LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 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-BF083019.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 5.451 568 572 576 rBY 1578892 1404969 50.96% 5.199%
2 6.469 740 745 756 rBVY 1913738 1780797 64.59% 6.590%
3 6.610 765 769 772 rBVY 1948683 1626988 59.01% 6.021%
4 6.845 805 809 812 rBV 881277 724910 26.29% 2.683%
5 6.998 832 835 839 rVB 1411598 1160746 42.10% 4 ._.295%
6 7.398 899 903 906 rBVY 1351235 1086967 39.43% 4.022%
7 8.128 1023 1027 1030 rBvY 1107068 983538 35.67% 3.640%
8 9.198 1205 1209 1212 rBV 2924162 2348592 85.19% 8.691%
9 9.586 1272 1275 1279 rBV 124676 90076 3.27% 0.333%
10 9.875 1321 1324 1328 rBvV 1312020 1169962 42.44% 4 .330%

11 10.657 1453 1457 1461 rBV 1475603 1445589 52.43% 5.350%
12 11.357 1572 1576 1579 rBV 1466590 1244378 45.13% 4._.605%
13 11.380 1579 1580 1584 rVvVv 180489 94011 3.41% 0.348%
14 11.427 1584 1588 1593 rVB2 26913 31573 1.15% 0.117%
15 11.880 1657 1665 1677 rBV 340502 469479 17.03% 1.737%

16 12.563 1778 1781 1785 rBV 306462 278146 10.09% 1.029%

17 12.610 1787 1789 1794 rVB2 42206 36893 1.34% 0.137%
18 12.669 1794 1799 1806 rBV 600259 697275 25.29% 2.580%
19 12.763 1812 1815 1816 rBV 39536 34132 1.24% 0.126%

20 12.792 1817 1820 1823 rVB 260269 229115 8.31% 0.848%

21 12.939 1841 1845 1848 rBV 3059173 2757016 100.00% 10.203%

22 13.121 1869 1876 1879 rBV2 40921 67439 2.45% 0.250%
23 13.169 1879 1884 1885 rBV5 23044 37997 1.38% 0.141%
24 13.321 1907 1910 1913 rBV2 33608 35805 1.30% 0.132%

25 13.416 1923 1926 1931 rVB 215590 185170 6.72% 0.685%

26 13.739 1970 1981 1982 rBvV4 58879 122100 4.43% 0.452%
27 13.833 1994 1997 2007 rVB3 283266 385743 13.99% 1.427%
28 13.986 2018 2023 2026 rBV 1401308 1387483 50.33% 5.134%
29 14.010 2026 2027 2033 rVB 144776 93568 3.39% 0.346%
30 14.157 2048 2052 2057 rVB 130795 124471 4_.51% 0.461%

31 14.333 2074 2082 2091 rBV3 86614 223240 8.10% 0.826%
32 14.463 2099 2104 2108 rBV 247807 272140 9.87% 1.007%
33 14.763 2150 2155 2166 rBV 428176 519500 18.84% 1.922%
34 14.839 2166 2168 2174 rVB3 23195 30896 1.12% 0.114%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.015 2193 2198 2201 rBV 115334 179634 6.52% 0.665%

36 15.098 2207 2212 2218 rVB 475251 547600 19.86% 2.026%
37 15.310 2245 2248 2254 rVB 59552 79789 2.89% 0.295%
38 15.374 2254 2259 2262 rVV 86852 104155 3.78% 0.385%
39 15.439 2264 2270 2273 rVV 1003669 1231479 44.67% 4_557%
40 15.474 2273 2276 2283 rVB 445181 553783 20.09% 2.049%

41 15.786 2326 2329 2336 rVB5 22493 47337 1.72% 0.175%
42 15.904 2343 2349 2354 rBV 274392 419035 15.20% 1.551%
43 15.962 2355 2359 2370 rVB 28001 83043 3.01% 0.307%
44 16.404 2428 2434 2445 rBV 141249 256878 9.32% 0.951%
45 16.868 2508 2513 2521 rVB3 39434 86242 3.13% 0.319%
46 16.986 2527 2533 2541 rBV2 50721 116741 4.23% 0.432%
47 17.156 2558 2562 2569 rVvB10 15515 33058 1.20% 0.122%
48 17.304 2582 2587 2591 rBV 25033 42521 1.54% 0.157%
49 17.680 2645 2651 2661 rVB8 24775 60839 2.21% 0.225%
Sum of corrected areas: 27022838
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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: BF116740.D
3000000

2500000

2000000 6.40.61

5.45
1500000 7.00 740

1000000 6.85

500000

0 I L

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: BF116740.D
3000000 9.20 12194

2500000

2000000

10.66 11.36
1500000 9.87

1000000
12.67
500000 11.88 12.56 12 79

959 \ s fiolrs || 1sams:

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: BF116740.D
3000000

2500000

2000000

1500000 13.99

1000000

14.76

500000

16.40
.96 A 16.88.997 17.30  17.68

O e e e e e e e e e e

I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.61 Concentration Rank 1

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

6.61 44_.89 ng 1626990 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 Xenon 132 Xe 007440-63-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 769 (6.610 min): BF116740.D (-765) (-) m/z 132.00 100.00%
5000 68
40 %6 J 620 640 6.60 6.80 7.00
54 : : : : :
Jrer |wsus o /7 68.10  43.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IS A R
6.0 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.21%
'I"'%I!||'I'!'JI""IJ"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 25.93%
NN ...,....,.?% II@Q7 ‘ el 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14396: 1,2,4-Trifluorobenzene LS LN L N BN
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17 .25%
5000 63 g
31 101 112
.|..‘..‘|..58.‘|“.‘l72‘ ‘19.2.,‘.‘.1‘.,..« T A e
m/z--> 20 40 60 80 100 120 140 160 180 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\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.88 7.55 ng 469479 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 1665 (11.880 min): BF116740.D (-1657) (-) m/z 73.00 100.00%
73
43 60
5000 129
7 115 S R U N RN LR
\“ 01 13157171 102 A3 11,60 11.80 12.00 12.20
SN/ 1§ m/z 59.95 76.10%
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 B BRI N B
11. 60 11. 80 12. oo 12 20
m/z 43.05 68.25%
TJJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43 11,60 11.80 12.00 12.20
5000 129 m/z 57.05 59.53%
29 . 185 228
01115 | 143..5171
IIIII”II“”I”IITI :1- H‘ " |‘||:|I-|57||‘|| |‘||1|99||25L|3||‘|||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B AR L an R
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 53.55%
5000 129
29
199
‘ L#“ 143157171185 242
15 | 4
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 3
R.T. EstConc Area Relative to ISTD R.T.
12.67 11.21 ng 697275 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
Abundance Scan 1799 (12.669 min): BF116740.D (-1794) (-) m/z 72.95 100.00%
7B q
43
57
5000 129

185 1

19913227 12.40 12.60 12.80 13.00

m/z 43.10 78.01%

143157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

43 §
129

284

12.40 12.60 12.80 13.00
m/z 60.00 74.96%

50001 28

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #84453: Tetradecanoic acid
(<]
43 P T T T
57 12.40 12.60 12.80 13.00
5000 129 m/z 57.05 70.15%
29 185 228
‘ | T7 01115 | 143 171 ‘ 199
I 010 Wl L T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid N B B L L B
43 73 12.40 12.60 12.80 13.00
i m/z 55.10 62 .54%
29
5000
242

%

, 129
L | Lji 01115 | 143157171185 513

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Cyclodecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.42 2.67 ng 185170 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecane 140 C10H20 000293-96-9 70
2 Carbonochloridic acid. decvl ester 220 C11H21CIO2 055488-51-2 46
3 2- Chloropropionic acid. decvl e... 248 C13H25CI02 086711-78-6 43
4 Dichloroacetic acid. dodecvl ester 296 C14H26CI1202 083005-01-0 43
5 1-Dodecanethiol 202 C12H26S 000112-55-0 41
Abundance Scan 1927 (13.421 min): BF116740.D (-1923) (-) m/z 201.20 100.00%
201
43
5000 69 97
112 140 43 A o
157 218 314 13.20 13.40 13.60 13.80
rreerredfbe m/z 43.05 72.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #17939: Cyclodecane
5 | 83
140
5000 3 LRI SN BRI BULIL
n 1320 13.40 13.60 13.80
m/z 57.05 69.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #76990: Carbonochloridic acid, decyl ester
55

13.20 13.40 13.60 13.80
5000 m/z 97.05 50.69%

29
U 140155 185
S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #100482: 2- Chloropropionic acid, decyl ester s R e S A
43 13. 20 13 40 13. 60 13. 80

m/z 55.05 50.25%

70
5000
2(

Sl
TTTTITI[ITT TTT T[T T T T[T T T T TT T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 20 13 40 13. 60 13. 80

83
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 n-Nonadecanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.83 5.56 ng 385743 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 1996 (13.827 min): BF116740.D (-1994) (-) m/z 83.05 100.00%

5000

-

13.60 13.80 14.00 14.20

m/z 57.10 84 .65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1

E

5000 T T T T
13.60 13.80 14.00 14.20

m/z 55.00 83.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #194133: Dichloroacetic acid, heptadecy! ester

:

13.60 13.80 14.00 14.20

5000 m/z 69.05 80.08%

154169 191 210 238 o5 295

.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #155046: 1-Heneicosanol e

55 83 13.60 13.80 14.00 14.20
m/z 97.10 78.49%

4
5000

"'lgﬁ"‘l"‘"“‘l' LR B SULIRS UL B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownl14.33 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.33 3.22 ng 223240 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline. 1.2.3.4-tetrahvdro-2.... 189 C13H19N 1000308-78-8 37
2 Butvl 3.6-dichloropvridine-2-car... 247 C10H11CI2NO2 1000373-31-6 35
3 8-Amino-6-methoxvauinoline 174 C10H10N20 000090-52-8 35
4 2-(3-FluorophenvDpvrimidine 174 C10H7FN2 068049-16-1 30
5 2-(4-Fluorophenyl)pyrimidine 174 C1OH7FN2 068049-17-2 30

Abundance Scan 2081 (14.327 min): BF116740.D (-2074) (-) m/z 174.10 100.00%
1714
5000
43
91 P
134 410 A e o R S
67 o3 242 269 14.00 14.20 14.40 14.60
m/z 161.10 38.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #52478: Quinoline, 1,2,3,4-tetrahydro-2,2,4,8-tetramethy!-
174
5000
14.00 14.20 14.40 14.60
144 m/z 187 .05 31.74%
79 115
42
m/z--> 50 100 150 200 250 300 350 400
Abundance #99430: Butyl 3,6-dichloropyridine-2-carboxylate
Y4
147
14.00 14.20 14.40 14.60
5000 110 m/z 159.00 27 .96%
56
29 76
N h??z 247
m/z--> 50 100 150 200 250 300 350 400
Abundance #40846: 8-Amino-6-methoxyquinoline
174 14.00 14.20 14.40 14.60
m/z 43.00 27 .78%
5000
145
51 77 117 ‘
L g B S S S B N IR BRI U
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.46 3.92 ng 272140 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 98
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 87
Abundance Scan 2104 (14.463 min): BF116740.D (-2099) (-) m/z 57.10 100.00%
57
85
5000
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—ﬁ
141 169 240 14.20 14.40 14.60 14.80
|, 1] .1.-1..,....19,7.2.21..,..2?1.,....,.. m/z 71.10 86.06%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
14.20 14.40 14.60 14.80
29 m/z 85.10 64 .84%
m/z--> 50 100 150 200 250 300 350
Abundance #105883: Octadecane
57
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—ﬁ
14.20 14.40 14.60 14.80
5000 85 m/z 43.05 60.01%
29
A‘J‘ J Iy M3 141 169 197 225 il
m/z--> 50 100 1éo 260 250 300 350
Abundance #194493: Hexacosane BT T
57 14.20 14.40 14.60 14.80
m/z 55.05 23.72%
- | \_//\\J\JL/IL
29 i I i J11}3J 141 169 197 225 253 295 323 367
m/z--> 50 100 1&'30 200 250 300 350 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.76 8.44 ng 519500 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90

Abundance Scan 2155 (14.763 min): BF116740.D (-2150) (-) m/z 57.10 100.00%

5[
5000

141 14. 40 14.60 14.80 15.00
....,I...1|,.'l.1..,.1‘?9..,2.“..2?9,?6.7..,....,....,...., m/z 71.10 85.94%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
5|7
85
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl'

5000
14.40 14.60 14.80 15.00
m/z 85.10 62.24%

29
| ] . J ] 11f1‘169 197 225 253 296
,, e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 57.26%
} 113 141 169
LI 197 225 253 281 309 337 365 437
A A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane R e
57 14.40 14.60 14.80 15.00
m/z 55.10 20.99%
5000 85
29 113 141
J |77, 141 169 197 225 253 281 309 337 380
— A A e T R A BAREE S
m/z--> 50 100 150 200 250 300 350 400 14.40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.10 8.89 ng 547600 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane 240 C17H36 000629-78-7 87
4 Docosane 310 C22H46 000629-97-0 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2212 (15.098 min): BF116740.D (-2207) (-) m/z 57.10 100.00%
g7
85
5000

113
141 169 14.80 15.00 15.20 15.40
y .J.l|, Lzt o ter 239 268 m/z 71.05 86.53%

m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 14.80 15.00 15.20 15.40
m/z 85.05 62.36%
29
| | | 118 141 169 197 225 253 281 323 351 380
e IR e e e e e e IR A e e e o e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.10 57.33%
113
200 | || {77,141 160 197 225 267 295 365 393
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane T e
57 14.80 15.00 15.20 15.40
m/z 55.05 22.13%
85
5000
29

| T I T T
m/z--> 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\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.90 6.81 ng 419035 Perylene-d12 15.44
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 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2348 (15.898 min): BF116740.D (-2343) (-) m/z 57.05 100.00%
57
85
5000

141 169 207 15.60 15.80 16.00 16.20
....|,'I l|11"4,- 207 29 283 m/z 71.05 89.90%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
15.60 15.80 16.00 16.20
m/z 85.10 67.48%
29 113 141
| |y [ 141,169 197 225 253 295 323 367
———tpl ) e B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 15.60 15.80 16.00 16.20
5000 m/z 43.05 59.96%
29 113
LU {77,241 160 197 225 253 296
e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R e e e e
57 15 60 15. 80 16. 00 16. 20

m/z 41.00 20.08%

113
29 | 7724 169 197 225 267 295 365 393

m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. OO 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116740.D

Aca On : 1 Sep 2019 14:10

Operator : HP/JU

Sample : K4525-19

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.40 4_.17 ng 256878 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2433 (16.398 min): BF116740.D (-2428) (-) m/z 57.10 100.00%
g7
85
5000
Lo o o o 16100 16,20 1640 16,60 1630

...f....“. : e e || M/Z 71.10  91.88%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

16.00 16.20 16.40 16.60 16.80
m/z 85.10 62.82%

141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57

16.00 16.20 16.40 16.60 16.80

5000 85 m/z 43.10 57.50%
113
20| | || 717,141 169 197 225 253 281 300 337 365 393 422
e e N L N Sral
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane R E e = e e
57 16.00 16.20 16.40 16.60 16.80

m/z 99.10 24 .52%

5000 85
113 141
| || | 77,141 169 107 225 253 281 309 337 365 437
SRS B A A A i st I N SN

m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090119\
Data File : BF116740.D

Acq On : 1 Sep 2019 14:10

Operator : HP/JU

Sample - K4525-19

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6.61 6.61 44.9 ng 1626990 1 6.85 724910 20.0
n-Hexadecanoic acid 11.88 7.5 ng 469479 4 11.36 1244380 20.0
Octadecanoic acid 12.67 11.2 ng 697275 4 11.36 1244380 20.0
Cyclodecane 13.42 2.7 ng 185170 5 13.99 1387480 20.0
n-Nonadecanol-1 13.83 5.6 ng 385743 5 13.99 1387480 20.0
unknownl14 .33 14.33 3.2 ng 223240 5 13.99 1387480 20.0
Heptadecane 14.46 3.9 ng 272140 5 13.99 1387480 20.0
Heneicosane 14.76 8.4 ng 519500 6 15.44 1231480 20.0
Heptacosane 15.10 8.9 ng 547600 6 15.44 1231480 20.0
Hexacosane 15.90 6.8 ng 419035 6 15.44 1231480 20.0
2-methyloctacosane 16.40 4.2 ng 256878 6 15.44 1231480 20.0
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