
5000 85 LR B UL IR B
15.60 15.80 16.00 16.20
113 m/z 43.10 71.00%
K Il 777,241 160 107 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #185535: Heptadecane, 9-octyl-
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 53.81%
ol L i) [113,141 169 197 29 567 204 323 352
m/z--> 50 100 1éo 200 2%0 300 350 400 '
Abundance #223852: Hentriacontane e R AR RE R
57 15.60 15.80 16.00 16.20
m/z 55.10 27 .28%
113 141 169
o || |7, 169 197 225 253 281 309 337 365 437
m/z--> éo 100 150 260 250 300 350 400 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021819\
Data File : BF112599.D

Aca On : 18 Feb 2019 14:25

Operator : JU/SJ

Sample : K1508-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.36 6.96 ng 210766 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 90
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 2427 (16.362 min): BF112599.D (-2423) (-) m/z 57.10 100.00%
57
85
5000
UNNUNNUSUA SR
141 169 104 249269 292310 16.00 16.20 16.40 16.60
o1 1 ll Loy 7 290 2902892000,20290 3. 39 Twsz 71.10  78.57%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 DAL UL BIGRR B B
16. oo 16 20 16. 40 16.60
113 m/z 43.10 70.31%
L2l ﬂ 1 169189 211 239 267 205 333 352
m/z--> éo 100 1éo 200 2éo 360 3éo
Abundance #175558: Tetracosane
57
g5 16.00 16.20 16140 16.60
5000 m/z 85.10 67.28%
oL 3 ““ | J ] (141 169 197 225 253 281 309 338
m/z--> éo 100 1éo 260 250 360 3éo
Abundance #184946: Hexadecane, 1-iodo- L B LB L N L B
57 16.00 16.20 16.40 16.60
m/z 55.05 29.42%
85
5000
225
29 113 14
O,Lll“,,‘,u\ljllul169 w6 | 32 S —
m/z--> 50 100 150 200 250 300 350 mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021819\
Data File : BF112599.D

Acq On : 18 Feb 2019 14:25

Operator : JU/SJ

Sample - K1508-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
2-Pentanone, 4-hy... 5.04 3.6 ng 102524 1 6.82 573710 20.0
unknown6 .60 6.60 70.4 ng 2019950 1 6.82 573710 20.0
n-Hexadecanoic acid 11.87 4.7 ng 194040 4 11.35 822435 20.0
1-Decanol, 2-octyl- 13.82 3.3 ng 119497 5 14.00 723935 20.0
Eicosane 14.13 2.2 ng 78086 5 14.00 723935 20.0
Heneicosane 14 .44 4.4 ng 157776 5 14.00 723935 20.0
Heptadecane, 2,6,... 14.74 7.4 ng 223763 6 15.47 605949 20.0
Octacosane 15.07 9.6 ng 290388 6 15.47 605949 20.0
2-methyloctacosane 15.87 9.6 ng 290903 6 15.47 605949 20.0
Pentacosane 16.36 7.0 ng 210766 6 15.47 605949 20.0
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